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Absolute and relative Gibbs energies of the studied structures

Table S1. Absolute and relative Gibbs energies of methyl -D-galactopyranoside 1.

Conformer Absolute Gibbs energy, a.u. Relative Gibbs energy,
kcal/mole

tg -1759.108803 0.5

gt -1759.109626 0.0

a9 -1759.106230 2.1

Table S2. Absolute and relative Gibbs energies of methyl 3-D-galactofuranoside 2. Gauche-

trans conformer of the pyranoside form taken as reference.

Conformer, initial o1/®

Absolute Gibbs energy, a.u.

Relative Gibbs energy,
kcal/mole

Cl-endo, +60°/+60° -1759.106203 2.1
Cl-endo, +60°/-60° -1759.110666 -0.7
Cl-endo, +60°/180° -1759.105511 2.6
Cl-endo, -60°/+60° -1759.107088 16
C1l-endo, -60°/-60° -1759.104207 34
Cl-endo, -60°/180° -1759.106545 1.9
Cl-endo, 180°/+60° -1759.103655 3.7
C1l-endo, 180°/-60° -1759.109128 0.3
Cl-endo, 180°/180° -1759.108588 0.7
C2-exo, +60°/+60° -1759.105384 2.7
C2-exo, +60°/-60° -1759.110917 -0.8
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C2-exo, +60°/180° -1759.105549 2.6
C2-exo, -60°/+60° -1759.106275 21
C2-exo, -60°/-60° -1759.103272 3.9
C2-exo, -60°/180° -1759.104743 3.1
C2-exo, 180°/+60° -1759.105817 2.4
C2-exo, 180°/-60° -1759.110759 -0.7
C2-exo, 180°/180° -1759.107881 1.1
C3-exo, +60°/+60° -1759.101980 438
C3-exo, +60°/-60° -1759.110816 -0.7
C3-exo, +60°/180° -1759.105020 29
C3-exo, -60°/+60° -1759.106001 2.3
C3-exo, -60°/-60° -1759.104160 3.4
C3-exo, -60°/180° -1759.105873 2.4
C3-exo, 180°/+60° -1759.105602 04
C3-exo, 180°/-60° -1759.109108 0.3
C3-exo, 180°/180° -1759.108864 0.5
O4-exo, +60°/+60° -1759.105168 2.8
O4-exo, +60°/-60° -1759.114060 -2.8
O4-exo, +60°/180° -1759.107118 1.6
O4-exo, -60°/+60° -1759.107645 1.2
04-exo, -60°/-60° -1759.107277 15
04-exo, -60°/180° -1759.108023 1.0
O4-exo, 180°/+60° -1759.104139 3.4
O4-exo, 180°/-60° -1759.107978 1.0
O4-exo, 180°/180° -1759.108883 0.5
C2-endo, +60°/+60° -1759.105727 2.4
C2-endo, +60°/-60° -1759.106514 2.0
C2-endo, +60°/180° -1759.101697 5.0
C2-endo, -60°/+60° -1759.102981 4.2
C2-endo, -60°/-60° -1759.104125 35
C2-endo, -60°/180° -1759.102511 45
C2-endo, 180°/+60° -1759.105160 2.8
C2-endo, 180°/-60° -1759.109443 0.1
C2-endo, 180°/180° -1759.109040 0.4
C1l-exo, +60°/+60° -1759.102190 4.7
C1l-exo, +60°/-60° -1759.106726 1.8
C1l-exo, +60°/180° -1759.100703 5.6
Cl-exo, -60°/+60° -1759.106370 2.0
Cl-exo, -60°/-60° -1759.104306 3.3
Cl-exo, -60°/180° -1759.106562 1.9
C1l-exo, 180°/+60° -1759.105344 2.7
C1l-exo, 180°/-60° -1759.106738 18
Cl-exo, 180°/180° -1759.102840 43

Table S3. Absolute and relative Gibbs energies of methyl o-D- galactopyranoside 3.

Conformer

Absolute Gibbs energy, a.u.

Relative Gibbs energy,
kcal/mole
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tg -1759.110031 0.4
gt -1759.110685 0.0
g9 -1759.107535 2.0

Table S4. Absolute and relative Gibbs energies of methyl a-D- galactofuranoside 4. Gauche-

trans conformer of the pyranoside form taken as reference.

Conformer, initial o1/®

Absolute Gibbs energy, a.u.

Relative Gibbs energy,
kcal/mole

C1-endo, +60°/+60° -1759.102193 53
Cl-endo, +60°/-60° -1759.106087 29
Cl-endo, +60°/180° -1759.101960 55
Cl-endo, -60°/+60° -1759.102026 5.4
Cl-endo, -60°/-60° -1759.099705 6.9
Cl-endo, -60°/180° -1759.101197 6.0
Cl-endo, 180°/+60° -1759.104897 3.6
Cl-endo, 180°/-60° -1759.104025 4.2
Cl-endo, 180°/180° -1759.104134 4.1
C2-exo, +60°/+60° -1759.101515 5.8
C2-exo, +60°/-60° -1759.106237 28
C2-exo, +60°/180° -1759.101504 5.8
C2-exo, -60°/+60° -1759.100663 6.3
C2-exo, -60°/-60° -1759.103275 4.6
C2-exo, -60°/180° -1759.101025 6.1
C2-exo, 180°/+60° -1759.102834 4.9
C2-exo, 180°/-60° -1759.105689 3.1
C2-exo, 180°/180° -1759.105349 3.3
C3-exo, +60°/+60° -1759.103514 45
C3-exo, +60°/-60° -1759.106072 29
C3-exo, +60°/180° -1759.102342 5.2
C3-exo, -60°/+60° -1759.104931 3.6
C3-exo, -60°/-60° -1759.099741 6.9
C3-exo, -60°/180° -1759.104283 4.0
C3-exo, 180°/+60° -1759.104756 3.7
C3-exo, 180°/-60° -1759.103986 4.2
C3-exo, 180°/180° -1759.104639 3.8
04-exo, +60°/+60° -1759.100880 6.2
0O4-exo, +60°/-60° -1759.109424 0.8
O4-exo, +60°/180° -1759.101804 5.6
O4-exo, -60°/+60° -1759.103211 4.7
O4-exo, -60°/-60° -1759.103480 45
0O4-exo, -60°/180° -1759.104069 4.2
O4-exo, 180°/+60° -1759.100481 6.4
04-exo, 180°/-60° -1759.105628 3.2
0O4-exo, 180°/180° -1759.104816 3.7
C2-endo, +60°/+60° -1759.103419 46
C2-endo, +60°/-60° -1759.106514 2.6
C2-endo, +60°/180° -1759.101090 6.0
C2-endo, -60°/+60° -1759.104704 3.8
C2-endo, -60°/-60° -1759.101959 55

S3




C2-endo, -60°/180° -1759.103964 4.2
C2-endo, 180°/+60° -1759.104742 3.7
C2-endo, 180°/-60° -1759.108837 1.2
C2-endo, 180°/180° -1759.107125 2.2
C1-exo, +60°/+60° -1759.103779 43
Cl-exo, +60°/-60° -1759.106901 2.4
C1l-exo, +60°/180° -1759.101221 5.9
Cl-exo, -60°/+60° -1759.104803 3.7
Cl-exo, -60°/-60° -1759.102612 51
Cl-exo, -60°/180° -1759.104064 4.2
Cl-exo, 180°/+60° -1759.104917 3.6
Cl-exo, 180°/-60° -1759.108870 1.1
Cl-exo, 180°/180° -1759.107084 2.3

Table S5. Absolute and relative Gibbs energies of phenyl 3-D-—galactopyranoside 5.

Conformer Absolute Gibbs energy, a.u. Relative Gibbs energy,
kcal/mole

tg -1950.773263 1.0

gt -1950.774828 0.0

g9 -1950.770704 2.6

Table S6. Absolute and relative Gibbs energies of phenyl B-D-galactofuranoside 6. Gauche-

trans conformer of the pyranoside form taken as reference.

Conformer, initial o1/®

Absolute Gibbs energy, a.u.

Relative Gibbs energy,
kcal/mole

C1-endo, +60°/+60° -1950.770196 29
C1l-endo, +60°/-60° -1950.775144 02
C1-endo, +60°/180° -1950.770005 3.0
C1l-endo, -60°/+60° -1950.771284 2.2
C1l-endo, -60°/-60° -1950.770118 3.0
Cl-endo, -60°/180° -1950.773564 0.8
Cl-endo, 180°/+60° -1950.769118 3.6
Cl-endo, 180°/-60° -1950.773159 1.0
C1l-endo, 180°/180° -1950.771557 21
C2-exo, +60°/+60° -1950.768323 41
C2-exo, +60°/-60° -1950.775193 -0.2
C2-exo, +60°/180° -1950.770132 29
C2-exo, -60°/+60° -1950.770443 28
C2-exo, -60°/-60° -1950.765388 59
C2-exo, -60°/180° -1950.772946 1.2
C2-exo, 180°/+60° -1950.770557 27
C2-exo, 180°/-60° -1950.773773 0.7
C2-exo, 180°/180° -1950.772482 15
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C3-exo, +60°/+60° -1950.765878 56
C3-exo, +60°/-60° -1950.774290 03
C3-exo, +60°/180° -1950.769955 3.1
C3-exo, -60°/+60° -1950.770138 29
C3-exo, -60°/-60° -1950.771266 22
C3-exo, -60°/180° -1950.773432 0.9
C3-exo, 180°/+60° -1950.769465 34
C3-exo, 180°/-60° -1950.773362 0.9
C3-exo, 180°/180° -1950.772841 1.2
O4-exo, +60°/+60° -1950.769289 35
O4-exo, +60°/-60° -1950.777145 15
O4-exo, +60°/180° -1950.771609 20
04-exo, -60°/+60° -1950.772073 1.7
0O4-exo, -60°/-60° -1950.774371 03
04-exo, -60°/180° -1950.775305 03
O4-exo, 180°/+60° -1950.768576 3.9
O4-exo, 180°/-60° -1950.772729 1.3
O4-exo, 180°/180° -1950.773085 11
C2-endo, +60°/+60° -1950.766568 5.2
C2-endo, +60°/-60° -1950.770912 25
C2-endo, +60°/180° -1950.769776 3.2
C2-endo, -60°/+60° -1950.768686 3.9
C2-endo, -60°/-60° -1950.771002 24
C2-endo, -60°/180° -1950.771006 2.4
C2-endo, 180°/+60° -1950.769052 3.6
C2-endo, 180°/-60° -1950.774109 05
C2-endo, 180°/180° -1950.772986 1.2
C1-exo, +60°/+60° -1950.766426 53
C1-exo, +60°/-60° -1950.770870 25
C1-exo, +60°/180° -1950.766402 5.3
Cl-exo, -60°/+60° -1950.770150 29
Cl-exo, -60°/-60° -1950.771209 23
C1l-exo, -60°/180° -1950.769034 3.6
Cl-exo, 180°/+60° -1950.769080 3.6
C1l-exo, 180°/-60° -1950.773294 1.0
Cl-exo, 180°/180° -1950.767994 43

Cartesian coordinates of the optimized conformers, A. Starting ring geometries and values

of o1/ torsions before the geometry optimization are given for furanosides.

Methyl B-D-Galp 1, gg

X
@) 1.95870
C 2.81070
@) 2.43820

Y
0.98060
0.69590
0.33030

Z
0.26280
1.28020
2.37110
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4.22940
4.59870
5.94100
6.91760
6.55220
5.21300
3.83860
6.22540
7.96350
7.31120
4.91440
1.49000
-1.76700
-2.88820
-0.85900
0.55060
0.62470
-0.39010
-1.76150
-2.93940
0.80400
0.43630
-1.94710
2.64090
-3.84480
-0.08260
-3.86740
-2.92690
-0.93450
-1.12390
-2.11740
-0.41260
0.80940
-2.21770
-2.00340

0.84240
1.22830
1.27820
0.93850
0.55300
0.50700
1.47020
1.57280
0.96900
0.28180
0.19530
-1.69930
-0.25530
2.13900
-1.29520
-0.72080
0.45510
1.53020
0.84590
1.73740
-0.41230
0.11330
0.48190
-1.84780
2.97630
2.13240
1.19160
2.61740
-2.29360
-1.67830
-3.09330
2.28260
2.49860
-3.52120
-3.89220

0.88060
-0.41030
-0.75920

0.17230

1.45960

1.81430
-1.13810
-1.76100
-0.10600

2.18180

2.80540
-0.16930

-0.98060
-1.77650
-0.62770
-0.62910
0.33760
-0.03170
-0.07590
-0.39970
-1.64000

1.35450

0.94500
-0.86860
-2.19490
-1.27820
-0.22730

0.24430

-1.57680

0.37090

-1.49300

0.76480
-1.21710
-0.49100
-2.22200
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-3.00550
2.78900
3.69820
3.48030
4.52380
5.78730
6.00740
4.96640
2.50440
4.35380
6.60170
6.99140
5.12700

-3.70210
-4.72260

-4.64880

-4.54880

-3.50210

-2.55630

-2.65330
-5.45660
-5.28500
-3.42380
-1.74250
-1.92020
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-2.50470
-1.44230
-2.51350
-2.93640
-3.48580
-3.60950
-3.18870
-2.64470
-2.82100
-3.80920
-4.02910
-3.27820
-2.30040
3.32510
3.39750
4.17610
4.52720
4.03120
3.18260
2.82800
4.55450
5.18660
4.30580
2.79700
2.17040

Methyl B-D-Galp 1, gt

X
1.95980
2.78730
2.38780
4.21570
4.61530
5.96410
6.91700

O O o 0O o0 O O

Y
0.99040
0.67410
0.30340
0.79370
1.18160
1.20430
0.83580

-1.72940
-1.99850
-0.07060
1.24280
1.97470
1.40450
0.09550
-0.64100
1.69030
2.99350
1.98150
-0.34600
-1.65300
-3.63240
-1.46930
-4.20640
-5.54500
-6.31800
-5.74950
-4.41050
-3.59510
-5.98640
-7.36240
-6.35010
-3.96650

Z
0.31540
1.34360
2.42330
0.97010

-0.31110

-0.63710
0.30780
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6.52150
5.17570
3.87310
6.27170
7.96790
7.26200
4.85390
1.45210
-1.74300
-4.08320
-0.87990
0.54240
0.61650
-0.37460
-1.75700
-2.80670
0.82510
0.40280
-2.02920
2.61250
-5.16740
-0.05670
-2.77590
-2.66180
-0.95890
-1.18280
-2.16920
-0.39790
0.81600
-2.30980
-2.06230
-3.03120
2.79100
3.63950
3.38850

0.44840
0.42920
1.44600
1.50020
0.84500
0.15480
0.11610
-1.67680
-0.14670
1.27180
-1.21480
-0.67440
0.48570
1.58460
0.93600
1.91880
-0.35760
0.12870
0.56230
-1.84420
1.97980
2.21310
2.82050
2.19000
-2.20880
-1.59230
-2.96970
2.31880
2.61860
-3.39630
-3.77020
-2.35160
-1.43170
-2.54090
-2.96920

1.58560
1.91730
-1.04940
-1.63160
0.04720
2.31810
2.90060
-0.16180
-1.04360
-0.41540
-0.66830
-0.63000
0.35610
-0.00300
-0.11500
-0.57180
-1.63050
1.36300
0.88050
-0.84070
-0.76250
-1.23590
0.03990
-1.61570
-1.62200
0.32150
-1.57210
0.80940
-1.15310
-0.57440
-2.30040
-1.82920
-1.96360
-0.02960
1.27600
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4.40590
5.67600
5.92900
4.91430
2.40790
4.21040
6.47000
6.91830
5.10070
-6.42620
-5.11020
-7.63740
-8.83510
-8.83030
-7.62510
-6.42470
-7.62750
-9.77160
-9.76490
-7.62090
-5.48840

T T T T T O OO OO OO IT ITIT IT T O OO O

-3.54860
-3.69770
-3.27160
-2.69710
-2.83430
-3.87600
-4.14110
-3.38090
-2.34830

1.20550

3.12520
1.85050
1.16210
-0.17590
-0.82360
-0.13720

2.88910

1.66640
-0.71340
-1.86420
-0.63910

Methyl B-D-Galp 1, tg

X
1.90700
2.73880
2.34620
4.16500
4.55800
5.90650
6.86590
6.47690
5.13130
3.81130

I 0O 0O 0O 0O 0O O 0 O 0O

Y
1.03350
0.81150
0.50920
0.93930
1.25510
1.28860
1.00160
0.68600
0.65710
1.45590

2.02150
1.47250
0.17110
-0.57880
1.70740
3.03440
2.06000
-0.25390
-1.58480
-0.60620
-1.15870
-0.86500
-0.73560
-0.34990
-0.09340
-0.21920
-1.16590
-0.93550
-0.25020
0.20430
-0.02270

z
0.18090
1.22940
2.33280
0.84940

-0.45340

-0.77960
0.18690
1.48620
1.81800
-1.20710
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6.20920
7.91670
7.22250
4.81480
1.46080
-1.77800
-2.99520
-0.88050
0.52750
0.57450
-0.44000
-1.80820
-2.90490
0.80020
0.36630
-2.06920
2.62630
-3.87320
-0.13950
-2.66580
-3.85310
-0.93440
-1.17050
-2.11600
-0.47690
0.71490
-2.23260
-1.98620
-3.00170
2.79590
3.66930
3.42290
4.45240
5.73040
5.97910

1.52900
1.01850
0.45530
0.39890
-1.67180
-0.28950
2.88610
-1.30510
-0.72660
0.50370
1.54710
0.86070
1.74440
-0.47620
0.21830
0.56680
-1.85570
3.84130
2.07280
2.06590
1.20800
-2.36320
-1.62070
-3.16140
2.34700
2.52000
-3.52580
-4.00410
-2.59280
-1.51770
-2.46770
-2.82230
-3.32280
-3.46490
-3.11170

-1.79050
-0.07340
2.23590
2.81880
-0.10600
-1.07820
0.06960
-0.63490
-0.64120
0.25690
-0.18760
-0.23700
-0.79790
-1.66300
1.28760
0.78760
-0.77190
-0.27460
-1.47180
-1.80960
-0.80350
-1.51760
0.37980
-1.40450
0.55750
-1.42360
-0.37950
-2.07950
-1.69320
-1.92080
0.08580
1.41430
2.19910
1.66680
0.34300
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4.95210
2.43550
4.26010
6.53380
6.97430
5.13470
-3.86430
-4.58600
-4.74920
-4.77080
-3.90870
-3.02490
-3.00060
-5.41310
-5.45840
-3.92560
-2.35410
-2.31440

I T T T IT O O O O O O O T T T T T O

-2.61730
-2.69240
-3.59370
-3.84610
-3.21510
-2.32550
4.98880
3.75900
6.04360
7.13690
7.18350
6.13450
5.03840
5.99540
7.95210
8.03680
6.17090
4.22410

-0.44630
1.83160
3.22910
2.28450

-0.06940

-1.47090
0.66840

-1.25200
0.43490
1.28870
2.38120
2.61770
1.76570

-0.41740
1.10400
3.04740
3.46640
1.94820

Methyl B-D-Galf 2,C1-endo, +60°/+60°

X
2.46480
2.00940
1.31330
0.71430
1.21110
3.57780
2.68920
1.24730
4.74660
4.99990
5.55190
4.60400
1.62380

I T T T OO T O O O O O O

Y
2.86100
4.11520
2.32770
3.59800
4.73490
2.96960
2.25490
3.78000
3.45600
2.81650
3.42730
4.48110
1.60740

Z

-4.05170
-4.52290
-3.20930
-2.58820
-3.50480
-3.21250
-4.93280
-1.27210
-3.87230
-4.72410
-3.14180
-4.22000
-2.45890

S11



I T T T OO O O O O IT T T T T OO 0o oo o o T T T T OO0 IT o o T oo o

0.38400
-0.57360
0.39040
-0.36650
0.12760
-0.82090
0.63070
-0.56080
-1.70440
-0.28310
-1.41520
-1.26850
1.82270
-2.68080
-3.54460
-3.32350
-4.15780
-5.21480
-5.43820
-4.60640
-2.50300
-3.98400
-5.86390
-6.26000
-4.76970
1.10020
0.33570
0.95750
2.34660
3.11220
2.49390
-0.74190
0.36160
2.83180
4.19180

1.73880
0.94250
3.81050
3.54250
5.56490
4.75050
6.29080
6.23780
5.71400
4.20330
4.05290
6.76470
5.41270
5.23710
6.31210
7.66140
8.63130
8.26190
6.91810
5.94620
7.94770
9.67570
9.02040
6.62990
4.89940
3.96990
4.04940
4.19440
4.25980
4.17980
4.03550
3.99590
4.25600
4.37230
4.22930

-4.12680
-3.60290
-0.22870
-2.52310
-4.18260
-5.04160
-4.83200
-3.13410
-5.65320
-5.81370
-4.45250
-3.52680
-2.90530
-6.44120
-6.99340
-6.70520
-7.24470
-8.07170
-8.36050
-7.82370
-6.06340
-7.02000
-8.49080
-9.00310
-8.03990
1.06510
2.23140
3.46280
3.53720
2.37750
1.14270
2.15980
4.36420
4.49860
2.43550
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3.08660
-1.49720
-1.37010
-2.52490
-3.41540
-3.28570
-2.26430
-0.58220
-2.61560
-4.21060
-3.98230
-2.16750
-2.82600
-0.81070
-0.64740

3.97070
0.41900
0.76300
-0.43640
-0.94420
-0.59970
0.25340
1.43150
-0.69380
-1.60630
-0.99460
0.52610
4.05470
3.72100
0.70110

0.24190

-4.63670
-5.98470
-4.23160
-5.16570
-6.50900
-6.91590
-6.29850
-3.18530
-4.84880
-7.23780
-7.95870
-6.66640
-0.34640
-2.41870

Methyl B-D-Galf 2,C1-endo, +60°/-60°

C
0
C
C
C
0
H
0
C
H
H
H
H
0
C
C
I

X
0.04910
0.55080

-1.35110
-1.22030
0.09610
0.77410
0.07150
-1.10230
2.12010
2.14120
2.55030
2.69790
-1.70350
-2.20980
-3.53850
-2.00940
-2.07530

Y
3.15180
3.82520
3.71890
5.17040
5.18380
3.43950
2.08350
6.04770
2.96460
1.88560
3.17710
3.47400
3.65780
2.97590
3.08510
7.03720
5.46660

Z

-1.53550
-2.67380
-1.34320
-1.82790
-2.63380
-0.37420
-1.76350
-0.70120
-0.40760
-0.59150
0.56850
-1.18140
-0.31820
-2.21740
-2.00540
-0.56530
-2.41800
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0.03420
-0.87120

1.04550
-0.30340
-2.24910
-0.70830
-0.64770
-0.30470

0.81400
-3.17500
-4.55900
-4.82230
-6.13470
-7.18730
-6.92680
-5.61750
-4.01230
-6.33520
-8.21000
-7.74450
-5.40040
-1.76810
-2.61060
-2.42230
-1.39260
-0.55160
-0.73560
-3.40660
-3.07670
-1.24600
0.24810
-0.08480
-4.33080
-3.72800
-5.72060

5.70510
4.94750
5.58800
7.08190
5.16560
5.30590
3.88120
7.47730
5.80510
4.67490
4.98850
5.77700
6.02520
5.49510
4.71520
4.46190
6.19200
6.63010
5.68680
4.29660
3.84730
7.84810
8.93460
9.71930
9.42290
8.34030
7.55310
9.15340
10.56090
10.03530
8.10940
6.71170
2.30900
1.61480
2.30150

-4.06680
-5.02380
-4.47650
-3.95770
-4.67140
-6.04120
-4.99040
-4.83810
-2.09260
-5.51050
-5.07710
-3.95450
-3.57760
-4.31760
-5.44070
-5.81940
-3.37360
-2.70280
-4.01770
-6.01290
-6.68160
0.65410
0.90090
2.02920
2.91860
2.67700
1.54820
0.20250
2.21640
3.79950
3.36890
1.36000
-2.98700
-4.03870
-2.85510
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-6.50020
-5.89780
-4.51310
-2.65380
-6.17690
-7.57760
-6.50810
-4.04520
-2.89080
-2.90900
-4.00480

O O o ITITITIT I OO O

1.60420
0.91480
0.92240
1.63040
2.85440
1.60810
0.37770
0.39410
4.04530
7.23470
3.75080

-3.76420
-4.81280
-4.94950
-4.14900
-2.04630
-3.66440
-5.52790
-5.76990
-6.50780
-1.35160
-1.10760

Methyl B-D-Galf 2,C1-endo, +60°/180°

X
3.01160
1.84550
2.96120
2.27200
1.57500
4.18850
2.95940
3.26950
4.37480
4.36150
5.34790
3.60000
3.94060
2.13920
2.13060
3.15900
1.58790
0.06720

-0.76170
-0.29310
-0.08110

oOoT oo T O Oo o IXT T T T OO I O OO O o0 O

Y
5.78160
6.35130
4.31510
4.35440
5.72950
6.31930
5.94280
4.28910
7.70080
7.85900
7.98040
8.31460
3.84880
3.65400
2.30450
3.33280
3.52340
5.71270
4.78970
6.73810
5.29810

Z

-6.18230
-5.62670
-5.77310
-4.40150
-4.36420
-5.64660
-7.26210
-3.37600
-5.95220
-7.03560
-5.55470
-5.48860
-5.72360
-6.74300
-6.71530
-2.42960
-4.27430
-4.12060
-5.00670
-4.25730
-2.76530
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-0.75340
-0.38160
-1.78730
-1.00380
2.02330
-1.47130
-1.30730
-0.32250
-0.16630
-0.99570
-1.98250
-2.13500
0.32370
0.60360
-0.87200
-2.62700
-2.88680
4.27930
4.27760
5.30710
6.34480
6.35070
5.32160
3.46650
5.30200
7.14850
7.15770
5.32510
1.28430
0.81610
0.96230
0.17060
-0.29400
0.03210
1.06530

5.30970
3.76820
4.76670
5.40620
6.31430
4.64740
5.22130
6.17270
6.65000
6.18930
5.24630
4.75970
6.52010
7.37970
6.56350
4.88730
4.01560
3.38570
2.47480
2.48660
3.40700
4.31580
4.30860
1.76450
1.77950
3.41560
5.03070
5.01260
1.72580
2.49610
0.36830
-0.20990
0.56100
1.91120
3.54470

-6.34340
-5.00880
-4.63350
-2.50240
-3.55730
-7.25980
-8.61910
-8.89550
-10.18990
-11.20890
-10.93340
-9.64320
-8.10220
-10.40510
-12.21740
-11.72530
-9.41900
-1.45720
-0.39840
0.53150
0.40890
-0.64550
-1.57750
-0.31550
1.35100
1.13430
-0.74140
-2.39680
-7.78480
-8.85110
-7.71250
-8.69350
-9.75680
-9.83570
-8.90900
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1.33100
-0.08570
-0.91090
-0.33020
-2.16350

2.25010

2.74880

O O OT T T T

-0.21850
-1.25960
0.10830
2.51210
3.68670
2.53490
1.66260

-6.88230

-8.63070
-10.52280
-10.65870
-6.99510
-2.38710
-5.89530

Methyl B-D-Galf 2,C1-endo, -60°/+60°

X
C 1.89150
@) 1.36690
C 1.55570
C 1.63070
C 1.53620
@) 3.28560
H 1.40880
@) 2.89840
C 3.75420
H 3.30450
H 4.83280
H 3.52230
H 2.23220
@) 0.21290
C -0.22560
C 3.05020
H 0.83260
C 0.39470
C 0.31100
H 0.61400
@) -0.81830
@) -0.71590
H 1.25690
H 0.03370

Y
2.43590
3.36210
3.02400
4.53580
4.69090
2.32710
1.47630
4.98450
1.78540
0.80410
1.68080
2.45010
2.69910
2.62310
2.83420
6.30980
5.06350
5.57410
5.59180
6.58680
5.10530
6.54890
5.90630
4.61460

z
-3.15590
-4.08330
-1.79120
-2.02850
-3.56280
-3.22600
-3.35670
-1.52610
-4.46080
-4.64420
-4.36660
-5.29530
-1.00660
-1.49690
-0.23960
-1.34920
-1.51670
-4.03360
-5.54690
-3.68020
-3.45260
-5.88070
-5.98990
-5.93860
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-1.52110
2.47500
-1.00140
-2.08170
-2.71620
-3.72180
-4.09870
-3.46830
-2.46340
-2.42250
-4.21150
-4.88290
-3.76050
-1.96600
4.39270
4.66700
5.91050
6.88810
6.61970
5.37580
3.89940
6.11900
7.85890
7.38010
5.16690
-1.64330
-2.43040
-2.19490
-3.51970
-4.30210
-3.75700
-2.00690
-1.57700
-3.94350
-5.33660

5.72350
5.11290
6.70650
7.69950
8.36460
9.28420
9.54510
8.88410
7.96440
8.16280
9.79780
10.26290
9.08640
7.44440
6.66090
8.00400
8.37590
7.40940
6.07020
5.69310
8.74470
9.41740
7.70000
5.31930
4.65450
2.43780
2.01170
2.51010
2.15510
1.73060
1.66140
1.96410
2.84390
2.20960
1.45540

-3.68750
-3.93140
-7.18230
-7.41500
-6.36270
-6.62970
-7.94400
-8.99500
-8.73210
-5.34280
-5.81240
-8.14910
-10.01730
-9.53930
-0.82530
-0.55700
-0.06770
0.15430
-0.11430
-0.60230
-0.73470
0.14050
0.53570
0.05680
-0.81350
-0.06300
-1.13610
1.21820
1.42590
0.35480
-0.92420
-2.12870
2.04050
2.42030
0.51690
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H -4.36630
@) -0.42730
@) 2.17460
@) 0.47760

1.33480
6.09840
7.11050
3.29900

-1.75700
-8.06060
-1.59850
0.63070

Methyl B-D-Galf 2,C1-endo, -60°/-60°

X
-1.91750
-1.48910
-1.34830
-0.02950
-0.16070
-1.38700
-3.00980

1.02880
-1.81480
-2.90790
-1.40210
-1.44900
-1.20210
-2.27260
-2.09790

2.27780

0.13220

0.07760

0.16710

1.06770
-0.92060
-1.06390

0.34690

0.99160
-0.61770

0.57170
-1.12910

O I r* T T O 0OIT OO T O O O I T T T O O I O OO O O O

Y
2.89110
3.73700
3.51870
4.13460
4.19580
1.59760
2.87250
3.25430
0.89930
0.84610
-0.10490
1.38730
2.80720
4.54130
5.09220
3.75420
5.11670
5.58520
5.63040
5.88350
6.46040
5.15690
6.65470
5.00460
7.36930
3.51050
5.03660

Zz

-2.64760
-3.68940
-1.38180
-1.85830
-3.39920
-2.74540
-2.68150
-1.45070
-3.91480
-3.95140
-3.84790
-4.82030
-0.57470
-0.99110
0.22630
-1.44350
-1.42530
-3.97520
-5.49020
-3.61390
-3.45960
-6.05700
-5.82150
-5.83700
-3.57270
-3.83570
-7.38680
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-2.41030
-3.31260
-4.49100
-4.77670
-3.87930
-2.69740
-3.08150
-5.18670
-5.69730
-4.10100
-1.99000
3.28410
4.61690
5.59080
5.23980
3.91290
2.93460
4.87600
6.62230
6.00030
3.64060
1.90480
-3.07920
-3.99610
-3.06640
-3.96450
-4.87760
-4.89090
-4.00140
-2.35110
-3.95340
-5.57770
-5.59860
-0.23640
2.53280

4.42520
3.88190
3.30110
3.26420
3.80590
4.38180
3.90890
2.87570
2.81220
3.77740
4.80240
2.75590
3.16160
2.25870
0.94500
0.53620
1.43710
4.18440
2.57690
0.24010
-0.48530
1.12100
6.16900
6.59840
6.76670
7.78090
8.20650
7.61590
6.14240
6.42810
8.24040
8.99900
7.94910
5.38230
4.89560

-7.82710
-6.90830
-7.35810
-8.72020
-9.63690
-9.19260
-5.85280
-6.64620
-9.06760
-10.69600
-9.89430
-1.00690
-0.90690
-0.50630
-0.20590
-0.30640
-0.70480
-1.14400
-0.42820
0.10580
-0.07430
-0.78620
0.50330
-0.45990
1.76570
2.06410
1.10270
-0.15770
-1.43910
2.50250
3.04400
1.33550
-0.90590
-8.13400
-1.76400
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@) -1.22890

4.73290

0.99050

Methyl B-D-Galf 2,C1-endo, -60°/180°

X
3.85230
2.77320
3.19900
1.95240
1.74730
4.67450
4.41350
2.25510
5.34190
5.93140
6.00320
4.62870
3.84530
2.83280
2.45620
1.22600
1.09100
0.38600
0.27300

-0.35150
0.16620
0.47260
1.02640

-0.71720

-0.78270
1.88720
0.48500
0.75130
1.00400
1.25490

O O o O I T T T OO0 IT 0o oI oOoO0oO0IXxTTITTITIOOoOI oOon oo oo

Y
5.14460
5.23830
5.08530
5.96130
6.05680
6.27840
4.24500
7.24160
6.48130
5.59850
7.33420
6.69450
5.43740
3.71760
3.37170
8.08770
5.53300
5.58850
5.61360
6.27080
4.25780
6.97740
4.97400
5.27910
4.08450
7.09460
7.22370
8.65300
9.58910

10.91350

z
-3.20840
-4.11210
-1.83300
-1.99780
-3.52530
-3.22440
-3.47330
-1.42060
-4.46960
-4.73780
-4.33380
-5.26810
-1.03470
-1.61890
-0.37180
-1.23880
-1.49530
-4.00890
-5.52720
-3.57910
-3.55020
-5.94270
-5.98420
-5.83880
-3.55110
-3.83440
-7.26050
-7.56680
-6.56040
-6.89320
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1.25370
1.00170
0.75210
1.00490
1.45160
1.44910
1.00030
0.55640
1.65360
0.67830
1.03600
2.36950
3.34460
2.99120
-0.35330
0.27760
2.64850
4.38120
3.74710
2.04980
1.95400
1.74650
1.35610
1.26130
1.55860
2.17950
1.82200
1.12490
0.95470
1.48160
0.30000
0.08280
2.45660

11.31070
10.38030
9.05560
9.27960
11.63620
12.34430
10.68830
8.32290
9.38440
10.35530
11.58360
11.84950
10.88510
9.65440
10.13660
12.33350
12.80830
11.09230
8.90590
1.94840
1.13420
1.42610
0.10120
-0.70810
-0.19010
1.53970
2.06570
-0.30110
-1.74170
-0.81840
6.36370
7.80450
4.15240

-8.22740
-9.23240
-8.90390
-5.52520
-6.11180
-8.48400
-10.27000
-9.67480
-0.65920
-0.42030
0.11620
0.41660
0.17870
-0.35790
-0.65930
0.30010
0.83520
0.41120
-0.54590
-0.28110
-1.41270
0.97840
1.10640
-0.02300
-1.28030
-2.38820
1.84710
2.08420
0.07690
-2.15820
-8.09550
-1.52870
0.55480
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Methyl B-D-Galf 2,C1-endo, 180°/+60°
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X
3.50560
2.64210
2.59230
1.18440
1.44590
4.29120
4.13160
0.40600
5.24900
5.89930
5.84250
4.75690
2.85180
2.70880
2.79210

-0.29990
0.66110
0.36430

-0.98750
0.29750
0.76550

-1.89620

-1.34310

-0.95480
0.06830
1.61910

-3.16390

-4.01260

-3.50430

-4.33660

-5.67640

-6.18600

-5.35760

Y
4.24140
5.36830
3.00880
3.57670
4.98090
4.14370
4.34720
2.84480
5.19550
5.22980
497170
6.16200
2.30820
2.37130
1.02300
1.78740
3.61550
6.00560
5.54800
6.15010
7.21680
6.63470
4.65610
5.35660
7.86990
4.92680
6.47790
7.66030
8.79920
9.88170
9.83420
8.70070
7.61720

z

-4.71270
-4.68290
-4.76110
-4.55160
-4.00380
-3.55910
-5.60210
-3.60250
-3.43120
-4.31140
-2.54750
-3.30710
-3.97270
-6.03510
-6.06670
-4.05880
-5.50660
-4.28400
-3.76110
-5.36910
-3.65180
-4.02380
-4.27370
-2.68830
-3.79420
-2.92330
-3.60640
-3.90020
-4.53050
-4.78210
-4.40780
-3.77980
-3.52620
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-2.46460
-3.94020
-6.32310
-7.22770
-5.74080
-1.14930
-1.82720
-2.64220
-2.78890
-2.11750
-1.29680
-1.70570
-3.16370
-3.42720
-2.23480
-0.77750
2.78950
2.64580
2.92400
2.91700
2.77390
2.63820
2.53740
3.03220
3.02180
2.76710
2.52510
-3.55230
-0.23410
2.86530

O oo ITITITIT T OOOOOOTITIITIITOOOOOO I T T T I

8.83570
10.76260
10.67990

8.66310

6.73130

1.18330
-0.00120
-0.59370
-0.00420

1.17790

1.77190
-0.44710
-1.51320
-0.46570

1.63760

2.69090
0.49720
1.33310
-0.88110
-1.41830
-0.58260
0.79130
2.39870
-1.51930
-2.48680
-1.00210
1.44070

5.47160

1.40100
0.33620

-4.82170
-5.27020
-4.60530

-3.48850

-3.03890

-3.00620

-3.30380

-2.35070

-1.09750

-0.79830

-1.74740
-4.28140
-2.58290
-0.35460
0.17440

-1.51820

-7.45390

-8.56430

-7.63630

-8.91520

-10.01990

-9.84260

-8.42530

-6.77020

-9.05210

-11.01800
-10.70110

-3.05310

-5.20410

-5.07320

Methyl B-D-Galf 2,C1-endo, 180°/-60°

X
C 3.77070

Y
6.05140

z
-2.39100
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2.89790
3.24640
1.76500
1.57430
3.71660
4.77660
0.91170
4.17200
5.19420
4.15360
3.51970
3.36170
3.98260
3.89890
0.00850
1.56040
0.68230
-0.69050
1.16170
0.59350
-1.26710
-1.33000
-0.62790
0.14420
1.18040
-2.42990
-2.88750
-2.20200
-2.65600
-3.78950
-4.47170
-4.02430
-1.31780
-2.12300
-4.13760

6.16960
4.85620
4.76280
5.90200
7.16360
5.90890
4.97330
8.37080
8.24930
9.13730
8.66460
4.98940
3.70490
2.60370
4.02030
3.78790
5.58040
5.06970
4.78280
6.77480
6.00870
4.99040
4.08770
6.57110
6.77790
5.67100
6.68660
7.88920
8.80380
8.52210
7.32340
6.40900
8.10140
9.73450
9.23420

-3.49780
-1.59760
-2.00050
-3.02030
-1.54130
-2.79270
-0.87420
-2.15280
-2.52580
-1.38120
-2.97740
-0.52620
-2.03350
-1.25820
-0.55660
-2.43530
-4.20730
-3.80340
-4.78810
-4.97980
-2.87700
-4.68410
-3.33580
-5.80980
-2.49980
-2.29840
-1.31780
-1.12810
-0.18870
0.56850
0.38360
-0.55820
-1.71130
-0.04270
1.30610
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-5.34710
-4.53980
-0.86440
-1.88050
-2.74320
-2.59630
-1.58550
-0.72070
-1.98830
-3.53370
-3.27630
-1.48020
0.05500
4.68970
5.41180
4.69830
5.42270
6.14170
6.13470
5.40430
4.13480
5.42740
6.70660
6.69290
-3.01750
-0.08580
3.24320

7.09910
5.47030
4.43180
3.55960
3.91810
5.14920
6.02060
5.66680
2.61110
3.24290
5.43340
6.98250
6.34820
1.47030
1.56990
0.27260
-0.81410
-0.71180
0.47940
2.49440
0.20600
-1.74030
-1.56040
0.55840
4.64030
2.96920
2.56880

0.97910
-0.70480
0.56690
0.96340
1.98800
2.62090
2.22890
1.20380
0.45600
2.28870
3.41400
2.71250
0.88800
-1.79590
-2.98810
-1.07700
-1.54420
-2.73240
-3.45250
-3.54690
-0.15650
-0.98430
-3.09710
-4.37640
-2.55060
-1.15060
-0.24050

Methyl p-D-Galf 2,C1-endo, 180°/180°

C
@)
C
C

X
2.34470
2.08120
0.97450

-0.01910

Y
4.62170
5.52880
4.28530
4.69360

Z

-7.23900
-6.18310
-7.83420
-6.73600

526
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0.86840
2.91150
3.01120
-0.89300
4.21290
4.88600
4.57740
4.17490
0.90240
0.73870
0.60270
-1.88900
-0.61630
0.34560
-0.95030
0.19410
1.34800
-2.03970
-0.88600
-1.13440
1.13640
1.05680
-3.21000
-4.23940
-4.01720
-4.99450
-6.19340
-6.41880
-5.44710
-3.08010
-4.81680
-6.95020
-7.34730
-5.60230
-2.89440

5.10500
3.42440
5.13350
3.64250
3.58710
4.06230
2.59000
4.18960
3.23350
5.08960
4.47100
3.31840
5.52970
6.23640
5.88720
7.12230
6.47780
5.91540
4.90120
6.62480
7.29900
4.23100
5.41080
5.36950
5.91760
5.81530
5.16540
4.62080
4.72470
6.40810
6.23450
5.07840
4.10700
4.29270
2.42080

-5.55290
-6.78570
-7.93740
-6.31540
-6.22130
-6.94230
-5.98400
-5.31170
-8.08990
-8.99400
10.18390
-7.16690
-7.09450
-4.68500
-3.95940
-5.31150
-3.70060
-4.89680
-3.49970
-3.17680
-3.23930
-4.92000
-4.46940
-5.53590
-6.80070
-7.78080
-7.50510
-6.24340
-5.26090
-7.01890
-8.76260
-8.27450
-6.03150
-4.28230
-6.55500
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-3.98070
-4.97540
-4.89190
-3.80900
-2.81030
-4.04100
-5.82090
-5.67280
-3.74710
-1.97680
0.20620
-0.08880
0.11730
-0.26000
-0.55360
-0.46830
-0.02390
0.34530
-0.32640
-0.84940
-0.69860
-3.37970
-1.94140
0.78850

2.02010
1.22690
0.83080
1.22620
2.01880
2.34900
0.92530
0.21730
0.92280
2.33920
5.41480
6.75510
4.92870
5.77370
7.10890
7.59710
7.13200
3.88930
5.39320
7.76800
8.63430
5.01740
3.74830
3.28590

-7.33500
-6.78480
-5.45280
-4.67260
-5.21990
-8.36290
-7.38920
-5.02140
-3.63560
-4.61220
-11.25880
-10.99600
-12.56510
-13.59860
-13.33350
-12.03280
-9.98580
-12.75720
-14.60970
-14.14000
-11.82610
-3.33490
-8.29800
-10.34660

Methyl B-D-Galf 2,C2-exo, +60°/+60°

O O O 0O 0O o o

X
-2.24720
-3.79890

0.05550
-3.31950
-2.10490
-1.75150
-1.14840

Y
1.76900
6.65810
3.96680
3.21870
4.07030
8.14820
3.19170

Z
1.43300
-0.10930
-0.12480
-1.16360
1.84670
1.17240
-0.08550
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-2.34230
-2.92170
-2.96520
-1.44020
-1.60230
-1.04550
-2.04110
-3.36860
-0.54530
-3.94560
-1.22070
-0.89440
0.68700
-3.63300
-0.62490
-2.59320
-1.69100
-3.20930
-3.15550
-0.88850
-2.18560
-2.38260
-1.29020
0.00390
0.20460
-3.03230
-3.38860
-1.44690
0.85400
1.20440
1.88910
2.21340
2.70360
3.83540
4.15650

4.04990
4.59820
6.12350
2.91050
6.76530
2.29090
4.82920
6.36500
2.79070
4.22720
6.71850
6.27860
4.04890
3.46400
8.85190
1.37130
1.19820
2.12820
0.44450
10.26690
10.77470
12.10470
12.93300
12.42990
11.10180
10.13120
12.49580
13.96970
13.07330
10.69910
4.91310
5.66000
4.98080
5.78180
6.52560

-0.52710
0.79210
0.91390
1.38300
0.79660
-0.68220
-1.21870
1.90300
1.99880
0.89270
-0.22390
1.46290
-1.31720
-2.45390
1.35100
2.75980
3.35540
3.24920
2.67120
1.72160
1.82920
2.17620
2.41750
2.31060
1.96330
1.63850
2.25800
2.68780
2.49740
1.87580
-1.26260
-0.12770
-2.39620
-2.39180
-1.25850
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3.34410
-4.71560
1.57760
2.44010
4.46620
5.03820
3.58720
-4.63150
-5.11570
-6.04610
-6.49780
-6.01670
-5.08600
-4.76210
-6.41860
-7.22350
-6.36700
-4.70320
0.29510
-3.15510
0.48260

O ooITIxITITITIT OOIOIOOIOTITITITITITITO

6.46540
6.41830
5.62330
4.40140
5.82960
7.15400
7.05100
2.49620
1.44170
0.55900
0.72350
1.77330
2.65670
1.31380
-0.25810
0.03350
1.90140
3.47510
3.46910
4.37030
8.37330

-0.13040
0.07680
0.74370

-3.27040

-3.27000

-1.25690
0.74650

-2.97340

-2.19480

-2.72690

-4.03330

-4.81150

-4.28440
-1.18220
-2.12270
-4.44510
-5.82750
-4.87850

-2.30530
-3.09780
1.22210

Methyl B-D-Galf 2,C2-exo, +60°/-60°

X
-3.34670
-4.14360
-1.24560
-4.82150
-2.42630
-1.77400
-2.52540
-3.49500
-3.43780
-3.12260

O O o o0 o0 o O o oo

Y
3.26710
7.19480
6.09770
6.14330
4.43060
8.02300
5.45380
6.21000
5.43320
6.23200

z
-2.40000
1.08050
-2.69020
-2.29110
-0.58750
-0.05910
-2.67280
-1.75270
-0.42050
0.84640
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-2.32710
-1.78170
-2.91420
-3.20870
-3.08340
-1.34170
-4.41140
-0.98460
-1.60770
-1.09960
-5.46710
-0.69210
-3.29120
-2.32220
-3.45460
-4.08210
-0.80400
-1.96330
-2.01310
-0.91370
0.23970
0.29540
-2.82020
-2.91020
-0.95420
1.09840
1.19050
0.24860
1.20310
0.54910
1.79350
2.74270
2.44570
-4.97170
0.96720

4.12020
6.93460
5.34840
7.24610
5.50500
3.67420
4.95490
6.23390
7.33320
7.14380
7.30090
8.81660
1.96450
1.49630
2.00780
1.38080
9.92640
10.13620
11.17590
12.01220
11.80850
10.76920
9.49150
11.33070
12.81960
12.45270
10.59090
7.75060
7.30210
8.81420
9.42120
8.97400
7.91650
6.73320
6.48760

-1.96400
0.88310
-3.68100
-1.64530
1.66670
-2.11860
-0.27370
0.63710
1.88190
-3.53100
-2.54280
-0.06160
-1.81850
-2.01920
-0.73990
-2.28430
-1.04060
-1.79170
-2.70950
-2.87920
-2.12720
-1.21140
-1.66620
-3.29500
-3.59950
-2.26460
-0.63240
-3.44510
-2.52900
-4.29790
-4.23820
-3.32350
-2.46920
1.26340
-1.86020
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-0.20270 9.16160  -4.99240
2.02060  10.25100  -4.89450
3.71150 9.45470  -3.27160
3.18030 7.57460  -1.75180
-6.81900 7.07120  -3.11070
-7.30090 5.78800  -3.38260
-8.57220 5.62470  -3.91610
-9.36770 6.73630  -4.17890
-8.89020 8.01620  -3.90900
-7.61980 8.18410  -3.37770
-6.68160 492640  -3.17960
-8.94290 4.62990  -4.12720
-10.35900 6.60560  -4.59440
-9.50810 8.88100  -4.11350
-7.23630 9.17240  -3.16440
-1.98710 7.52420  -4.26210
-4.99350 8.39370  -2.32400
0.26370 8.62900 0.66180

O OO0 T IxT T IT T O OOOOOITITITTI

Methyl B-D-Galf 2,C2-exo, +60°/180°
X Y Z

-3.96380 3.78740 4.53230
-3.36610 5.73280  -0.39310
-0.66960 452410 3.47940
-3.18860 2.73330 1.61820
-3.37520 5.66860 3.26620
-1.45570 7.46950 2.09940
-1.92720 3.84770 3.35490
-2.46130 3.93060 1.91780
-3.42360 5.13380 1.93690
-3.13290 6.23990 0.91770
-2.93720 4.66200 4.15390
-1.70940 6.77330 0.87340
-1.84010 2.82050 3.69660

T O 0O o0 oo o0 o0 O o O o0 o
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-1.65800
-3.80480
-2.51040
-4.43240
-1.61790
-0.97420
0.42090
-2.83660
-0.24140
-4.99160
-4.56920
-5.52180
-5.68270
-0.06990
-0.99340
-0.77400
0.35860
1.27600
1.06550
-1.86530
-1.48470
0.52710
2.15710
1.77830
1.67260
1.72040
2.83040
4.02240
4.06730
2.91790
-4.29940
0.82710
2.78140
4.91600
4.99880

4.03820
7.07610
5.16890
4.76160
7.46080
5.97880
3.86130
2.02210
8.01230
4.41350
4.88730
5.16380
3.62770
8.62200
8.40070
8.94580
9.72000
9.94760
9.39590
7.79080
8.76540
10.14450
10.54850
9.55010
4.62010
5.72230
4.19910
4.88270
5.98150
6.39700
5.50130
6.04690
3.34350
4.56140
6.51350

1.19840
1.13980
5.02310
1.73020
0.03260
0.74450
3.03850
0.52570
2.25270
5.29950
6.19160
4.70960
5.59620
3.59530
4.61980
5.87760
6.11510
5.09260
3.83730
4.43090
6.67380
7.09680
5.27730
3.03900
3.26640
4.12190
2.60750
2.79490
3.65010
4.31470
-0.47940
4.63340
1.94800
2.27570
3.79720
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2.95040
-3.66700
-4.66920
-5.41720
-5.17070
-4.17250
-3.42260
-4.85790
-6.19240
-5.75560
-3.97970
-2.64400

0.35650
-1.95120

0.61060

O O o ITITIT I IT OOOOOO T

7.25130
0.80150
0.46450
-0.69010
-1.51190
-1.17870
-0.02610
1.10210
-0.94960
-2.41170
-1.81740
0.24310
2.77080
2.35120
7.99260

4.97720
0.36930
1.28290
1.09520
-0.00100
-0.91290
-0.72910
2.13420
1.80460
-0.14430
-1.76510
-1.42940
2.51560
-0.23050
1.38920

Methyl B-D-Galf 2,C2-exo, -60°/+60°

X
-1.76460
-2.62000
-1.99530
-4.66580
-1.55700
-2.54940
-2.55730
-3.65490
-2.93940
-3.04420
-1.46870
-2.18850
-2.91440
-4.10230
-4.09020
-0.45580

I T T T OO O O O O O O O o o o

Y
1.79410
6.69540
4.02690
2.96690
4.12280
7.82610
3.18020
3.92300
4.48790
6.00120
2.98080
6.46070
2.25110
4.70230
6.22840
2.96140

z
0.44040
-0.27770
-2.29600
-0.16760
0.58440
2.33780
-1.28670
-0.51740
0.72870
0.89400
-0.24040
2.05430
-1.72040
-1.12610
1.11120
-0.65030
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-3.35530
-1.13120
-2.36990
-2.69950
-5.85150
-1.86140
-0.83000
0.18520
-0.85870
-1.11890
-2.29710
-3.29350
-3.66680
-3.05050
-2.05660
-1.68050
-3.76990
-4.43860
-3.34400
-1.57630
-0.90960
-2.06190
-0.93340
-2.62780
-2.06790
-0.94340
-0.37930
-3.39130
-0.50060
-3.50280
-2.50690
-0.50790

0.49240
-6.82860
-6.49320

4.00700
6.41140
5.84980
4.16940
3.46030
8.44320
1.48160
1.42430
2.22910
0.51200
9.84980
10.43690
11.75520
12.49290
11.91090
10.59430
9.86370
12.20760
13.52050
12.48370
10.13090
5.12150
5.86560
5.27760
6.16550
6.90600
6.75640
6.92750
5.75220
4.69860
6.28210
7.60060
7.33490
2.39380
1.03880

1.61900
1.79900
2.93930
-3.43700
0.23550
3.30740
1.47330
1.06750
2.26860
1.87290
3.51150
2.72750
2.95360
3.96030
4.74290
4.51930
1.94550
2.34430
4.13470
5.52570
5.11960
-4.37740
-4.02300
-5.64490
-6.55170
-6.19600
-4.93230
-0.80640
-3.03970
-5.90690
-7.53400
-6.90320
-4.65500
0.56150
0.49570
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-7.44120
-8.72420
-9.06080
-8.11620
-5.49630
-7.17950
-9.46150
-10.05830
-8.36420
-3.73660
-6.07340
-0.98160

O O o T T T T T O OO O

0.07560
0.45740
1.80700
2.77300
0.74430
-0.97340
-0.29640
2.10420
3.82440
3.57850
4.64980
7.90030

0.81340
1.19530
1.26200
0.94770
0.20160
0.76300
1.44130
1.55900
0.99630
-3.64550
0.31610
3.94360

Methyl B-D-Galf 2,C2-exo, -60°/-60°

X
-0.17140
-3.77030
-3.20750
-2.78310
-1.32970
-1.35480
-2.43900
-3.03670
-2.27440
-3.17540
-1.09560
-2.47110
-2.36300
-4.11060
-3.94720
-0.74690
-1.74390
-2.11220
-3.16090

I T T T T T IT O O O O O O O O O 0O o o

Y
5.41300
7.67690
7.14040
3.82770
6.73740
7.64000
5.96260
5.22810
5.80080
6.47260
6.44880
6.76990
5.33380
5.38160
5.73580
7.37450
4.97700
5.84350
7.25480

z
-2.56110
0.09360
-3.17570
-1.87900
-1.01600
1.62170
-2.90110
-1.69930
-0.47910
0.56480
-2.37470
1.87130
-3.78250
-1.63240
0.81150
-2.84040
0.00710
2.32120
2.56220
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-4.34620
-3.46900
-0.54960
1.13460
1.50860
1.13200
1.77630
0.62380
0.89950
2.01590
2.85590
2.58200
1.47110
0.24590
2.23200
3.72440
3.23490
1.24890
-5.10530
-4.73380
-6.23230
-6.97770
-6.60580
-5.48640
-4.44660
-3.86830
-6.51200
-7.84840
-7.18970
-5.20040
-3.13860
-2.17400
-1.89560
-2.57650
-3.53800

6.98350
2.98070
7.92770
5.72880
6.64210
5.86290
4.89110
8.73540
8.96450
9.70740
10.22790
10.00110
9.25380
8.55250
9.87970
10.80860
10.40570
9.06690
8.25040
9.40340
8.26880
9.43100
10.57870
10.56260
7.46910
9.38680
7.36960
9.44370
11.48480
11.45350
1.56080
1.19220
-0.15080
-1.12920
-0.76450

-3.88330
-1.08880
2.64890
-2.07890
-2.55340
-0.99540
-2.34250
2.22400
0.87300
0.51240
1.49310
2.83950
3.20470
0.11730
-0.53420
1.20860
3.60220
4.24660
-4.00840
-3.31150
-4.83350
-4.96560
-4.26970
-3.44260
-0.56200
-2.66520
-5.36520
-5.60830
-4.37090
-2.89850
-1.35770
-2.29930
-2.51450
-1.79560
-0.85660
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-3.81800
-1.64490
-1.14730
-2.35760
-4.06720
-4.56160
-4.68990
-4.26340
-0.75890

O O OxT T T T T O

0.57610
1.95310
-0.43460
-2.17570
-1.52510
0.87280
5.91840
3.36090
7.55930

-0.63660
-2.85440
-3.24320
-1.96640
-0.29740
0.09020
-4.34570
-0.25520
3.78680

Methyl B-D-Galf 2,C2-exo, -60°/180°

X
-6.13370
-2.38250
-4.27030
-6.73740
-4.08560
-3.32720
-5.33750
-5.36830
-4.50400
-3.27410
-4.94990
-2.45240
-6.28430
-4.99750
-3.63460
-4.39020
-5.12590
-1.61380
-2.07430
-4.49340
-7.01420
-2.86330
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Y
3.52600
6.25840
3.80010
6.06120
4.64220
7.54560
4.16620
5.68560
5.93700
6.81140
3.65580
6.97730
3.77190
6.20430
7.79110
2.71690
6.41230
7.64940
6.01700
3.93740
7.37750
7.64660

Z
1.30090
-0.57650
-1.70050
-0.41750
1.08190
2.64340
-0.81890
-0.63330
0.61970
0.38610
0.56340
1.65440
-1.17490
-1.51300
0.06280
0.54830
1.38090
1.47510
2.00230
-3.02360
-0.44450
3.89680
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-5.92500
-5.38700
-5.36170
-6.91010
-3.88180
-5.17960
-6.10210
-5.73610
-4.44360
-3.51930
-5.46270
-7.10700
-6.45740
-4.15830
-2.51280
-3.29200
-2.04920
-3.42020
-2.31760
-1.08010
-0.94730
-2.65900
-1.94720
-4.38600
-2.42060
-0.21910
0.01560
-8.44320
-9.35260
-10.67960
-11.10500
-10.20080
-8.87350
-9.01990
-11.38230

3.07210
2.11850
3.80520
2.93640
8.19050
8.49620
8.99470
9.19200
8.88880
8.38890
8.34200
9.22910
9.58120
9.04190
8.14790
3.61960
3.37560
3.58490
3.30240
3.05950
3.09880
6.52370
3.41320
3.77900
3.27260
2.84150
2.91440
7.66270
6.64810
6.96410
8.28860
9.30150
8.99070
5.62120
6.17730

2.63790
2.64000
3.21850
3.07880
4.83210
4.41310
5.32320
6.65170
7.07190
6.16580
3.38190
4.99620
7.35910
8.10470
6.47960
-3.83180
-3.24120
-5.22230
-6.01510
-5.42420
-4.03910
-1.46100
-2.16640
-5.66830
-7.09200
-6.04340
-3.58060
-0.17110
0.13960
0.39780
0.34630
0.03720
-0.21960
0.18270
0.63970
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H -12.14070 8.53160 0.54760
H -10.53120  10.33140  -0.00260
H -8.16070 9.76770  -0.45920
@) -5.56110 428760  -3.47640
@) -6.17000 8.22020  -0.66460
@) -1.73860 7.32300 4.21460

Methyl B-D-Galf 2,C2-exo, 180°/+60°
X Y Z

-2.77470 1.35780 1.47280
-4.36460 6.13910 1.06700
-0.94610 4.19630 2.53590
-1.35350 2.78800  -0.76620
-3.56760 3.55600 1.34240
-2.09250 7.94450 0.33170
-1.26580 3.17420 1.58270
-1.49280 3.82220 0.21530
-2.93370 4.33590 0.30490
-3.02270 5.80560 0.72830
-2.65040 2.65950 1.95790
-2.55660 6.75990  -0.34920
-0.50620 2.39880 1.56600
-0.77140 4.60780 0.01330
-2.38030 5.94210 1.60220
-2.84270 2.69100 3.03420
-3.47240 417290  -0.62970
-3.37710 7.01460  -1.02000
-1.73970 6.34690  -0.93750
0.30490 4.70980 2.50430
-1.18880 3.18040  -2.04500
-1.54170 8.90950  -0.41530
-4.01650 0.73850 1.80750
-4.17160 0.75180 2.89130
-4.85130 1.24230 1.31630

I T OO O O I T T T T T T O OO OO0 0 0 o0 o o o o
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-3.95600
-0.96020
-0.78410
-0.21380
0.17660
0.00250
-0.55970
-1.07950
-0.07100
0.61870
0.30640
-0.69570
0.44130
-0.63320
1.67870
1.84040
0.76910
-0.46580
-4.65540
-1.59350
2.50160
2.79900
0.89520
-1.30010
-1.06660
-1.17860
-1.05970
-0.82820
-0.71740
-0.83720
-1.36070
-1.14770
-0.73510
-0.53800
-0.75370

-0.29030
9.99780
9.85610
10.88680
12.06330
12.20720
11.17620
8.94020
10.76990
12.86640
13.12130
11.27390
5.90380
6.41070
6.55090
7.69200
8.19240
7.55200
5.50170
5.91760
6.15460
8.19340
9.08480
7.94520
2.03300
0.71130
-0.33180
-0.06310
1.25310
2.29890
0.50580
-1.35500
-0.87910
1.46210
3.32550

1.45980
0.41370
1.79270

2.52720

1.89410

0.52000
-0.21930
2.28340

3.59320

2.47020

0.02660
-1.28770
3.37150
4.10770
3.41380
4.18530
4.92020
4.87990
1.73380
4.07090
2.83510
4.21230
5.51980
5.44590

-2.97500
-2.53470
-3.44290
-4.78910
-5.23020
-4.32690
-1.48980
-3.10110
-5.49460
-6.27690
-4.65610
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@) 1.18500
@) -1.14880
@) -1.51980

4.24280

4.34670
8.88080

1.81750
-2.37230
-1.62830

Methyl B-D-Galf 2,C2-exo, 180°/-60°

X
-5.81670
-3.10870
-2.51790
-4.96190
-3.94660
-3.99570
-3.85360
-3.83100
-3.96680
-2.85420
-4.42340
-2.69360
-4.43590
-2.92010
-1.90460
-4.05980
-4.92760
-2.22930
-2.07160
-1.90320
-4.78910
-4.04510
-6.49880
-6.17090
-6.32390
-7.55890
-5.43540
-6.53400

O o T T T 00 0O O IT T T T T T T O0O00000 00 0O o0 oo

Y
3.26370
7.16480
2.70740
4.90300
4.53690
8.04490
3.20900
4.66980
5.49430
6.49690
3.30030
7.54380
2.57390
4.88780
5.94970
2.52630
6.01020
7.11830
8.35880
2.30410
5.63340
8.91770
3.36440
2.57230
4.33620
3.24730
9.21570
8.56370

Z
1.60720
2.65380
0.45010

-1.00350
2.21570

-0.01750
0.31450

-0.15720
1.14030
1.42020
1.72420
0.34050
-0.34610
-0.70580
1.47770
2.40430
1.12940
-0.54740
0.70920

-0.68230

-2.12490

-1.03580
2.85740
3.53810
3.32310
2.64420

-1.46070

-0.89660
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-7.81340
-8.00390
-6.91180
-5.63120
-6.38340
-8.66090
-9.00250
-7.05940
-4.77260
-0.52360
0.04190
0.22040

1.51680
2.07780
1.33990
-3.23530
-0.53160
-0.22690
2.09070
3.09000

1.77660
-6.06230
-7.25180
-8.42490
-8.41840
-7.23450
-6.05880
-7.25630
-9.34600
-9.33710
-7.23130
-5.13520
-2.43970
-3.71660
-3.05260

8.83360
9.75550
10.41200
10.14140
7.83630
8.31440
9.95710
11.12670
10.63440
1.82110
1.81460
1.36680
0.90930
0.90360
1.35630
6.49100
2.16790
1.37800
0.55810
0.54690
1.35250
5.84200
5.22650
5.47610
6.34390
6.96040
6.70770
4.56270
4.99830
6.54440
7.64410
7.18980
2.34590
6.07540
9.38850

-1.36060
-2.38450
-2.94550
-2.48730
-0.11240
-0.93290
-2.75110
-3.74480
-2.92210
-0.43600
0.84200
-1.52750
-1.34310
-0.06850
1.02160
3.33470
1.68660
-2.51190
-2.19080
0.07490
2.01190
-2.85370
-2.45700
-3.15510
-4.24310
-4.63790
-3.94870
-1.60480
-2.84720
-4.77980
-5.47660
-4.23660
-1.76730
-2.47260
-1.54970
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Methyl B-D-Galf 2,C2-ex0, 180°/180°

0
0
0
0
0
0
C
C
C
C
C
C
H
H
H
H
I
I
H
C
C
C
C
H
H
H
C
C
C
C
C

X
0.61460
-3.76180
-0.59650
1.02380
-1.48170
-2.10560
0.18030
-0.10240
-1.36500
-2.67620
-0.39560
-2.78460
1.23410
-0.23690
-2.77300
-0.79990
-1.25300
-3.83550
-2.33650
-0.06700
1.18700
-1.83920
0.21990
-0.14520
-0.55880
1.10580
-1.06770
-0.80770
-0.08320
0.38960
0.13250

Y
3.82940
5.81660
6.82410
6.33010
4.76060
8.96730
6.09330
6.65810
5.90680
6.68520
4.68490
7.85270
6.11280
7.73410
7.06270
4.34120
5.55660
8.10500
7.62650
7.98180
7.05720

10.02170
2.45900
2.12540
2.30410
1.88950

11.07110

10.99120

11.99390

13.07780

13.16090

Z

2.99500
1.47240
4.45800
1.28180
2.53230
1.41360
3.50030
2.10810
1.66050
1.78130
3.44090
0.81430
3.75790
2.12330
2.80520
4.39720
0.63200
0.67070
-0.15220
4.91340
0.15880
0.62850
2.93930
3.91620
2.18990
2.66700
1.34210
2.71210
3.34110
2.60700
1.24080
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-0.59670  12.16280 0.61020
-1.17850  10.15230 3.28070
0.11200  11.92870 4.40320
0.95740  13.85770 3.09870
0.50070  14.00310 0.66920
-0.80410  12.21570  -0.44980
-1.01750 8.74450 5.75460
-2.36260 8.38260 5.86300
-0.54710 9.88170 6.41530
-1.41320  10.65020 7.17800
-2.75460  10.29010 7.28110
-3.22720 9.15780 6.62360
-3.64530 5.01490 2.00030
-2.72870 7.50790 5.34550
0.49490  10.15400 6.31920
-1.04590  11.53070 7.68890
-3.43190  10.89320 7.87250
-4.27050 8.88100 6.70120
2.37600 6.63420  -0.61930
3.17380 5.55740  -0.22370
4.27510 5.19590  -0.98780
4.58590 5.90510  -2.14460
3.79200 6.97850  -2.54100
2.68940 7.34210  -1.78190
2.92910 5.00720 0.67330
4.89160 4.36080  -0.68120
5.44600 5.62120  -2.73790
4.03330 7.52980  -3.44060
2.06350 8.17260  -2.07820
1.05450 8.34350 4.63660
0.43420 7.95120  -0.16000
-2.19730  10.09610  -0.52710
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Methyl B-D-Galf 2,C3-exo, +60°/+60°
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X
3.61300
3.69420
2.12650
1.43200
2.43630
4.06980
4.21650
0.18180
5.47810
5.72150
6.02550
5.75830
1.77620
1.94090
0.88420

-0.94070
1.28350
2.38840
2.39940
3.28560
1.22020
2.53760
3.23770
1.46770
1.19350
2.32570
2.50050
0.76200

-0.29640
1.65910
1.49640
0.44090

-0.45540

-0.98670

Y
4.74390
4.57160
4.63940
4.37250
4.92710
6.00010
3.95090
5.04810
6.17560
7.15110
5.39840
6.14670
5.57420
3.57350
3.65880
4.33610
3.30230
4.38440
2.87040
4.75460
4.92590
2.53990
2.45540
2.44460
4.62700
6.01560
1.23660
2.46780
2.42650
1.39890
0.30230
0.26540
1.32880
3.25770

z
-2.47340
-3.88490
-2.11370
-3.44990
-4.46180
-2.06850
-2.02410
-3.56360
-2.23070
-1.81550
-1.68790
-3.28560
-1.68280
-1.17740
-0.34020
-3.33300
-3.57090
-5.88430
-5.95260
-6.39430
-6.49180
-7.35000
-5.39390
-5.58170
-7.40950
-4.51710
-7.67180
0.53420
1.44500
0.46320
1.29880
2.20550
2.27780
1.48850
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2.47600
2.19220
0.31600
-1.27710
-2.16590
-2.11730
-3.29340
-4.51960
-4.57100
-3.39850
-1.16500
-3.25380
-5.43490
-5.52410
-3.42390
2.62040
2.76320
2.87040
2.83540
2.69300
2.58620
2.79060
2.98110
2.91890
2.66540
2.47530
2.37920
-0.93230
0.13210

O o oITITITITITOOOOOOTITTITITIITOIOOOOOTITTITITTI

1.42700
-0.52490
-0.59190

1.30000

5.15780

6.50050

7.22810

6.62300

5.28530

4.55420

6.96850

8.26780

7.19360

4.81460

3.51500
1.00480
2.05710
1.79070
0.47700
-0.57390
-0.31180
3.07650
2.60780
0.27240
-1.59570
-1.11890
0.35880

3.16050
4.60710

-0.24320
1.24200
2.85490
2.98160

-3.47850

-3.86200

-3.98450

-3.72410

-3.34060

-3.21860

-4.06400

-4.28290

-3.81950

-3.13690

-2.92080

-9.13410

-10.04220
-11.40070
-11.85970
-10.95740
-9.59920
-9.68540
-12.10180
-12.91970
-11.31330

-8.88830

-6.84420

-3.04230

-0.32100

Methyl B-D-Galf 2,C3-exo, +60°/-60°

X
C -0.43800
@) 0.80410

Y
5.33240
4.75910

z
-3.80230
-4.16100
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-1.41090
-0.54360
0.90550
-0.43130
-0.66350
-0.77150
0.44690
0.30730
0.19490
1.48800
-2.26610
-1.83460
-2.91390
-1.18110
-0.76980
1.82070
1.38260
2.77050
1.99510
0.22300
2.18750
1.15200
2.60610
1.37360
-0.17360
-3.23390
-4.36600
-2.42550
-2.74880
-3.87950
-4.68800
-4.97530
-1.54260
-2.11490
-4.12650

4.82910
4.72200
4.74840
6.72930
4.99150
5.86450
7.35010
8.42370
7.04450
7.09430
5.48240
3.52840
3.00620
5.65630
3.82530
3.59380
2.20360
3.76790
3.70770
1.80150
1.49220
2.19270
3.02230
5.67170
0.52580
1.64200
1.00950
0.97570
-0.31360
-0.93960
-0.27610
1.53000
1.45970
-0.83300
-1.94770

-4.86000
-6.12270
-5.59100
-3.87980
-2.78890
-6.95700
-2.94110
-3.04590
-1.92050
-3.14760
-5.00260
-4.43380
-5.05390
-8.22530
-6.68150
-5.98910
-5.55940
-5.46730
-7.39530
-6.30920
-5.74800
-4.49380
-7.69320
-5.94140
-6.18090
-4.57450
-5.09170
-3.65060
-3.25270
-3.76820
-4.68690
-5.81690
-3.25960
-2.54580
-3.46010
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-5.56090
-1.40380
-1.23490
-1.45990
-1.85210
-2.02070
-1.79830
-0.93170
-1.32970
-2.02670
-2.32580
-1.92680
-1.35380
-1.88700
-3.00470
-3.59260
-3.05840
-1.94280
-1.43640
-3.41890
-4.46780
-3.51930
-1.52680

0.38240
-1.34280
-3.53190
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-0.76730
6.93050
8.17420
9.33890
9.27000
8.03200
6.86580
8.22600
10.30100
10.18020
7.97750
5.89840
0.21050
1.13390
0.79850
-0.45500
-1.37840
-1.04770
2.10810
1.51840
-0.71110
-2.35060
-1.75000
-0.26650
4.55620
3.60490

-5.09640
-8.95330
-8.33900
-9.06050
-10.39420
-11.00920
-10.29170
-7.30350
-8.58210
-10.95410
-12.04630
-10.75720
-7.02310
-7.92590
-8.67700
-8.53530
-7.64130
-6.88780
-8.04350
-9.37110
-9.11910
-7.52400
-6.17940
-5.44930
-8.70510
-5.90630

Methyl B-D-Galf 2,C3-exo, +60°/180°

X
5.56770
4.50990
5.12840
3.59890
3.28290

O O O O O

Y
5.35460
4.92380
5.01290
4.90770
5.19120

z

-5.56070
-6.39510
-4.13770
-4.22970
-5.70940
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5.75770
6.46440
2.97620
6.18670
6.37590
7.10730
5.41750
5.43320
5.73220
5.59020
1.97180
3.28060
2.15180
2.03170
2.32240
0.94660
3.27840
1.80310
1.23150
0.20810
3.02460
3.51730
6.27470
6.07980
7.10580
7.74080
7.54270
6.70870
5.43310
7.25080
8.38350
8.03630
6.55170
1.44730
1.98610

6.74170
4.82170
5.88070
7.21330
8.27900
6.70580
7.05300
5.77330
3.75570
3.35240
5.47520
3.91900
4.39800
2.94060
4.44380
5.07490
2.29150
2.86060
2.45360
4.65480
6.24990
1.10680
2.06740
1.47350
1.45370
0.26030
-0.33000
0.27610
1.95800
1.90520
-0.21230
-1.26340
-0.18440
6.58140
7.86960

-5.60920
-5.88550
-3.38910
-6.88650
-6.77840
-7.19250
-7.64450
-3.42390
-3.79780
-2.51870
-2.58510
-3.92050
-6.36300
-5.93570
-7.44390
-6.01460
-6.22640
-4.87450
-6.49750
-6.47320
-5.80480
-5.64540
-2.24360
-0.99380
-3.18320
-2.86850
-1.62440
-0.68770
-0.27520
-4.15280
-3.59840
-1.38440

0.27910
-1.74680
-1.79630
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1.46260
0.40200
-0.13740
0.38320
2.80940
1.88220
-0.00400
-0.96210
-0.02560
4.87370
5.81210
7.07420
7.40230
6.46830
5.20920
5.55470
7.80350
8.38750
6.72560
4.47780
2.70940
1.55360
4.96370

O OO0 IT IT T I IT OOOOHOOOIIIITIOOO O

8.87060
8.59320
7.31040
6.30730
8.08360
9.86750
9.37600
7.09390
5.30680
0.59430
1.37900
0.86760
-0.42670
-1.20990
-0.70000
2.38560
1.47970
-0.82260
-2.21340
-1.29520
0.53550
4.33920
3.99050

-0.98900
-0.13130
-0.08010
-0.88440
-2.46210
-1.02850

0.49700

0.58660
-0.85370
-5.96490
-6.63970
-6.90970
-6.51630
-5.84430
-5.56470
-6.93540
-7.42460
-6.72810
-5.53150
-5.03550
-4.94400
-2.56110
-1.70080

Methyl B-D-Galf 2,C3-exo, -60°/+60°

X
2.48350
2.76980
1.54320
1.28730
2.53180
3.63130
2.01890
1.18650

O I OO O O O O

Y
4.34990
3.91150
5.55430
5.65380
4.99580
4.77040
3.50770
6.99860

Z

-2.24210
-3.56620
-2.38020
-3.88050
-4.46700
-1.56470
-1.72240
-4.34930
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4.52840
5.33170
4.01540
4.94200
2.03340
0.35100
-0.29590
-0.04890
0.39460
2.37650
3.62740
2.23750
1.23220
3.41790
4.50900
3.77690
1.12130
3.36750
4.37840
-1.54570
-2.28530
-1.99960
-3.18170
-3.91410
-3.46460
-1.92650
-1.43200
-3.53260
-4.83540
-4.03430
-0.01240
1.18800
1.16970
-0.04190
-1.23980

3.70500
4.13800
2.93450
3.25660
6.45480
5.31630
6.39180
7.53170
5.09570
4.49480
3.76930
5.38110
3.65400
3.44760
4.40430
2.85070
3.38590
5.70550
2.73920
6.01880
7.03410
4.69860
4.40130
5.41570
6.73250
8.05270
3.91270
3.37830
5.18050
7.52190
8.93810
9.59760
10.91810
11.58590
10.93160

-1.24690
-0.65490
-0.66230
-2.15250
-2.01750
-1.62720
-1.12930
-4.46460
-4.15080
-5.88890
-6.34490
-6.52060
-5.96690
-7.73480
-6.24770
-5.77970
-6.88770
-4.44450
-8.34940
-0.42400
0.18710
-0.36650
0.29830
0.90850
0.85220
0.13370
-0.84290
0.33990
1.42640
1.32520
-4.93310
-5.21000
-5.63840
-5.79170
-5.51570
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-1.22600
2.12780
2.10080

-0.05290

-2.18210

-2.14880
4.05300
2.85980
2.59890
3.52400
4.71410
4.97830
2.14210
1.67370
3.31810
5.43400
5.89860
5.39770

-1.06020
0.11370

O oo ITIxITITIT ITOOOOOOTITITITTITITO

9.61230
9.07940
11.42710
12.61590
11.45080
9.09350
2.44760
2.87370
2.57650
1.85490
1.42860
1.72370
3.43410
2.90800
1.62500
0.86720
1.39800
2.39150
6.91820
7.52460

-5.08770
-5.08770
-5.85160
-6.12530
-5.63330
-4.86750
-9.76930
-10.35840
-11.68940
-12.43820
-11.85420
-10.52460
-90.77710
-12.14300
-13.47600
-12.43550
-10.05950
-7.79220
-4.20790
-1.25010

Methyl B-D-Galf 2,C3-exo, -60°/-60°

X
0.05550
0.93100

-0.46630
0.18410
1.42420
0.71400

-0.73630
0.56880
1.18360
1.58200
0.36120

I T OO T OO O O O O

Y
1.92180
2.34620
3.19680
4.32290
3.64470
1.15770
1.33650
5.43510

-0.09930
-0.63940
-0.67010

Z

-4.19280
-5.22700
-3.51720
-4.31500
-4.89280
-3.22250
-4.66810
-3.50720
-3.71170
-2.85560
-4.15550
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1.96900
-0.14600
-1.89590
-2.55110
-0.27180
-0.47570

2.01860

3.36530

2.21690

1.05950

3.21000

3.74370

4.08640

1.30840

2.19790

4.31730
-4.02080
-4.81700
-4.61830
-5.99950
-6.78930
-6.19650
-4.34370
-4.00450
-6.46030
-7.86610
-6.80990

0.22830

1.43330

1.85600

1.08120
-0.12100
-0.54670

2.03240

2.78950

0.03790
3.23050
3.21870
3.89360
6.49010
4.65050
4.36260
3.81540
5.38710
4.36770
2.44190
4.38820
3.88660
5.04650
3.57700
1.74870
3.87440
4.55160
3.21040
3.22430
3.89940
4.56360
5.06400
2.68840
2.70900
3.90890
5.08990
7.55120
7.42520
8.44420
9.59040
9.71830
8.70270
6.53410
8.34420

-4.45690
-2.47860
-3.58250
-2.61430
-3.44380
-5.11480
-6.09380
-6.53520
-5.75240
-7.14350
-6.92200
-7.38380
-5.71930
-7.78220
-4.11870
-7.20840
-2.81040
-1.88370
-3.88490
-4.02550
-3.09920
-2.02840
-1.05770
-4.60430
-4.85830
-3.21210
-1.30860
-2.53680
-1.84070
-0.99790
-0.84450
-1.53560
-2.37900
-1.95820
-0.45940
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1.41310
-0.72480
-1.47900
4.02070
2.72900
2.49390
3.54130
4.82910
5.06920
1.92120
1.49360
3.35480
5.64380
6.06510
5.42860
-1.31060
-1.98750

O 0OoITIxTITITIT OOOOOIOTITITTIT

10.38300
10.60840
8.78860
0.32310
-0.19610
-1.53730
-2.36370
-1.84820
-0.50930
0.44870
-1.93870
-3.40900
-2.49050
-0.09730
2.23800
6.54790
4.44600

-0.18580

-1.41550
-2.91990
-7.50630
-7.38360
-7.65540
-8.05280
-8.17670
-7.90250
-7.06910
-7.55560
-8.26480
-8.48550
-7.99160
-7.21250
-4.06250
-1.69590

Methyl B-D-Galf 2,C3-exo, -60°/180°

X
2.29570
2.59620
0.86660
0.48580
1.83850
3.14090
2.39540

-0.19880
4.50190
5.03860
4.57570
4.93710
0.84900
0.01580

O T T T T O O I O OO O O O

Y
7.49570
6.16750
7.77760
6.52250
5.88850
8.43400
7.52900
6.81350
8.32810
9.14890
8.41720
7.37780
8.65550
7.98710

Z

-4.42940
-4.83100
-4.91470
-5.70170
-6.01140
-5.03390
-3.34150
-6.92090
-4.61460
-5.08520
-3.52590
-4.92990
-5.55500
-3.78250
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-1.05510
-1.54630
-0.11590

1.80170
3.19590

1.21480

1.18660

3.78300

3.81000

3.13340

0.85010

2.28540
5.05130
-1.88670
-3.02220
-1.57080
-2.38480
-3.51450
-3.83240
-3.25860
-0.69530
-2.13850
-4.14770
-4.71140
-2.12350
-1.32300
-1.91070
-3.29550
-4.09590
-3.51270
-0.24870
-1.28860
-3.75080
-5.17280
-4.12300

8.79190
6.72980
5.86100
4.39770
3.81790
4.25900
3.73540
4.50190
3.96830
2.75060
2.88340
6.38520
4.19330
8.88290
9.69570
8.17980
8.29340
9.10560
9.80670
10.23290
7.54780
7.74740
9.19150
10.43750
7.08660
7.45250
7.78160
7.74870
7.38590
7.05590
7.47960
8.06470
8.00680
7.36170
6.77440

-3.95020
-6.92570
-5.08430
-6.28310
-6.48930
-7.19740
-5.18440
-7.61070
-5.60260
-6.70390
-5.48640
-6.87810
-7.92020
-2.72570
-2.75960
-1.56020
-0.44120
-0.47880
-1.63920
-3.66770
-1.53310
0.46030
0.39530
-1.66930
-8.24480
-9.33030
-10.54430
-10.68170
-9.60150
-8.38690
-9.22180
-11.38360
-11.62960
-9.70720
-7.53990
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5.57170
4.81430
5.34440
6.62840
7.38540
6.86000
3.81840
4.75640
7.03920
8.38370
7.43810
5.68770
-2.19460
-1.29440

O O OxT T T T T O OOOO O

5.00140
6.01480
6.75160
6.48120
5.47140
4.73450
6.22460
7.53760
7.05690
5.26030
3.94890
3.34740
6.40070
9.36710

-9.05280
-9.64610
-10.69680
-11.16140
-10.57270
-9.52100
-9.28350
-11.15290
-11.98120
-10.93350
-9.05420
-7.32820
-5.95800
-4.98830

Methyl B-D-Galf 2,C3-exo, 180°/+60°

X
3.85220
3.62420
3.29720
2.72390
2.49770
3.17090
4.93110
1.48710
3.66850
3.11650
4.73670
3.51020
2.51330
4.35170
4.03820
1.53400
3.45190

I O 0O O I T T T OO T O O O O o0 O

Y
5.82920
5.64930
4.57630
3.74190
4.78390
6.93870
5.94600
3.10910
8.18520
8.96690
8.28330
8.27590
4.84720
3.89920
3.24730
1.83930
2.99470

Z

-2.85690
-4.24870
-2.16770
-3.31430
-4.40920
-2.34690
-2.72660
-2.98420
-2.83550
-2.31820
-2.61620
-3.91190
-1.46520
-1.47990
-0.33840
-2.52290
-3.62830

S57



O o o T T T T T 000000 ITTIT T ITT IO O00O0O0O0O0IIIT T T O oOIT oo

2.48160
1.43370
3.47120
2.20950
1.46010
1.66370
0.43920
2.16480
1.56510
0.54290
5.19990
5.02300
6.44420
7.49890
7.31880
6.07960
4.05500
6.58230
8.46150
8.14320
5.93860
0.18280
-0.97420
-2.21830
-2.31440
-1.16290
0.08260
-0.89770
-3.11330
-3.28640
-1.23770
0.98490
0.63780
1.59420
1.64330

4.25680
3.17060
3.84180
5.36770
2.82680
2.28260
3.52960
5.04270
5.32720
1.93980
2.51990
1.83070
2.49910
1.79560
1.11170
1.13000
1.85120
3.02790
1.77980
0.56370
0.59750
1.27380
1.94620
1.36690
0.12120
-0.54980
0.02250
2.91160
1.88650
-0.32700
-1.51780
-0.48850
1.67060
2.29160
2.00840

-5.83080
-6.01190
-6.05720
-6.67920
-7.41070
-5.42610
-5.74680
-7.58780
-4.21740
-7.83340
0.22750
1.42950
-0.40780
0.15830
1.35720
1.99230
1.91100
-1.33950
-0.33620
1.79580
2.92390
-2.30440
-2.70650
-2.49760
-1.88380
-1.47980
-1.69170
-3.18500
-2.81450
-1.72080
-1.00150
-1.38520
-9.29060
-10.09830
-11.45670
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0.74150
-0.21290
-0.26510

2.29480

2.38520

0.78220
-0.91460
-1.00150
-0.26490

2.57190

2.93290

O O o ITITITIT I OO O

1.10720
0.48700
0.76700
2.99020
2.49080
0.88840
-0.21380
0.29230
1.42650
1.24840
3.26680

-12.01530
-11.21320
-9.85540
-9.66430
-12.08000
-13.07490
-11.64680
-9.22170
-7.08950
-2.32720
0.15410

Methyl B-D-Galf 2,C3-exo, 180°/-60°

X
2.03530
2.74740
0.89870
0.76240
1.78240
1.44710
2.74470

-0.55460
2.39650
1.82910
3.08780
2.96440

-0.02690
1.30560
0.33820

-1.27740
0.99140
2.50420
1.56820
3.13170

I O O IT OO0 O I T T T O O IT O o o O o o

Y
7.76020
6.67590
7.12480
5.71260
5.68750
8.58020
8.32200
5.49610
9.24760
9.90540
9.84070
8.53380
7.68470
7.09100
6.84550
4.46240
4.96890
4.36970
3.18320
4.17030

z

-4.16560
-4.73030
-3.36420
-3.95700
-5.10900
-5.13720
-3.55330
-4.46390
-5.96920
-6.62390
-5.36170
-6.56880
-3.46190
-1.98910
-1.08110
-3.98260
-3.19760
-5.33690
-5.48710
-4.45960
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3.31300
0.60650
2.13700
1.04990
3.88800
1.28040

-0.38690
0.85070

-0.05430
2.19540
2.62590
1.72080
0.38030

-1.09220
2.89710
3.66780
2.05970

-0.32370

-2.59400

-3.01570

-4.24470

-5.05560

-4.63840

-3.41130

-2.37850

-4.56390

-6.00940

-5.26680

-3.07050

-1.35440

-1.15820

-2.09740

-3.23660

-3.43560

-2.49690

4.55450
3.48980
2.29780
2.96680
3.78570
5.98650
2.60910
6.84420
6.59480
7.08260
7.07200
6.82400
6.58510
6.41040
7.27420
7.25720
6.81650
6.39150
4.34580
5.25840
5.08980
4.01190
3.10000
3.26550
6.08630
5.79100
3.87700
2.25800
2.55980
3.06900
4.25030
4.65240
3.88380
2.70870
2.30070

-6.49650
-6.51310
-5.77620
-4.55360
-6.59720
-6.03260
-6.70860
0.31030
1.34490
0.60610
1.92600
2.95410
2.66210
1.10410
-0.19260
2.15330
3.98230
3.46110
-4.65120
-5.62140
-6.24160
-5.90150
-4.93600
-4.31200
-5.89400
-7.00100
-6.39570
-4.67610
-3.56740
-7.73550
-8.45540
-9.39420
-9.61520
-8.89680
-7.96100
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-0.27750
-1.94410
-3.97150
-4.32620
-2.64460
-0.47530
-0.87080
-0.81600

O O O IT T T T T

4.84920
5.56830
4.20350
2.11600
1.39570
1.56740
3.70690
6.65130

-8.27520
-9.95030
-10.34320
-9.06060
-7.38870
-6.09330
-3.12770
-1.39260

Methyl B-D-Galf 2, C3-exo, 180°/180°

X
5.84260
5.02450
5.76240
4.44550
3.87490
5.35680
6.84250
3.48140
5.38540
5.05880
6.40180
4.71310
5.78760
6.82410
8.00910
3.70970
4.66010
3.17900
1.90340
3.87630
2.81130
2.24700
1.28180

T O o T OO ITO OO ITIT ITITOOTI OO O O oo

Y
3.69280
4.39990
2.23190
2.15950
3.58590
3.75030
4.12700
1.25960
5.06220
4.96560
5.46790
5.73530
1.55010
1.92860
1.57490

-0.05780
1.86210
4.08200
3.30710
4.01820
5.43610
2.00590
3.20480

z

-3.78490
-4.70020
-4.23630
-5.02190
-4.95130
-2.47450
-3.85580
-4.46860
-1.91130
-0.87820
-1.93890
-2.44690
-3.39220
-5.15050
-4.61830
-4.65460
-6.04590
-6.20700
-6.52490
-7.04970
-5.95670
-7.03040
-5.63580
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1.33650
2.52940
3.17790
1.24950
9.01140
10.30100
8.69750
9.66790
10.95230
11.26790
10.53240
7.69980
9.42230
11.70690
12.26640
2.54110
1.32960
0.24240
0.35880
1.56660
2.65450
1.23680
-0.69820
-0.49300
1.65510
3.59320
1.71450
3.02830
3.42700
2.52050
1.20870
0.80540
3.73540
4.44780
2.83680

3.84530
5.83660
3.65200
1.10700
1.22630
0.88710
1.22470
0.88660
0.55010
0.55090
0.89080
1.48420
0.88450
0.28710
0.28950
-0.89420
-0.33380
-1.15470
-2.53430
-3.09520
-2.27840
0.73790
-0.71840
-3.17190
-4.16720
-2.69860
-0.23160
-0.46050
-1.73940
-2.79350
-2.56730
-1.29080
0.35540
-1.91510
-3.79210

-7.28630
-6.78880
-4.10940
-7.09970
-5.65530
-5.23980
-7.01690
-7.95050
-7.53240
-6.17610
-4.18350
-7.33980
-9.00460
-8.26290
-5.85040
-4.29790
-3.88600
-3.62310
-3.76700
-4.17280
-4.43910
-3.78940
-3.31290
-3.56670
-4.29120
-4.77200
-7.53640
-7.94980
-8.31260
-8.26100
-7.85210
-7.49410
-7.97440
-8.62620
-8.53510
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H 0.50560
H -0.20580
@) 0.10220
@) 4.75770
@) 8.21310

-3.38860
-1.10400
1.37570
-0.48170
1.54940

-7.80330
-7.16120
-6.81370
-5.08860
-3.42400

Methyl -D-Galf 2, O4-exo, +60°/+60°

X
-0.10980
-1.51770

0.24180
-0.96140
-2.08550

0.32410

0.30230
-0.70850

0.08150

0.52630

0.55080
-0.98920

0.25040

1.39520
-0.03290
-3.35530
-3.08030
-4.00170
-4.07560
-4.34950
-4.32740
-2.38030

0.15470
-5.68130
-6.83270
-8.07830
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Y
2.24720
2.12700
1.68760
2.09300
2.37000
3.57500
1.67700
3.30960
4.23060
5.22020
3.67890
4.32400
0.25560

-0.33890
3.20680
1.52440
0.03530
1.78060
1.91070
-0.63280

-1.97240
3.41730
4.52050

-2.57250

-1.78670

-2.39200

z
-6.41220
-6.49140
-5.03500
-4.17750
-5.19600
-6.44160
-7.24820
-3.46260
-7.68660
-7.61020
-8.50740
-7.87920
-5.07500
-5.47820
-2.29930
-5.05580
-5.10170
-5.89760
-3.89150
-5.22190
-5.16750
-5.10440
-1.63770
-5.28260
-5.37850
-5.47860
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-8.18190
-7.03620
-5.78990
-6.75080
-8.96880
-9.15450
-7.11580
-4.89260
1.28970
0.08540
0.03530
1.18250
2.38480
2.43870
-0.81070
-0.90190
1.14070
3.27720
3.36500
0.79650
0.99170
0.54990
-0.08760
-0.28710
1.13540
1.48770
0.70320
-0.42930
-0.77990
1.18570
-1.19230
-3.64370
0.36500
2.38430
-3.30250

-3.78010
-4.56590
-3.96490
-0.70940
-1.78110
-4.24930
-5.64530
-4.56370
-1.81690
-2.47720
-3.86410
-4.59690
-3.94110
-2.55560
-1.91890
-4.36890
-5.67850
-4.51040
-2.03420
4.54910
5.75640
6.94220
6.91830
5.71200
3.62150
5.77450
7.88450
7.84020
5.69220
2.06590
1.30780
1.54590
2.14890
0.29010
-2.61050

-5.48480
-5.38990
-5.28840
-5.37090
-5.55130
-5.56330
-5.39490
-5.21350
-5.49600
-5.23940
-5.27970
-5.56910
-5.82410
-5.79090
-5.01840
-5.08630
-5.59750
-6.04940
-5.98960
-0.39730
0.25720
-0.32410
-1.56130
-2.21900
0.04300
1.21900
0.18670
-2.01370
-3.18000
-4.65620
-3.46310
-3.10780
-1.86250
-5.78230
-5.04140
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H -2.58330
H -2.45610

-0.31080
-0.21390

-4.19450
-5.95850

Methyl B-D-Galf 2, O4-exo, +60°/-60°

X
-0.56080
-1.50110
-1.20170
-2.70280
-2.81930
-0.36440

0.36890
-3.15420
0.23050

0.40220

1.18400
-0.43130
-0.88730
-1.15930
-4.44390
-3.79310
-3.52740
-3.65910
-5.13560
-3.85010
-3.77840
-3.12050
-4.78980
-4.13810
-4.58780
-4.88730
-4.74520
-4.30500
-4.00210

O 0O o0 o0 o000 IT OO0 o0 IT oo OoOoOoOo0oIT T IT O O0OIOoOOonanonooon

Y
2.24690
2.14970
1.49520
1.72400
2.25700
3.56370
1.80220
2.69270
4.40600
5.36960
3.98680
4.53340
0.10900

-0.71260
2.63690
1.54700
0.06920
2.02400
1.79640

-0.66530

-2.00400
3.30710
3.62140

-2.65340

-1.91930

-2.56870

-3.94990

-4.68400

-4.03870

z

-3.30630
-4.35790
-2.14760
-2.35350
-3.80380
-2.87660
-3.66930
-1.39560
-3.86420
-3.38970
-4.20090
-4.72300
-2.33020
-1.29240
-1.03220
-4.75010
-4.98820
-5.72480
-4.36970
-3.79130
-3.85530
-3.75200
0.01610
-2.57020
-1.46960
-0.28050
-0.18390
-1.28130
-2.47040
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-4.70380
-5.22990
-4.97510
-4.18680
-3.64420
-0.87130
-0.47730
-0.24930
-0.40600
-0.79590
-1.03170
-0.36620

0.04430
-0.23170
-0.92840
-1.35120
-6.11060
-6.47400
-5.52200
-4.20530
-3.83600
-6.83990
-7.49760
-5.80650
-3.46620
-2.81510
-0.86200
-3.25230
-5.24540
-5.23450
-1.59880
-3.44650
-2.48270
-4.15960

-0.84800
-1.99640
-4.45320
-5.75700
-4.59510
-2.13090
-2.54260
-3.88790
-4.82420
-4.41550
-3.07400
-1.81540
-4.20690
-5.87380
-5.14500
-2.74500
3.67010
4.57820
5.44250
5.39760
4.49000
2.99400
4.61380
6.15140
6.06990
4.45370
1.83960
0.80500
1.59400
1.85080
-0.30720
-2.59800
-0.10070
-0.28710

-1.54170
0.57190
0.74680

-1.20510

-3.32500

-1.60250

-2.87790

-3.12950

-2.11220

-0.83990

-0.58540

-3.66880

-4.12110

-2.31280

-0.05180
0.39330

0.46910
1.45240
1.98710
1.53720
0.55430
0.04490
1.80210
2.75440
1.95320
0.20300

-1.17570

-2.20520

-3.42400

-1.52320

-0.23890

-4.85900

-5.24820

-5.80060
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Methyl B-D-Galf 2, O4-ex0, +60°/180°

I T T O O O O O O O IT O O O IT o O o O o IT T T O O I OO o o o o

X
-3.42920
-4.19750
-2.02600
-1.92580
-3.37860
-3.30330
-3.91370
-1.18640
-4.53820
-4.30520
-4.99450
-5.23620
-1.89330
-1.74450

0.15890
-3.88980
-3.61790
-4.96890
-3.37190
-4.21690
-3.92940
-3.47090

0.82140
-4.46560
-5.08150
-5.51420
-5.33990
-4.73260
-4.29530
-5.20340
-5.98170
-5.67150

Y
2.63430
2.41240
2.13820
2.39890
2.62440
3.99400
2.08820
3.59490
4.60970
5.63170
4.08270
4.61770
0.72300
0.27760
3.49930
1.74730
0.25090
1.90330
2.22190

-0.24460
-1.50350
3.66070
4.78760
-1.83880
-0.87420
-1.20830
-2.50370
-3.46760
-3.13690
0.13150
-0.45720
-2.76050

Z
-8.43340
-7.27180
-8.08360
-6.57600
-6.11530
-8.74810
-9.24430
-6.29240
-9.11190
-9.40230
-9.95610
-8.27220
-8.26510
-9.52990
-6.31180
-4.96520
-5.06400
-4.91450
-3.72630
-6.26690
-6.62490
-5.78070
-5.99510
-7.96680
-8.76790
-10.04360
-10.52210
-9.72230
-8.44890
-8.39380
-10.66710
-11.52030
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-4.58820
-3.80410
-1.44920
-1.00090
-0.70770
-0.87020
-1.32270
-1.60600
-0.88340
-0.36020
-0.64890
-1.45860
-1.95960
2.21670
2.87690
2.14820
0.75780
0.09270
2.77080
3.95800
2.66390
0.19170
-0.98620
-1.26120
-1.43790
-2.42460
0.73960
-1.83880
-3.28540
-4.05420
-2.54770

-4.47210
-3.87030
-1.17270
-1.87430
-3.22650
-3.88510
-3.18890
-1.83500
-1.36290
-3.76830
-4.94230
-3.70330
-1.28300
4.81480
5.99900
7.16330
7.14090
5.95750
3.90410
6.01610
8.08780
8.04630
5.93900
2.65900
1.56010
2.03530
2.46560
1.00370
-2.25910
-0.24830
0.03620

-10.09780
-7.82550
-9.58560
-8.46490
-8.56770
-9.78240

-10.89970

-10.80440
-7.52110
-7.69770
-9.85770

-11.84210

-11.66420

-5.93290

-5.64030

-5.41090

-5.47440

-5.76490

-6.11400
-5.59140
-5.18340
-5.29760
-5.81660
-8.65270
-6.08690
-3.67750
-6.56230

-10.49530
-5.92720
-4.19820
-5.07630

Methyl B-D-Galf 2, O4-exo, -60°/+60°



I T T T T O OO OO OO TIITOOoOOoOTIT O I OIaoaonoaoxTITxxTOOITOoOOOh O O o o

X
0.15190
-1.07140
-0.13570
-1.61270
-2.15490
0.51550
0.90610
-1.77340
0.83010
1.16640
1.62970
-0.04720
-0.04860
1.17730
-1.67860
-3.33960
-3.84430
-4.13860
-3.01840
-5.05730
-5.65690
-2.43140
-1.87960
-6.87850
-7.27550
-8.42060
-9.17500
-8.78220
-7.63730
-6.68750
-8.72440
-10.06780
-9.36800
-7.32110

Y
2.49620
1.83590
3.31730
3.69550
2.73040
3.39330
1.71720
5.03130
2.76510
3.55230
2.02990
2.27210
2.48430
2.28360
6.03080
1.89460
1.00690
2.58010
1.14680
0.38550

-0.47140
3.30230
7.36590

-1.08200

-0.82450

-1.42330

-2.27830

-2.53670

-1.94210

-0.16300

-1.22370
-2.74330

-3.20150

-2.13610

z

-5.75880
-6.03250
-4.50280
-4.65950
-5.72850
-6.76470
-5.62620
-5.15370
-8.00820
-8.67910
-7.87340
-8.43180
-3.34110
-2.81550
-4.25250
-5.26080
-6.38400
-4.96900
-4.09580
-5.92200
-6.76030
-6.61730
-4.86610
-6.17410
-4.85930
-4.35110
-5.14950
-6.46020
-6.97080
-4.23980
-3.33160

-4.75070
-7.08180
-7.98650
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1.13740
-0.05330
-0.04150

1.15270

2.34040

2.33400
-0.97940
-0.96430

1.15820

3.26900

3.24930
-1.83880
-2.02070
-2.24220
-2.28180
-2.10190
-1.66510
-1.98960
-2.38340
-2.45270
-2.13020

0.52100
-2.12760
-2.21070
-1.45210

2.18050
-5.23640
-3.11550
-4.05720

I T O O o0 T ITITITIT IT I T OOOOOITITITIIOOOOO O

1.40650
0.83470
0.01640
-0.23290
0.33570
1.15210
1.02930
-0.42660
-0.87060
0.14210
1.59950
8.48710
9.75520
9.91120
8.79660
7.52540
8.35170
10.62150
10.90120
8.91820
6.65980
4.17630
3.59470
0.64590
5.83640
2.77480
-0.71190
0.23590
1.59660

-1.62060
-1.16390
-0.04250
0.62790
0.17480
-0.94670
-1.68510
0.30930
1.50290
0.69590
-1.30910
-4.03400
-4.56590
-5.93190
-6.76480
-6.23640
-2.97530
-3.91800
-6.34690
-7.82660
-6.88210
-4.40740
-3.70860
-4.27840
-3.07830
-3.28380
-7.87310
-6.63530
-7.27700

Methyl B-D-Galf 2, O4-exo, -60°/-60°

X
C -0.98690
@) -2.06890

Y
0.04860
0.09760

z
-3.07010
-3.98060
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-0.92280
-1.40440
-2.04830

0.23370
-1.22380
-0.31980
0.30860

1.32170

0.10790
-0.40470
-1.88910
-1.53680
0.17060
-3.47710
-3.99130
-3.46910
-4.35310
-3.92970
-4.26500
-1.42200
1.27800
-4.03220
-3.36340
-3.14320
-3.59180
-4.25930
-4.47610
-3.01140
-2.61960
-3.42020
-4.60800
-4.98860
-2.61970
-3.86530
-4.85060

1.45740
2.34250
1.37010
-0.19730
-0.73220
3.00330
-1.48610
-1.59200
-2.27110
-1.57290
1.59360
1.15100
4.11390
1.75050
1.02590
2.81280
1.61170
-0.38830
-1.21340
1.32000
4.72350
-2.63740
-2.99580
-4.33620
-5.32170
-4.96630
-3.62780
-2.22550
-4.61250
-6.36620
-5.73250
-3.33810
1.33690
1.86310
2.01520

-2.48320
-3.63800
-4.64530
-3.70240
-2.34380
-4.30160
-4.31460
-4.69580
-3.57850
-5.13640
-1.43420
-0.21000
-3.71300
-5.03500
-6.26640
-5.29430
-3.92530
-6.01900
-7.01760
-5.53910
-4.48840
-6.66250
-5.48860
-5.20080
-6.07590
-7.24540
-7.54050
-4.81720
-4.29450
-5.84790
-7.92580
-8.44770
0.78590
0.43280
1.39900
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-4.59930
-3.35910
-2.37210
-4.05980
-5.81510
-5.36960
-3.16340
-1.40530
1.86470
2.90470
3.36590
2.78500
1.74320
1.49770
3.35650
4.17820
3.14450
1.29290
0.06870
-2.10880
-4.16320
-0.25990
-0.45390
-4.69620
-3.37790
-5.02250

I r O O 0OTrT r r T ITIT IT T T O OOOOITIITITIOOO

1.64590
1.12090
0.96530
2.14710
2.42190
1.76670
0.83360
0.55820
5.89080
6.49390
5.93430
4.77050
4.16400
6.31440
7.39840
6.40500
4.33520
3.25970
1.71650
3.08260
0.75520
4.54520
0.66130
-0.82750
1.26830
1.31710

2.71740
3.07170
2.10940
-0.59120
1.12360
3.46850
4.09660
2.37150
-3.99380
-4.68560
-5.87450
-6.37010
-5.68140
-3.06910
-4.29960
-6.41400
-7.29350
-6.06420
-2.12560
-3.26840
-3.51610
-2.66580
0.02450
-8.08430
-7.13600
-6.46660

Methyl B-D-Galf 2, O4-exo, -60°/180°

X
-1.95240
-2.45390
-1.79340
-2.93780
-3.38810

O O O O O

Y
4.87140
3.54860
5.13820
4.33110
3.36560

z

-6.67900
-6.74530
-5.18260
-4.55860
-5.66830

S72



O o oo o o T T T T T 0O 000000 I 0000 IT o oo ooITITIT O O ITOo

-2.85740
-1.01680
-4.05990
-3.12000
-3.76710
-2.18780
-3.62220
-0.57550
0.55730
-3.98570
-3.36320
-3.86940
-4.00310
-2.06080
-5.21930
-5.83430
-4.39280
-5.21210
-7.19540
-7.70670
-8.98050
-9.74980
-9.24350
-7.97030
-7.10810
-9.37330
-10.74300
-0.84120
-7.56500
1.74880
1.66170
2.80590
4.03760
412710
2.98690

5.81400
4.88230
5.15740
5.68250
6.51230
5.73780
4.73780
4.55230
5.26630
5.85490
1.89770
0.98790
1.77820
1.48480
1.39070
0.78640
3.64100
6.64810
1.32990
2.39850
2.88140
2.30200
1.23650
0.75220
2.84860
3.71050
2.68040
0.78520
-0.07360
4.55240
3.26810
2.63730
3.28200
4.56160
5.19530

-7.17130
-7.24260
-4.22310
-8.56920
-8.84410
-9.14020
-8.78660
-4.70810
-4.87100
-3.07150
-5.26900
-6.38150
-4.39190
-4.88080
-6.67380
-7.70120
-5.99180
-2.81360
-7.94430
-7.20280
-7.47090
-8.47600
-9.21590
-8.95220
-6.42400
-6.89650
-8.68280
-9.99730
-9.52060
-4.35210
-3.80780
-3.33850
-3.40810
-3.95020
-4.42210

S73



0.70510
2.73700
4.92780
5.08470
3.04240
-5.26700
-6.39500
-7.47460
-7.42360
-6.29670
-4.42190
-6.43390
-8.35490
-8.26240
-6.25510
-1.82910
-2.58850
-1.44200
-3.01590
0.57360
-5.31940
-3.85760
-3.25540

I T O OO0 ITITITIIT ITIT ITOOOOOITITITITTI

2.76870
1.64230
2.78730
5.06290
6.18840
7.41950
8.17670
8.16800
7.40120
6.64190
7.41720
8.77320
8.75920
7.39540
6.04790
6.19550
3.81420
1.78120
5.82350
6.36270
-0.09920
-0.05040
1.08490

-3.75500
-2.91800
-3.04040
-4.00460
-4.84630
-1.65050
-1.37040
-2.24990
-3.41060
-3.69490
-0.97590
-0.46820
-2.03090
-4.09450
-4.59620
-4.94010
-3.66920
-5.56380
-2.34580
-5.38530
-8.35030
-6.05140
-7.27720

Methyl B-D-Galf 2, O4-exo, 180°/+60°

X
-0.76240
-2.09810
-0.06910
-0.95550
-2.04840
-0.08190
-0.81080
-0.27350

O I OO O O O O

Y
3.11910
2.97120
1.79920
1.20020
2.25270
4.14060
3.31560
0.98180

Z

-7.49640
-7.04520
-7.14430
-6.04250
-5.81070
-6.82370
-8.57020
-4.80440
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-0.61220
0.03620
-0.60930
-1.63050
-0.08740
1.09240
0.52120
-3.43210
-3.39780
-3.75160
-4.39670
-4.70110
-4.88820
-1.73490
1.09680
-6.26580
-7.24220
-8.51780
-8.82540
-7.85460
-6.57930
-7.00260
-9.27250
-9.82080
-8.09290
-5.81680
0.91110
-0.35270
-0.47020
0.66830
1.92900
2.05090
-1.23530
-1.45010
0.57320

5.44210
6.14890
5.65310
5.53340
0.93040
0.52900
-0.10760
1.69420
0.83920
1.08020
2.73360
0.25290
-0.52520
2.91980
-0.30040
-1.07660
-0.75430
-1.29170
-2.15160
-2.47460
-1.93880
-0.08470
-1.03950
-2.56950
-3.14310
-2.18160
-0.44260
-0.88720
-1.80300
-2.27910
-1.83780
-0.92270
-0.51840
-2.14680
-2.99380

-7.07780
-6.56490
-8.15200
-6.69490
-8.28110
-8.79990
-4.73280
-5.50500
-4.24920
-6.35030
-5.40660
-4.09810
-3.02150
-4.99930
-3.38140
-2.94890
-3.89510
-3.78520
-2.73470
-1.79010
-1.89580
-4.70830
-4.51890
-2.65190
-0.97300
-1.16860
-9.90700
-10.30420
-11.34110
-11.98520
-11.59170
-10.55620
-9.80260
-11.64620
-12.79290
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2.81470
3.02410
2.01890
2.57590
2.21280
1.29210
0.73450
2.29080
3.29190
2.64670
1.00790
0.01790
0.95200
-1.37320
-4.16860
0.72200
2.16490
-4.01710
-3.16800
-2.65680

I r O O 0OTxTrT r T T T T T OOOOOTITTIT

-2.20760
-0.57310
-1.33340
-1.55360
-0.74600
0.28270
0.50890
-1.95380
-2.35320
-0.91910
0.90810
1.30500
1.96030
0.25880
3.30180
-0.82990
0.92290
-0.74410
1.44580
0.04440

-12.09190
-10.24050
-3.19780
-1.94670
-0.87190
-1.05030
-2.30130
-4.04080
-1.80800
0.10490
-0.21400
-2.44090
-6.81400
-6.39730
-4.65790
-5.68390
-8.40090
-2.20560
-3.37060
-4.32240

Methyl -D-Galf 2, O4-exo, 180°/-60°

X
-2.16090
-2.88690
-1.05990
-1.68340
-3.00340
-2.93030
-1.79080
-2.00460
-4.02150
-4.49030
-3.66120

I T OO T OO O O O O

Y
5.17730
4.04410
4.60920
3.32290
3.15640
6.03720
5.68380
3.43170
6.63680
7.33300
7.17940

Z

-6.00070
-6.43850
-5.10650
-4.54490
-5.31990
-5.20730
-6.89530
-3.15530
-5.90620
-5.21430
-6.78610
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-4.74870
0.05800
1.25700

-1.07130

-3.29480

-3.18170

-2.55840

-4.56120

-4.07330

-3.73280

-3.82270

-1.54820

-4.65080

-5.62190

-6.43490

-6.28780

-5.32190

-4.50310

-5.72840

-7.18120

-6.92140

-5.20090

-3.73840
2.31730
2.05350
3.08000
4.37100
4.63700
3.61420
1.05140
2.87320
5.16940
5.64060
3.80810

-0.83590

5.88500
4.25360
4.81690
3.04510
1.74950
0.69980
1.50020
1.70230
1.07230
0.71620
3.48160
3.20770
1.27630
2.22670
2.75130
2.32640
1.37810
0.85710
2.56050
3.49410
2.73930
1.05450
0.13190
4.32160
3.38950
2.95600
3.44730
4.37600
4.81260
3.00890
2.23410
3.10680
4.75820
5.53290
2.57940

-6.21920
-5.92850
-5.66320
-2.25800
-5.83060
-4.73930
-6.59840
-6.47970
-3.66830
-2.41790
-4.67320
-0.86490
-1.39690
-1.72040
-0.72530
0.59190
0.91580
-0.07400
-2.74230
-0.97590

1.36670

1.94130

0.16700
-6.57540
-7.58250
-8.41070
-8.23900
-7.23610
-6.40690
-7.71500
-9.19020
-8.88610
-7.10170
-5.62420
0.15820
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-1.25820
-2.38360
-3.09050
-2.68130
0.03750
-0.71150
-2.71310
-3.96980
-3.23610
-0.75220
-0.99470
-5.24810
0.01210
1.43140
-2.77030
-2.16680
-3.48820

2.70200
3.46440
4.09830
3.96600
1.99190
2.20430
3.55890
4.68350
4.44650
5.30040
2.49590
1.88460
2.61060
5.62860
0.02270
0.62000
-0.27150

1.47380
1.77480
0.75820
-0.56040
-0.08970
2.26430
2.80180
0.99110
-1.35230
-4.32900
-4.69630
-5.82430
-2.57880
-4.78280
-2.16620
-4.35680
-5.12780

Methyl B-D-Galf 2, O4-exo, 180°/180°

O O T T T O O I O O O O O O

X
-2.00220
-2.66270
-2.46560
-2.81500
-2.63100
-0.61100
-2.30410
-1.95270
-0.02860

1.04960
-0.30120
-0.35120
-3.67810
-3.55830

Y
0.85720
1.64130

-0.57260
-0.56080
0.90760
0.87590
1.24580
-1.37580
2.15840
2.02710
2.52700
2.88030
-0.85270
-1.24160

Z
-8.90020
-7.92430
-8.62220
-7.12680
-6.69610
-8.75440
-9.87530
-6.32700
-8.98800
-8.93010
-9.98210
-8.23490
-9.33400
-10.61810
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-2.10150
-3.69480
-3.65490
-4.67990
-3.54530
-4.08840
-3.68810
-1.64710
-1.31940
-4.13520
-4.99060
-5.35290
-4.86290
-4.01380
-3.65380
-5.36220
-6.01120
-5.13870
-3.62560
-2.98300
-4.87120
-6.06990
-7.27470
-7.29050
-6.09750
-4.89130
-6.05610
-8.20200
-8.23190
-6.10920
-3.95800
-1.39000
-0.71430
0.03350
0.10820

-2.71230
1.47480
0.85920
1.32470
2.88320
-0.50990

-1.32810
1.01380

-3.46610

-2.72750

-3.08770

-4.41690

-5.38950

-5.03190

-3.70570

-2.33280

-4.69470

-6.42690

-5.78950

-3.41650

-1.53550

-1.42400

-1.71060

-2.10840

-2.22050

-1.93520

-1.11600

-1.62400

-2.33100

-2.52990

-2.01810

-4.85990

-5.60450

-4.96130

-3.57130

-6.44890
-5.76330
-4.36870
-6.21040
-5.62170
-4.43410
-3.44480
-6.22420
-5.44280
-3.64750
-4.69070
-4.86050
-3.99490
-2.95060
-2.77460
-5.36790
-5.67340
-4.13620
-2.28260
-1.97820
-11.24310
-10.53340
-11.16080
-12.49470
-13.20420
-12.58120
-9.49800
-10.60930
-12.98110
-14.24130
-13.12090
-5.46420
-4.50970
-3.52750
-3.50440
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-0.56440
-1.98720
-0.77740
0.55530
0.68560
-0.51990
-1.70440
-3.84040
-2.64060
-2.81520
-2.48830
-3.02130
-4.33070
-2.64800

-2.82270
-5.34580
-6.68480
-5.54280
-3.07110
-1.74390
-1.30260
-0.89900
3.07710
-3.21390
-1.33600
-0.95120

1.41380
0.90630

-4.45930
-6.22290
-4.52420
-2.77790
-2.73780
-4.43400
-8.87590
-6.99730
-5.34140
-7.28900
-11.17910
-2.50470
-3.71750
-3.95340

Methyl B-D-Galf 2, C2-endo, +60°/+60°

T O OO0 OO0 T T OOIT O OTITOTITO

X
3.88600
4.02730
2.82110
3.26280
2.10300
2.15210
1.65550
1.41350
3.36490
4.14970
1.05240
2.47620
5.12340
1.89000
2.73120
3.55790
4.09190

Y
3.73180
4.78190
3.06940
2.58650
2.08650
0.61780
0.04500
0.52270
3.49000
3.40910
2.37870
4.52700
3.01650
4.05910
2.22640
0.07070
0.54270

Z
-0.45120
-0.21500
0.43520
1.29970
-0.51240
-0.10960
-0.90160
1.10340
-1.86180
-2.61790
-0.57300
-2.16080
-0.35540
0.88540
-1.79430
0.05050
0.87410
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4.13410
3.38850
1.44270
5.92640
1.75800
4.49390
4.19590
2.89060
2.66110
3.72930
5.03130
5.26460
5.60550
7.15860
8.08450
9.24890
9.49500
8.57430
7.40800
5.64730
0.76720
2.37590
0.50280
-0.41540
-1.07420
-0.81260
0.10480
2.06190
1.64890
3.54730
5.86240
6.27080
7.88000
9.96390
10.40320

0.18470
-1.33170
-0.39480
3.31420
4.26150
-2.03820
-3.45740
-3.95580
-5.28950
-6.13110
-5.63760
-4.30550
-1.55470
2.49120
2.70610
1.95460
0.98420
0.76650
1.51660
4.16150
5.32470
3.64140
5.61950
6.60650
7.30590
7.01600
6.02830
-3.30220
-5.67270
-7.17070
-6.29130
-3.90980
3.46140
2.12280
0.39630

-0.86610
0.34740
1.40320

0.68930

2.21430
0.63180
0.95460
0.96860
1.27940
1.57650
1.56310
1.25350
0.62090

0.70310
1.72710
1.78010

0.81180

-0.20880

-0.26630
1.50800

2.51570
3.04990

3.85510
4.18270
3.17470
1.83860

1.50620
0.73790
1.29030
1.81840
1.79410
1.24010
2.47340
2.57490
0.85460
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8.76270
6.68950
1.02130
-0.61790
-1.79050
-1.32380
0.31010
1.90660
1.30350
2.69390
1.27530

I T r O I I I I I I T

0.00820
1.34330
5.06970
6.83140
8.07650
7.56040
5.80340
4.43380
5.32770
4.39720
3.54780

-0.95770
-1.05360
4.62840
5.22180
3.43040
1.05510
0.46980
-3.46660
-3.60840
-4.22650
-3.55770

Methyl B-D-Galf 2, C2-endo, +60°/-60°

X
3.78840
3.49350
2.84270
3.38660
1.86260
1.75910
0.98880
1.33510
3.61280
4.31400
0.86400
3.79310
5.16920
2.12040
2.27150
3.00200
3.29840
2.79640
4.07170
1.14720

T O T T OO OO0 oOITITOOIT OGO TITIXTOTITO

Y
3.09100
4.12920
2.40910
1.76330
1.62460
0.12440
-0.27500
0.03970
2.31800
1.47440
2.04670
3.15320
3.01820
3.37560
1.83130

-0.70130
-0.59800
-1.75580
-0.27160
-0.88230

z
-0.62260
-0.76950
0.36400
1.03750
-0.52860
-0.22370
-0.89470
1.13160
-1.92230
-1.97670
-0.41110
-3.00840
-0.25990
1.13750
-1.88310
-0.50670
-1.55000
-0.31250
0.35450
1.34710
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5.63470
2.40320
5.28950
6.29570
5.96030
6.93800
8.25030
8.58750
7.61550
5.52010
7.08890
7.66840
9.02500
9.81090
9.23650
7.87840
4.92610
1.65770
3.17260
1.80900
1.13870
0.31480
0.16260
0.83060
4.94440
6.67510
9.01220
9.61010
7.86660
7.04590
9.47040
10.86970
9.84520
7.42870
2.45330

3.91920
3.46670
-0.79700
-0.30780
0.56380
0.99510
0.55780
-0.31480
-0.74520
-1.58270
3.76870
451910
4.40350
3.54490
2.79830
2.90400
4.74680
4.56910
2.72730
4.73810
5.76140
6.62400
6.46040
5.43640
0.90890
1.68070
0.90400
-0.65040
-1.41850
5.18110
4.98050
3.45310
2.12290
2.31310
4.06290

0.62730
2.45250
0.14380
1.11930
2.15810
3.04370
2.90300
1.87220
0.98230
-0.75160
0.86920
1.89440
2.15820
1.39410
0.37040
0.10870
1.15660
3.10920
3.02600
4.48740
5.14170
4.42330
3.04940
2.39120
2.27620
3.83850
3.58940
1.75770
0.17420
2.48030
2.95840
1.60120
-0.21610
-0.67510
5.03330
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1.25840
-0.20720
-0.47600

0.71600
3.90270
4.15630
4.69370

2.95830

T T T O I T I =T

5.88820
7.42360
7.13210
5.31050
2.46690
3.21650
1.71240
1.98860

6.20990
4.93370
2.49030
1.32460
-4.25850
-5.00460
-4.21160
-4.52620

Methyl B-D-Galf 2, C2-endo, +60°/180°

X
3.77590
3.34660
2.97510
3.58740
1.81630
1.12610
0.57970
0.22260
3.63060
4.42630
1.04230
3.64330
5.15330
2.52160
2.38280
2.04350
1.45540
2.56410
2.98990

-0.33460
5.59600
2.62640
4.12260

O o0 o IT o T OO0 0Oo0oo0oIT T OooIT o oxT oo

Y
3.18740
4.17620
2.40200
1.60570
1.87220
0.58750
0.20140
0.97570
2.35280
1.60340
2.64560
3.17860
3.29830
3.25220
1.67000
-0.50110
-1.38490
-0.16010
-0.84660
0.22140
4.47180
2.81620
-1.45790

z
-1.22960
-1.38140
-0.20970
0.20540
-1.05960
-0.59750
-1.46480
0.43480
-2.49360
-2.57350
-1.10950
-3.60950
-0.87740
0.84160
-2.36020
-0.05260
0.20450
0.83970
-1.07740
0.66320
-0.37350
2.11470
-0.70300
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5.06280
4.74960
5.66680
6.89710
7.21090
6.29710
4.34710
7.04170
7.63510
8.98430
9.74870
9.16110
7.81110
4.88550
2.13730
3.07350
2.11950
1.67560
1.24990
1.26800
1.70840
3.79600
5.42300
7.61150
8.16750
6.52970
7.03000
9.44050
10.80180
9.75520
7.35420
2.45460
1.66160
0.90480
0.93920

-1.63640
-1.19780
-1.36070
-1.96200
-2.40280
-2.24110
-1.80480
4.42470
5.57510
5.57740
4.43070
3.28180
3.27510
5.43880
3.82140
1.73120
3.47370
4.38510
5.64980
6.00080
5.09070
-0.72730
-1.01570
-2.08640
-2.87000
-2.57570
6.45850
6.47080
4.43260
2.39030
2.38360
2.48900
4.11160
6.36160
6.98460

-1.83990
-3.12920
-4.15850
-3.90870
-2.62550
-1.59390
0.43720
-0.04440
0.48080
0.80260
0.60280
0.08110
-0.24290
-0.21730
3.08890
2.41300
4.44170
5.38850
4.99040
3.64350
2.69210
-3.31850
-5.15500
-4.71280
-2.43050
-0.59220
0.63150
1.20900
0.85430
-0.07320
-0.64700
4.73720
6.43560
5.72970
3.33450
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H 1.72570
C 3.76780
H 3.86470
H 4.65740
H 2.88480

5.36260
2.47060
3.22010
1.83380
1.85640

1.64690
-4.84520
-5.62740
-4.83330
-5.03520

Methyl B-D-Galf 2, C2-endo, -60°/+60°

X
3.77130
3.44210
2.86310
3.38420
1.71340
1.21810
0.81380
2.32620
3.58740
4.22600
0.87560
3.84720
5.13840
2.42030
2.21600
0.11780
0.48930

-0.71830
-0.32720
2.02090
5.67240
2.17230
-1.26090
-1.63030
-1.03890
-1.41710

O o oo oo T o IT T 00 oo oIT T O oIT o oo o

Y
3.51710
4.53920
2.82480
2.00630
2.30470
0.92480
1.01000
0.03110
2.69300
1.79960
3.00530
3.46530
3.50290
3.76650
2.29340
0.44910
0.31120
1.14980
-0.81920

-0.83190
4.63870
3.31730
-1.47710
-2.77800
-3.23410
-4.45740

z
-0.94500
-1.12410
0.05010
0.54050
-0.82840
-0.42300
0.59210
-0.43620
-2.20890
-2.20540
-0.77670
-3.32620
-0.54070
1.03160
-2.17440
-1.35000
-2.36410
-1.36070
-0.82650
-0.13040
-0.03980
2.27870
-1.53090
-0.91540
0.26560
0.80280
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-2.38480
-2.97600
-2.60060
-1.74230
7.09230
7.76950
9.09720
9.75640
9.08510
7.75630
5.05390
1.82980
2.22820
1.43730
1.11690
1.19050
1.58420
1.90200
-0.28890
-0.95730
-2.67800
-3.72840
-3.05200
7.24580
9.61860
10.79250
9.59730
7.23440
1.38640
0.81080
0.94210
1.64470
2.21200
3.93290
4.25460

-5.23020
-4.77870
-3.55690
-1.04070
4.46080
5.55900
5.43880
4.22110
3.12410
3.24010
5.67310
4.41890
2.14660
4.08700
5.08670
6.42330
6.75820
5.76100
-2.63330
-4.80810
-6.18350
-5.37890
-3.19490
6.49850
6.29200
4.12730
2.17760
2.38910
3.04540
4.82590
7.20350
7.79720
6.01930
2.71960
3.41620

0.16710
-1.01000
-1.54980
-2.55480
0.35240
0.88770
1.27100
1.12290
0.59050
0.20520
0.07030
3.21090
2.58510
4.50980
5.41650
5.03270
3.74030
2.82810

0.75930

1.71770

0.58850
-1.50500
-2.46330
0.99810
1.68530

1.42280
0.47580

-0.20740
4.79560
6.42130
5.74120
3.44320
1.82610
-4.54340
-5.31420
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H 4.66670
H 2.96230

1.91370
2.29810

Methyl 3-D-Galf 2, C2-endo,

X
3.89260
3.84170
3.18140
3.88320
2.44720
2.79210
2.57510
4.18170
3.17880
3.81240
1.36960
2.06640
5.25420
2.26220
2.82250
1.92480
0.87930
2.23650
2.05710
4.47190
6.13310
1.77710
1.27190
1.41960
2.14280
2.24260
1.62930
0.90900
0.80080
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Y
3.95720
5.02610
3.14800
2.75370
2.02150
0.62300
0.63320
0.39950
3.52910
3.54690
2.17210
4.36740
3.53460
4.03440
2.18470

-0.47970
-0.31540
-1.44720
-0.48770
-0.31500
3.99760
3.64580
-1.31720
-1.12190
-0.04530
0.11820
-0.79030
-1.86390
-2.02770

-4.44730
-4.81300

-60°/-60°
z
-0.72140
-0.53730
0.36740
1.09560
-0.39840
0.09840
1.17170
-0.12230
-1.99690
-2.88730
-0.28730
-2.15270
-0.86010
1.02450
-1.77420
-0.48290
-0.21580
-0.08520
-1.91230
0.45720
0.05080
2.21720
-2.60650
-4.07250
-4.59370
-5.96900
-6.82730
-6.30950
-4.93570
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0.52490
7.49940
8.53200
9.82390
10.09090
9.06380
7.77000
5.81900
0.86060
2.06780
0.31980
-0.54200
-0.87100
-0.33580
0.52900
2.61050
2.79790
1.71100
0.43210
0.24060
8.31040
10.62230
11.09910
9.27110
6.97060
0.58320
-0.95770
-1.54430
-0.59230
0.94380
1.28030
0.49740
1.89420
0.83100

-2.12240
3.46190
3.94730
3.46880
2.49950
2.01010
2.48930
4.76370
4.65070
2.58770
4.39050
5.30400
6.48080
6.74280
5.83260
0.65920
0.95540
-0.66130
-2.57020
-2.85440
4.69840
3.84910
2.12470
1.25430
2.10740
3.47280
5.10010
7.19320
7.65710
6.03350
4.05390
4.80670
4.09050
3.06280

-2.08860
-0.16110
0.64470
0.48300
-0.48060
-1.28260
-1.12730
0.93540
2.80930
2.73360
4.07060
4.65990
3.99200
2.73400
2.14150
-3.92040
-6.37210
-7.89930
-6.97670
-4.52020
1.39040
1.10690
-0.60540
-2.02900
-1.74530
4.57820
5.63810
4.45190
2.21460
1.16450
-3.30240
-3.36070
-4.20830
-3.21370
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Methyl B-D-Galf 2, C2-endo, -60°/180°

O O o0 O oo oo oo oo T o IT T OO0 0O oo IT ITO OoOIT O O oOoTo>ITOo

X
3.99360
3.58870
3.09970
3.66520
2.04530
1.67540
1.24850
2.86120
3.93760
4.64360
1.14150
4.19090
5.33810
2.52590
2.60160
0.66250
0.44470
1.03730

-0.53830
2.73200
5.74900
2.23480
-1.56300
-2.73590
-2.71440
-3.83310
-4.97600
-5.00060
-3.88450
-1.51960
7.16460
7.72130

Y
3.49040
4.47860
2.73710
1.97720
2.10280
0.67990
0.72180
-0.10890
2.63890
1.79900
2.71520
3.41670
3.59750
3.65330
2.13520
0.06060

-0.96640
0.06630
0.85010

-0.87570
4.77880
3.19950
0.48970
1.38990
2.50090
3.31720
3.03040
1.92370
1.10620

-0.46810
4.73240
5.89020

Z
-1.04530
-1.25690
-0.08210
0.45170
-1.00330
-0.60980
0.39650
-0.62230
-2.30330
-2.25570
-0.99480
-3.41850
-0.58240
0.85600
-2.32860
-1.56170
-1.26680
-2.58440
-1.47720
-0.05160
-0.07090
2.09130
-2.26390
-2.11830
-1.27110
-1.17040
-1.91150
-2.75620
-2.86020
-3.00680
0.37140
0.92010
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9.04100 5.89330 1.34710
9.81270 4.74000 1.22980
9.26170 3.58390 0.68450
7.94130 3.57660 0.25530
5.03580 5.75330 0.00990
1.74030 4.27900 2.98050
2.36750 2.04100 2.42110
1.29160 3.93090 4.25670
0.82910 4.91070 5.12280
0.81550 6.24400 4.72100
1.26420 6.59530 3.45110
1.72450 5.61760 2.57940
-1.82650 2.72310  -0.69700
-3.81340 417780  -0.51430
-5.84680 3.66880  -1.83090
-5.88890 1.69970  -3.33260
-3.89000 0.24430  -3.51320
7.11140 6.77890 1.00610
9.46870 6.79240 1.77140
10.84270 4.74230 1.56360
9.86150 2.68760 0.59360
7.51300 2.67980  -0.16790
1.30920 2.89240 4.55730
0.48020 4.63700 6.11010
0.45630 7.00890 5.39790
1.25670 7.63190 3.14010
2.07720 5.88910 1.59510
4.39270 2.66640  -4.61890
4.69410 3.37740  -5.38480
5.18260 1.92270  -4.47690
3.47230 2.16570  -4.92640

r r r OO r r r r r r r I I I I I I I I OOOOOOO OO O OO o

Methyl B-D-Galf 2, C2-endo, 180°/+60°
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X
4.29050
3.90940
3.53470
4.21360
2.48640
1.94930
2.77630
0.96420
4.00130
4.90330
1.64760
3.32920
5.69990
2.88990
3.20580
1.34870
0.55950
2.10110
0.78800
0.58140
6.21260
3.55420
0.10260

-0.46150
-0.28450
-0.83410
-1.56130
-1.73940
-1.19190
-0.02890
7.67140
8.32620
9.68980
10.40810

Y
3.44020
4.45190
2.70310
2.03860
1.90910
0.66890

-0.03840
0.11260
2.61810
2.20070
2.56300
3.44540
3.47690
3.58310
1.51680
0.99930
1.74620
1.35030
-0.23310
-0.65540
4.59490
3.90600
-0.16760
-1.48020
-2.63210
-3.83680
-3.89890
-2.75280
-1.54720
0.86150
4.48220
5.56610
5.50550
4.36230

z
-0.78890
-0.90060
0.31800
0.85140
-0.46110
0.22590
0.36130
-0.63860
-2.05150
-2.50620
-0.72650
-2.95680
-0.55340
1.23940
-1.63270
1.58280
1.49650
2.28670
2.07480
-0.19500
0.00590
2.37160
3.22900
3.63350
2.86260
3.28040
4.46560
5.23620
4.82210
3.85620
0.24670
0.83630
1.08270
0.74120
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9.75920
8.39420
5.54550
2.73890
4.68070
3.34830
2.61770
1.27350
0.66200
1.39060
0.28030
-0.69560
-1.98890
-2.30460
-1.32330
7.75620
10.19340
11.47260
10.31730
7.88960
4.39200
3.09350
0.70280
-0.38360
0.91680
3.08540
2.62960
4.02520
2.40710

I r r O r r r r r r r r r* I I I T I I O O OOCOOO OO O

3.27950
3.33560
5.56940
4.74970
3.52970
5.27260
6.05710
6.31910
5.79720
5.01600
-2.58390
-4.72750
-4.83960
-2.80020
-0.64980
6.44730
6.34710
4.31520
2.39060
2.49490
5.05970
6.46380
6.92920
5.99800
4.60790
2.82750
3.58410
2.48940
1.97830

0.15470
-0.09250
0.27050
3.27570
2.60380
4.41870
5.29870
5.04540
3.90910
3.02270
1.94290
2.68120
4.78870
6.15800
5.41100
1.09710
1.54030
0.93320
-0.10970
-0.54570
4.60440
6.18160
5.73400
3.71450
2.14200
-4.22120
-4.85610
-4.66960
-4.11860

Methyl -D-Galf 2, C2-endo, 180°/-60°

X
C 4.33660
H 4.14400

Y
3.98500
5.05050

z
-0.69590
-0.61300
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3.58530
4.29730
2.73580
2.64650
3.65110
1.77160
3.82410
4.59340
1.72840
2.78000
5.74740
2.73230
3.38610
2.17100
2.90900
1.99340
0.94160
1.79360
6.45070
2.89230
0.42480
-0.80400
-1.37210
-2.51190
-3.08610
-2.52020
-1.38400
0.92850
7.89240
8.73430
10.08920
10.61100
9.77510
8.41850
5.93810

3.18630
2.69420
2.17570
0.77980
0.33970
0.03840
3.40120
3.29670
2.58070
4.22720
3.73200
4.03580
2.09570
0.77380
1.22160
-0.25190
1.51870
-0.88830
4.41570
4.07440
1.74180
2.57240
2.96910
3.76020
4.16380
3.77230
2.97710
1.31700
4.06930
4.71790
4.42160
3.47520
2.82560
3.11960
5.21670

0.38270
1.04000
-0.41210
0.18150
0.17410
-0.66490
-2.01050
-2.77910
-0.53170
-2.44560
-0.64360
1.15160
-1.68600
1.62490
2.28930

1.95250
1.69820
-0.39480
0.28310
2.49240
2.91640
2.86270
1.64950
1.64490
2.84690
4.05640
4.06530
3.93470
0.27020
1.17660
1.20220
0.32390
-0.58000
-0.60950
1.03310
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1.86820
3.75760
1.89210
0.93130
-0.05870
-0.08590
0.87270
-0.91900
-2.95000
-3.97110
-2.96020
-0.92920
8.31570
10.73860
11.66840
10.18060
7.76840
2.66110
0.94850
-0.81490
-0.86360
0.84390
2.18310
1.45110
2.93930
1.68580

Ir r r O r T r r* r* r* T T T T T T I I I O O O OO O O

4.91740
3.46090
5.01310
5.76280
6.41920
6.32610
5.57700
2.66180
4.06710
4.78760
4.09400
2.67440
5.44930
4.92610
3.24360
2.08930
2.61460
4.49000
5.83050
6.99590
6.82510
5.49040
3.79550
4.55220
3.71400
2.83160

3.15120
3.07670
4.54430
5.20560
4.47970
3.09200
2.42620
0.71830
0.70390
2.84070
4.99140
4.99810
1.85420
1.90580
0.34450
-1.26180
-1.30910
5.09540
6.28560
4.99690
2.52960
1.35030
-3.66880
-3.94230
-4.45620
-3.54500

Methyl B-D-Galf 2, C2-endo, 180°/180°

X
4.60420
4.41930
3.75940
4.42260
2.91640

O I O I O

Y
3.89210
4.95860
3.06760
2.49950
2.14680

z
-0.56160
-0.48070
0.41950
1.06830
-0.47790
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2.67250
3.63810
1.94410
4.20200
5.04030
1.95060
3.24560
5.98270
2.87280
3.67780
1.82940
1.49980
0.94990
2.62280
1.91680
6.89150
3.43510
1.95760
2.83850
4.22350
5.00210
4.40380
3.02280
2.24260
0.76230
8.27680
9.32430
10.63460
10.90630
9.86500
8.55230
6.59050
2.43240
4.63350
2.88880

0.74390
0.25960
0.05450
3.35540
3.22550
2.62410
4.22970
3.60690
3.84720
2.06360
0.72440
-0.29700
1.35830
1.18180
-0.88420
4.47820
4.55480
1.48200
2.04770
2.12530
2.70030
3.20220
3.12350
2.54540
1.31820
4.12190
4.90740
4.61190
3.53170
2.74740
3.03850
5.44050
5.10630
4.69080
5.86490

0.05110
0.23380
-0.96220
-1.93860
-2.62710
-0.67440
-2.46490
-0.29160
1.22680
-1.68630
1.32270
1.51990
1.21280
2.43080
-0.73820
-0.76880
2.22940
3.56020
4.61050
4.45290
5.44760
6.59910
6.75990
5.77130
3.68180
-0.37520
-0.86170

-0.51510

0.32060
0.80890
0.46310
-1.44140
3.16900
2.33680
4.24840
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1.99020
0.63140
0.17220
1.06800
4.68550
6.07490
5.01250
2.55610
1.16830
9.09920
11.44390
11.92900
10.07630
7.74280
3.94820
2.34800
-0.06940
-0.88350
0.71570
2.79140
2.11630
3.63610
2.26000

r r r O r r r r r r r I X I T I I T I O OOO

6.34930
6.07720
5.32360
4.83880
1.74840
2.76520
3.65900
3.52210
2.49100
5.74380
5.22200
3.30170
1.90900
2.43220
6.05410
6.92960
6.44890
5.10770
4.24110
3.86290
4.65000
3.79060
2.90950

5.18620
5.05260
3.97610
3.03390
3.55240
5.32020
7.36920
7.65110
5.87630
-1.50900
-0.89490
0.59160
1.46010
0.84260
4.34900
6.02670
5.78950
3.87530
2.20630
-3.76800
-4.09640
-4.46080
-3.74570

Methyl B-D-Galf 2, C1-exo, +60°/+60°

X
4.33120
4.22420
3.24480
3.59070
2.07340
1.30750
0.47160
0.81920

O xT OO T O I O

Y
2.29640
3.31060
1.99540
1.24210
1.50920
0.31140
0.10650
0.71490

Z
-1.01880
-1.40090
0.00430
0.70720
-0.86320
-0.30220
-0.98130
0.97220
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4.04830
4.49630
1.36560
4.50950
5.65310
2.83920
2.62240
2.15060
2.98220
2.53200
1.26670
0.32980
6.30420
3.42170
1.80540
7.65400
8.15510
9.42510
10.19890
9.70160
8.43320
5.82420
0.82050
-0.51130
-1.39490
-0.95640
0.37010
1.25610
2.97200
2.93580
1.96250
1.54340
2.09250
3.06390
3.48450

1.30110
0.32040
2.33110
1.78470
2.09150
3.15720
1.17850
-0.94600
-0.83160
-1.23790
-1.97130
-0.02410
3.15750
3.38270
-3.18090
2.80310
1.50090
1.21930
2.23140
3.52990
3.81560
4.26790
-4.15540
-3.80730
-4.75270
-6.04690
-6.39710
-5.45520
-3.43060
4.63210
5.43690
6.60040
6.96710
6.16780
5.00380

-2.13130
-1.91770
-0.98810
-3.33970
-0.52480
0.73220
-2.14550
-0.20660
0.48820
-1.18400
0.29040
1.35570
-0.01070
1.92770
0.51580
0.48870
0.41410
0.89910
1.45980
1.53680
1.05350
0.03000
1.05030
1.29020
1.79330
2.05900
1.82060
1.31810
0.29960
2.56120
1.96350
2.59450
3.82000
441710
3.79070
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4.24750
7.55300
9.81140
11.18880
10.30240
8.03410
-0.85110
-2.42590
-1.64770
0.71180
2.28870
1.53890
0.78900
1.76440
3.49250
4.23910
4.50770
4.99260
5.06800
3.48780

Ir r r O r r r r r r r* r* * T T I T I I O

2.64190
0.71590
0.21000
2.00840
4.31690
4.81900
-2.80280
-4.48020
-6.78200
-7.40310
-5.71420
5.15220
7.22200
7.87570
6.45340
4.37510
0.81840
1.28690
-0.07290
0.53540

2.41400
-0.01970
0.84050
1.83750
1.97370
1.10840
1.08340
1.97860
2.45140
2.02680
1.12890
1.01150
2.12990
4.30890
5.36910
4.24270
-4.39460
-5.24780
-4.09680
-4.66310

Methyl -D-Galf 2, C1-ex0, +60°/-60°

X
4.23830
4.27360
3.12990
3.45070
1.95710
1.40470
0.54690
0.98070
3.83370
4.24130
1.13330

I T OO IT O O I O I O

Y
2.42130
3.47100
2.19470
1.51080
1.63120
0.28460
0.05260
0.50710
1.57220
0.55560
2.34510

Z
-0.92850
-1.21780
0.09810
0.87000
-0.72700
-0.24180
-0.88490
1.09770
-2.12570
-2.04280
-0.70120
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4.26230
5.53240
2.73580
2.40790
2.33780
2.64580
1.82410
3.49210
0.50220
6.24500
3.01510
4.49300
7.59130
8.08790
9.35650
10.13050
9.63560
8.37120
5.81290
5.60390
5.54540
6.61150
7.73640
7.79610
6.73550
4.47190
2.63230
2.11160
1.77590
1.95660
2.47600
2.81370
3.51350
7.48000
9.73690

2.15830
1.98380
3.42820
1.52820
-0.90650
-1.03470
-1.81530
-0.70800
-0.27070
2.80420
3.59740
-1.59770
2.26430
1.12240
0.65660
1.31970
2.45540
2.92960
3.85800
-1.30820
-0.25470
-0.02190
-0.83780
-1.89210
-2.12650
-2.52730
4.94780
5.92120
7.17350
7.46080
6.49300
5.24110
2.74040
0.59970
-0.23220

-3.30140
-0.50780
0.71210
-2.08010
-0.37490
-1.41200
-0.05510
0.46090
1.41020
0.28880
2.02000
0.36230
0.59090
-0.04060
0.27210
1.21890
1.85460
1.53900
0.70100
1.30340
2.21880
3.07630
3.03030
2.12330
1.26190
-0.41690
2.50240
1.64610
2.14310
3.49300
4.34900
3.85590
2.71600
-0.76390
-0.21380

$100



11.11690
10.23530
7.97310
4.67620
6.56620
8.57020
8.67420
6.77290
1.97440
1.37400
1.69390
2.61760
3.21930
4.15180
4.62630
4.66810
3.10520

r r r OO r r r r r r r I I I I I T

0.94830

2.96870
3.80960
0.38390
0.80360
-0.64690
-2.52340
-2.93850
5.69790
7.92610
8.43830
6.71560
4.48160
1.31010
1.83700
0.36160
1.11590

1.46660
2.59520
2.02520
2.26250
3.77450
3.69340
2.08200
0.54890
0.59820
1.47710
3.87760
5.39870
4.50990
-4.44790
-5.27250
-4.27190
-4.69100

Methyl B-D-Galf 2, C1-exo, +60°/180°

X
4.29160
4.30300
3.13620
3.40390
1.97850
1.23200
0.40930
0.73710
3.96160
4.29180
1.25090
4.53190
5.56180
2.76350

O 0O o T ITOOITOOIOTION

Y
2.39340
3.43530
2.14090
1.36500
1.72440
0.46560
0.29780
0.78130
1.50760
0.47360
2.53610
2.00720
2.02230
3.31930

Z
-1.00500
-1.32100
-0.04380
0.66840
-0.96710
-0.51220
-1.21500
0.78540
-2.19480
-2.02780
-1.01250
-3.34800
-0.47330
0.67900

5101



I T I IT I O O O O O O O 0 O O O o0 0o o o0 o o oo oo oo o xToxTxT oo

2.53650
2.06340
1.51070
3.02260
2.27620
0.10280
6.29890
3.30010
3.20470
7.57540
7.93040
9.13530
9.98930
9.63750
8.43460
5.94180
3.39050
2.63640
2.85880
3.83280
4.58510
4.36430
3.82530
2.86790
1.99580
1.62510
2.12180
2.99230
3.36470
4.04810
7.26590
9.40810
10.92800
10.30060
8.14870

1.55680
-0.81190
-1.56660
-0.65920
-1.29140

0.10500

2.98270
3.49860
-2.24370

2.45490

1.10870
0.66140

1.55120
2.89310
3.34420
4.13660
-2.59730
-1.99850
-2.34290
-3.28320
-3.88340
-3.54290
-2.73810
4.77490
5.65520
6.84130
7.15540
6.28080
5.09450
2.70090
0.41850
-0.38180

1.19900

3.58500

4.38310

-2.27480
-0.43640
0.12690
0.05730
-1.77440
1.05400
0.12470
1.90330
-1.94730
0.66280
0.54300
1.06780
1.71330
1.83540
1.31240
0.20410
-3.37760
-4.38950
-5.71570
-6.03910
-5.03250
-3.70580
-1.02950
2.52290
1.87720
2.49640
3.75830
4.40360
3.78870
2.42410
0.04420
0.97420
2.12210
2.33830
1.40190
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1.88880
2.27520
4.00610
5.34290
4.94320
1.61310
0.94940
1.83150
3.38020
4.04140
4.49830
5.09010
4.93240
3.47530

Ir r T O T r I r* I T I T I T

-1.26100
-1.87480
-3.54790
-4.61440
-3.99960
5.41140
7.52150
8.08160
6.52530
4.40760
1.10230
1.55660
0.13840
0.94890

-4.13770
-6.49780
-7.07460
-5.28320
-2.91490
0.89700
1.99420
4.23810
5.38400
4.27790
-4.45590
-5.24730
-4.17660
-4.80410

Methyl B-D-Galf 2, C1-ex0, -60°/+60°

X
4.58830
4.39330
3.54480
3.97860
2.50030
1.59440
0.99040
2.39240
4.40040
5.26200
1.87240
4.15300
5.92650
2.94570
3.30020
0.66350
1.21950

T O OO0 OO0 T T OOIT O OTITOTITO

Y
2.22890
3.26270
1.73530
0.99340
1.09580
0.09030
0.65160
-0.87520
1.31460
0.66610
1.87720
2.12190
2.10240
2.78580
0.46410

-0.56430
-1.16670

Z
-1.11740
-1.39270
-0.11990
0.54560
-1.02890
-0.34630
0.37760
0.32680
-2.33550
-2.51550
-1.47350
-3.44920
-0.62890
0.63870
-2.03150
-1.34840
-2.06500

5103



T T T T I I I I O O OO OO OO O O oo oo o0 o o o o OoOoOonh-oOo T o T

0.07050
-0.21070
1.79980
6.46920
3.46060
-1.08360
7.83220
8.43790
9.71360
10.38940
9.78780
8.51330
5.89530
-1.90670
-1.74640
-2.53730
-3.48970
-3.65200
-2.86350
-1.17640
2.76290
1.69650
1.07820
1.51960
2.58310
3.20340
4.38690
7.91130
10.18060
11.38380
10.31230
8.03360
-1.00720
-2.41060
-4.10490

0.18030
-1.41840
-1.48710
3.17420
3.05240
-2.17220
2.89630
1.64510
1.43260
2.46330
3.71110
3.92750
4.23440
-3.04000
-3.05160
-3.88250
-4.70430
-4.69510
-3.86640
-2.13420
4.17590
4.85090
5.90000
6.28110
5.61120
4.56240
2.43560
0.84510
0.46240
2.29420
4.51250
4.89070
-2.41360
-3.88960
-5.35130

-1.88110
-0.58300
0.78120

-0.01280
1.85850
-1.27040
0.50050
0.35920
0.86430

1.51120

1.65440
1.15160
0.09910
-0.38960
0.99850
1.78080
1.18480
-0.19820
-0.98320
-2.47890
2.52880
1.92910
2.59590
3.85980

4.45950

3.79690
2.33480

-0.14040
0.75450

1.90460
2.15850

1.25780
1.46090
2.85570
1.79730
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-4.39220
-2.97930
1.35610
0.25240
1.03600
2.92760
4.03130
4.09290
3.97510
5.01790
3.24420

I T r O I I I I I I T

-5.33380
-3.85050
4.55580
6.42130
7.10020
5.90810
4.03530
1.39630
2.13200
0.83210
0.70940

-0.66260
-2.05820
0.94740
2.12930
4.37690
5.44160
4.25040
-4.67800
-5.47050
-4.83530
-4.68740

Methyl B-D-Galf 2, C1-exo, -60°/-60°

X
C 4.48950
H 4.52410
C 3.34340
H 3.64050
C 2.24000
C 1.19800
H 0.82130
@) 1.83400
C 4.14840
H 4.92010
H 1.72880
@) 3.94310
@) 5.75940
@) 2.88930
@) 297710
C -0.01620
H -0.51300
H -0.72610
@) 0.40960
H 1.27030

Y
2.51860
3.58710
2.17440
1.36980
1.69980
0.81680
1.40080

-0.37020
1.74810
1.02980
2.56860
2.68700
2.07520
3.29670
1.00040
0.53040
1.46290
-0.09610

-0.15320

-0.78370

z
-1.11750
-1.31270
-0.16790
0.50030
-1.11250
-0.44370
0.40630
0.01400
-2.40020
-2.68890
-1.54300
-3.41910
-0.62500
0.58840
-2.11710
-1.31000
-1.58280
-0.76680
-2.49780
0.67880
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6.46690
3.31380
-0.50190
7.73350
8.10290
9.29650
10.12480
9.75860
8.56680
6.09470
0.09730
1.47690
2.00300
1.15880
-0.21650
-0.74620
-1.67470
2.80290
1.99380
1.54510
1.90020
2.70740
3.15790
4.02690
7.45810
9.58040
11.05470
10.40150
8.26960
2.12690
3.07220
1.57180
-0.87310
-1.81190
1.72100

2.94070
3.41360
-0.36830
2.34990
1.03420
0.52490
1.32240
2.63360
3.14620
4.06830
-0.98890
-1.18090
-1.74620
-2.12550
-1.93640
-1.36760
-0.07750
4.64550
5.56050
6.70280
6.93820
6.02870
4.88630
2.59810
0.41520
-0.49470
0.92210
3.25370
4.16190
-0.87830
-1.88930
-2.56720
-2.23110
-1.21180
5.37810

0.13140
1.86520
-3.45260
0.62750
0.33640
0.83020
1.61460
1.90750
1.41660
0.36880
-4.66280
-4.77720
-5.93110
-6.97100
-6.85840
-5.70890
-3.33370
2.51380
1.83510
2.48440
3.80950
4.48820
3.84320
2.40510
-0.27010
0.60390
1.99870
2.51870
1.63850
-3.96900
-6.02030
-7.86910
-7.66680
-5.61040
0.80600
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0.91900
1.54910
2.98500
3.78670
3.66510
3.62590
4.45870
2.70950

7.41030
7.83020
6.21180
4.17330
2.09470
2.90720
1.39350
1.56820

1.95630
4.31290
5.51820
4.35820
-4.68860
-5.41090
-4.96700
-4.67600

Methyl B-D-Galf 2, C1-exo, -60°/180°

C
H
C
H
C
C
H
0
C
H
H
0
0
0
0
C
H
H
0
H
C
C
C

X
4.41040
4.71340
3.51230
4.07780
2.41580
2.22490
1.79640
3.45360
3.55620
4.12910
1.46940
2.75570
5.55660
2.96690
2.80660
1.29710
1.04810
1.76950
0.10190
3.78090
6.57250
2.40590

-0.75920

Y
3.21440
4.25490
2.79320
2.25410
1.92250
0.54240
0.69130

-0.17650
2.90940
2.63940
2.46480
4.03640
2.35890
3.98490
1.77440

-0.32600

-1.24260

-0.57980
0.43540

-0.12980
2.61480
3.86300

-0.04250

z
-0.63640
-0.56970
0.53340
1.28710
-0.11730
0.50090
1.49340
0.58990
-1.86080
-2.75140
-0.06350
-2.09070
-0.72000
1.11820
-1.49110
-0.33630
0.19740
-1.28370
-0.58110
1.49490
0.12900
2.33490
-1.48990
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7.67630
7.57890
8.63440
9.78880
9.88820
8.83490
6.56010
-1.87450
-1.89110
-2.94120
-3.97930
-3.96610
-2.91620
-0.62410
1.86480
1.91900
1.39470
0.81650
0.76080
1.28210
2.35640
6.68010
8.55630
10.61040
10.78560
8.89790
-1.08340
-2.94920
-4.79740
-4.77310
-2.89240
2.36570
1.43670
0.40890
0.31100

1.63350
0.51810
-0.38030
-0.17020
0.94050
1.83890
3.54580
0.90130
2.19320
3.05160
2.62610
1.33880
0.47960
-1.12100
5.14750
6.32130
7.49970
7.51370
6.34530
5.16520
2.80880
0.35400
-1.24540
-0.87240
1.10380
2.70420
2.52290
4.05330
3.29730
1.00710
-0.52100
6.30790
8.40770
8.43450
6.35570

-0.00040
-0.83670
-0.91650
-0.16760
0.66660
0.75240
0.90430
-1.76060
-1.22810
-1.52530
-2.34930
-2.88020
-2.58930
-2.02780
2.84090
2.08460
2.59810
3.86430
4.61990
4.11030
2.93270
-1.41300
-1.56220
-0.23290
1.24920
1.39780
-0.59100
-1.11530
-2.57840
-3.52070
-2.99860
1.10100
2.01060
4.26200
5.60430
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H 1.24440
C 1.82830
H 1.34090
H 2.35010
H 1.07990

4.25070
3.86950
4.83150
3.58240
3.11210

4.68610
-3.16340
-3.30570
-4.08200
-2.92210

Methyl -D-Galf 2, C1-ex0, 180°/+60°

X
4.58510
4.41460
3.54290
3.99940
2.50540
1.66760
2.33210
0.72550
4.36040
5.23180
1.84140
4.01660
5.92150
2.92990
3.31420
0.95930
0.31580
1.66290
0.15210
0.17420
6.52090
3.44970

-0.61340
7.86930
8.41380
9.67810

O o oo oo T o IT T 00 oo oIT T O oIT o oo o

Y
2.22620
3.27840
1.70430
0.97190
1.05030

-0.04320
-0.87390
-0.46420
1.38370
0.78210
1.81670
2.25150
2.03780
2.74310
0.47330
0.44310
1.29760
0.70680
-0.66420
-1.15250
3.08120
3.02090
-0.45850
2.73210
1.45460
1.17540

z
-1.10800
-1.32080
-0.11790
0.54710
-1.02960
-0.39560
-0.12920
-1.37690
-2.36960
-2.64140
-1.44570
-3.41090
-0.63680
0.64640
-2.05810
0.85790
0.64790
1.64540
1.30320
-0.98250
-0.02150
1.86320
2.38830
0.48700
0.33190
0.83320
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10.40310
9.86260
8.59990
6.00340

-1.42250

-1.37280

-2.15080

-2.97980

-3.03130

-2.25560

-0.62650
2.68760
1.50220
0.81700
1.31110
2.49300
3.17870
4.42130
7.84920

10.09780

11.38840

10.42520
8.16770
-0.72850
-2.11080
-3.58550
-3.67550
-2.28670
1.11940
-0.10300
0.77510
2.87770
4.09680
3.88040
3.68940

2.16520
3.43890
3.72210
4.16920
-1.64980
-2.83260
-3.91950
-3.83310
-2.65600
-1.56770

0.59250
4.07730
4.60540
5.58700
6.04820
5.52470
4.54070
2.45350
0.68640

0.18510

1.94400

4.20850
4.70620
-2.89970
-4.83440
-4.68240
-2.58800
-0.64790
4.24550

5.99220
6.81510
5.88390
4.12490
1.59920
2.37780

1.49070
1.64790
1.14830
0.09210
2.75030
2.00790
2.38340
3.49820
4.24030
3.86830
2.99210
2.56810
2.04970
2.75250
3.96930
4.48740
3.79090
2.30890
-0.17590

0.71240

1.88140

2.16030
1.26560

1.14330

1.80640

3.78860

5.10740

4.43590
1.10610
2.35140
4.51420
5.43310
4.18250

-4.67420
-5.40940
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H 4.80260
H 3.04780

1.06860
0.89320

-4.93240
-4.66340

Methyl B-D-Galf 2, C1-exo, 180°/-60°

X
4.05190
3.83990
3.01220
3.41780
1.87510
1.04240
1.68530

-0.03150
3.86120
4.53570
1.21700
4.07770
5.39340
2.53940
2.52030
0.54780
1.37670

-0.09990

-0.20590

-0.47900
5.93240
3.08870

-0.33830
7.30870
7.89410
9.18120
9.88970
9.30940
8.02190

O o oo oo oo o IT oI T O0OoOobooIT T OoOoIT oo oo

Y
2.13970
3.16590
1.66390
0.86230
1.18390
0.03910
-0.84900
-0.15980
1.21030
0.34710
2.02660
1.91920
2.03300
2.72740
0.73110
0.26890
0.32040
-0.55690
1.49300
-0.98560
3.11080
2.89200
2.08030
2.85100
1.58450
1.38820
2.45140
3.71530
3.91480

z
-1.01580
-1.31220
-0.01330
0.60320
-0.91690
-0.35580
-0.32030
-1.27100
-2.20600
-2.16040
-1.14760
-3.38220
-0.53990
0.81420
-2.11680
1.06060
1.76490
1.36180
1.10710
-1.04820
0.07120
2.03730
2.30650
0.55580
0.48230
0.96440
1.51660
1.58930
1.11340
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5.34340
-1.01530
-1.35740
-1.95230
-2.21240
-1.87680
-1.27820

0.07010

2.57000

1.93280

1.47470

1.63510

2.26400

2.73800

3.89410

7.34210

9.63160
10.89350

9.86030

7.55870
-1.15130
-2.21040
-2.67200
-2.07190
-0.99650

1.80240

0.97920

1.26440

2.38360

3.22760

414210

4.41530

4.90230

3.17550

4.16040
3.39750
3.97800
5.23160
5.90770
5.32850
4.07840
1.58210
4.10540
5.12150
6.25110
6.36540
5.35130
4.22680
2.12310
0.75990
0.40560
2.29530
4.54230
4.89050
3.45190
5.68350
6.88780
5.85700
3.62500
5.02600
7.03530
7.24200
5.43810
3.43180
1.09640
1.74710
0.31840
0.63110

0.20050
2.22660
1.00300
0.97480
2.16350
3.38370
3.41580
3.33500
2.70860
1.99250
2.65410
4.03100
4.74860
4.08900
2.51200
0.05540
0.91010
1.89120
2.01810
1.16560
0.08220
0.02560
2.13820
4.30770
4.35580
0.92510
2.09770
4.54700
5.82080
4.63470
-4.54860
-5.37630
-4.42730
-4.75350
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Methyl B-D-Galf 2, C1-exo, 180°/180°
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X
-1.07350
-1.84160
-1.14820
-1.23540

0.14330
1.19450
1.56050
2.24490
0.30930
1.04010
-0.08940
0.26330
-1.17630
-2.29030
0.65020
0.66420
1.49640
-0.04450
0.02220
3.01550
-2.40260
-3.14170
-0.72420
-2.39940
-1.22790
-1.27300
-2.48340
-3.65270
-3.61130
-3.38300
-1.42220
-1.29220

Y
1.26800
0.79740
0.74530
1.55780

-0.07480
0.57170
1.49940
-0.38470
0.85660
1.66050
-1.05740
0.51740
2.69270
-0.11490

-0.28020
0.88970
0.93550
0.13720
2.17530
0.04210
3.22660
0.12120
2.53550
4.70520
5.42920
6.81530
7.48330
6.76340
5.37890
2.55260
3.82770
4.55050

Z
-2.85160
-3.46270
-1.41590
-0.70580
-1.23700
-0.33130
-0.78400
-0.23110
-3.34970
-3.18350
-0.82440
-4.68800
-2.94640
-1.28330
-2.55850
1.06700
1.77050
1.41520
1.01480
0.16370
-2.77460
-0.26630
2.07250
-2.88090
-3.11460
-3.18060
-3.01650
-2.78540
-2.71670
-2.54860
1.85710
0.66860
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-1.96780 5.75270 0.51090
-2.78000 6.23620 1.53200
-2.91590 5.51620 2.71630
-2.23800 4.31670 2.87940
-0.80010 1.86930 3.08210
-4.32060  -0.77900  -0.30120
-4.51100  -1.71310  -1.32270
-5.63570  -2.52720  -1.31540
-6.57320  -2.41450  -0.29270
-6.38580  -1.48470 0.72690
-5.26370  -0.66920 0.72320
-2.95490 0.97060 0.57710
-0.28850 491000  -3.23540
-0.36370 7.37510  -3.35640
-2.51460 8.56440  -3.06500
-4.59310 7.28250  -2.65380
-4.51000 4.80820  -2.52820
-0.66910 417160  -0.12810
-1.86520 6.30970  -0.40950
-3.30860 7.17250 1.40390
-3.54980 5.88990 3.51010
-2.33540 3.74730 3.79340
-3.78350  -1.79820  -2.11660
-5.78190  -3.24920  -2.10840
-7.44940  -3.05050  -0.29000
-7.11410  -1.39660 1.52270
-5.10630 0.05780 1.50800
1.54950 0.34460  -5.28920
1.37830 0.19160  -6.35230
2.16320 1.23810  -5.14040
2.06280  -0.52370  -4.87150

r r T O r r r r r r r I I I I I I I I O OOOIOOOOO O O O

Methyl a-D-Galf 3, gg
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X
2.06670
2.94720
2.61170
4.35110
4.67960
6.01180
7.01930
6.69470
5.36540
3.89650
6.26450
8.05760
7.47800
5.09880
1.69260

-1.64020
-2.78330
-0.69450
0.69630
0.75030
-0.29160
-1.64860
-2.83910
0.90430
0.57640
-1.83540
2.83110
-3.75150
0.00980
-3.75770
-2.85170
-0.78810
-0.92790
-0.33500

Y
0.96990
0.69210
0.27730
0.91450
1.36010
1.48290
1.15720
0.71210
0.59290
1.59150
1.82400
1.24490
0.45150
0.23440

-1.71620
-0.38830
1.98550
-1.38960
-0.76440
0.40030
1.44750
0.73870
1.60050
-0.41440
0.05530
0.39220
-1.76890
2.79930
2.04700
1.03850
2.48940
-2.14310
-1.95370
2.20760

z
0.34970
1.34300
2.42840
0.92440

-0.35820

-0.72720
0.17580
1.45480
1.82950
-1.06470

-1.72280

-0.11840
2.15460
2.81380
-0.15540
-0.87260
-1.72120
-0.53620
-0.54320
0.43650
0.05500
0.01250
-0.33920
-1.55030
1.45260
1.03530

-0.88870

-2.15790

-1.19570
-0.16880
0.29240
-1.32350
0.71870
0.84340
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0.89370 243220  -1.13200
292550  -1.31100  -2.00460
3.94340  -2.40810  -0.14620
3.78210  -2.89460 1.15330
487190  -3.41650 1.83620
6.12470  -3.44940 1.23100
6.28820  -2.96490  -0.06430
5.20130  -2.44810  -0.75230
2.81330  -2.84930 1.62790
474610  -3.78940 2.84440
6.97490  -3.84790 1.77010
7.26370  -2.98370  -0.53250
5.31690  -2.05510  -1.75260
-3.60100 3.13740  -3.59730
-4.64570 3.20980  -1.44620
-4.56420 3.95550  -4.19130
-4.45780 4.29620  -5.53220
-3.38790 3.82270  -6.28740
-2.42540 3.00730  -5.69900
-2.52910 2.66300  -4.35770
-5.38970 431690  -3.59350
-5.20690 492990  -5.98910
-3.30460 4.08920  -7.33360
-1.59340 2.63960  -6.28560
-1.78290 2.03130  -3.89810
-2.11630  -2.74250 0.78380
-2.14250  -3.18640 1.77640
-3.00590  -2.12710 0.63410
-2.09200  -3.53320 0.02760
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Methyl a-D-Galf 3, gt
X Y Z
o) 2.07540 0.96390 0.34730
C 2.91410 0.67510 1.37310
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2.53070
4.33730
4.72080
6.06740
7.03450
6.65500
5.31120
3.96850
6.36280
8.08400
7.40670
5.00210
1.63990
-1.61250
-3.95980
-0.72040
0.68910
0.74190
-0.26030
-1.63390
-2.68570
0.94740
0.52550
-1.91670
2.80120
-5.04890
0.06840
-2.65600
-2.54660
-0.80650
-1.02620
-0.30360
0.93590
2.94870
3.86630

0.28820
0.84700
1.26020
1.33500
0.99350
0.58080
0.50960
1.50400
1.65090
1.04350
0.30790
0.17640
-1.72170
-0.29960
1.14500
-1.32760
-0.74740
0.43110
1.49970
0.83620
1.78330
-0.42110
0.10510
0.51310
-1.82620
1.81920
2.07640
2.72490
1.98320
-2.09060
-1.86290
2.27110
2.49410
-1.39580
-2.48340

2.45300
0.99770
-0.28050
-0.60770
0.33300
1.60770
1.94060
-1.01570
-1.59980
0.07150
2.33680
2.92130
-0.12190
-0.99710
-0.43540
-0.60480
-0.56440
0.39850
-0.02160
-0.12090
-0.64230
-1.56800
1.41280
0.88520
-0.81310
-0.82910
-1.27830
-0.09370
-1.70300
-1.38400
0.64760
0.75470
-1.20200
-1.93410
-0.01900
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3.64550
4.69430
5.96520
6.18800
5.14210
2.66300
4.52240
6.78350
7.17780
5.30440
-6.30330
-4.99970
-7.51750
-8.71110
-8.69940
-7.49140
-6.29500
-7.51300
-9.64990
-9.63090
-7.48170
-5.35680
-2.25500
-2.33890
-3.10590
-2.24450

-2.93540
-3.47540
-3.56090
-3.11110
-2.57620
-2.84950
-3.82130
-3.97330
-3.17080
-2.20930

1.05640

2.92860

1.66080
0.98110
-0.30710
-0.91370
-0.23630

2.66090

1.45370
-0.83760
-1.91560
-0.70670
-2.58980
-3.02120
-1.93160
-3.38860

Methyl a-D-Galf 3, tg

O O O O O

X
2.03620
2.90340
2.55450
4.31270
4.65660

Y
1.01110
0.80900
0.47450
1.00300
1.35700

1.28420
2.01550
1.45500
0.15610
-0.58000
1.72380
3.02650
2.03180
-0.27750
-1.58380
-0.59730
-1.31820
-0.92980
-0.73340
-0.20500
0.12710
-0.06690
-1.34100
-0.99190
-0.05240
0.53690
0.18950
0.67690
1.67180
0.48990
-0.07110

Z
0.27620
1.29830
2.40710
0.88270

-0.42410
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5.99320
6.98970
6.64970
5.31590
3.88210
6.25800
8.03150
7.42450
5.03750
1.68180
-1.63860
-2.90890
-0.69880
0.69010
0.72140
-0.32080
-1.67630
-2.78270
0.91500
0.53250
-1.93810
2.83120
-3.79120
-0.03050
-2.53880
-3.71930
-0.77720
-0.95530
-0.37420
0.81690
2.94120
3.93350
3.75270
4.83300
6.09590

1.45460
1.19410
0.84050
0.74730
1.53740
1.72460
1.26120
0.63030
0.45910
-1.71040
-0.45380
2.74530
-1.42320
-0.79520
0.44100
1.44730
0.73800
1.57870
-0.52260
0.17210
0.48610
-1.81910
3.67700
1.94250
1.87380
1.02200
-2.23750
-1.88400
2.26920
2.40380
-1.45250
-2.39280
-2.77760
-3.23910
-3.31220

-0.78490
0.15090
1.45420
1.82040
-1.15450
-1.79900
-0.13630
2.17990
2.82440
-0.02630
-0.90730
0.11150
-0.47200
-0.50360
0.38460
-0.08640
-0.11310
-0.71820
-1.53080
1.42100
0.91860
-0.73630
-0.28140
-1.38640
-1.73660
-0.71760
-1.19820

0.81910
0.63350

-1.35160
-1.88410
0.07170
1.40240
2.14150
1.56130
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6.27890
5.20150
2.77590
4.69190
6.93870
7.26220
5.33240
-3.81970
-4.48020
-4.71350
-4.77010
-3.93430
-3.04170
-2.98240
-5.35660
-5.46450
-3.97860
-2.39140
-2.28960
-2.14430
-2.18470
-3.03170
-2.10860
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-2.92920
-2.47350
-2.70090
-3.53300
-3.66270
-2.97900
-2.15890
4.85210
3.55570
5.88670
7.00390
7.09490
6.06620
4.94630
5.80390
7.80330
7.96690
6.13690
4.14760
-2.66730
-3.03380
-2.06630
-3.51350

0.23500
-0.50880
1.85620
3.17350
2.14370
-0.21430
-1.53460
0.62670
-1.27180
0.34200
1.16270
2.27270
2.56010
1.74150
-0.52330
0.93850
2.91300
3.42240
1.96360
0.92700
1.95020
0.71780
0.23400

Methyl a-D-Galf 4, C1-endo, +60°/+60°

X
2.45700
3.19930
0.99880
1.07450
2.53210
2.73600
0.87770
0.33040

T O OO O O O O

Y
2.97010
4.19570
3.41740
4.68370
5.16820
2.17230
4.33360
2.67200

Z

-4.00570
-4.07380
-3.96080
-3.10000
-3.27050
-5.09000
-1.72320
-3.53970
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0.60610
-0.71190
-0.28460

0.33290

2.70040

2.07690

3.77670

2.12480

2.41100

2.48960

0.99320

2.19220

2.98640

1.87460

2.26250

3.09260

3.42600

2.93480

2.10750

1.77220

3.47390

4.06900

3.19640

1.72510

1.13040
-0.34640
-1.48990
-1.59150
-0.55240

0.58850

0.69450
-2.28960
-2.47910
-0.63190

1.39610

3.75170
3.72370
4.68890
5.41930
6.54130
6.66170
6.72510
7.46800
7.99140
5.92580
6.55970
8.35140
5.21350
8.39720
9.78710
10.55620
11.85190
12.38600
11.62200
10.32710
10.14120
12.44540
13.39660
12.03650
9.72360
4.24880
4.56380
4.17320
3.46520
3.14840
3.53790
5.11400
4.41950
3.16020
2.59780

-5.29300
-5.58160
-1.13190
-3.39150
-3.91050
-5.28760
-4.00890
-2.99560
-5.74040
-5.97540
-5.25790
-3.38000
-2.27670
-6.90220
-7.25570
-6.43610
-6.80770
-7.99560
-8.81470
-8.44670
-5.51440
-6.17080
-8.28290
-9.73850
-9.07380
0.28400
1.02190
2.34900
2.94730
2.21540
0.88700
0.54550
2.91730
3.98320
2.68030
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1.57970
-0.97930
0.05340
-2.30940
-2.60360
-1.57180
-0.24590
1.08160
-3.10030
-3.63490
-1.80190
0.55570
1.15500
-1.16060
-1.56060
2.70610
4.01900
4.07080
4.81970
4.12460

3.29290
4.06130
4.28500
4.14860
4.45850
4.67930
4.59140
4.22090
3.97400
4.52850
4.92120
4.76670
7.69260
5.29960
3.44960
2.45630
1.54130
0.86820
2.28030
0.96970

0.31840
-7.00000
-7.91360
-7.41860
-8.73800
-9.64720
-9.23390
-7.58990
-6.70210
-9.05890

-10.67720
-9.93960
-7.57660

-1.70030
-4.76280
-3.06550
-5.03400
-5.88660
-5.10080
-4.10700

Methyl a-D-Galf 4, C1-endo, +60°/-60°

C
0
C
C
C
H
0
H
0
C
C

X
0.03360
1.36090
-0.82050
-0.15050

1.26090
-0.27780
-0.86110
-1.86750
-0.68140
-1.62660
-1.42220

Y
3.19530
3.69440
3.99530
5.37470
5.10430
3.43820
6.24440
4.04510
3.39670
3.68430
7.36080

Z

-1.47760
-1.68450
-2.45650
-2.43850
-1.86200
-0.45020
-1.54730
-2.17110
-3.74720
-4.66420
-2.05950
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-0.12850
2.45180
2.59970
3.34830
2.35620
1.55100
3.56220
2.55720
3.12430
1.32070
1.63430
0.51780
-0.44220
-1.48020
-1.56430
-0.60530
0.43210
-0.38490
-2.22610
-2.37840
-0.67410
1.17460
-2.12860
-2.75500
-3.42700
-3.47780
-2.85530
-2.18160
-2.70820
-3.91090
-4.00240
-2.89470
-1.69800
-1.36370
-0.23780

5.81540
5.57510
4.95640
5.26330
6.99330
5.42910
5.24210
3.86920
7.34880
5.61170
5.09370
5.64890
6.49990
6.97610
6.61130
5.76860
5.28850
6.78690
7.62920
6.98040
5.47730
4.62120
8.15560
9.34080
10.11590
9.71250
8.53220
7.75340
9.64290
11.03340
10.31770
8.21860
6.83740
3.02360
2.22250

-3.42420
-2.69240
-4.07240
-2.14160
-2.72920
-4.93590
-4.49910
-4.00450
-3.19330
-0.89350
-6.23260
-7.03720
-6.48410
-7.27240
-8.61280
-9.16730
-8.38290
-5.44480
-6.83810
-9.22390
-10.20730
-8.79730
-1.02430
-1.41730
-0.48360
0.84830
1.24410
0.31280
-2.45440
-0.79230
1.57690
2.27930
0.61920
-5.96410
-6.16910
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-2.26660
-2.04680
-0.92300
-0.01970
0.46500
-3.12680
-2.74330
-0.74760
0.85790
2.53050
-1.34850
-2.57230
-0.01880
0.56330
0.36920
1.64030
0.10110

3.23440
2.64880
1.85300
1.64180
2.06620
3.86720
2.82210
1.40300
1.02920
4.40830
7.66980
4.40520
1.84060
1.05640
0.01550
1.22450
1.29780

Methyl a-D-Galf 4, C1-endo,

C
0
C
C
C
H
0
0
H
0
C
C
H
C

X
2.97840
1.78430
2.89100
2.22190
1.48090
3.84840
3.04690
3.24610
3.85920
2.04220
2.04850
3.23980
1.57280

-0.03360

Y
5.69810
6.27490
4.22050
4.26970
5.62590
6.14560
5.89780
4.28130
3.72840
3.57790
2.22960
3.30920
3.41850
5.55160

-7.00750
-8.24420
-8.44750
-7.41030
-5.36410
-6.84060
-9.05410
-9.41660
-7.57030
-6.67890
-3.22780
-4.43200
-1.70060
-0.65490
-0.90310
-0.59490
0.30700

+60°/180°

Z

-6.09660
-5.56000
-5.72230
-4.34450
-4.32780
-5.59240
-7.45650
-3.34040
-5.68570
-6.67660
-6.69280
-2.40190
-4.17540
-4.13860
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-0.80540
-0.42230
-0.21100
-0.78580
-0.38650
-1.83710
-1.14310
1.87660
-1.51410
-1.31210
-0.28220
-0.08690
-0.92230
-1.95370
-2.14530
0.37320
0.71930
-0.76830
-2.60240
-2.93170
4.36900
4.47860
5.51890
6.45690
6.35170
5.31160
3.74450
5.59990
7.26910
7.08070
5.22930
1.18290
0.74290
0.81480
0.00210

4.64460
6.57020
5.07580
5.23280
3.63920
4.56480
5.15170
6.20910
4.63420
5.25830
6.17470
6.69680
6.31660
5.40790
4.87580
6.45260
7.39760
6.72530
5.11090
4.15690
3.44960
2.51680
2.60830
3.63110
4.56260
4.47500
1.72670
1.88360
3.70210
5.35760
5.19760
1.68380
2.47830
0.33790
-0.20410

-5.09050
-4.24510
-2.80710
-6.39800
-5.13800
-4.74350
-2.56740
-3.49070
-7.34930
-8.68110
-8.90600
-10.17740
-11.22420
-10.99990
-9.73300
-8.09400
-10.35240
-12.21490
-11.81380
-9.54880
-1.44890
-0.41490
0.49810
0.38390
-0.64500
-1.56050
-0.33770
1.29790
1.09630
-0.73410
-2.35920
-7.76460
-8.82500
-7.70270
-8.68740
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-0.43490
-0.06050
1.03130
1.16230
-0.29210
-1.06810
-0.40090
-2.24120
2.40480
2.68860
3.33360
3.47070
2.50630
4.24910
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0.59080
1.92900
3.51750
-0.26820
-1.24420
0.16620
2.54860
3.68690
2.43500
1.56340
7.24640
7.24350
7.90900
7.59510

-9.74480
-9.81420
-8.87380
-6.87710

-8.63220
-10.51360
-10.63300
-7.13390
-2.35260
-5.90940
-7.83430
-8.91310
-7.57290
-7.34700

Methyl a-D-Galf 4, C1-endo, -60°/+60°

X
1.96950
2.57070
0.95920
1.67990
2.72670
2.73930
1.38820
2.30930
0.70320

-0.20800
-1.31320
2.77470
0.99560
2.58490
3.55960
2.82370
1.24030
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Y
2.49260
2.97760
3.57320
4.85730
4.39310
2.43450
1.26360
5.37820
3.57220
3.37240
4.05840
6.64030
5.59610
5.05470
4.45820
6.11390
4.91190

Z

-3.09090
-4.29540
-2.71590
-3.12980
-4.17390
-2.30640
-3.29670
-1.94750
-1.65990
-3.51370
-3.16890
-2.01340
-3.53300
-5.53370
-6.52970
-5.39380
-5.98050
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3.42150
4.58700
3.31940
1.14340
3.72530
4.12970
3.89860
3.02840
2.84540
3.52720
4.39460
4.58020
2.50040
2.17090
3.38260
4.92500
5.25110
3.37770
3.92510
4.49810
4.52750
3.98320
3.40930
3.89550
4.92140
4.97440
4.00580
2.98570
-2.44450
-2.30750
-3.67210
-4.75380
-4.61490
-3.39230
-1.35670

5.23360
4.52900
3.41740
5.41460
4.62070
4.83300
5.68750
6.78040
7.55090
7.23660
6.14780
5.37560
7.02440
8.39710
7.83940
5.90240
4.52760
7.09270
8.37690
8.84120
8.02650
6.74620
6.27710
8.99960
9.83660
8.38930
6.11340
5.28410
3.79720
2.97120
4.40710
4.19150
3.36800
2.76020
2.50340

-7.73830
-6.16950
-6.73950
-6.79880
-3.78610
-8.80490
-9.99830
-9.96950
11.11000
12.28220
12.31430
11.17670
-9.05910
-11.08480
-13.16990
-13.22530
-11.18820
-0.73650
-0.68370
0.49100
1.62000
1.57160
0.39770
-1.56720
0.52810
2.53700
2.44930
0.35930
-4.09160
-5.21040
-3.82370
-4.66500
-5.77930
-6.05070
-5.42000
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-3.76530
-5.70420
-5.45910
-3.28420
4.87500
2.69820
-1.35700
2.32640
1.74310
2.94180
2.96980
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5.04520
4.66450
3.20060
2.12160
3.87650
7.31370
4.80090
0.18780
-0.72820
0.28810
0.15930

-2.95560
-4.45400
-6.43630
-6.91790
-8.77970
-3.01850
-2.21170
-3.39560
-3.45370
-4.29170
-2.51110

Methyl a-D-Galf 4, C1-endo, -60°/-60°

X
C -1.63460
@) -1.07550
C -1.17190
C 0.23690
C 0.22870
H -1.19720
@) -3.00490
@) 1.14240
H -1.16980
@) -2.02810
C -1.94230
C 2.44710
H 0.48330
C 0.58030
C 0.64750
H 1.59940
@) -0.32180
@) -0.66550
H 1.01360
H 1.32790

Y
2.67100
2.28500
4.11250
4.08040
2.85610
2.04890
2.54400
3.88650
4.43250
4.94960
6.27650
4.11880
5.00300
3.21060
2.02200
3.61030
4.21250

1.46380
2.34600
1.26250

z

-2.56010
-3.81600
-2.37140
-2.96550
-3.91920
-1.76390
-2.58050
-1.86590
-1.33290
-3.15030
-2.94540
-2.10170
-3.48010
-5.35820
-6.30280
-5.31110
-5.81670
-6.45860
-7.27910
-5.91380
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0.04840
0.97390
-0.78500
-2.18440
-3.19600
-4.48820
-4.77840
-3.77240
-2.47870
-2.96470
-5.26860
-5.78710
-3.99740
-1.68780
3.28730
4.66450
5.48760
4.94060
3.56870
2.74120
5.07640
6.55410
5.58320
3.14370
1.67620
-2.84980
-3.64790
-2.89030
-3.72200
-4.51630
-4.47740
-3.61450
-2.26740
-3.75160
-5.16460

4.61800
2.13770
0.34320
-0.15900
0.46920
-0.03790
-1.16800
-1.79480
-1.29330
1.34290
0.44770
-1.56100
-2.67380
-1.77270
3.92200
4.12570
3.95320
3.57590
3.37180
3.54380
4.41830
4.11230
3.44140
3.07930
3.38690
7.04080
6.40890
8.43070
9.18220
8.55010
7.16500
5.33420
8.90940
10.25910
9.13680

-6.61040
-3.56020
-7.17560
-7.19350
-6.46190
-6.49050
-7.24990
-7.98110
-7.95220
-5.87040
-5.91890
-7.27120
-8.57130
-8.51270
-0.89550
-1.01020
0.09300
1.31680
1.43520
0.33390
-1.96620
0.00050
2.17760
2.38670
0.42490
-3.83580
-4.79330
-3.70550
-4.52280
-5.47620
-5.61020
-4.89660
-2.96240
-4.41850
-6.11460
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-5.09370
0.14800
2.86740

-1.20000

-3.46030

-4.54510

-3.16880

-3.05520

6.67390
-0.19610
4.45160
6.77090
1.18920
1.22960
0.63520
0.69310

Methyl a-D-Galf 4, C1-endo,

C
@)
C
C
C
H
@)
@)
H
@)
C
C
H
C
C
H
@)
@)
H
H
H
H
C

X
3.85450
2.77820
3.16480
1.94000
1.74650
4.42680
4.66560
2.28170
3.79140
2.76820
2.39360
1.27890
1.06620
0.38620
0.27300

-0.35290
0.17060
0.43960
1.04080

-0.70930

-0.77710
1.87810
0.44480

Y
5.14970
5.22170
5.05060
5.94830
6.02650
6.08920
4.07160
7.23190
5.38240
3.69200
3.33060
8.11810
5.55500
5.55410
5.58600
6.23370
4.22210
6.95740
4.96710
5.23100
4.04210
7.06700
7.21490

-6.35220
-7.73590
-3.18910
-2.12420
-2.51360
-2.44730
-3.40740
-1.62650

-60°/180°

z

-3.16380
-4.10170
-1.80510
-1.99140
-3.52590
-3.20500
-3.43120
-1.43970
-0.98170
-1.61290
-0.37190
-1.29590
-1.48200
-4.01020
-5.52810
-3.57820
-3.55520
-5.93350
-5.98990
-5.84190
-3.56950
-3.83650
-7.24900
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0.66000
0.85990
1.06160
1.06390
0.86440
0.66360
0.85750
1.21690
1.22100
0.86590
0.50850
1.73630
0.79380
1.17840
2.50580
3.44810
3.06780
-0.23340
0.44560
2.80570
4.47960
3.79790
1.98380
1.95850
1.61120
1.21920
1.19470
1.56360
2.24300
1.63350
0.93240
0.88780
1.54330
0.29030
0.13410

8.65540
9.59450
10.93020
11.33560
10.40220
9.06650
9.27890
11.65530
12.37790
10.71660
8.33160
9.41000
10.42740
11.65300
11.86940
10.85810
9.63020
10.24640
12.43930
12.82590
11.02640
8.84440
1.90660
1.09100
1.38350
0.05710
-0.75360
-0.23530
1.49640
2.02400
-0.34540
-1.78860
-0.86530
6.35600
7.86740

-7.54310
-6.52770
-6.84900
-8.18070
-9.19470
-8.87760
-5.49440
-6.06050
-8.42830
-10.23040
-9.65560
-0.72930
-0.56250
-0.03890
0.32210
0.15760
-0.36700
-0.84740
0.08830
0.73120
0.43860
-0.49490
-0.30300
-1.43750
0.93720
1.04340
-0.08870
-1.32690
-2.39750
1.80820
2.00630
-0.00580
-2.20670
-8.09150
-1.60680
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@) 2.39600
C 5.50300
H 6.16830
H 4.90860
H 6.09190

4.09650
4.24680
3.38710
4.28590
5.16440

0.56790
-4.57780
-4.61060
-5.49260
-4.48480

Methyl a-D-Galf 4, C1-endo, 180°/+60°

X
3.35990
3.73470
2.05000
1.37320
2.55760
4.17020
3.11870
0.48940
2.26110
1.30740
0.47190

-0.81660
0.82380
2.46570
1.21540
2.43120
3.63530
1.23880
0.30440
1.22430
3.58440
2.64440
0.24230
0.36170
1.41070
1.47890
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Y
4.47960
5.37820
3.89670
5.13750
5.95850
3.75250
5.11950
4.85000
3.18540
3.26730
2.26460
4.65420
5.65130
7.44360
8.05370
7.56690
8.05910
9.44850
7.60210
7.96170
9.00530
5.83090

10.21550
11.63380
12.08060
13.41690

z
-4.68260
-3.65570
-4.16310
-3.58680
-3.06040
-4.77960
-5.90130
-2.49900
-3.36670
-5.19970
-4.85450
-2.78350
-4.37270
-3.38000
-2.77010
-4.46860
-2.85200
-3.13180
-3.16130
-1.68350
-3.03890
-1.97940
-2.65840
-3.08200
-3.88970
-4.26050
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0.50400
-0.54260
-0.61430

2.16630

2.29240

0.55970
-1.30110
-1.42190
-1.61420
-2.98020
-3.76580
-3.19220
-1.83120
-1.04100
-3.41230
-4.82370
-3.80560
-1.38560

0.01550
-0.27420
-0.08100
-1.20040
-1.92550
-1.72960
-0.80790

0.63310
-1.34380
-2.64340
-2.29600
-0.65670
-0.64970
-1.26690

0.35460

4.29050

3.99350

14.31210
13.86980
12.53540
11.38520
13.76050
15.35350
14.56520
12.17880
4.34650
4.10060
3.80530
3.75410
3.99790
4.29300
4.14270
3.61470
3.52350
3.95770
4.48090
1.73390
2.23050
0.71180
0.18980
0.68510
1.70420
3.02300
0.33800
-0.60120
0.27780
2.08960
9.77760
4.72780
1.86020
5.67690
6.06740

-3.82930
-3.02420
-2.65170
-4.22530
-4.88630
-4.12030
-2.68860
-2.02730
-1.57320
-1.73080
-0.62650
0.64140
0.80260
-0.30000
-2.72100
-0.75240
1.50330
1.78810
-0.17650
-6.01990
-7.31170
-5.79980
-6.86080
-8.14750
-8.37080
-7.48210
-4.79540
-6.68660
-8.97550
-9.37090
-1.96410
-3.90490
-3.71910
-6.49570
-7.46650
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H 4.69320
H 5.05700

6.48600
4.90680

-5.88290
-6.62860

Methyl a-D-Galf 4, C1-endo, 180°/-60°

X
3.76130
3.18880
2.80770
1.46270
1.78680
3.73900
5.04470
0.49860
2.73950
3.26420
2.78800

-0.65160
1.09050
1.06550

-0.44260
1.41180
1.43840

-0.91660

-0.90780

-0.72660
1.10250
1.55830

-2.20860

-2.56740

-1.65120

-2.02500

-3.30910

-4.22220

-3.85400
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Y
6.09750
7.26780
4.96050
5.67740
7.17020
6.21970
5.89890
5.24500
4.19820
4.37450
3.15000
4.68680
5.48490
8.14290
7.96220
7.96010
9.45030
8.01520
8.76390
7.01120

10.09000
7.42180
7.71800
7.73710
8.11780
8.10400
7.70630
7.32380
7.34090

z
-2.37820
-2.97200
-2.76590
-2.96550
-2.74300
-1.28430
-2.82460
-2.00390
-1.99450
-3.98810
-4.28840
-2.44140
-3.96810
-3.66150
-3.66900
-4.68620
-3.23500
-2.31060
-4.24520
-4.11800
-3.87520
-1.70150
-2.10070
-0.66100
0.32260
1.65880
2.02020
1.04220
-0.29470
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-0.65300
-1.31370
-3.59600
-5.21730
-4.55000
-1.57440
-2.82890
-3.73620
-3.39610
-2.14750
-1.23730
-3.08270
-4.70990
-4.10830
-1.88890
-0.27360
3.33870
4.28250
2.89130
3.38190
4.32270
4.77160
4.63030
2.16030
3.03220
4.70580
5.50340
-2.97770
-0.89710
1.99830
5.99980
6.97670
5.80800
5.97080

8.41830
8.39870
7.68950
7.00460
7.03610
4.36870
3.84170
3.55830
3.79990
4.32460
4.61100
3.66730
3.15570
3.58750
4.52460
5.03250
2.62770
3.34030
1.38460
0.85890
1.57080
2.80970
4.30110
0.84230
-0.10420
1.16000
3.36250
7.45060
4.50250
2.56010
6.80380
6.48280
7.82700
6.75880

0.03960

2.41960

3.06410

1.32330
-1.06360
-1.32720
-1.64160
-0.63220
0.69590
1.01320
0.00690
-2.67790
-0.87940

1.48320

2.04440

0.25040
-5.56260
-6.30710
-6.01570
-7.20190
-7.94180
-7.49310
-5.95640
-5.43190
-7.55070
-8.86740
-8.06790
-2.99960
-3.61260
-3.58360
-2.26140
-2.61540
-2.58970
-1.16860
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Methyl a-D-Galf 4, C1-endo, 180°/180°

C
0
C
C
C
H
0
0
H
0
C
C
H
C
C
H
0
0
H
H
H
H
C
C
C
C
C
C
C
H
H
H

X
2.17080
1.91580
0.78660

-0.18770
0.71870
2.57990
3.04030

-1.01700
0.69560
0.53080
0.73280

-2.02060

-0.81910
0.18600

-1.08100

-0.00670
1.20390

-2.19370

-0.97580

-1.26850
0.97800
0.91940

-3.33340

-4.38620

-4.21960

-5.21520

-6.37650

-6.54650

-5.55700

-3.31150

-5.08050

-7.14720

Y
4.65790
5.61790
4.34970
4.74760
5.19950
3.74880
5.16860
3.67750
3.30380
5.17570
4.64670
3.29520
5.55970
6.33940
5.97380
7.20270
6.63660
5.94240
5.00420
6.72840
7.46280
4.33610
5.40440
5.30230
5.84000
5.67970
4.98110
4.44690
4.60920
6.36950
6.09150
4.84870

Z
-7.26180
-6.23010
-7.86150
-6.74630
-5.58690
-6.79710
-8.19500
-6.28390
-8.13740
-8.99770
10.21790
-7.10120
-7.10070
-4.73440
-3.96690
-5.38090
-3.78250
-4.87640
-3.48060
-3.20140
-3.33700
-4.93830
-4.40910
-5.44840
-6.72600
-7.67960
-7.36480
-6.09020
-5.13380
-6.97430
-8.67140
-8.11360
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-7.44560 3.89540  -5.84790
-5.66900 418630  -4.14550
-2.97310 237310  -6.44120
-4.05930 1.90700  -7.18410
-5.00750 1.08900  -6.58970
-4.87770 0.73370  -5.24990
-3.79470 1.19440  -4.50660
-2.84220 2.01150  -5.09830
-4.15650 2.20500  -8.21860
-5.85300 0.73630  -7.16580
-5.62270 0.10120  -4.78380
-3.69700 0.92280  -3.46350
-2.00930 2.38220  -4.51920
0.43080 5.61520 -11.30210
0.02960 6.92620 -11.03320
0.55840 5.18680 -12.62520
0.28580 6.05900 -13.66910
-0.11420 7.36490  -13.39800
-0.24110 7.79640 -12.08070
-0.06700 7.26000 -10.01050
0.87000 417020 -12.82190
0.38490 5.72250  -14.69310
-0.32640 8.04570  -14.21280
-0.55130 8.81170  -11.86970
-3.46020 5.02810  -3.26320
-2.12030 3.69410  -8.24010
1.10600 3.50860  -10.39970
4.40490 5.19920  -7.76710
4.99010 5.53220  -8.62100
4.53780 5.89570  -6.93700
4.73250 420070  -7.46310
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Methyl a-D-Galf 4, C2-exo, +60°/+60°

$137
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X
-2.17870
-2.74680
-0.58770
-4.02920
-1.30510

0.05640
-1.74890
-2.64380
-2.28580
-1.75120
-1.37570
-0.50400
-2.24400
-2.48680
-1.50580
-0.16800
-3.19360
-0.73150

0.21840

0.00440
-4.64300

1.18150

1.68080

1.00080

1.50530

2.68740

3.36710

2.86570

0.08240

0.97620

3.07860

4.28630

3.38390

1.22400

Y
2.76550
6.02190
2.06150
3.00380
4.31310
6.45790
2.23200
3.26660
4.60390
5.69200
2.91840
5.27180
1.27850
3.26920
6.56410
247770
4.99420
4.55290
4.83520
0.84690
2.08660
6.29750
7.57200
8.78010
9.94660
9.91490
8.71250
7.54470
8.80270

10.88100
10.82620
8.68670
6.60460
0.82300

z
1.76960
-2.18580
-1.09840
-0.69310
0.70700
-2.56040
-0.28310
-0.96590
-0.28590
-1.22240
1.03380
-1.96390
-0.13070
-2.03970
-0.60760
1.52050
0.18620
-2.75060
-1.27730
-1.10300
-1.47070
-3.26980
-3.84780
-3.67310
-4.23220
-4.96650
-5.14290
-4.58640
-3.10460
-4.09560
-5.40110
-5.71390
-4.71660

-1.94670
S$138



1.69630
1.91130
3.05790
3.52650
2.84520
-3.46590
1.17740
1.53770
3.58690
4.42200
3.20510
-6.07240
-6.67310
-8.01500
-8.76260
-8.16670
-6.82590
-6.09210
-8.47820
-9.80900
-8.74740
-6.35130
-0.43040
-4.07030
1.72410
0.11610
1.03640
0.25540
-0.69350
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1.96340
-0.38670
-0.45570

0.68300

1.88980

6.49140

2.90440
-1.26310
-1.39480

0.62860

2.77780

1.91110

2.63280

2.43340

1.51670

0.79590

0.99120

3.34400

2.99320

1.36370

0.08270

0.43730
-0.10480

1.48500
5.22110
2.89740
2.39740
3.97910

2.60220

-2.60080
-2.07620
-2.85350
-3.50490
-3.37690
-1.74470
-2.50780
-1.56480
-2.95230
-4.11120
-3.87960
-1.11580
-0.08080
0.21410
-0.51960
-1.55130
-1.84870
0.48800
1.01630
-0.28740
-2.12180
-2.64690
-0.49480
-2.35220
-3.41380
2.85780
3.15070
2.90520
3.53170

Methyl a-D-Galf 4, C2-exo, +60°/-60°

X
H -2.96580
@) -3.67770

Y
3.60100
8.62150

z

-1.27670
-1.12720
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-2.49650
-5.28320
-1.95920
-2.56230
-3.31120
-4.00720
-3.08280
-2.57980
-2.38410
-1.74030
-4.02050
-4.14870
-1.91270
-1.30410
-3.64370
-0.93450
-1.31050
-3.09220
-6.38960
-2.00730
-2.94540
-4.28090
-5.11270
-4.62090
-3.29260
-2.45720
-4.67020
-6.14480
-5.27130
-2.90660
-1.41980
-2.15970
-0.83180
-2.64560
-1.81160

5.09700
5.48720
5.40580
8.27370
4.67660
5.88600
6.28170
7.72730
4.19840
8.17540
3.91920
6.68410
7.80050
3.48930
6.11040
7.46400
9.15330
5.19520
6.06530
8.84270
8.92080
8.52470
8.59350
9.06050
9.46240
9.39280
8.16050
8.27850
9.10830
9.81830
9.68740
5.66970
5.99500
5.81190
6.27480

-4.20540
-1.95180
-1.35010
-3.62000
-3.10860
-2.47230
-1.29670
-1.26390
-1.99490
-2.44190
-3.42990
-3.18610
-0.39660
-2.46270
-0.36990
-2.62050
-2.22970
-5.41070
-2.46700
-4.70060
-5.84810
-5.74150
-6.85020
-8.06550
-8.17160
-7.06730
-4.80260
-6.76550
-8.92980
-9.11800
-7.14010
-6.45950
-6.17300
-7.76050
-8.76580
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-0.48940
-0.00170
-4.08850
-0.45840
-3.67870
-2.19390
0.15870
1.02390
-7.63270
-7.61300
-8.80430
-10.01780
-10.04070
-8.85290
-6.67110
-8.78640
-10.94500
-10.98380
-8.85680
-4.25930
-6.35990
-0.86100
-0.56420
0.18830
-0.07660
-1.22290
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6.60160
6.46200
8.48140
5.89310
5.57050
6.39430
6.97200
6.72330
5.54840
4.55780
4.10620
4.63890
5.62650
6.07980
4.14420
3.33810
4.28470
6.04130
6.84580
4.92530
6.90920
9.24010
2.81540
2.21510
3.53140
2.16490

-8.47780
-7.18210
-0.26490
-5.16470
-7.96670
-9.77100
-9.26200
-6.95630
-1.84250
-0.85720
-0.30520
-0.73090
-1.71240
-2.26710
-0.52790
0.45720
-0.29840
-2.04390
-3.03020
-5.59210
-3.33460
-4.72070
-1.44020
-1.94610
-0.77570
-0.85710

Methyl a-D-Galf 4, C2-exo, +60°/180°

X
-3.74170
-3.09250
-0.60120
-3.17940
-3.31910

O O O O T

Y
3.92690
5.73190
4.50800
2.70560
5.62510

z

4.27510
-0.47570
3.36510
1.58930
3.17330
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-1.34290
-1.84370
-2.39260
-3.31440
-2.93960
-2.88870
-1.51100
-1.72770
-1.60190
-3.61370
-2.37900
-4.32260
-1.35000
-0.77510
0.50620
-2.86900
-0.17330
-0.07890
-1.01830
-0.87130
0.20440
1.13830
1.00030
-1.84080
-1.59390
0.31690
1.97540
1.72660
1.73630
1.74110
2.91330
4.08200
4.08380
2.91490
-4.01910

7.46860
3.80880
3.88010
5.11910
6.22820
4.58820
6.74730
2.78240
3.93330
7.07200
5.12100
4.78110
7.41390
5.94460
3.84660
1.93410
8.09420
8.70950
8.42850
8.98000
9.81990
10.10620
9.54880
7.76280
8.75150
10.24930
10.75820
9.75080
4.64330
5.77180
4.23690
4.96220
6.08820
6.48890
5.50270

2.13160
3.26360
1.83490
1.84020
0.85100
4.05960
0.90540
3.60130
1.09570
1.03390
5.22190
1.57300
0.05870
0.85250
2.97100
0.52400
2.31610
3.66410
4.65900
5.92440
6.19920
5.20640
3.94340
4.44390
6.69730
7.18680
5.42010
3.16830
3.18890
4.01090
2.55630
2.73520
3.55550
4.19500

-0.62050
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0.83200
2.89770
4.99090
4.99690
2.91350
-3.76610
-4.80040
-5.61190
-5.39680
-4.36700
-3.55400
-4.96650
-6.41240
-6.03110
-4.19890
-2.75060
0.47380
-1.96610
0.69980
-3.36660
-2.85210
-3.81890
-4.14620

I T T O OO OIT TITITITOOOOOOITTITITTITT

6.08180
3.36050
4.65260
6.65310
7.36430
0.75720
0.52020
-0.59630
-1.48000
-1.24640
-0.13200
1.20590
-0.77770
-2.35000
-1.93310
0.06020
2.73450
2.18560
8.13580
5.68390
5.96200
6.57080
4.94900

4.50340
1.92280
2.23580
3.69490
4.83040
0.40940
1.31860
1.16870
0.11490
-0.79280
-0.64690
2.13650
1.87430
0.00100
-1.61240
-1.34460
2.49180
-0.24090
1.47480
6.08830
7.00520
5.64010
6.31090

Methyl a-D-Galf 4, C2-exo, -60°/+60°

X
-1.60010
-3.72760
-2.52890
-4.58490
-1.96840
-3.90100
-2.75650
-3.97270

O O O O 0O 0 o T

Y
2.88400
4.92630
1.90390
2.60420
4.29460
7.68590
2.10480
3.00700

Z
0.73870
-2.97140
-2.29640
0.54780
-0.72870
-2.34260
-0.90030
-0.68740
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-3.38350
-3.90770
-1.61360
-3.18740
-2.85920
-4.69530
-4.96970
-0.39210
-3.61940
-2.16160
-3.17790
-3.27610
-5.82480
-3.42720
-4.22010
-5.29680
-6.00630
-5.64790
-4.57540
-3.86300
-5.57230
-6.83900
-6.20340
-4.29590
-3.02750
-2.98230
-2.08270
-3.63860
-3.39560
-2.49890
-1.84520
-4.50710
-1.57890
-4.33370
-3.90420

4.43590
5.41170
2.95920
6.73680
1.15140
2.90060
5.56520
2.61380
4.83710
6.65310
7.08440
0.96790
3.07420
8.93860
9.83220
9.35990
10.23100
11.57440
12.04820
11.18040
8.31650
9.86190
12.25140
13.09260
11.53550
0.88100
1.75020
-0.09660
-0.20690
0.66050
1.63800
4.42540
2.50950
-0.76250
-0.96680

-0.59220
-1.64370
-0.35930
-1.52740
-0.38960
-1.49050
-1.43600
-0.88820
0.39990
-1.88410
-0.49410
-2.91160
0.78720
-2.36660
-3.25110
-4.00600
-4.82210
-4.88850
-4.13730
-3.32220
-3.95520
-5.40690
-5.52530
-4.18820
-2.73470
-4.36250
-4.98570
-5.11380
-6.47500
-7.09390
-6.34900
-3.23660
-4.40570
-4.62120
-7.05420
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-2.31050
-1.15020
-6.38640
-5.67900
-6.24750
-7.52000
-8.22720
-7.66310
-4.69200
-5.69840
-7.96070
-9.21660
-8.20200
-4.09380
-6.39740
-2.45640
0.72020

1.61670

0.72620

0.68790
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0.57500
2.31330
2.57710
1.70190
1.26200
1.69130
2.56350
3.00560
1.36840
0.58360
1.34620
2.89740
3.68260
0.28900
3.82150
9.29210
3.22310
2.78400
4.30270
3.01370

-8.15670
-6.83090
2.06590
2.89440
4.08210
4.44840
3.62480
2.43720
2.60870
4.72210
5.37520
3.90920
1.78890
-2.32840
0.02330
-1.72950
-0.22600
-0.65740
-0.38710
0.84760

Methyl a-D-Galf 4, C2-exo, -60°/-60°

X
-0.45640
-4.87920
-2.22670
-2.11200
-2.31360
-4.45990
-1.64580
-2.73110
-3.16050
-4.62530
-1.13500

O O O 0O 0O O O O O O T

Y
5.84360
6.46800
5.61560
3.41030
6.74430
8.29380
5.06420
4.47030
5.64390
6.03940
6.22880

Z

-1.48280
-2.79350
-4.28220
-1.45430
-1.62950
-0.65610
-3.09920
-2.20080
-1.28200
-1.46300
-2.25790
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-5.13490
-0.87660
-3.56160
-5.21030
-0.51990
-2.98940
-4.94740
-6.20700
-2.53270
-2.93610
-4.76350
-3.97400
-3.00540
-2.27940
-2.51730
-3.48330
-4.20920
-2.82160
-1.52710
-1.95030
-3.66870
-4.96050
-3.16570
-3.40850
-3.53080
-4.13200
-4.37270
-4.01060
-4.21720
-3.12670
-3.33990
-4.41390
-4.84280
-4.19880
-2.20750

7.04260
4.33960
4.07060
5.12980
7.20470
5.35750
6.69250
7.18980
4.76060
2.58500
9.31220
10.53150
10.53620
11.69120
12.84530
12.84380
11.69040
9.63710
11.69090
13.74510
13.74080
11.67510
5.44720
6.82340
4.68050
5.28390
6.65550
7.42280
7.13780
7.41650
3.61620
4.68710
7.12590
8.48870
1.50760

-0.44220
-3.35150
-2.77430
-1.31240
-3.00670
-0.23990
0.57420
-0.57360
-5.27670
-0.78020
0.15590
-0.15920
-1.16640
-1.42390
-0.68250
0.32060
0.58280
-1.73630
-2.20220
-0.88570
0.89720
1.36060
-6.42840
-6.42400
-7.53730
-8.63220
-8.62540
-7.52180
-3.01510
-5.56630
-7.52870
-9.48990
-9.47980
-7.51640
-0.06860
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-0.81590
-0.17860
-0.92330
-2.31020
-2.95110
-0.23910
0.89910
-0.42330
-2.88940
-4.02730
-2.31110
-4.13970
-5.58540
0.20060

0.71160
-0.47790

0.93510
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1.39230
0.36570
-0.54810
-0.43560
0.58870
2.10140
0.27760
-1.34780
-1.14600
0.68730
3.57090
2.72950
9.23310
8.16590
8.81610
8.75750
7.66680

-0.12480
0.55880
1.29910
1.35680
0.67560
-0.70040
0.51380
1.83080
1.93220
0.71170
-5.21400
-0.77080
1.04570

-2.22880

-2.93500
-1.61200

-1.58970

Methyl a-D-Galf 4, C2-exo, -60°/180°

X
-5.95550
-2.23980
-4.23050
-6.69310
-4.11260
-3.30850
-5.32310
-5.33080
-4.44190
-3.16610
-5.02640
-2.41720
-6.26110
-4.98200

I T O O O O O O O O O O o T

Y
3.52980
6.00410
3.83220
6.00310
4.46870
7.51120
4.14710
5.64540
5.79330
6.61180
3.54910
6.79730
3.80190
6.23100

Z
1.01940
-0.48120
-1.80820
-0.35820
1.03230
2.59160
-0.94280
-0.64890
0.60840
0.40860
0.42990
1.71890
-1.36800
-1.49590
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-3.47340
-4.47500
-5.03470
-1.51310
-2.14980
-4.42710
-6.95160
-2.95220
-3.99120
-5.20740
-6.15380
-5.89270
-4.68170
-3.73400
-5.40960
-7.09540
-6.63220
-4.47780
-2.79030
-3.20650
-1.99410
-3.28570
-2.16440
-0.95730
-0.87370
-2.52650
-1.93090
-4.22860
-2.22950
-0.08200
0.06520
-8.36010
-9.29110
-10.59670
-10.97850

7.59490
2.29050
6.28670
7.38370
5.83880
3.99740
7.31940
7.65160
8.35720
8.75310
9.40320
9.66300
9.27030
8.61860
8.55110
9.70700
10.17090
9.47220
8.30740
3.70120
3.37450
3.76640
3.50370
3.17820
3.11570
6.14290
3.32940
4.02250
3.55290
2.97460
2.86520
7.59330
6.56770
6.87490
8.20170

0.04040
0.35120
1.38270
1.55730
2.16220
-3.13150
-0.23000
3.87540
4.67000
4.10630
4.88690
6.22940
6.79360
6.01730
3.06430
4.44790
6.83560
7.83720
6.44390
-3.91930
-3.30560
-5.31230
-6.08540
-5.47170
-4.08370
-1.39120
-2.22830
-5.77570
-7.16460
-6.07550
-3.60720
0.14020
0.32430
0.68260
0.85960
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-10.05260
-8.74730
-8.99310

-11.31660

-11.99730

-10.34920
-8.01760
-5.48580
-6.10250
-1.90120
-4.40860
-4.05840
-3.71030
-5.39850
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9.22580
8.92370
5.53820

6.07930

8.43790
10.25740
9.70880
4.35360
8.16880
7.24200
1.60730
0.59990
2.10260
1.56220

0.67730
0.31850
0.18820

0.82470

1.14020

0.81570
0.17560
-3.60120
-0.39540
4.32080
1.60620

1.39360
2.28360
2.07040

Methyl a-D-Galf 4, C2-exo, 180°/+60°

X
-3.49050
-0.81990
-0.26500
-1.91780
-2.50000

1.98230
-1.35000
-1.04970
-1.44900
-0.30650
-2.56980

0.74450
-1.54260
-0.01660

0.17020
-2.57700
-1.85980
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Y
2.34650
6.26440
2.14510
2.55290
4.14050
5.69880
2.08060
2.98400
4.37340
5.12610
2.75470
5.59740
1.05270
2.91300
4.45340
2.60020
4.98270

Z
1.41380
1.89430
2.13770

-1.04280
1.47070
0.96220
1.20980
0.01580
0.51820
1.20970
1.84680
0.22860
0.91480

-0.30820
1.92590
3.21960

-0.28810
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0.47630
0.88020
0.85240
-1.61670
3.07670
4.31080
4.31910
5.49910
6.67210
6.66700
5.49140
3.41120
5.50350
7.59030
7.57900
5.47490
1.94790
1.77130
3.19190
4.24850
4.06790
2.83060
-1.52380
0.81160
3.31900
5.21250
4.89340
2.69250
-2.57370
-3.66830
-4.54000
-4.32470
-3.23470
-2.36150
-3.83450

6.57040
4.89700
1.44580
2.99000
6.04300
5.97510
5.37810
5.31680
5.85330
6.44760
6.50480
4.95340
4.84660
5.80610
6.86400
6.95940
1.72970
2.58460
1.13460
1.39030
2.23750
2.83360
5.94890
3.05010
0.47960
0.93200
2.43760
3.49690
2.50410
1.70170
1.27460
1.64380
2.44320
2.87310
1.41600

-0.18300
-0.59380
1.84570
-2.28430
0.27060
1.09570
2.35890
3.08760
2.56490
1.30540
0.57070
2.76130
4.06190
3.13680
0.89740
-0.41040
2.80310
3.89470
2.58080
3.44220
4.53200
4.75640
2.47800
4.06500
1.72990
3.26430
5.20310
5.60030
-3.30600
-2.97320
-3.96560
-5.29040
-5.62490
-4.63660
-1.94470
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-5.38760
-5.00630
-3.06730
-1.51190
0.93100
-0.66230
3.04840
-3.80440
-3.72070
-3.96270
-4.64810
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0.65370
1.30890
2.73050
3.49490
0.69780
3.70110
6.36420
2.99620
2.73680
4.07190
2.46000

-3.70600
-6.06210
-6.65480
-4.88300
0.89700
-2.51000
-0.89920
3.83680
4.88970
3.73610
3.39150

Methyl a-D-Galf 4, C2-exo, 180°/-60°

X
-4.96710
-0.98430
-4.32280
-5.59470
-3.08290
-2.79400
-4.94360
-4.52270
-3.31120
-2.00590
-4.32570
-2.10310
-6.02290
-4.29120
-1.72830
-4.11810
-3.58220
-2.65840
-1.10320
-4.93400
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Y
3.90500
5.37680
1.77020
5.12420
3.84830
6.92900
2.93920
4.17370
4.74260
4.84460
3.20180
5.71200
2.81930
3.91240
3.83800
2.05230
5.72880
5.20560
5.94350
1.18610

z
2.04850
0.16090

-0.41620

-0.65650
1.19690
-1.57330
0.12570

-0.67660
0.10170

-0.67870
1.49590

-1.91390
0.15580
-1.70400
-1.01630
2.21950
0.48560
-2.70140
-2.27970

-1.46690
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-5.89190
-3.06360
-3.94730
-4.46790
-5.32980
-5.67480
-5.15440
-4.29500
-4.21140
-5.74340
-6.35540
-5.42580
-3.89280
-4.20650
-3.03650
-4.71980
-4.07010
-2.90460
-2.38980
-0.94270
-2.63950
-5.62520
-4.47020
-2.39780
-1.48410
-6.95480
-7.60440
-8.57000
-8.88650
-8.23910
-7.27870
-7.34950
-9.07170
-9.63350
-8.47680

5.78210
7.77090
8.88910
8.97730
10.01290
10.96500
10.88340
9.84800
8.22860
10.06940
11.76630
11.62180
9.76620
-0.01470
-0.46380
-0.70470
-1.83330
-2.27900
-1.59390
4.83170
0.06880
-0.34740
-2.36540
-3.16000
-1.94090
6.79480
6.95820
7.94440
8.77340
8.61310
7.62530
6.32090
8.07090
9.54810
9.26470

-1.79850
-2.58320
-2.16910
-0.87620
-0.54490
-1.49820
-2.78690
-3.12250
-0.14110
0.45330
-1.23990
-3.53020
-4.12280
-1.94370
-1.32520
-3.04440
-3.52220
-2.90390
-1.80690
0.95780
-0.47340
-3.51540
-4.37550
-3.27720
-1.32650
-1.60000
-0.37440
-0.22990
-1.30200
-2.52370
-2.67440
0.45960
0.72080
-1.18370
-3.35430
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-6.75870
-5.95920
-5.33230
-2.63600
-3.77580
-3.74480
-2.79910
-4.53300
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7.49950
1.61310
5.56910
7.61100
2.28130
1.30550
2.76190
2.90520

-3.61340
-1.95130
-2.85060
-3.70670
3.59010
4.06900
3.67290
4.07440

Methyl a-D-Galf 4, C2-exo, 180°/180°

X
-0.58120
-3.53360
-0.43870

1.02450
-1.25890
-2.46060
-0.10260
-0.25930
-1.27050
-2.69970
-1.04870
-2.81730

0.92390
-0.57790
-3.06020
-2.22250
-0.92980
-3.84850
-2.16000

0.48610

1.25840
-2.22780
-1.74900
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Y
3.79280
4.98380
6.84080
6.30130
4.28230
8.36060
5.87000
6.40710
5.46730
6.00660
4.65530
7.19200
5.54040
7.44330
6.31050
5.00030
5.16260
7.28190
7.09910
7.78590
7.12230
9.49460

10.58520

z

3.99380
0.67640
4.41320
1.35370
2.15790
1.02320
3.42470
1.99580
1.33480
1.21240
3.51270
0.26780
3.56790
1.99050
2.19940
4.17790
0.34490
-0.07460
-0.59590
4.67950
0.31370
0.34690
1.23520
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-1.59910
-1.14810
-0.83950
-0.98440
-1.43960
-1.83640
-1.03580
-0.48580
-0.74310
-1.55760
-0.00610
-1.32860
0.88230
0.45320
-0.86700
-1.75570
-3.33180
-2.01750
1.90110
1.14360
-1.20400
-2.78280
2.62630
3.54720
4.81790
5.17550
4.25970
2.98900
3.26870
5.53020
6.16740
4.53730
2.26810
1.58240
0.43140

10.40330
11.44920
12.67820
12.86250
11.82050
9.44920
11.30570
13.49160
13.81760
11.95100
8.79480
8.80190
9.78030
10.76360
10.77220
9.79220
4.16690
8.04390
9.76870
11.52680
11.54460
9.80220
6.96370
6.06750
5.95850
6.74020
7.63420
7.74640
5.46290
5.26450
6.65320
8.24230
8.43690
7.80020
7.90050

2.61270
3.40610
2.83070
1.45800
0.66270
3.05940
4.47160
3.45170
1.00940
-0.40420
5.64800
6.09800
6.08340
6.96240
7.40540
6.97220
1.15290
5.75500
5.72150
7.29720
8.08520
7.31290
-0.23760
0.31120
-0.23730
-1.33220
-1.88110
-1.33620
1.16200
0.18980
-1.75740
-2.73230
-1.75180
4.16520
-0.11040
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@) -2.39850
C -3.05980
H -3.89050
H -3.44420
H -2.50910

9.60190
3.88470
4.26850
3.41750
3.14010

-0.84840
4.48050
5.06840
3.57120
5.06380

Methyl a-D-Galf 4, C3-exo, +60°/+60°

X
3.46950
4.25010
2.05480
2.28910
3.64110
3.59840
3.83600
1.30070
1.65000
1.20810

-0.11130
0.23660
2.30180
4.59160
4.99750
5.50050
3.92230
5.90660
5.50790
4.14780
4.49350
3.45640
6.39360

-0.88220

-2.26680

-0.26640

O O O O I T T T OO0 IT O oI O OO0 IT oo IT o Ooonhoon

Y
4.56740
5.46280
4.78090
4.95680
5.67820
4.86050
3.23500
5.78840
5.70250
3.68560
3.93150
5.18530
3.99060
5.26370
3.80370
5.86850
5.58710
3.63200
3.55610
3.13570
5.32700
6.74840
2.39730
2.69480
2.80080
1.44420

z

-2.74710
-3.52650
-3.27690
-4.77460
-4.81330
-1.70240
-2.93180
-5.39030
-2.86150
-2.95230
-2.80530
-5.95650
-5.27060
-5.93400
-5.89950
-5.83080
-7.14920
-7.00780
-4.97300
-6.03350
-7.88340
-4.92460
-7.20850
-2.53470
-2.38370
-2.43860
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-1.03250
-2.41190
-3.02840
-2.73280
0.80380
-0.55380
-3.00660
-4.10120
-0.71290
-0.45530
-1.37650
-2.55720
-2.81770
-1.89860
0.46080
-1.17420
-3.27450
-3.73640
-2.08860
7.30060
7.57190
8.42580
9.01250
8.74450
7.89110
7.11660
8.63390
9.67830
9.20060
7.67400
6.11180
0.08390
-0.59380
5.05730
5.21790

0.31330
0.42320
1.66810
3.77320
1.36080
-0.65460
-0.46090
1.75370
6.15990
7.53300
8.40520
7.91440
6.54640
5.67140
7.91260
9.46840
8.59730
6.16430
4.60710
2.32460
3.43980
3.32250
2.09600
0.98290
1.09580
4.39160
4.18780
2.00770
0.02890
0.23920
1.45560
3.98360
5.03870
2.87880
1.82100

-2.19050
-2.03970
-2.13700
-2.46420
-2.55900
-2.11610
-1.84760
-2.02180
-6.54620
-6.55810
-7.12220
-7.67230
-7.65980
-7.09980
-6.12960
-7.13230
-8.10990
-8.08570
-7.08230
-8.38260
-9.17970
-10.26820
-10.56660
-0.77410
-8.68610
-8.94740
-10.88420
-11.41580
-10.00530
-8.06300
-6.49850
-5.97130
-2.89120
-2.28450
-2.47900

S$156



H 5.89800
H 4.98110

3.45320
3.04820

-2.68070
-1.20610

Methyl a-D-Galf 4, C3-exo, +60°/-60°

X
-0.43270
0.85960
-0.28730
0.66500
1.34610
-1.16540
-0.78320
-0.09480
-1.23260
0.33520
0.21930
0.12780
1.36830
2.87210
3.53080
3.15730
3.29350
3.35260
4.59880
3.09770
4.25650
1.03260
4.03800
0.92000
0.88080
1.62760
2.29240
2.25080
1.54320

O O o0 o0 o o0 O I T I T OO0 IT OO I OoO0ohOo0ITOoOOoOTIT oOoaoaonoon

Y
5.38590
6.00500
4.23360
4.81140
6.00400
6.10620
4.96960
5.30160
3.91870
3.14450
1.92240
4.75290
4.06920
6.00810
4.84350
6.89790
6.13260
3.63350
5.03740
4.72150
6.19820
6.91720
2.55400
0.88050

-0.43580
1.18780
0.18390

-1.12700

-1.43560

z

-3.84010
-3.83030
-4.82990
-5.88410
-5.16960
-4.23480
-2.57840
-6.99720
-5.26290
-4.14440
-4.70110
-8.21080
-6.23230
-5.12850
-4.40780
-4.55290
-6.48110
-5.16490
-4.30090
-3.41490
-6.50650
-5.68590
-4.75760
-3.91470
-4.37790
-2.75020
-2.06050
-2.52510
-3.68360
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0.34120
1.66510
2.84850
2.77550
1.52010
-0.74140
-1.67260
-2.46390
-2.33150
-1.40450
-0.61200
-1.77480
-3.18460
-2.95020
-1.30110
0.11110
3.80990
3.03710
2.83630
3.40610
4.18110
4.38240
2.59100
2.23090
3.24330
4.61790
4.96980
4.75870
0.94610
-0.38910
-1.17560
-1.52560
-0.33100
-1.98520

-0.65870
2.20760
0.42540

-1.90740

-2.45320
5.34380
6.34560
6.86580
6.39110
5.39260
4.87000
6.71330
7.64170
6.79850
5.02270
4.09420
1.37360
1.44720
0.31020

-0.90120

-0.97530
0.15760
2.38290
0.36980

-1.78760

-1.91850
0.11060
2.56100
3.88340
1.72230
6.03060
5.56240
6.68570
6.61580

-5.28740
-2.39660
-1.16410
-1.98840
-4.05100
-9.25860
-8.97270
-9.98800
-11.28980
-11.57780
-10.56630
-7.96230
-9.76410
-12.07940
-12.58970
-10.77690
-5.62770
-6.78920
-7.55900
-7.17870
-6.02500
-5.25150
-7.09080
-8.45420
-7.77890
-5.72350
-4.34550
-3.78170
-8.41070
-5.72970
-1.70260
-0.78550
-1.48050
-2.14890
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Methyl a-D-Galf 4, C3-exo, +60°/180°
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X
5.32200
4.42350
4.65930
3.16420
3.10010
5.39220
6.55750
2.45220
4.89800
5.03680
6.10430
2.12240
2.73120
2.13750
2.11520
2.41350
0.83740
3.43750
1.77210
1.42900
0.20590
2.79150
3.59360
6.41480
7.65790
5.50980
5.84840
7.09310
7.99780
8.35160
454770
5.14630

Y
5.35140
4.96210
4.86200
4.86430
5.14280
6.44960
4.78030
5.91550
5.50310
3.51430
3.31930
5.70330
3.90970
4.29440
2.79740
4.45050
4.81700
2.27150
2.59530
2.30770
4.40740
6.18620
0.94600
1.87880
1.52620
0.88250

-0.45370
-0.80240
0.18860
2.30610
1.15600
-1.22260

Z

-5.02090
-6.06120
-3.72270
-4.06090
-5.57590
-5.00460
-5.21860
-3.39490
-2.87930
-3.43540
-2.63500
-2.10450
-3.77820
-6.40660
-6.11990
-7.45480
-6.14310
-6.29300
-5.10450
-6.81300
-6.74770
-5.70770
-6.15570
-2.46960
-1.94080
-2.83990
-2.68540
-2.17040
-1.79820
-1.65760
-3.24540
-2.97880
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7.35970  -1.84610  -2.06150
8.96690  -0.08250  -1.39940
1.34800 6.82720  -1.52460
0.97440 7.93930  -2.28370
0.24650 8.96520  -1.69610
-0.11030 8.88790  -0.35280
0.26100 7.78100 0.40620
0.98730 6.75310  -0.17710
1.25060 7.99740  -3.32640
-0.04300 9.82520  -2.28600
-0.67750 9.68990 0.10250
-0.01590 7.72080 1.45070
1.28210 5.88770 0.40030
5.01960 0.54080  -6.20710
6.04590 1.48610  -6.15130
7.36850 1.06730  -6.11940
767290  -0.29000  -6.15390
6.65060 -1.23350  -6.22130
5.32700  -0.82030  -6.24250
5.80920 2.53780  -6.09680
8.70560  -0.61400  -6.12220
6.88710  -2.28940  -6.24550
452340  -1.54330 -6.27470
2.66380 0.18400  -5.98780
2.43710 4.69880  -1.50460
6.72570 422200  -2.12030
7.30220 5.34590  -6.29930
6.82350 5.13140  -7.25670
7.39930 6.42810  -6.17240
8.28620 488380  -6.27170
8.16150 1.80130  -6.05450

I T T T OO0 OO T T T T OO OOOOBGTITTITTITIIOOO OO O T

Methyl a-D-Galf 4, C3-exo, -60°/+60°
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X
2.41030
3.74390
1.91790
2.55100
3.91060
2.46590
1.59380
2.76950
2.32500
0.49690

-0.07680
1.80650
1.94990
4.44910
5.77480
4.61510
3.48930
6.23140
6.50820
5.65330
3.84220
4.63810
7.36420

-1.55580

-2.27890

-2.23170

-3.61850

-4.33550

-3.66430

-1.74480

-1.67310

-4.14040

-5.41690

-4.22130

Y
4.25110
4.00560
5.31970
4.86080
4.34150
4.58910
3.12730
5.92250
6.28840
5.37800
6.55400
6.16950
4.08210
3.17570
2.69690
3.55480
2.12810
1.65770
3.50400
2.28700
1.41170
5.15530
1.01930
6.46270
7.61030
5.27160
5.23450
6.38050
7.56850
8.52550
4.38290
4.31100
6.34790
8.45940

z

-2.41470
-2.83830
-3.38890
-4.69740
-4.22890
-1.37610
-2.51810
-5.63110
-3.10240
-3.41690
-3.74610
-6.54340
-5.15820
-5.04090
-4.48220
-6.05810
-5.06130
-5.37190
-4.45900
-3.48070
-5.60390
-4.29280
-5.03840
-3.78390
-4.11750
-3.50660
-3.56150
-3.89330
-4.17170
-4.33290
-3.25190
-3.34650
-3.93610
-4.43110
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2.14630 7.31550  -7.42090
3.33670 8.03300  -7.27790
3.60570 9.10280  -8.12090
2.69150 9.46200  -9.10720
1.50340 8.74990  -9.25090
1.23080 7.68020  -8.41090
4.04400 7.75520  -6.51030
4.52820 9.65750  -8.00810
290370  10.29730  -9.76250
0.79130 9.02980 -10.01640
0.31140 7.11990  -8.51000
7.71840  -0.05520  -6.00130
6.91540  -0.35510  -7.10490
7.28510  -1.37170  -7.97550
8.45470  -2.09230  -7.75140
9.25730  -1.79560  -6.65290
8.89090  -0.78100  -5.78040
6.00790 0.20460  -7.27890
6.66060 -1.60210  -8.82900
8.74040  -2.88440  -8.43200
10.16700  -2.35540  -6.47780
9.50540  -0.54170  -4.92350
8.01610 1.30520  -4.05680
0.78630 552220  -6.62330
0.55670 7.55890  -3.98260
1.93810 2.08380  -1.60890
1.17730 1.31350  -1.71370
2.91760 1.66430  -1.84680
1.94290 245700  -0.57940

I T T O OO0 o0 IT ITITITITOOIOOOOITTITITIIOOOOO O

Methyl a-D-Galf 4, C3-exo, -60°/-60°
X Y z
C -0.14560 1.92930  -4.38730

O 1.13240 2.21880 -4.90090
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-0.51410
0.14580
1.43880

-0.07930

-1.02870
0.47890

-0.06990

-1.92870

-2.42930

-0.42610

-0.48030
1.97460
3.35320
2.10390
1.01060
3.28300
3.69960
4.06720
1.23800
2.20650
4.42040

-3.90590

-4.56260

-4.64250

-6.02380

-6.67490

-5.94290
-3.98150
-4.13490
-6.59260
-7.75220
-6.44860
0.02700
1.25880
1.63470

3.17020
4.28610
3.62090
1.02460
1.71380
5.43170
3.10740
3.29590
3.92470
6.42970
4.58170
4.19430
3.68880
5.26830
3.98760
2.27980
4.20370
3.87800
4.54370
3.76600
1.65570
4.04220
4.63260
3.59430
3.73480
4.32060
4.76970
4.97910
3.14480
3.38860
4.42900
5.22700
7.53220
7.49750
8.55180

-3.56010
-4.35280
-4.81950
-3.77730
-5.45780
-3.56380
-2.56750
-3.45450
-2.37190
-3.48720
-5.19100
-6.12500
-6.51430
-5.93110
-7.14770
-6.77860
-7.41230
-5.71070
-7.90290
-4.05320
-7.10340
-2.42840
-1.34630
-3.52800
-3.53890
-2.45710
-1.36070
-0.50280
-4.36880
-4.39210
-2.46880
-0.52030
-2.60520
-1.94670
-1.12530
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0.78610
-0.44300
-0.82210

1.91510

2.58930

1.08160
-1.10400
-1.77460

4.21540

2.96690

2.81790

3.90850

5.15330

5.30720

2.12370

1.85070

3.78880

6.00170

6.26880

5.48900
-1.48440
-1.73980
-2.00530
-2.53750
-1.52420
-2.71430
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9.64210
9.67870
8.62770
6.64950
8.52280
10.46230
10.52530
8.64280
0.20080
-0.40030
-1.76390
-2.53190
-1.93510
-0.57300
0.19920
-2.22830
-3.59490
-2.53170
-0.09720
2.22440
6.41120
4.34160
0.70000
0.56170
-0.24040
0.99530

-0.95570
-1.60940
-2.43130
-2.07620
-0.61600
-0.31360
-1.47660
-2.94260
-7.32750
-7.14490
-7.36020
-7.75880
-7.94130
-7.72540
-6.83330
-7.21680
-7.92660
-8.25110
-7.86220
-7.19960
-4.07550
-1.46740
-5.22700
-6.16600
-4.93950
-4.45050

Methyl a-D-Galf 4, C3-exo, -60°/180°

X
2.32350
3.04860
1.06530
0.76480
2.16580

O O O O O

Y
7.19980
6.46980
7.64400
6.42290
5.95410

z

-3.85900
-4.83750
-4.60310
-5.46400
-5.85270
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2.96570
1.95600
0.04650
1.30190
0.02490
-0.89180
-1.29940
0.22190
2.30390
3.72300
1.62420
1.94120
4.00730
4.43780
3.79850
1.73980
2.43990
5.25300
-1.93470
-2.95560
-1.92280
-2.92350
-3.93840
-3.95360
-2.95610
-1.13510
-2.91250
-4.71770
-4.74330
-1.91110
-1.13950
-1.75970
-3.14840
-3.92000
-3.30420

8.02660
6.42250
6.73470
8.49380
7.99140
8.89220
6.65890
5.67560
4.44960
4.04370
4.16140
3.80400
4.63790
4.39790
2.95850
2.88000
6.41860
4.50380
9.13270
10.03880
8.47940
8.73540
9.63990
10.29120
10.53640
7.77670
8.22850
9.83680
10.99370
7.04110
7.41570
7.77140
7.75680
7.38550
7.02870

-3.54210
-2.76260
-6.66200
-5.24190
-3.69720
-4.10720
-6.63160
-4.89200
-6.01810
-6.39500
-6.82870
-4.80530
-7.67460
-5.65360
-6.47400
-4.99610
-6.80230
-8.15290
-3.08140
-3.37800
-1.84620
-0.91860
-1.21750
-2.44830
-4.33790
-1.61700
0.03770
-0.49210
-2.68160
-7.92740
-9.03050
-10.22060
-10.31610
-9.21800
-8.02730
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-0.06210
-1.16010
-3.62920
-4.99980
-3.89150
5.43450
4.39730
4.61290
5.86040
6.89600
6.68450
3.42960
3.80780
6.02560
7.86630
7.48060
6.12200
-1.92370
-0.85470
3.06070
2.64510
3.70610
3.64600

I T T OO0 o0oITIxTTITITIT OOOOOUOTITTITTITITIT

7.42960
8.06110
8.03600
7.37580
6.74070
5.18630
5.89280
6.51790
6.44210
5.73900
5.11310
5.95170
7.06500
6.93050
5.67960
4.56440
3.89110
6.31830
9.43230
6.00120
5.48810
5.31760
6.86510

-8.95410
-11.07380
-11.24520

-9.29100

-7.16640
-9.46030
-10.07500
-11.29600
-11.90890
-11.29880
-10.07870

-9.59830
-11.76940
-12.86090
-11.77450

-9.59450

-7.56960

-5.65130

-5.19070
-1.96480

-1.10040

-2.51970

-1.63230

Methyl a-D-Galf 4, C3-exo, 180°/+60°

X
3.65040
2.98950
2.61360
2.05090
2.12060
3.90050
4.79580
0.68980

O OT OO O O O

Y
5.80940
6.90820
4.69510
4.91950
6.44410
6.10730
5.41980
4.50040

Z

-3.01620
-3.61460
-3.10980
-4.51080
-4.66600
-1.99480
-3.71470
-4.64890
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1.83580
3.20350
2.42420
0.45950
2.66640
2.62630
1.72060
3.63660
2.65540
2.27350
1.69900
0.70370
2.95950
1.13480
1.60290
3.14790
2.45440
4.48390
5.11650
4.42200
3.09020
1.42000
5.01990
6.15130
4.91800
2.54950
-0.98660
-1.96650
-3.30870
-3.67890
-2.70430
-1.36220
-1.67780
-4.06650
-4.72660

4.86060
3.41410
2.42830
3.24640
4.39620
6.90080
6.39690
6.50340
8.32350
6.91250
5.30870
6.77160
8.62620
6.87920
6.63800
1.13800
0.02500
1.00970
-0.22240
-1.32920
-1.20430
0.13550
1.86950
-0.32010
-2.28910
-2.06500
2.92980
3.86190
3.51450
2.23920
1.30770
1.65120
4.85040
4.23800
1.97090

-2.36630
-2.92650
-2.43290
-5.09570
-5.23930
-6.02670
-7.13730
-6.17770
-6.00720
-8.36380
-7.18640
-7.01470
-6.87240
-4.48820
-9.49540
-2.34250
-1.86170
-2.73140
-2.63680
-2.15670
-1.76950
-1.56660
-3.10610
-2.93870
-2.08540
-1.39750
-5.15800
-4.80710
-4.87780
-5.29530
-5.64420
-5.57660
-4.48100
-4.60630
-5.34800
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-2.99190
-0.59480
2.23940
3.40950
3.96580
3.35970
2.19380
1.63510
3.87980
4.87210
3.79560
1.72200
0.73000
0.59030
1.34600
1.26900
5.85190
6.70760
5.57020
6.11120

I T T O O OO0 T TIT T IT T OOOOOOTITTIT

0.31570
0.93760
7.23700
7.99640
8.53910
8.32850
7.57200
7.02770
8.15910
9.12700
8.75360
7.40770
6.43850
5.97200
2.48230
2.59460
6.37820
5.92980
7.30070
6.60510

-5.96750
-5.84320
-10.69590
-10.61340
-11.76390
-12.99920
-13.08480
-11.93760
-9.65450
-11.69730
-13.89460
-14.04490
-11.99030
-9.51300
-5.40590
-2.11000
-3.66040
-4.16020
-4.17230
-2.62130

Methyl a-D-Galf 4, C3-exo, 180°/-60°

X
1.94830
2.55750
1.75810
1.68010
1.87910
0.95770
2.73260
0.40640
0.85610
2.90050
2.75920

O O I OO IT O O O 0 O

Y
7.73980
7.57620
6.31060
5.46680
6.48480
8.19760
8.51450
4.83290
6.20960
5.94930
4.90080

Z

-4.14420
-5.42950
-3.61830
-4.90070
-6.04320
-4.28800
-3.32510
-5.03050
-3.02080
-2.83740
-2.00290
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0.35740
2.46270
2.69940
2.19410
3.72150
2.68700
0.79520
2.74230
2.33040
3.31920
0.89350
0.13570
4.00360
4.01080
5.15190
6.29390
6.29730
5.15470
3.11720
5.14710
7.18210
7.19000
5.15730
-1.02150
-2.12190
-3.39030
-3.56730
-2.47300
-1.20350
-1.98080
-4.23920
-4.55720
-2.60980
-0.34370
-1.31060

3.48400
4.71300
5.99110
4.68230
5.80790
7.03710
4.82890
4.44890
3.85740
6.81840
6.80640
3.73090
4.60840
3.51120
5.39290
5.07970
3.98510
3.20090
2.91000
6.24180
5.68910
3.74270
2.34900
2.98560
3.84490
3.33170
1.96400
1.10480
1.61290
4.90780
4.00030
1.56810
0.04140
0.95840
3.98620

-5.09980
-4.88780
-7.22390
-7.80620
-6.87070
-8.19200
-8.11230
-8.72050
-7.10770
-8.88830
-6.39770
-8.51270
-1.25060
-0.38640
-1.38750
-0.66270
0.19720
0.33450
-0.29010
-2.05560
-0.76890
0.76000
1.00200
-5.30890
-5.35940
-5.58610
-5.76770
-5.72040
-5.49110
-5.23360
-5.63620
-5.95580
-5.86840
-5.46040
-8.72580
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-1.86260
-3.22420
-4.04060
-3.49320
-2.13210
-1.22790
-3.65040
-5.10390
-4.12870
-1.69580
0.67580
1.33970
1.72500
2.70690
3.27760
3.16460
1.67830

5.26200
5.45120
4.37110
3.09920
2.90670
6.09670
6.44000
4.52020
2.25720
1.92210
2.65510
2.77940
4.27820
9.90850
10.41620
10.09170
10.28120

-8.58650
-8.77540
-9.09890
-9.23580
-9.05190
-8.32700
-8.66550
-9.23880
-9.47760
-9.14500
-8.66220
-5.02880
-1.89650
-3.64800
-2.87390
-4.62190
-3.65130

Methyl a-D-Galf 4, C3-exo, 180°/180°

O I OO O IT OO0 IT O O O o 0

X
5.70810
4.85980
5.67480
4.36000
3.74290
5.26580
6.97790
3.42840
5.71350
6.75030
7.86300
3.70400
4.58160
2.98740

Y
3.82220
4.46840
2.33480
2.19680
3.60740
3.94860
4.34460
1.28100
1.68770
2.02410
1.48080

-0.03250
1.87900
4.02500

Z

-3.95520
-4.91170
-4.34830
-5.12550
-5.09350
-2.95610
-4.00310
-4.54200
-3.47760
-5.23530
-4.70890
-4.68700
-6.14180
-6.34410
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1.74060
3.66410
2.56830
2.13180
1.15360
1.12310
2.24170
3.06720
1.17360
8.90250
10.09940
8.71470
9.71620
10.90690
11.09740
10.23450
7.79110
9.56830
11.68600
12.02300
2.57360
1.34640
0.29670
0.46670
1.69040
2.74080
1.21180
-0.65640
-0.35580
1.82060
3.69110
1.69010
3.00530
3.45370
2.59640

3.18340
3.95990
5.37070
1.88960
3.07090
3.67610
5.72600
3.67830
0.94710
1.23310
0.63400
1.58210
1.33110
0.73220
0.38400
0.36880
2.04850
1.60280
0.53750
-0.08140
-0.90060
-0.37430
-1.22770
-2.60590
-3.13260
-2.28340
0.69560
-0.81830
-3.26930
-4.20390
-2.67770
-0.38060
-0.56210
-1.83150
-2.92300

-6.60000
-7.20320
-6.13180
-7.08910
-5.68870
-7.35290
-6.96810
-4.23060
-7.12170
-5.73980
-5.34090
-7.07960
-8.00790
-7.60630
-6.27160
-4.30130
-7.38960
-9.04520
-8.33260
-5.95830
-4.28550
-3.87560
-3.56720
-3.66360
-4.06760
-4.37920
-3.81600
-3.25870
-3.42770
-4.14880
-4.71080
-7.53320
-7.96560
-8.30270
-8.20510
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1.28350
0.83010
3.67380
4.47520
2.95210
0.61890
-0.18210
0.02010
4.76190
7.98610
7.10700
8.16490
6.53770
6.76230

I rT O O OO ITIT I IT ITO O

-2.74420
-1.47740
0.28390
-1.97070
-3.91370
-3.59410
-1.32590
1.17280
-0.43120
1.21740
5.62670
5.87750
6.38260
5.58520

-7.77670
-7.44520
-8.02800
-8.63200
-8.45890
-7.69220
-7.09770
-6.82320
-5.12040
-3.53300
-3.38220
-3.40650
-3.92660
-2.34480

Methyl a-D-Galf 4, O4-exo, +60°/+60°

X
-0.11900
-1.22530
-0.71910
-1.80800
-2.11450

0.62210

0.43650
-1.30480
-1.35870
-0.67140
-1.31320
-3.55120
-3.98630
-3.58160
-4.44040
-5.22780
-5.80220

O O OT OO O O O O o T Oo o O o0 O

Y
2.27560
3.03950
1.40050
2.29760
3.32590
2.96160
1.52450
3.02530
0.25640

-0.90800
2.38690
3.33730
1.99990
4.07210
3.82810
2.21850
1.14430

Z

-6.35740
-6.85280
-5.25340
-4.66370
-5.77460
-5.92230
-7.36650
-3.53250
-5.82180
-5.82190
-2.34210
-6.30920
-6.87330
-7.11620
-5.31340
-7.56880
-8.12790
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-1.91360
-0.77170
-7.08260
-7.62780
-8.83020
-9.49230
-8.95110
-7.75100
-7.11380
-9.25130
-10.42930
-9.46510
-7.32050
-1.41270
-2.65840
-3.30940
-2.72360
-1.48120
-0.82700
-3.12100
-4.27350
-3.23330
-1.02440
0.13820
-0.72040
-0.21910
0.23420
0.18550
-0.31560
-1.07470
-0.18070
0.62590
0.53830
-0.35320
0.01750

4.32300
3.22590
1.46940
2.75560
3.01200
1.99050
0.70780
0.44710
3.54670
4.00880
2.19360
-0.08710
-0.54470
-1.99730
-1.78820
-2.84010
-4.10190
-4.31340
-3.26540
-0.81430
-2.66930
-4.92040
-5.29420
-3.41650
2.67930
3.42740
4.72540
5.27360
4.52850
1.67010
3.00050
5.30900
6.28220
4.95300
1.09270

-5.37320
-1.24610
-8.80740
-8.78070
-9.42610
-10.10130
-10.13010
-9.48460
-8.25420
-9.40230
-10.60420
-10.65500
-9.49890
-6.50240
-7.09880
-7.72920
-7.76800
-7.17450
-6.54410
-7.07710
-8.18940
-8.26060
-7.20460
-6.08070
0.03850
1.09340
0.87190
-0.40660
-1.46550
0.19690
2.08720
1.69550
-0.57850
-2.45810
-4.51800
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-2.66390
-4.60220
-1.72070
0.41800
-5.31640
-4.14620
-3.24060
1.22920
1.69010
0.60880
2.00630

I T T O I T O O O I T

1.70550
3.13760
1.25400
-1.03250
0.03320
1.26040
1.61750
2.27570
1.55460
2.96650
2.83460

-4.35260
-4.65690
-2.20950
-5.31010
-8.07510
-6.08690
-7.56830
-8.29010
-8.96110
-8.86430
-7.76050

Methy! a-D-Galf 4, O4-exo, +60°/-60°

X
-0.56930
-0.97350
-1.73620
-2.95350
-2.36120
-0.47830

0.61490
-3.59930
-1.59480
-2.37040
-4.91400
-2.95260
-2.84960
-2.34940
-4.27250
-3.75050
-3.87780
-2.49490
-5.50820
-4.82440

O O I O OO0 I O O O O 0O o0 o 1T Oo o o oo

Y
2.30830
3.30880
1.32500
2.22860
3.55760
2.77620
1.72670
2.42370
0.44090

-0.66320
2.69110
4.12040
3.21920
4.99990
4.59240
2.10600
1.26680
4.31970
2.77400
0.15830

z

-3.29610
-4.23810
-3.27160
-3.48120
-4.02970
-2.30380
-3.67780
-2.21340
-4.38710
-4.38630
-2.23380
-5.32690
-6.54690
-5.56860
-5.11700
-6.38820
-7.42800
-3.25340
-0.88210
-7.14930
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-5.56130
-6.41480
-6.54150
-5.81440
-4.95880
-5.46970
-6.98010
-7.20450
-5.90620
-4.37680
-2.20040
-1.39160
-1.28610
-1.97840
-2.78240
-2.89680
-0.86120
-0.66820
-1.89720
-3.32920
-3.53050
-6.86220
-7.45850
-6.70710
-5.35790
-4.75620
-7.43400
-8.50730
-7.17330
-4.77530
-3.70980
-1.79960
-3.65560
-4.79660
-5.53890

0.09490
-0.97500
-1.98230
-1.91710
-0.85100

0.87770
-1.02350
-2.81860
-2.70380
-0.79710
-1.47230
-1.04710
-1.82430
-3.02780
-3.45440
-2.67830
-0.10900
-1.48830
-3.63020
-4.38510
-2.98940
3.10160
3.18390
2.93950
2.61270
2.52940

3.28850

3.43810

3.00340

2.42160

2.27390

0.76060

1.77170

3.90050

2.84390

-5.96400
-5.73590
-6.68810
-7.87290
-8.10360
-5.22570
-4.81420
-6.50530
-8.61040
-9.01260
-5.61460
-6.67130
-7.81590
-7.90830
-6.85500
-5.71260
-6.60000
-8.63840
-8.80430
-6.93160
-4.89420
-0.77370
0.47570
1.62240
1.51820
0.27040
-1.67210
0.55720
2.59750
2.41000
0.18720
-2.34550
-4.16410
-4.67670
-3.26800
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-3.12180
-3.27120
-1.83240
-3.13520
1.76320
2.63180
1.73620
1.81710

T T T O I T O O

-0.93470
1.41050
2.84770
3.77930
2.55510
1.94640
3.42950
2.87900

-3.47510
-8.46820
-6.67000
-7.43650
-3.46970

-3.70940

-4.12260

-2.42610

Methyl a-D-Galf 4, O4-exo, +60°/180°

X
-3.24670
-4.01430
-1.83390
-1.72810
-3.18940
-3.22480
-3.78010
-1.08930
-1.73390
-1.29170

0.26100
-3.62640
-3.32760
-4.70570
-3.06080
-4.01390
-4.04330
-3.32630

0.81410
-4.65100
-4.88420
-5.40050
-5.69450

O O OO0 O I OO0 O IT OO OO o0 0O o IT o Oooaoo

Y
2.70350
2.38800
2.20170
2.43260
2.53280
3.79600
2.08580
3.68530
0.79280
0.35620
3.69760
1.53310
0.05680
1.65110
1.91080
-0.39360
-1.71730
3.52910
5.02880
-2.05810
-1.08050
-1.44310
-2.77610

z
-8.42350
-7.26100
-8.10480
-6.59620
-6.10820
-8.55560
-9.53180
-6.30680
-8.31510
-9.51220
-6.30680
-5.02990
-5.26450
-4.91700
-3.77710
-6.43960
-6.65720
-5.67610
-5.96010
-7.96710
-8.93600
-10.17250
-10.44370
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-5.46600
-4.94030
-4.63270
-5.56600
-6.09590
-5.69070
-4.74300
-1.26630
-1.24090
-1.23000
-1.25950
-1.28470
-1.27810
-1.22920
-1.21530
-1.26650
-1.31240
-1.29940
2.20270
2.76330
1.94090
0.55680
-0.00870
2.83010
3.83950
2.37880
-0.08200
-1.08280
-1.06780
-1.16050
-2.11190
0.92530
-0.96010
-3.60520
-3.66950

-3.75190
-3.39520
-0.05070
-0.68510
-3.05650
-4.78940
-4.14520
-1.12520
-1.90610
-3.28980
-3.89950
-3.12290
-1.73870
-1.43050
-3.89160
-4.97950
-3.59690
-1.12440
5.17830
6.40520
7.48990
7.34540
6.11920
4.32810
6.51720
8.44750
8.18860
6.00570
2.72430
1.63080
1.72470
2.71730
1.09220
-2.52900
-0.50540

-9.47630
-8.24320
-8.73340
-10.92750
-11.40950
-9.68770
-7.48960
-9.57370
-8.41740
-8.51600
-9.76610
-10.92170
-10.82730
-7.44780
-7.61700
-9.84060
-11.89430
-11.71720
-5.92940
-5.60630
-5.31240
-5.34260
-5.66530
-6.15920
-5.58300
-5.06010
-5.11400
-5.68850
-8.66990
-6.13230
-3.77820
-6.56230
-10.41300
-5.86830
-4.39650
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-2.25680
-5.01500
-5.26340
-5.80880
-4.90390

-0.12430
2.64670
2.13920
2.48100
3.71930

-5.38810
-9.98270
-10.91190
-9.25200
-10.16700

Methyl a-D-Galf 4, O4-exo, -60°/+60°

C
0
C
C
C
H
0
0
0
C
C
C
C
H
0
0
C
H
C
C
C
C
C
C
C
I

X

0.18360
-0.60100
-0.83070
-2.10070
-1.86330

0.61980

1.16050
-2.27300
-1.09860
-0.45270
-2.82740
-2.91990
-2.64810
-3.89120
-3.01110
-3.77430
-3.72170
-1.82610
-2.97980
-4.92200
-5.94310
-7.04460
-7.13420
-6.11820
-5.01530
-5.87130

Y
2.53430
2.16940
2.60710
3.10150
2.83290
3.52890
1.59650
451670
1.29530
0.89530
4.93700
1.93870
1.76950
2.42230
0.68780
1.07270
0.79920
3.79220
6.41120
0.06550

-0.32970
-1.01690
-1.31160
-0.91920
-0.23390
-0.10250

z
-5.74110
-6.88480
-4.59600
-5.29210
-6.79240
-5.91380
-5.51100
-5.13010
-4.09840
-2.98370
-3.97260
-7.43060
-8.91430
-7.30300
-6.76270
-9.47740
-10.78850
-7.31790
-3.92140
-11.26770
-10.39960
-10.89230
-12.24980
-13.11740
-12.62860
-9.34590
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-7.83330
-7.99460
-6.18690
-4.21940
-0.77420
-1.61530
-1.88240
-1.31390
-0.47540
-0.20540
-2.05690
-2.53410
-1.52400
-0.03320
0.44430
-3.52990
-3.68990
-3.30150
-2.75300
-2.59090
-3.82670
-4.11630
-3.42630
-2.45130
-2.16490
-0.50580
-2.97060
-2.11960
-3.15440

0.28760
-2.78980
-1.74100
-2.54400

2.26150

2.99780

-1.32300
-1.84700
-1.14790
0.07600
-0.51060
-1.29590
-2.60880
-3.14410
-2.36390
-1.05160
-0.87890
-3.21500
-4.16840
-2.77940
-0.43570
6.97720
8.35200
9.16970
8.60990
7.23440
6.33110
8.78690
10.24280
9.24560
6.79920
3.25790
2.57980
0.31320
4.17670
1.61210
1.12420
1.18930
2.73990
1.65790
0.94080

-10.21720
-12.63120
-14.17310
-13.29180
-2.63400
-3.42700
-3.06330
-1.91090
-1.11880
-1.47870
-4.32010
-3.67910
-1.63010
-0.22250
-0.87250
-2.76870
-2.67690
-3.73500
-4.88540
-4.98160
-1.95410
-1.78220
-3.66290
-5.70770
-5.87380
-3.79030
-4.90480
-6.71610
-3.08840
-2.34910
-11.49480
-9.08460
-9.40210
-6.42260
-6.06750
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H
H

1.94600
2.69730

1.39030
2.66110

-7.43290
-6.42830

Methyl a-D-Galf 4, O4-exo, -60°/-60°

C
@)
C
C
C
H
@)
@)
@)
C
C
C
C
H
@)
@)
C
H
C
C
C
C
C
C
C
H
H
H
H

X
-0.72330
-0.98770
-1.69860
-1.76460
-1.24930

0.30980
-0.92920
-0.87460
-2.99930
-3.38720
-1.31050
-2.26020
-1.69910
-2.56640
-3.43130
-1.33900
-0.81060
-0.32420
-0.31970
-0.45500
-0.61730
-0.26140

0.25270

0.41320

0.06200
-1.01410
-0.38430

0.52890

0.81270

Y
0.22470
-0.29590
1.39500
1.94900
0.80270
0.60000
-0.74560
3.06200
0.90450
0.94290
4.26620
0.38120
-0.54190
1.29210
-0.15610
-1.78730
-2.73860
1.13020
5.34360
-3.95810
-4.01970
-5.17130

-6.26610
-6.20830
-5.05760
-3.16620
-5.21460
-7.16360
-7.05930

z

-3.13140
-4.44020
-2.99060
-4.41420
-5.31460
-3.09850
-2.18020
-4.58400
-2.66180
-1.37090
-4.15610
-6.38080
-7.44900
-6.90300
-5.78360
-6.82910
-7.60810
-5.79910
-4.39560
-6.83700
-5.45040
-4.76160
-5.45100
-6.83310
-7.52470
-4.92040
-3.68700
-4.91180
-7.36940
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0.18440
-4.71910
-5.42000
-6.66030
-7.20590
-6.50930
-5.26950
-4.99510
-7.20160
-8.17330
-6.93300
-4.71750
-0.64180

0.25550

1.47960

1.80460

0.90960
-1.59530

0.00260

2.17980

2.75610

1.16130
-1.37450
-2.77930
-3.14550
-2.39220
-2.72420
-0.64200
-0.82110
-2.45600
0.12960
-0.12190

0.21420

1.08000

-4.99900
0.31730
-0.26960
-0.84950
-0.84750
-0.26360
0.31670
-0.26970
-1.30360
-1.30080
-0.26180
0.77270
6.63900
7.67700
7.42800
6.13870
5.09670
6.81880
8.67920
8.23850
5.94540
4.09580
2.12960
2.25140
-0.81790
4.42460
1.44010
-2.60290
-0.09860
-0.72770
-1.70200
-2.35260
-2.29350
-1.19860

-8.59760
-1.17740
-2.23430
-2.00420
-0.72360
0.33140
0.10620
-3.22740
-2.82420
-0.54750
1.32740
0.91650
-3.98360
-4.18680
-4.80230
-5.21410
-5.01260
-3.50630
-3.86580
-4.96060
-5.69240
-5.33170
-2.26030
-4.65670
-5.13770
-3.63510
-0.48900
-8.80230
-7.92170
-8.21120
-2.07550
-1.24130
-2.98860
-1.87640
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Methyl a-D-Galf 4, O4-exo, -60°/180°

C
0
C
C
C
H
0
0
0
C
C
C
C
H
0
0
C
H
C
C
C
C
C
C
C
H
H
H
H
H
C
C

X
-1.89240
-2.41820
-1.74170
-2.90230
-3.34990
-2.63180
-0.69430
-4.02220
-0.53000

0.54990
-3.96600
-3.33890
-3.88790
-3.95770
-2.03110
-5.25080
-5.91540
-4.35460
-5.19460
-7.29300
-7.78210
-9.07400
-9.88310
-9.39880
-8.10800
-7.15310
-9.44990

-10.89010
-10.02740

-7.71960

1.74650

1.71150

Y
4.85860
3.52630
5.11720
4.32390
3.35800
5.55450
4.94200
5.16540
4.52960
5.32570
5.85850
1.89210
0.98010
1.78890
1.46760
1.37880
0.75440
3.64070
6.65320
1.28240
2.34220
2.80820
2.22090
1.16430
0.69650
2.79800
3.63000

2.58610

0.70690
-0.12260
4.56160
3.17750

Z
-6.75670
-6.83490
-5.25430
-4.64910
-5.76460
-7.17890
-7.42250
-4.33940
-4.77750
-4.63740
-3.18240
-5.35290
-6.44260
-4.45860
-4.99840
-6.67640
-7.66000
-6.08870
-2.94070
-7.83670
-7.06830
-7.27280
-8.24140
-9.00830
-8.80760
-6.31740
-6.67710
-8.39870
-9.76140
-9.39720
-4.20540

-4.01590
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2.85810 2.50460  -3.61600
4.04180 3.20580  -3.40420
4.07960 458500  -3.59270
2.93630 5.26140  -3.99250
0.79220 2.63450  -4.18030
2.82860 143250  -3.46990
4.93440 2.67800  -3.09270
4.99970 5.13080  -3.42830
2.95230 6.33200  -4.14310
-5.24840 7.45240  -1.79630
-6.37890 8.21070  -1.52990
-7.46280 8.17410  -2.40340
-7.41350 7.37850  -3.54450
-6.28360 6.61890  -3.81590
-4.40020 747100  -1.12590
-6.41640 8.82970  -0.64280
-8.34530 8.76570  -2.19470
-8.25630 7.34980  -4.22300
-6.24460 6.00090  -4.70100
-1.77200 6.17360  -5.00690
-2.57540 3.80780  -3.75100
-1.42600 1.78420  -5.68520
-3.00890 5.82010  -2.44120
0.52740 6.51990  -4.83240
-542930  -0.13720  -8.32280
-3.85940  -0.05780  -6.11230
-3.31330 1.07730  -7.36420
-0.81400 496170  -8.84830
0.18540 5.13480  -9.24050
-1.19450 4.00870  -9.22050
-1.47880 5.77080  -9.16420
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Methyl a-D-Galf 4, O4-exo, 180°/+60°

5183
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X
-0.57040
-1.62780
-0.89650
-1.78110
-1.88370

0.37820
-0.52860
-1.21840
-1.66250
-1.00240
-1.32520
-3.23520
-3.59480
-3.99230
-3.25990
-4.93230
-5.44450
-1.09900
-0.80280
-6.82980
-7.47330
-8.76910
-9.42850
-8.78980
-7.49460
-6.95950
-9.26510

-10.43930

-9.30180
-6.98720
-1.91180
-3.27180
-4.08260
-3.54350

Y
2.95410
3.72020
1.49170
1.61630
3.13020
3.24570
3.15670
1.01270
0.87370
0.13110

-0.32890
3.61160
2.91960
3.37650
5.02680
3.32170
2.80640
3.41540

-0.82930
3.27360
4.18880
4.59730
4.09610
3.18410
2.77460
4.57860

5.30700

4.41590
2.79370
2.06700

-0.41750

-0.09940

-0.63510

-1.48990

z
-7.51360
-6.92160
-7.15460
-5.90990
-5.65530
-7.03920
-8.87080
-4.74050
-8.18920
-9.09950
-4.62750
-5.14040
-3.83630
-5.89200
-5.00810
-3.49560
-2.36790
-4.94030
-3.33420
-2.10480
-2.94190
-2.65550
-1.53680
-0.70050
-0.98250
-3.80870
-3.30510
-1.31660
0.16950
-0.34110
-10.13620
-10.17170
-11.16330
-12.12050
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-2.18830
-1.37420
-3.68820
-5.13560
-4.17860
-1.76830
-0.32030
-0.76340
-0.29010
0.14290
0.10300
-0.36680
-1.10460
-0.25900
0.51060
0.43680
-0.40130
0.00400
-2.75320
-2.61260
-1.80100
0.19120
-4.83050
-2.91220
-3.56620
0.04140
0.09910
-0.58630
1.04490
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-1.80860
-1.27340
0.56550
-0.38600
-1.90710
-2.47330
-1.51260
-2.21030
-2.72080
-1.85550
-0.47860
0.03670
-2.87080
-3.79130
-2.25430
0.19350
1.10500
0.91470
1.17170
5.28960
-1.02110
-0.06890
2.04150
3.21400
1.83510
4.41020
4.40040
5.24130
4.52030

-12.08780
-11.10010
-9.42920
-11.18960
-12.89180
-12.83160
-11.06360
-3.12800
-1.92830
-0.92680
-1.12750
-2.32780
-3.91330
-1.77230
0.01020
-0.34760
-2.48410
-6.96570
-6.11830
-4.33910
-5.49940
-9.05690
-1.65340
-3.03630
-3.93150

-9.25940
-10.34530
-8.93240
-8.83820

Methyl a-D-Galf 4, O4-exo, 180°/-60°

X
C -1.99200
@) -3.33500

Y
5.19020
4.81220

z
-5.93050
-6.25640
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-1.29930
-2.44630
-3.71870
-2.01440
-1.39410
-2.34970
-0.78680
0.51620
-1.70420
-4.91920
-5.23280
-4.68430
-6.05370
-5.45760
-5.20910
-3.99230
-1.69290
-5.35370
-5.55180
-5.64360
-5.54440
-5.34970
-5.25150
-5.62010
-5.78890
-5.61300
-5.26400
-5.08480
0.89290
-0.04760
0.35220
1.68790
2.62730
2.23170
-1.08420

3.86590
3.00120
3.83590
5.84110
5.82010
2.77320
3.23820
3.42200
1.66370
3.05640
1.82390
2.71370
3.90560
2.24490
1.35310
4.32620
1.56320
1.93430
3.30240
3.80730
2.95130
1.58730
1.08000
3.96550
4.86880
3.34820
0.92270
0.02500
2.77530
2.13470
1.54740
1.59470
2.23330
2.82300
2.10110

-5.57370
-5.04210
-5.29480
-5.04340
-6.99400
-3.63240
-6.75180
-7.04720
-3.20960
-5.82290
-4.99440
-6.83360
-5.95660
-3.63340
-2.65940
-4.35280
-1.73140
-1.30290
-1.10340
0.18610
1.27910
1.08230
-0.20410
-1.95350
0.33940
2.28410
1.93200
-0.37080
-8.32880
-9.13970
10.33250
10.72120
-9.91560
-8.72390
-8.83790
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-0.37830
1.99680
3.66610
2.95080

-1.33270

-1.31820

-1.64900

-2.00080

-2.03130

-1.07700

-1.05010

-1.63870

-2.26700

-2.31760

-0.50480

-2.45150

-6.32040

-1.21110
1.28040

-4.88910

-4.42250

-6.13960

-1.82700

-1.21260

-2.87840

-1.68140
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1.05290
1.13500
2.27070
3.32280
0.34510
0.21090
1.29560
2.51270
2.64750
-0.48890
-0.73770
1.18960
3.35270
3.58750
3.99840
2.05000
4.20150
0.85880
4.03370
0.20470
1.09890
1.34890
7.16850
7.57390
7.20030
7.75730

-10.95960
-11.65160
-10.21740
-8.08960
-1.15210
0.22850
1.03630
0.46210
-0.91790
-1.79110
0.67540
2.11370
1.08940
-1.36520
-4.84490
-5.56790
-5.07570
-3.96720
-6.33500
-2.88180
-5.02320
-5.36960
-7.19680
-7.99720
-7.48890
-6.28640

Methyl a-D-Galf 4, O4-exo, 180°/180°

X
-2.15890
-2.80960
-2.50570
-2.83450
-2.63330

O O O O O

Y
1.11000
1.81250

-0.36990
-0.42720
1.01800

z

-8.84100
-7.77560
-8.60230
-7.10550
-6.60990
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-1.07300
-2.60510
-1.97210
-3.67530
-3.50620
-2.15660
-3.59760
-3.43120
-4.62110
-3.43240
-3.94740
-3.61570
-1.60250
-1.38850
-4.12460
-4.96110
-5.38040
-4.96520
-4.13300
-3.71650
-5.27020
-6.02320
-5.28580
-3.80180
-3.05880
-4.80040
-6.02180
-7.20660
-7.17990
-5.96420
-4.77800
-6.04080
-8.15140
-8.10560
-5.94250

1.25350

1.55880
-1.28670
-0.73860
-1.36480
-2.61460
1.50020
0.76910
1.37920
2.89390
-0.56640
-1.43470
1.11700
-3.41700
-2.80330
-3.08890
-4.39270
-5.41480
-5.13210
-3.83090
-2.29700
-4.61260
-6.43260
-5.92860
-3.59960
-1.66700
-1.25680
-1.55880
-2.27130
-2.68190
-2.37980
-0.70230
-1.23820
-2.50600
-3.23600

-8.73930
-10.06010
-6.35450
-9.33340
-10.51250
-6.51340
-5.53120
-4.20340
-5.89210
-5.29490
-4.32960
-3.35870
-6.23900
-5.53410
-3.61790
-4.69870
-4.92340
-4.07590
-2.99580
-2.76480
-5.36480
-5.76590
-4.25940
-2.34230
-1.93890
-11.17410
-10.63370
-11.29160
-12.48710
-13.02780
-12.37490
-9.70690
-10.87180
-12.99740
-13.95730
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-3.82710
-1.51020
-0.85300
-0.07190
0.05440
-0.60040
-2.13350
-0.95720
0.43530
0.65740
-0.51570
-1.68090
-3.86420
-2.51120
-2.89100
-2.42050
-2.95490
-3.99320
-2.38210
-2.07090
-2.42620
-2.42060
-0.97730

-2.69140
-4.80670
-5.59440
-4.99900
-3.61360
-2.82180
-5.25480
-6.67110
-5.61430
-3.15040
-1.74610
-1.02220
-0.75500
3.06640
-3.07220
-1.65280
-1.11910
1.30040
0.72880
2.82790
3.01810
3.61820
2.80020

-12.78470
-5.58230
-4.64990
-3.66360
-3.61380
-4.54600
-6.34330
-4.68430
-2.93110
-2.84360
-4.49990
-8.87070
-6.97940
-5.05710
-7.36030

-10.96610
-2.39190
-3.43550
-3.90690

-10.44790

-11.45790
-9.78080

-10.44150

Methyl a-D-Galf 4, C2-endo, +60°/+60°
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X
3.90410
3.40940
3.07220
3.69690
2.01100
1.61200
0.84120
1.06430

Y
3.24250
4.17820
2.49170
1.79570
1.80350
0.39150
0.04650
0.52230

Z
-0.90770
-1.16350
0.12850
0.68070
-0.73750
-0.31420
-1.01370
0.99400
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3.85630
4.80630
1.10610
3.99050
5.24270
2.42090
2.52460
2.74820
3.54910
3.15580
2.16520
0.80590
5.50740
3.04120
2.99090
2.30310
0.94380
0.34550
1.09730
2.45200
3.05350
4.16780
6.92380
7.33550
8.65060
9.56170
9.15490
7.83950
4.67350
2.26820
4.10940
2.81700
2.13120
0.89300
0.34270

2.30130
1.29460
241410
2.80260
3.49350
3.37110
1.80640
-0.61220
-0.34860
-0.72120
-1.86450
-0.35660
4.67320
3.62780
-2.91980
-4.14860
-4.15930
-5.33210
-6.49740
-6.49020
-5.32020
-2.85750
4.77650
5.94520
6.08180
5.05230
3.88540
3.74410
5.53510
4.56370
3.14460
4.94400
5.82100
6.32310
5.94690

-2.10730
-1.94090
-0.72080
-3.06860
-0.49840
1.05030
-2.08280
-0.34060
0.34880
-1.34170
0.07930
1.29970
0.10250
2.21910
0.16270
0.63540
0.95890
1.40000
1.52020
1.19840
0.75760
-0.12250
0.52690
1.17150
1.59100
1.36940
0.72850
0.30750
0.26950
3.07090
2.52450
4.29780
5.12530
4.73290
3.51090

5190



1.02640
0.36040
-0.70750
0.62800
3.03750
4.10470
6.61720
8.96610
10.58810
9.86280
7.52070
3.77980
2.56030
0.35780
-0.61950
0.60120
4.99290
5.76500
4.07320
5.31840
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5.07030
-3.25490
-5.33730
-7.41040
-7.39560
-5.30100
6.73590
6.98840
5.15880
3.08470
2.83860
4.54790
6.11430
7.00770
6.33740
4.77880
0.48150
-0.24340
-0.04420
1.09320

2.67910
0.86540
1.65040
1.86460
1.29180
0.50530
1.33890
2.09090
1.69740
0.55810

-0.18770

4.58970
6.07460
5.37870
3.20560
1.72990

-3.09930

-2.85210

-3.36660

-3.94610

Methyl a-D-Galf 4, C2-endo, +60°/-60°

X
3.83550
3.48980
2.90410
3.45960
1.89020
1.63440
0.85590
1.14210
3.68000
4.61820
0.93000
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Y
3.07470
4.09160
2.39340
1.73070
1.64780
0.18250
-0.18050
0.22820
2.24640
1.21700
2.16020

Z
-0.67920
-0.86060
0.32430
0.97130
-0.55300
-0.17980
-0.86270
1.15670
-1.95980
-1.97640
-0.47950
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3.76290
5.20290
2.21050
2.34350
2.78950
3.13160
2.45710
3.87350
0.86500
5.61060
2.54520
5.08290
4.70970
5.49110
3.76830
4.97430
6.13790
5.85130
6.87220
8.18050
8.47060
7.45470
5.27780
7.05140
7.56920
8.91010
9.74210
9.22910
7.88620
4.87380
1.80920
3.35040
2.02210
1.36290
0.48820

2.84740
3.08810
3.35920
1.77410
-0.78730
-0.79450
-1.79440
-0.41970
-0.65810
4.03800
3.46350
-0.93370
0.54190
-0.20610
0.04860
1.24620
-0.40240
0.49600
0.96670
0.54320
-0.35320
-0.82360
-1.74660
3.90560
4.67710
4.57420
3.70970
2.94250
3.03250
4.88630
4.55790
2.74150
4.74480
5.76150
6.59970

-2.86910
-0.27980
1.12630
-1.90950
-0.34640
-1.37740
-0.08390
0.52310
1.42010
0.58180
2.42620
0.25610
-3.22940
-3.12340
-3.48350
-4.02420
1.15760
2.18800
3.00260
2.79860
1.77370
0.95530
-0.62340
0.90490
1.94710
2.28730
1.58060
0.53950
0.20420
1.03460
3.10700
2.97260
4.47470
5.15010
4.46340
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0.27440
0.93130
4.83980
6.64520
8.97560
9.48990
7.66860
6.91140
9.30740
10.78880
9.87310
7.48160
2.70540
1.53060
-0.02530
-0.40390
0.76880

I r r T r T r T r T T I I IT T O O

6.41810
5.40070
0.83270
1.67220
0.91980
-0.67760
-1.51720
5.34480
5.16630
3.62960
2.26220
2.42320
4.08860
5.90230
7.39420
7.07060
5.26080

3.10000
2.42090
2.35500
3.79110
3.42890
1.60870
0.15380
2.48640
3.10160
1.84620
-0.00190
-0.59030
4.99580
6.21010
4.99020
2.56540
1.36230

Methyl a-D-Galf 4, C2-endo, +60°/180°

X
4.22820
3.69700
3.35370
3.96620
2.42450
2.05850
1.32840
1.46640
4.36300
5.37650
1.49490
4.53690
5.50040
2.57010

O OTxT T OO O T O O IT O I O

Y
3.31760
4.21450
2.52100
1.86470
1.76200
0.34310
-0.05140
0.50650
2.36690
1.44390
2.32710
2.87730
3.66690
3.36350

Z
-0.79990
-1.11480
0.16180
0.77440
-0.79100
-0.35140
-1.06580
0.93480
-1.98600
-1.73440
-0.88690
-2.93610
-0.26780
1.01180

5193
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3.08040
3.21820
2.97500
4.15690
3.37420
1.05120
5.62510
3.05700
4.34930
4.42820
3.53880
3.65600
4.65910
5.54710
5.43210
5.08350
6.98780
7.25330
8.51400
9.51660
9.25540
7.99480
4.72040
2.14680
4.11990
2.55910
1.74090
0.50560
0.09100
0.90780
2.76390
2.96570
4.74910
6.32800
6.11610

1.76010
-0.64680
-1.42670
-0.18190
-1.24970
-0.32530
4.86980

3.64850
-2.15890
-2.72120
-2.33940
-2.88440
-3.81010
-4.19260
-3.65080
-2.47530
5.08310

6.28440

6.52510
5.56760
4.36840
4.12290

5.67110
4.52420

3.23240
4.94260
5.76310
6.16970
5.75500
4.93520
-1.61730
-2.58630
-4.23250
-4.91150
-3.93880

-2.07120
-0.27330
0.44980
0.02260
-1.57100
1.19440
0.33140
2.23500
-1.69930
-3.07250
-4.08020
-5.35170
-5.62510
-4.62310
-3.35090
-0.78620
0.87450
1.53570
2.06190
1.93070
1.27380
0.74650
0.40860
3.01220
2.64160
4.27940
5.04200
4.54410
3.28170
2.51450
-3.86790
-6.13030
-6.61790
-4.83470
-2.56460

5194



6.46520
8.71610
10.50060
10.03440
7.78910
3.52100
2.06460
-0.13310
-0.86920
0.58770
5.78580
6.51930
4.94160
6.24250

Ir r T O T r I r* I T I T I T

7.01860
7.45690
5.75550
3.62370
3.19210
4.62020
6.08640
6.80990
6.07100
4.61300
0.71490
-0.01660
0.19930
1.38800

1.63140
2.57410
2.34140
1.17350
0.23830
4.65330
6.02290
5.13940
2.89480
1.53440
-2.89200
-2.56060
-3.35080
-3.62380

Methyl a-D-Galf 4, C2-endo, -60°/+60°

X
3.85400
3.44360
2.97530
3.51220
1.82460
1.24700
0.79570
2.29230
3.71640
4.58730
1.01590
3.87870
5.20010
2.53890
2.34850
0.16580
0.57740

T O OO OIT T O OH OoOIT OO TITOTITO

Y
3.42040
4.40670
2.69570
1.87710
2.19140
0.84700
0.98750
-0.11310
2.54170
1.45980
2.92690
3.07290
3.53880
3.62550
2.16080
0.40900
0.21990

Z
-0.95720
-1.16520
0.04720
0.51810
-0.83060
-0.41900
0.57020
-0.34450
-2.19770
-2.09310
-0.80350
-3.13980
-0.51680
1.04330
-2.17500
-1.38800
-2.37820

5195
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-0.62600
-0.37760
1.91580
5.63760
2.29630
-1.32800
-1.79250
-1.25420
-1.71870
-2.72030
-3.25910
-2.79700
-1.75070
7.05050
7.62870
8.94700
9.69580
9.12360
7.80420
4.95040
1.97030
2.34390
1.57840
1.27340
1.36190
1.75510
2.05750
-0.47740
-1.29950
-3.08080
-4.03790
-3.20650
7.03630
9.39130
10.72480

1.15580
-0.81620
-0.93790
4.74820
3.16290
-1.42830
-2.69520
-3.17460
-4.36610
-5.08360
-4.60860
-3.41880
-0.98120
4.70040
5.87600
5.87660
4.70360
3.53010
3.52460
5.74480
4.25620
1.98830
3.91180
4.90320
6.24390
6.59110
5.60230
-2.61690
-4.73530
-6.01230
-5.16580
-3.03930
6.78000
6.78910

4.70430

-1.46000
-0.85530
-0.01360
-0.10320
2.28620
-1.57820
-0.95650
0.24050
0.78140
0.13380
-1.05910
-1.60310
-2.62330
0.34720
0.83190
1.26350
1.21300
0.73000
0.29800
-0.10520
3.23440
2.57790
4.53010
5.45120
5.08500
3.79570
2.86920
0.74330
1.70850
0.55800
-1.56350
-2.52910
0.86620
1.63930
1.54990

5196
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9.70600
7.35850
1.51610
0.96760
1.12550
1.82730
2.36670
4.56100
5.34890
3.59810
4.75400

2.61870
2.61530
2.86720
4.63280
7.01750
7.63320
5.87030
0.59350
-0.14150
0.08550
1.15660

Methyl a-D-Galf 4, C2-endo,

T OIT T OO0 OO T T OO OIT O O TITOo T O

X
3.89310
3.38880
3.08990
3.70100
1.97970
1.49570
1.16590
2.58340
3.84010
4.81260
1.12190
3.95430
5.22120
2.58260
2.51730
0.27350

-0.55460
-0.03650
0.58890
2.35630

Y
3.22590
4.15520
2.46740
1.71450
1.83160
0.48610
0.68190
-0.42830
2.27090
1.28530
2.51020
2.75920
3.49700
3.38590
1.76170
-0.06620

0.64240
-1.00250
-0.30780
-1.17470

0.69030
-0.07790
4.80230
6.45360
5.80470
3.51220
1.86950
-3.22570
-3.07650
-3.30700
-4.14500

-60°/-60°

z
-1.02240
-1.28020
0.01770
0.50770
-0.82760
-0.29980
0.72830
-0.30040
-2.21120
-2.04710
-0.84370
-3.18320
-0.59390
0.99020
-2.16370
-1.01310
-0.94830
-0.54650
-2.39310
0.26750

5197
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5.54010
2.45560
-0.36420
0.06810
1.26560
1.63360
0.81350
-0.38120
-0.75510
-1.45160
6.94640
7.40940
8.71680
9.56950
9.11200
7.80410
4.76390
2.06070
2.64520
1.75210
1.38960
1.33820
1.64850
2.00700
1.89350
2.56000
1.10390
-1.01930
-1.68110
6.73700
9.07180
10.58990
9.77500
7.44740
1.79900

4.76440
2.96410
-0.85470
-1.00050
-0.44500
-0.59560
-1.30150
-1.85450
-1.70220
-1.18730
4.87530
6.12770
6.27660
5.17600
3.92650
3.77260
5.69120
4.06350
1.81760
3.74350
4.74310
6.06830
6.39160
5.39390
0.10710
-0.16180
-1.41960
-2.40290
-2.12510
6.97400
7.24830
5.29230
3.07130
2.80370
2.71100

-0.25130
2.26480
-3.15550
-4.57010
-5.02840
-6.35870
-7.23470
-6.78040
-5.45260
-2.72970
0.20910
0.61950
1.05870
1.09020
0.68170
0.24230
-0.31730
3.17870
2.60730
4.50300
5.39370
4.96860
3.65080
2.75430
-4.34460
-6.71280
-8.27110
-7.46130
-5.08750
0.59090
1.37660
1.43310
0.70590
-0.07540
4.82090

5198



1.14830
1.05750
1.61220
2.25280
4.85750
5.73730
3.96520
4.94440

T T T O I T I =T

4.49130
6.84870
7.42200
5.64360
0.34090
-0.27740
-0.28730
0.85260

Methyl a-D-Galf 4, C2-endo,

X
3.94920
3.46550
3.11170
3.70260
2.02120
1.54200
1.06730
2.65400
3.90570
4.85840
1.15820
4.04490
5.27300
2.58620
2.57320
0.53160
0.21950
0.95780

-0.60760
2.42020
5.61000
2.34670

-1.60540

O O O T OT T OO0 OO0 T T OO OoOIT O O TITOoNTITOo

Y
3.34720
4.29300
2.57360
1.80860
1.96490
0.58540
0.70450
-0.29650
2.43630
1.43000
2.63390
2.96020
3.58220
3.48440
1.94760
0.00250
-0.98990
-0.06860
0.88250
-1.02630
4.83470
3.02350
0.57660

6.41830
5.66470
3.32160
1.73250
-3.11430
-2.94960
-3.11750
-4.07870

-60°/180°
z
-1.03020
-1.26670
-0.02750
0.46840
-0.91440
-0.48870
0.49010
-0.39950
-2.25420
-2.11030
-0.91970
-3.20410
-0.56810
0.94380
-2.24870
-1.46770
-1.14070
-2.46730
-1.48350
0.18650
-0.18990
2.18740
-2.32560

5199
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-2.71540
-2.67220
-3.73350
-4.84010
-4.88580
-3.82720
-1.58780
7.00990
7.48960
8.79200
9.62310
9.14910
7.84600
4.85270
1.91850
2.47160
1.52360
1.12540
1.12300
1.51840
1.91400
-1.81280
-3.69740
-5.66620
-5.74580
-3.84990
6.83390
9.15990
10.63970
9.79530
7.47670
1.53240
0.81800
0.81410
1.51980

1.56300
2.68160
3.57680
3.36230
2.24890
1.35220
-0.40170
4.90750
6.14080
6.25420
5.13710
3.90640
3.78800
5.77770
4.10390
1.85960
3.75190
4.73220
6.06980
6.42500
5.44690
2.84710
4.44250
4.06200
2.08130
0.48410
7.00040
7.21130
5.22570
3.03830
2.83400
2.70990
4.45550
6.83500
7.46500

-2.27420
-1.43780
-1.42260
-2.23930
-3.07440
-3.09260
-3.04250
0.29660
0.74420
1.20790
1.22720
0.78190
0.31760
-0.24620
3.10960
2.49970
4.40230
5.29940
4.91210
3.62560
2.72310
-0.80430
-0.77390
-2.22520
-3.70990
-3.73690
0.72450
1.55440
1.58920
0.79660
-0.02900
4.69130
6.29960
5.61310
3.32570

S200



H 2.22540
C 4.92640
H 5.76280
H 4.00660
H 5.10070

5.72150
0.54410
-0.12690
-0.03610
1.10370

1.72580
-3.22590
-3.04300
-3.32130
-4.15100

Methyl a-D-Galf 4, C2-endo, 180°/+60°

X
4.17650
3.83860
3.35630
3.90870
2.08270
1.59050
2.37780
0.43420
3.79280
4.50910
1.28590
3.92910
5.57890
2.99660
2.40030
1.25780
0.47740
2.13060
0.77590
0.09620
6.13220
3.81380
0.32210

-0.16830
-0.14290
-0.61280

O o oo oo T o IT T 00 OO0 IT T oo oIT o oo IOo

Y
3.49920
4.49460
2.98710
2.20440
2.46270
1.13740
0.38550
0.77010
2.50310
1.31990
3.20450
2.87480
3.50500
4.00880
2.34000
1.26940
2.01410
1.53050

-0.02350
-0.05710
4.64370
4.21040
-0.12580
-1.49010
-2.52680
-3.78640

z
-0.90310
-1.18640
0.27770
0.79320
-0.39730
0.16510
0.03720
-0.57840
-1.99230
-1.79610
-0.30840
-3.01110
-0.66800
1.21280
-1.79720
1.64160
1.80080
2.23920
2.05720
-0.21190
-0.19930
2.26940
3.31800
3.63960
2.70290
3.05030

5201
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-1.10920
-1.13610
-0.66730
0.32310
7.58370
8.27930
9.63710
10.30790
9.61800
8.25870
5.50130
3.31880
4.82900
4.09980
3.67520
2.46780
1.68670
2.10890
0.24330
-0.59180
-1.47490
-1.52200
-0.68200
7.74530
10.17290
11.36770
10.13950
7.72070
5.03480
4.28340
2.13610
0.74820
1.50390
4.25260
4.92450

-4.01820
-2.98720
-1.72740
0.80620
4.49380
5.59380
5.49580
4.29910
3.20040
3.29370
5.66070
5.28140
3.57580
5.62670
6.62180
7.27650
6.93520
5.94140
-2.34710
-4.58760
-5.00150
-3.16660
-0.91860
6.51600
6.34970
4.22260
2.27010
2.44160
5.10990
6.88750
8.05250
7.44400
5.67610
0.32550
-0.50420

4.32990
5.26550
4.92240
4.09310
0.06020
0.56730
0.83320
0.59390
0.08940
-0.17730
-0.01500
3.16570
2.45000
4.27120
5.13920
4.90930
3.80890
2.93620
1.71010
2.32290
4.59790
6.26070
5.63990
0.75050
1.22720
0.80200
-0.09500
-0.56620
4.43780
5.99410
5.58760
3.63090
2.08160
-2.78730
-2.57970

5202



H
H

3.21790
4.45490

-0.01970
0.72030

-2.73700
-3.78810

Methyl a-D-Galf 4, C2-endo, 180°/-60°

O o oo oo oo o IT o IT T OO0 o0 o0oOT T OO OoOT o OoxToxTo

X
4.07640
3.66940
3.23180
3.83110
2.07550
1.72020
2.56800
0.57660
3.86000
4.67140
1.18880
4.02670
5.45380
2.69520
2.48030
1.47230
2.38740
1.09330
0.48680
0.41850
5.86490
3.36080
0.53970

-0.44580
-1.23230
-2.11750
-2.22450
-1.44250
-0.55420

Y
3.52010
4.50790
2.82210
2.06710
2.22670
0.78970
0.14680
0.44910
2.61660
1.48560
2.84960
3.10560
3.62020
3.72630
2.31470
0.60460
0.73840
-0.40100
1.56060
-0.49960
4.73990
3.88440
1.96930
3.03740
3.61450
4.63480
5.08000
4.50530
3.48890

z
-1.05160
-1.26050
0.01010
0.51290
-0.80390
-0.43700
-0.69970
-1.21610
-2.26100
-2.13230
-0.68670
-3.22410
-0.70900
0.98030
-2.18610
1.05080
1.62420
1.24300
1.48470
-1.13320
-0.07680
2.14490
2.76270
3.05980
2.06030
2.37950
3.69380
4.69130
4.37590

5203
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1.32190
7.30890
7.86560
9.21170
10.00920
9.45790
8.11100
5.12670
2.69670
4.37060
3.11720
2.51600
1.50110
1.08390
1.67410
-1.14190
-2.72170
-2.91270
-1.51790
0.07020
7.23440
9.63960
11.05980
10.07790
7.68050
3.90680
2.83670
1.03060
0.28870
1.34370
4.58240
5.30860
3.58210
4.82410

1.51660
4.69500
5.78700
5.78520
4.69290
3.60220
3.59950
5.66380
4.86960
3.27560
4.95590
5.86230
6.69430
6.61460
5.70180
3.27090
5.08550
5.87910
4.85810
3.04480
6.62770
6.63270
4.69140
2.75290
2.75340
4.30380
5.92030
7.40010
7.25440
5.63030
0.59110
-0.19930
0.15940
1.11090

3.57220
0.25510
0.92480
1.25980
0.92800
0.26150
-0.07520
0.18380
3.02900
2.41980
4.35730
5.21820
4.75360
3.42890
2.56750
1.04010
1.60270
3.93930
5.71160
5.13840
1.17770
1.77930
1.18990
0.00510
-0.59070
4.70430
6.25030
5.42640
3.07050
1.54220
-3.24080
-3.06490
-3.31640
-4.17340

5204



Methyl a-D-Galf 4, C2-endo, 180°/180°
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X
4.33510
3.93700
3.49430
4.05050
2.26970
1.68970
2.48080
0.66960
4.08140
4.87390
1.48330
4.24430
5.72020
3.05240
2.69910
1.03840
0.41320
0.40970
2.05240
0.37790
6.17760
3.85790
1.61430
2.71240
4.02140
5.01980
4.71850
3.41290
2.41190
0.44040
7.61690
8.22410

Y
3.51550
4.47150
2.97850
2.21100
2.41310
1.13590
0.38240
0.70770
2.45550
1.33700
3.17250
2.79990
3.63600
3.96840
2.18690
1.35830
0.49800
2.24900
1.49610

-0.17400
4.84060
4.22710
1.82500
1.96520
1.57680
1.74840
2.31150
2.69770
2.52160
1.99590
4.80030
5.98150

Z
-1.05490
-1.39090
0.10180
0.63520
-0.63000
-0.03480
0.04360
-0.93330
-2.12000
-1.84510
-0.65660
-3.14470
-0.76540
1.03480
-1.98680
1.32730
1.57140
1.31410
2.33840
-0.66930
-0.36660
2.08690
3.56780
4.55340
4.26330
5.21190
6.44820
6.74060
5.79840
3.82000
-0.01280
0.41900

S205



9.56580 5.98620 0.77140
10.30890 4.81100 0.69470
9.70740 3.63140 0.26520
8.36460 3.62240  -0.08760
5.48380 5.83150  -0.31230
3.18070 5.01660 3.14000
4.99800 3.82800 2.15690
3.94040 5.44710 4.22950
3.33450 6.13080 5.27150
1.96560 6.38310 5.23480
1.20510 5.95680 4.14990
1.80920 5.27780 3.10090
4.25620 1.15370 3.29810
6.03490 1.45050 4.98350
5.50140 2.45250 7.18280
3.17970 3.14350 7.69870
1.39660 2.82800 6.00730
7.63490 6.88630 0.47670
10.03260 6.90330 1.10660
11.35600 4.81440 0.97060
10.28490 2.71790 0.20670
7.89450 2.70770  -0.41810
4.99810 5.22550 4.25390
3.92430 6.45700 6.11810
1.49070 6.90830 6.05400
0.14010 6.14760 4.12470
1.21940 4.93380 2.26400
4.75400 0.30060  -2.81830
5.46450  -0.47470  -2.54010
3.74380  -0.11430  -2.82640
4.99760 0.68040  -3.81580

r r r OO r r r r r r r I I I I I I I I OOOOOOO OO O OO o

Methyl a-D-Galf 4, C1-exo, +60°/+60°

S206
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X
4.37890
4.18580
3.33020
3.70880
2.14510
1.33300
0.53810
0.77080
4.10200
4.71610
1.45860
4.40750
5.71750
2.93160
2.68460
2.13050
2.91370
2.57070
1.18030
0.25300
6.29200
3.55970
1.65950
7.66090
8.23340
9.51580

10.23090
9.66230
8.38100
5.73960
0.60800

-0.72490

-1.67310

-1.29810

Y
2.26780
3.26770
1.91440
1.14150
1.45840
0.28320
0.07740
0.73320
1.24140
0.03460
2.30000
1.56660
2.17670
3.04720
1.14920

-0.99110
-0.87690
-1.32950
-1.97320
0.00950
3.29680
3.25510
-3.19680
3.04410
1.76960
1.58070

2.65820
3.92930
4.12250
4.37430

-4.12800
-3.73270
-4.63960
-5.94200

z
-1.08090
-1.46650
-0.02990
0.63260
-0.88820
-0.34860
-1.07530
0.88060
-2.17520
-1.84260
-0.99970
-3.17270
-0.60930
0.74830
-2.18720
-0.15560
0.59230
-1.08950
0.31020
1.25590
-0.12210
1.92260
0.58490
0.38700
0.36950
0.86670
1.38190
1.40120
0.90630
-0.10750
1.06810
1.20720
1.66160
1.97910

5207



0.02950
0.97970
2.82730
3.06660
2.03260
1.60800
2.21230
3.24440
3.67030
4.42810
7.67510
9.95740
11.23060
10.21770
7.92610
-1.01580
-2.70490
-2.03960
0.32210
2.01380
1.56570
0.80590
1.87970
3.71580
4.47130
4.68790
5.21300
3.66230
5.19520

I r r O r r r r r r r I * I T I T I I O O O OOCOO OO O

-6.33900
-5.43580
-3.49200
4.46990
5.25260
6.38260
6.73810
5.96090
4.83000
2.52630
0.93480
0.59270
2.50750
4.76690
5.10340
-2.72200
-4.33070
-6.64700
-7.35140
-5.73150
4.97630
6.98680
7.62070
6.23780
4.21830
-0.93410
-1.81150
-1.20700
-0.54910

1.84180
1.38790
0.44520
2.61540
2.09560
2.78140
3.98400
4.50350
3.82240
2.34980
-0.02850
0.85370
1.76950
1.80280
0.91730
0.96000
1.76830
2.33310
2.08840
1.27650
1.16150
2.37760
451570
5.43760
4.21390
-2.89050
-2.52000
-3.14990
-3.78030

Methyl a-D-Galf 4, C1-exo, +60°/-60°

X
C 4.32220
H 4.29870

Y
2.40590
3.45120

z
-1.00300
-1.30860

5208



O o o0 o0 oo oo oo T 1T T 0o 000 ITO0 IT IT O OO0 O IT T OO OoOIT OO  orTo

3.21470
3.53860
2.03960
1.35810
0.52020
0.87560
3.94750
4.54070
1.27200
4.21770
5.62420
2.82510
2.53060
2.18000
2.52000
1.56190
3.31180
0.36160
6.29370
3.17460
4.31840
4.44810
4.96850
3.40690
4.92470
7.62490
8.16660
9.41760
10.12640
9.58480
8.34000
5.84480
5.47210
5.45300
6.55830

2.15050
1.43540
1.63590
0.36240
0.16210
0.70590
1.51710
0.26440
2.41050
1.95860
2.06230
3.36390
1.46410
-0.91300
-1.14210
-1.74160
-0.77690
-0.03220
2.95440
3.52600
-1.65020
-0.54790
-1.47560
-0.76770
-0.04970
2.44200
1.28210
0.84020
1.54210
2.69410
3.14750
4.03700
-1.34990
-0.29300
-0.05090

0.02000
0.76160
-0.82070
-0.30530
-0.98530
0.99070
-2.19460
-2.05720
-0.85000
-3.15730
-0.53840
0.67810
-2.15890
-0.30690
-1.31280
0.04670
0.56900
1.34140
0.21480
1.96820
0.41620
-3.22610
-3.00190
-3.47430
-4.07600
0.61870
0.06100
0.46540
1.43500
1.99960
1.58840
0.52110
1.30290
2.21590
3.02040

S209



7.68420
7.70700
6.60680
4.27470
2.76280
2.10980
1.74930
2.03790
2.68960
3.05120
3.75290
7.60600
9.83370
11.09830
10.13340
7.90760
4.58580
6.54160
8.54800
8.58600
6.61430
1.88840
1.24370
1.75590
2.91530
3.55840

I * r* T * T I T* I I I I T I T O O O O O OO OO O O

-0.86040
-1.91600
-2.15960
-2.58140
4.85020
5.79620
7.02380
7.31410
6.37380
5.14620
2.68240
0.72820
-0.06100
1.18870
3.23710
4.04120
0.34370
0.77730
-0.66250
-2.54220
-2.97370
5.57070
7.75480
8.27250
6.59900
4.40800

2.92340
2.01600
1.20780
-0.36030
2.49720
1.70320
2.24260
3.57290
4.36680
3.83140
2.61770
-0.67740
0.03480
1.75600
2.75840
2.01720
2.29920
3.71670
3.54480
1.93350
0.49620
0.67030
1.62490
3.99060
5.40110
4.43710

Methyl a-D-Galf 4, C1-exo, +60°/180°

X
4.68740
4.59690
3.48190
3.72100
2.41780

O I O I O

Y
2.54220
3.58090
2.16430
1.32070
1.83800

z
-1.04890
-1.36260
-0.19500
0.44760
-1.24840

$210
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1.49870
0.73490
0.91040
4.53310
5.06460
1.78910
4.98050
5.93680
3.02460
3.12790
2.17760
1.59640
3.19660
2.19190
0.17100
6.48960
3.48870
2.75130
7.74770
8.25260
9.43000
10.10710
9.60540
8.42930
6.00120
2.71500
2.12190
2.11900
2.70730
3.29970
3.30330
3.23570
2.95530
2.05170
1.58490

0.66590
0.59340
1.02920
1.63370
0.37620
2.71990
2.04440
2.33690
3.25520
1.59950
-0.69660
-1.32740
-0.63330
-1.30310
0.43540
3.38290
3.34300
-2.51660
3.00820
1.70580
1.40070
2.38910
3.68760
3.99700
4.49100
-3.05810
-2.35720
-2.89880
-4.13840
-4.83900
-4.30140
-3.09650
4.52910
5.41060
6.51000

-0.89910
-1.68010
0.34800
-2.26540
-1.98530
-1.38730
-3.17340
-0.40050
0.61080
-2.47620
-0.77970
-0.10580
-0.40220
-2.08500
0.52830
0.24940
1.87240
-2.17760
0.93780
0.89950
1.56880
2.27750
2.31810
1.65100
0.26260
-3.56080
-4.61380
-5.89230
-6.12700
-5.07970
-3.80050
-1.22780
2.58520
1.98640
2.69400

5211



2.01650
2.91820
3.38620
4.25700
7.72360
9.81920
11.02450
10.13080
8.02690
1.67030
1.65900
2.70490
3.75820
3.76130
1.71890
0.88450
1.65140
3.25540
4.08750
5.26840
5.62070
4.34000
6.02260

r r r O r r r r r r r T r I T I I I I O OOO

6.73630
5.86020
4.75990
2.54060
0.94000
0.39110
2.14760
4.45600
5.00030
-1.39310
-2.35350
-4.55770
-5.80250
-4.83460
5.23460
7.19130
7.59530
6.03630
4.07250
-0.42930
-1.39820
-0.55870
0.02510

3.99790
4.59690
3.89360
2.35600
0.35120
1.53900
2.79930
2.87050
1.67660
-4.43050
-6.70640
-7.12520
-5.26140
-2.97880
0.97390
2.22830
4.54670
5.61020
4.34600
-3.14690
-2.80060
-3.70400
-3.79640

Methyl a-D-Galf 4, C1-exo, -60°/+60°

X
4.45420
4.20800
3.40590
3.78490
2.25290
1.41670
0.92300
2.26300

O xT OO T O I O

Y
2.10680
3.08350
1.70550
0.91240
1.23300
0.11630
0.53870
-0.95960

Z
-1.12060
-1.53510
-0.08890
0.54930
-0.97410
-0.37210
0.51330
0.00890

S212
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4.26140
4.94900
1.58750
4.56370
5.78760
2.94490
2.85360
0.35110
0.79840
-0.29640
-0.42700
1.70890
6.27030
3.56750
-1.38460
7.64540
8.32010
9.60440
10.21940
9.54870
8.26570
5.63940
-2.09570
-1.75690
-2.44770
-3.47770
-3.81800
-3.12990
-1.62860
3.01390
1.96220
1.48280
2.04890
3.09860
3.58000

1.03420
-0.11720
2.07920
1.34840
2.10890
2.79650
0.84900
-0.34300
-0.79180
0.48300
-1.33670
-1.65430
3.26540
3.02040
-1.96620
3.11340
1.89010
1.79590
2.91690
4.13690
4.23570
4.29930
-2.99460
-3.26310
-4.23740
-4.94680
-4.68140
-3.70910
-1.70880
4.19610
4.95430
6.04960
6.39420
5.64160
4.54610

-2.19110
-1.81380
-1.16680
-3.19410
-0.62590
0.71340
-2.22580
-1.34770
-2.23310
-1.64500
-0.64950
0.38660
-0.12610
1.88930
-1.34910
0.40590
0.37620
0.89530
1.44560
1.47750
0.95980
-0.11690
-0.54720
0.78160
1.48990
0.87880
-0.44510
-1.15620
-2.50860
2.60330
2.08250
2.78820
4.01230
4.53300
3.83140

S213



4.47520
7.83990
10.12550
11.22070
10.02620
7.73240
-0.95770
-2.18260
-4.01460
-4.61880
-3.38420
1.52560
0.66790
1.67330
3.54030
4.39560
4.86650
5.51190
3.84290
5.21520

Ir r r O r r r r r r r* r* * T T I T I I O

2.33260
1.02110
0.84760
2.83980
5.00840
5.17610
-2.71210
-4.44370
-5.70590
-5.23240
-3.49400
4.68760
6.63560
7.24960
5.91010
3.95420
-1.17220
-1.97090
-1.54160
-0.83090

2.30060
-0.04920
0.87170
1.85040
1.90650
0.98020
1.25580
2.51880
1.43360
-0.92120
-2.18490
1.13120
2.38300
4.55980
5.48390
4.22320
-2.76990
-2.41130
-2.85810
-3.75020

Methyl a-D-Galf 4, C1-exo, -60°/-60°

X
4.46100
4.39060
3.28860
3.50300
2.15100
1.12310
0.78080
1.75790
4.20270
4.70160
1.62790

T O OO T O O IT O I O

Y
2.23000
3.23650
1.97000
1.12610
1.66870
0.68930
1.13800
-0.55740
1.20830
-0.03190
2.60220

Z
-1.10360
-1.51330
-0.16660
0.48370
-1.14440
-0.58940
0.35370
-0.34150
-2.20920
-1.81270
-1.37010

S214
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4.61850
5.73740
2.92250
2.79200
-0.12700
-0.62040
-0.82530
0.23700
1.17920
6.34400
3.47740
-0.74950
7.63600
8.12710
9.33860
10.06320
9.57540
8.36570
5.87410
-0.22860
1.13650
1.58680
0.68170
-0.67910
-1.13420
-1.92630
3.04200
2.16030
1.78760
2.29180
3.17220
3.54680
4.24340
7.56150
9.71740

1.49090
2.03570
3.10790
1.21600
0.54210
1.50870
-0.14550
0.02720
-1.09080
3.10640
3.23520
-0.24280
2.74950
1.44130
1.15390
2.16580
3.47010
3.76190
4.22270
-0.71260
-0.67620
-1.11680
-1.59790
-1.63400
-1.18970
-0.11370
4.47480
5.38230
6.53200
6.78250
5.88080
4.73070
2.42310
0.65750
0.14000

-3.18080
-0.50570
0.62000
-2.35090
-1.43960
-1.55950
-0.95960
-2.72880
0.21690
0.04650
1.84300
-3.59060
0.68000
0.67280
1.28700
1.91050
1.92020
1.30730
0.02330
-4.90090
-5.19840
-6.43560
-7.37770
-7.08370
-5.85020
-3.32080
2.53050
1.93780
2.62100
3.89410
4.48650
3.80750
2.31230
0.19060
1.28060

5215



11.00710
10.13780
7.97440
1.83310
2.64410
1.03580
-1.38310
-2.18860
1.77240
1.10470
1.99990
3.56590
4.23110
4.52450
5.05670
3.46770
4.94410

r r r OO r r r r r r r I I I I I T

1.93800
4.25690
4.76980
-0.29590
-1.08480
-1.94300
-2.00760
-1.21110
5.18820
7.23380
7.68050
6.07590
4.02300
-1.05610
-1.93210
-1.29680
-0.74680

2.38960

2.40610
1.30960
-4.46530
-6.66550
-8.34090
-7.81600
-5.61050
0.94860
2.16000
4.42390
5.47560
4.25490
-2.78890
-2.42430
-2.91590
-3.75210

Methyl a-D-Galf 4, C1-exo, -60°/180°

X
4.02180
3.76410
3.06970
3.48470
1.82090
1.00450
0.65040
1.82820
3.69060
4.38080
1.17310
3.89980
5.39820
2.72170

O OTxT T OO O T O O IT O I O

Y
2.02390
2.99330
1.69580
0.91360
1.23690
0.17680
0.63440

-0.94800
0.92190
-0.23760
2.10090
1.19210
1.99970
2.83100

Z
-0.95290
-1.37760
0.19130
0.82080
-0.55910
0.16140
1.09280
0.43680
-1.95790
-1.60980
-0.72220
-2.99700
-0.59490
0.99050

S216
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2.28230
-0.19770
-0.75170

0.11760
-1.03990

1.39480

5.96650

3.46730
-2.13170

7.38820

8.02620

9.35880
10.05850

9.42450
8.09350

5.37110
-2.89990
-2.46910
-3.21640
-4.39440
-4.82650
-4.08190
-2.44100
3.00980

1.91180

1.52420
2.22890
3.32480
3.71460
4.40120
7.48040
9.85170
11.09740
9.96790
7.58810

0.78040
-0.27460
-1.04710
-0.66580
0.87690
-1.49140
3.15930
3.08660
0.71950
2.98380
1.74280
1.62800
2.74610
3.98380
4.10320
4.21360
1.98140
3.18440
4.34100
4.30410
3.10700
1.94940
-0.34210
4.30050
5.04920
6.17980
6.56980
5.82680
4.69570
2.39630
0.87640
0.66610
2.65300
4.85300
5.05760

-1.84520
-0.65760
-0.12290
-1.62400
-0.84660
1.10620
-0.20530
2.08470
-1.60980
0.17610
0.10520
0.47760
0.92270
0.99580
0.62390
-0.17430
-1.76810
-1.20240
-1.38040
-2.12100
-2.68590
-2.51110
-2.10810
2.80330
2.37180
3.07820
4.21360
4.64480
3.94260
2.42810
-0.23880
0.42160
1.21330
1.34310
0.67730

S217



-1.55400
-2.87960
-4.97530
-5.74240
-4.40600
1.36750
0.67290
1.92490
3.87420
4.56450
4.17360
4.83060
3.13680
4.42990

Ir r T O T r I r* I T I T I T

3.21210
5.27150
5.20760
3.07760
1.01380
4.74710
6.75790
7.45270
6.13040
4.11060
-1.31890
-2.12520
-1.65980
-1.01860

-0.62870
-0.94200
-2.25810
-3.26190
-2.94570
1.48900
2.74270
4.76160
5.52650
4.26560
-2.51660
-2.19810
-2.48860
-3.53800

Methyl a-D-Galf 4, C1-exo, 180°/+60°

X
4.35030
4.23220
3.23470
3.54710
2.06790
1.29390
1.98040
0.27250
4.05850
4.53650
1.37990
4.45670
5.65770
2.84170
2.64780
0.69300

-0.01120

T O OO OIT T O OH OoOIT OO TITOTITO

Y
2.23260
3.24900
1.90690
1.08980
1.51960
0.29870
-0.55420
0.05010
1.24400
-0.01540
2.36200
1.53950
2.05330
3.02430
1.28690
0.54220
1.37460

Z
-1.11030
-1.48190
-0.12120
0.52550
-1.03890
-0.56350
-0.51050
-1.52270
-2.23440
-1.86430
-1.13700
-3.20850
-0.58050
0.68150
-2.33710
0.81020
0.78610

5218
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1.45460
-0.00800
-0.23690

6.26530

3.43330
-0.67140
7.60140
8.13190
9.38610
10.11430
9.58720
8.33470

5.76220
-1.35770
-1.28850
-1.94540
-2.67280
-2.74400
-2.08870
-0.69240
2.94860
1.97470
1.55430
2.10240
3.07440
3.49660
4.26030
7.56380
9.79560
11.09170
10.15250
7.91280
-0.72280
-1.88990
-3.18360

0.73850
-0.66760
-0.71490
3.12630
3.17220
-0.66980
2.79140
1.50110
1.23500
2.25030
3.53670
3.80730
4.22720
-1.95980
-3.03310
-4.22090
-4.34410
-3.27620
-2.08800
0.28680
4.37370
5.21850
6.33260
6.60970
5.77030
4.65550
2.39930
0.71440
0.23510
2.03920
4.32600
4.80110
-2.93770
-5.05090
-5.27170

1.56410
1.15830
-1.22590
-0.03100
1.88680
2.32670
0.51620
0.43660
0.96900
1.58270
1.66470
1.13350
0.00490
2.59160
1.69960
1.99240
3.17280
4.06350
3.77480
3.07120
2.60560
2.06700
2.78070
4.02990
4.56830
3.85920
2.31640
-0.03830
0.90650
1.99780
2.14300
1.19210
0.78410
1.29990
3.39860

$219



-3.30920
-2.13530
1.55130
0.79910
1.77270
3.50160
4.25090
4.34710
4.83040
3.28510
4.80980

I T r O I I I I I I T

-3.37130
-1.25140
5.00290
6.98550
7.47980
5.98610
3.99560
-1.01520
-1.91870
-1.20830
-0.70660

4.98160

4.45830
1.09700
2.36250
4.58360
5.53900
4.26490
-2.86510
-2.50020
-3.02950
-3.80800

Methyl a-D-Galf 4, C1-exo, 180°/-60°

X
4.08450
3.94760
2.96700
3.29990
1.82320
1.08890
1.78370
0.00820
3.82930
4.33160
1.10280
4.23280
5.38890
2.53220
2.42000
0.61250
1.45040

-0.01510
-0.16730
-0.38660

T OIT T OO0 OO T T OO OIT O O TITOo T O

Y
2.22280
3.24290
1.85470
1.04970
1.43710
0.17000
-0.67400
0.01180
1.25060
-0.00550
2.25130
1.57440
2.06470
2.96110
1.26590
0.21990
0.21480
-0.64670
1.41490
-0.85860

z
-1.08570
-1.44000
-0.11450
0.53630
-1.04790
-0.62330
-0.70040
-1.53850
-2.23250
-1.88130
-1.12650
-3.19540
-0.54020
0.68160
-2.35080
0.81860
1.51290
1.03520
1.01100
-1.40390

$220
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5.95940
3.06940
-0.17980
7.29570
7.85720
9.11010
9.80640
9.24850
7.99700
5.42670
-0.91180
-1.39980
-2.04950
-2.21810
-1.73350
-1.08050
0.36390
2.54930
1.82680
1.36520
1.61050
2.32510
2.79920
3.86950
7.31390
9.54350
10.78310
9.78900
7.55110
-1.26130
-2.42120
-2.72110
-1.85550
-0.68570
1.62780

3.13970
3.11520
1.95780
2.82710
1.55090
1.30560
2.32790
3.60030
3.85000
4.22580
3.24710
3.85810
5.08170
5.69750
5.08960
3.86950
1.44730
4.32390
5.30180
6.42250
6.56780
5.59210
4.47550
2.34130
0.75880
0.31640
2.13310
4.39510
4.83270
3.38030
5.55730
6.65420
5.57290
3.39390
5.18180

0.04410
1.91120
2.23880
0.60410
0.51190
1.05720
1.69570
1.79020
1.24670
0.09810
2.28300
1.12570
1.21100
2.44770
3.60210
3.52070
3.19590
2.59090
1.90330
2.57750
3.93910
4.62870
3.95590
2.38730
0.01750
0.98530
2.12060
2.28780
1.31490
0.16680
0.31260
2.51080
4.56260
4.40750
0.84900

5221



0.80220
1.23900
2.51140
3.35630
4.18540
4.68120
3.13150
4.66000

T T T O I T I =T

7.17630
7.43830
5.70240
3.71040
-0.98680
-1.88750
-1.20000
-0.64750

2.04370
4.46490
5.68920
4.47900
-2.90690
-2.55180
-3.09820
-3.83320

Methyl a-D-Galf 4, C1-exo, 180°/180°

X
4.55370
4.42080
3.48340
3.79150
2.26040
1.36480
1.96980
0.39190
4.19850
4.68030
1.65530
4.55630
5.88710
3.15740
2.78640
0.61410

-0.18990
0.17620
1.50820

-0.09320
6.55920
3.87380
1.00690

O O O T OT T OO0 OO0 T T OO OoOIT O O TITOoNTITOo

Y
2.31480
3.33020
1.99660
1.14040
1.69180
0.56550
-0.33320
0.34620
1.32300
0.05940
2.59660
1.60620
2.12970
3.08070
1.37500
0.93290
0.21370
1.92740
0.89220
-0.46250
3.21330
3.19200
1.34850

z
-1.21690
-1.58620
-0.17410
0.42170
-1.05110
-0.54700
-0.38640
-1.56540
-2.31770
-1.96240
-1.15390
-3.31120
-0.76470
0.70030
-2.35500
0.73000
0.89400
0.64450
1.85670
-1.35930
-0.32440
1.83920
3.01940

S222
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7.90700
8.36510
9.63170
10.44520
9.99050
8.72540
6.10540
1.98370
3.19820
4.08810
3.77380
2.56190
1.66740
-0.12510
3.26630
1.99310
1.43480
2.14560
3.41810
3.97620
4.88620
7.73100
9.98450
11.43230
10.62200
8.35880
3.44740
5.03110
4.47460
2.32080
0.72840
1.43840
0.44300
1.70590
3.96800

2.86310
1.54360
1.26330
2.29420
3.61010
3.89430
4.33550
1.28980
0.61180
0.60180
1.27170
1.94750
1.95310
1.77100
4.13920
4.67820
5.50440
5.80200
5.27190
4.44030
2.56180
0.74530
0.24040
2.07230
4.41190
4.91120
0.10540
0.07880
1.27030
2.47630
2.48360
4.43430
5.91130
6.44370
5.49860

0.18460
0.21860
0.71340
1.17540
1.14370
0.65070
-0.35250
4.13280
4.01760
5.08260
6.26100
6.37860
5.32030
3.12330
2.80080
2.60290
3.56810
4.72720
4.92260
3.96470
2.04470
-0.13830
0.73990
1.56110
1.50380
0.62260
3.09700
4.99020
7.08640
7.29160
5.39310
1.70870
3.41960
5.48040
5.82670

S223



H 4.95470
C 4.43930
H 4.92170
H 3.36900
H 4.87170

4.00540
-0.94060
-1.85050
-1.11810
-0.64260

Phenyl B-D-Galf 5, gg

X
-2.51630
-2.13640
-0.98630
-3.27990
-4.58110
-5.60700
-5.34000
-4.04370
-3.01680
-4.78230
-6.61350
-6.14080
-3.83470
-2.00330
-1.56570
-0.89790
-1.75510
-0.75470
-1.75470
-1.51860
-1.62800
-0.64010
-0.55600
-2.76130
-0.53220

0.35620

I T T O OO OO O 0O O o T T IT IT IT OO OoOOoOoOonoo o o

Y
1.99850
2.94910
3.29090
3.46960
2.99640
3.45720
4.38390
4.85680
4.40350
2.26060
3.08590
4.73360
5.57170
4.75060
0.01300

-1.42020
-1.23470
-1.27540
-0.23880
1.07800
0.88990
-0.21890
-0.56600
-0.60850
1.46930
0.16080

4.11180
-2.95130
-2.60120
-3.07610
-3.91200

z
-0.36630
-1.25890
-1.40850
-2.04300
-1.85660
-2.66970
-3.67300
-3.86140
-3.04820
-1.09250
-2.52740
-4.31230
-4.64650
-3.19320
-2.02870
1.25740
3.87000
-0.14390
-0.63340
0.09730
1.60610
1.98600
3.45530
-0.45630
-0.14940
1.71950

S224



O I T T T T OO OO0 o0 O T T IT T T OO0 000 o0 IT T O I OIT T O O o

-2.66580
-1.83920
-2.94740

0.29330
-0.41360
-1.06690

0.27210
-0.10800
-1.30560
-3.53810
-3.73270
-2.41280
-1.16310
-0.99560
-2.07150
-3.31850
-3.48900
-0.33440
-0.02760
-1.93980
-4.15690
-4.45470
-3.11580
-0.96370
-3.32450
-4.50440
-5.48300
-5.27900
-4.09930
-2.55650
-4.66210
-6.40370
-6.03980
-3.93840
-0.37140

0.04000
-1.57270
0.54780
-1.22840
0.34200
-2.49050
-0.97290
-3.47860
1.81300
1.24810
-0.42310
0.74140
1.27920
1.99100
2.17450
1.63980
0.92340
1.15240
2.41030
2.73830
1.78830
0.51500
-2.26180
-1.33400
-2.69700
-3.34340
-3.55810
-3.12510
-2.47850
-2.52430
-3.68010
-4.06240
-3.29140
-2.13970
-4.52870

-2.82160
5.16270
1.99560
3.62430
4.04250
-0.74590

-0.38980

-0.79350
2.10080
1.68850
-2.49130

-4.10210

-4.41860

-5.59830

-6.46180

-6.14840

-4.97380

-3.73820

-5.84020

-7.37670

-6.81630

-4.71070
5.48420
5.96940
6.79450
7.13390
6.16670
4.85960
4.51560
7.53600
8.15050
6.43170
4.10780
3.50250

-1.66960

$225



0.53500
1.70690
1.95690
1.05250
-1.28210
0.32650
2.41360
2.85930
1.24710

I T T T T O O O O

-5.57340
-5.57500
-4.52380
-3.47240
-4.50910
-6.38630
-6.38950
-4.51790
-2.67870

Phenyl B-D-Galf 5, gt

X
-2.44060
-2.03920
-0.88040
-3.17350
-4.48690
-5.50640
-5.22100
-3.91260
-2.89180
-4.70270
-6.52250
-6.01720
-3.68970
-1.86960
-1.56310
-0.96630

0.33370
-0.78640
-1.75400
-1.46840
-1.55580
-0.63260

O o oo o0 o0 0o T T T T T O OO0 0000 o0 0

Y
2.03150
2.96660
3.27120
3.52090
3.08880
3.58070
4.49740
4.92900
4.44490
2.36050
3.24130
4.87140
5.63600
4.75970
0.01120

-1.42540
-1.53200
-1.29240
-0.23120
1.08070
0.91490
-0.24240

-1.78280
-1.02940
-0.15600
-0.02480
-2.25420
-2.46680
-1.12020
0.44240
0.68100

Z
-0.39980
-1.29950
-1.46160
-2.07350
-1.87280
-2.67570
-3.68320
-3.88600
-3.08290
-1.10550
-2.52220
-4.31430
-4.67440
-3.23890
-2.06520
1.22780
3.68710
-0.16880
-0.66850
0.05630
1.56910
1.95670

S226
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-0.71190
-2.77140
-0.47270
0.39550
-2.66640
0.43990
-2.87490
-0.55630
-1.67560
-1.10790
0.25160
-0.19170
-1.18910
-3.44600
-3.74530
-2.39950
-1.13610
-0.95400
-2.02860
-3.28920
-3.47460
-0.30790
0.02460
-1.88530
-4.12640
-4.45040
1.49520
-0.25720
1.80640
2.77830
3.44020
3.12970
2.16270
1.28170
3.01920

-0.57850
-0.56720
1.43710
0.05490
0.07250
-1.99140
0.61790
0.31560
-1.01740
-2.50420
-1.01120
-3.53230
1.83020
1.36100
-0.35700
0.76560
1.26620
1.97280
2.18810
1.69040
0.97950
1.11520
2.36340
2.74780
1.86380
0.59970
-3.02850
-1.59520
-3.49620
-4.47250
-4.99250
-4.53230
-3.55090
-3.08780
-4.83030

3.42530
-0.48580
-0.20630
1.71470
-2.85240
4.94240
2.00140
4.02940

3.67640
-0.77220
-0.39260
-0.71920
2.04560

1.76800
-2.51570
-4.13440
-4.45770
-5.63830
-6.49600
-6.17580
-5.00030
-3.78150
-5.88540
-7.41170
-6.83930
-4.73180
5.07830

5.85280
6.35680
6.52320
5.41370
4.13720
3.96760

7.20960

7.51600

S227



4.19590
3.63940
1.91810
-0.47570
0.38520
1.53190
1.80410
0.94690
-1.36770
0.15970
2.20120
2.68610
1.15910

I T T T T O OO OO T IT T

-5.75670
-4.93910
-3.19550
-4.63230
-5.72090
-5.71870
-4.61650
-3.51900
-4.61870
-6.57300
-6.56910
-4.60470
-2.68370

Phenyl B-D-Galf 5, tg

X
-2.49140
-2.08520
-0.92830
-3.20950
-4.52010
-5.52720
-5.23190
-3.92620
-2.91810
-4.74300
-6.54100
-6.01800
-3.69530
-1.89770
-1.54710
-0.94440
-0.46250
-0.77530

O O OO0 T T T T T O OOOO OO O O

Y
1.93100
2.90660
3.23680
3.47260
3.01280
3.51780
4.47530
4.93500
4.43770
2.25340
3.15700
4.85940
5.67390
4.77420
0.00150

-1.57370
0.26950
-1.37220

5.54420
3.27330
2.97820
-1.52500
-1.53080
-0.73950
0.06130
0.08190
-2.13780
-2.15970
-0.74490
0.68930
0.73130

Z
-0.25330
-1.10570
-1.22770
-1.88630
-1.73540
-2.54590
-3.51170
-3.66460
-2.85350
-1.00090
-2.43120
-4.14940
-4.42080
-2.97150
-1.98640
1.24590
4.28720
-0.14630

5228
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-1.75750
-1.51340
-1.63440
-0.67440
-0.77710
-2.77060
-0.51830
0.34620
-2.63530
-0.54030
-2.95120
-1.78190
-0.06330
-1.08950
0.25810
-0.13720
-1.31740
-3.54100
-3.71230
-2.35550
-1.09380
-0.90010
-1.96180
-3.22070
-3.41740
-0.27590
0.07730
-1.80960
-4.04800
-4.39240
-0.23370
-0.83110
-0.26060
0.01750
0.32350

-0.30500
0.97610
0.72860

-0.41150

-0.87030
-0.66960
1.36230

-0.06060
0.06980
0.10180
0.35710
-1.22160
-1.67120
-2.55740

-1.07010

-3.54990
1.62790
1.09920
-0.39150
0.81230
1.34110
2.09010
2.31980
1.79430
1.04090
1.17780
2.50200
2.91230
1.97860
0.63840
1.34690
-0.95720
1.30250
2.44360
3.63610

-0.60520
0.18310
1.68010
2.03110
3.47220
-0.45640
-0.03650
1.83400
-2.79300
5.61730
2.05770
3.69790
3.66190
-0.80300
-0.36140
-0.88440
2.21570
1.87410
-2.49440
-4.04450
-4.32660
-5.47890
-6.34900
-6.06970
-4.92270
-3.64080
-5.69430
-7.24230
-6.74250
-4.68600
6.36640
6.13060
7.76210
8.50060
7.84990

$229



I T T T T O OO OO T IT IT IT T OO

0.35040
0.07300
-0.50060
-0.00410
0.54040
0.58720
0.09290
-0.39920
0.50110
1.66520
1.91350
1.01510
-1.30360
0.29390
2.36710
2.80970
1.20850

3.68500
2.54520
0.37050
2.40480
4.52650
4.61210
2.58230
-4.55820
-5.60350
-5.64720
-4.63770
-3.58650
-4.50590
-6.38390
-6.46210
-4.66500
-2.82630

6.45910
5.71640
8.25500
9.58210
8.42650
5.95310
4.63680
-1.80870
-1.95910
-1.19510
-0.27330
-0.10450
-2.40090
-2.68050
-1.31490
0.33370
0.63770

Phenyl B-D-Galf 6, C1-endo, +60°/+60°

C
0
C
C
C
0
H
0
C
C
H
0
C
C

X
2.38100
1.89970
1.25530
0.65300
1.08510
3.49560
2.62410
1.25230
4.70030
5.76000
1.58830
0.32680

-0.61140
0.46280

Y
3.02950
4.27030
2.45780
3.70950
4.86120
3.15860
2.42520
3.89660
3.56710
3.59350
1.72660
1.87700
1.04870
3.85420

Z

-4.17010
-4.61750
-3.31730
-2.66160
-3.59060
-3.31240
-5.04340
-1.37550
-3.82980
-2.92350
-2.58750
-4.23730
-3.72410
-0.28050

S230



O O T T T T T 0O0000 0T ITxTxT T xTT 0000000 ITIT T T 0O oIT oo T

-0.42190
-0.03880
-0.98620
0.42810
-0.72040
-1.90720
-0.45530
-1.54740
-1.45460
1.67880
-2.93160
-3.82980
-3.59860
-4.46710
-5.56790
-5.80110
-4.93560
-2.74400
-4.28570
-6.24350
-6.65690
-5.10610
1.24720
0.55850
1.25340
2.64010
3.33040
2.63910
-0.51810
0.71610
3.18240
4.40840
3.17370
-1.52110
-1.35750

3.63010
5.64340
4.78700
6.37070
6.31490
5.71550
4.23590
4.08890
6.81120
5.56710
5.19630
6.24020
7.60290
8.54220
8.12880
6.77160
5.83000
7.92330
9.59710
8.86360
6.44910
4.77330
4.01950
4.03990
4.18750
4.31360
4.29230
4.14620
3.93900
4.20370
4.42800
4.38900
4.12810
0.51910
0.82970

-2.54330
-4.25860
-5.07700
-4.93300
-3.20520
-5.68670
-5.85160
-4.45770
-3.58920
-3.00660
-6.38250
-6.93950
-6.73440
-7.27410
-8.01910
-8.22510
-7.68750
-6.15640
-7.11360
-8.43860
-8.80400
-7.84000
0.96840
2.18340
3.37490
3.36030
2.15170
0.95670
2.18120
4.31430
4.29050
2.14050
0.01820
-4.76610
-6.11840

S231
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-2.57090
-3.44850
-3.28190
-2.23700
-0.55090
-2.68940
-4.26220
-3.96800
-2.11050
-3.08930
-0.73660
-0.67700
7.02250
7.23970
6.17650
4.90130
5.57760
7.84040
8.22500
6.32910
4.08550

-0.31130
-0.82560
-0.51540
0.31080
1.47690
-0.54340
-1.46660
-0.91620
0.55520
4.00350
3.70130
0.79040
3.98040
4.34360
4.31900
3.93700
3.30500
3.99630
4.64530
4.60560
3.94890

-4.36550
-5.30800
-6.65560
-7.05840
-6.42920
-3.31610
-4.99460
-7.39110
-8.10500
-6.52990
-0.32670
-2.54360
-3.34830
-4.67610
-5.56960
-5.15750

-1.89630

-2.63900

-5.00640

-6.60260

-5.86430

Phenyl p-D-Galf 6, C1-endo, +60°/-60°

C
@)
C
C
C
@)
H
@)
C
C

X
0.11070
0.54270

-1.29340
-1.21980
0.04560
0.87280
0.15210
-1.04480
2.17330
2.83220

Y
3.20680
3.91450
3.72780
5.19580
5.25960
3.51450
2.14260
6.03670
3.07970
3.38970

z
-1.80560
-2.93790
-1.52990
-1.97610
-2.85710
-0.65570
-2.03320
-0.83070
-0.57430
0.61510

S232
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2.83080 237180  -1.57770
-1.59600 3.62660  -0.49230
-2.16580 2.98640  -2.38820
-3.48760 3.05420  -2.11490
-1.96090 7.00070  -0.59970
-2.11510 5.49300  -2.50270
-0.11280 5.79140  -4.27820
-1.05240 5.02070  -5.19090
0.87600 5.70440  -4.74620
-0.47950 7.15680  -4.13310
-2.41270 5.20080  -4.75930
-0.95490 5.39260  -6.21140
-0.80220 3.95950  -5.18240
-0.53320 7.56340  -5.00690
0.77600 5.89430  -2.35010
-3.37540 475120  -5.58000
-4.73840 5.02750  -5.06310
-4.95270 5.77620  -3.90320
-6.24620 5.99070  -3.44850
-7.32910 5.46530  -4.14730
-7.11780 472510  -5.30690
-5.82720 450620  -5.76370
-4.11760 6.18710  -3.35580
-6.40800 6.56550  -2.54580
-8.33680 5.63040  -3.78700
-7.95860 430970  -5.84720
-5.64840 3.92070  -6.65440
-1.64810 7.77890 0.62430
-2.49690 8.83250 0.97150
-2.24160 9.58620 2.10780
-1.13840 9.29120 2.90480
-0.29080 8.24120 2.56280
-0.54170 7.48510 1.42580
-3.35020 9.05040 0.34410

-2.90090  10.40250 2.37310
S233



-0.93950
0.56620
0.11500

-4.30350

-3.73220

-5.68530

-6.48820

-5.91740

-4.54090

-2.66470

-6.11720

-7.55990

-6.54660

-4.09810

-3.13690

-2.91770

-3.92750
4.14810
4.14510
4.81170
2.30130
2.34420
4.65560
4.64870
5.83610

I T T T T O OOOOODITITTIIIOOOO OO ITITTIT

9.87950
8.01160
6.67000
2.29260
1.65340
2.24440
1.56190
0.92750
0.97520
1.70050
2.75500
1.53450
0.40230
0.48960
4.18200
7.19980
3.67830
1.96720
2.98380
2.26760
3.94290
2.14550
1.41670
3.22720
1.95190

3.79180
3.18270
1.15910
-3.08740
-4.19030
-2.89390
-3.79360
-4.89350
-5.09090
-4.34730
-2.04490
-3.64650
-5.60100
-5.95080
-6.62440
-1.31420
-1.17530
-1.37120
0.80370
-0.18850
1.37900
-2.51440
-2.15350
1.73080
-0.04070

Phenyl B-D-Galf 6, C1-endo, +60°/180°

X
2.69290
1.52280
2.76030
2.10990
1.28980
3.85930

O O o O O o0

Y
5.80680
6.29440
4.33480
4.30910
5.61170
6.41020

z

-6.13760
-5.54190
-5.75030
-4.35950
-4.30010
-5.61130
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2.62180
3.14240
4.12320
5.32770
3.28100
3.77130
1.96010
2.06650
3.21030
1.51330
-0.21360
-0.94580
-0.66020
-0.34000
-0.96000
-0.47630
-1.97060
-1.26990
1.66940
-1.62740
-1.45210
-0.50840
-0.33550
-1.10620
-2.05130
-2.22120
0.09230
0.40220
-0.96950
-2.65020
-2.94120
4.34240
4.54620
5.59340
6.44260

5.97160
4.35500
7.72230
8.22200
8.53780
3.93910
3.63880
2.29160
3.36170
3.41650
5.44930
4.51640
6.44600
4.94250
5.12520
3.53440
4.38020
4.96560
6.21550
4.48980
5.15200
6.16570
6.72760
6.28800
5.28200
4.71210
6.49650
7.50640
6.72770
4.93980
3.92030
3.55510
2.59570
2.73670
3.83670

-7.21230
-3.36860
-5.91820
-5.42380
-6.67130
-5.73550
-6.71100
-6.73250
-2.45630
-4.20700
-4.08650
-5.04450
-4.16920
-2.76160
-6.34240
-5.10670
-4.69440
-2.50280
-3.47300
-7.31370
-8.63090
-8.81620
-10.07380
-11.14680
-10.96220
-9.70870
-7.98110
-10.21820
-12.12670
-11.79630
-9.55450
-1.51610
-0.52170
0.37720
0.28900
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6.24260
5.19660
3.87980
5.74850
7.25980
6.90270
5.04090
1.24560
0.71440
1.01560
0.25080
-0.27700
-0.04140
0.89400
1.43300
0.06460
-0.87260
-0.45220
-2.28290
2.43480
2.75730
3.66560
4.86590
5.69420
5.96390
2.33270
3.00850
5.15270
6.63220

I T T T T OO OO0OO0OOIITITITI OOOO OO I IT I IT IO O

4.79530
4.65780
1.74620
1.99090
3.94660
5.65040
5.40050
1.68290
2.44520
0.30560
-0.30060
0.46240
1.83270
3.50900
-0.27470
-1.36600
-0.01220
242710
3.48650
2.43370
1.67800
9.85060
10.35580
9.53270
7.57040
8.17570
10.48070
11.37810
9.91180

-0.70030
-1.60270
-0.46380
1.14600
0.99070
-0.76900
-2.37140
-7.80420
-8.84640
-7.76100
-8.74640
-9.78560
-9.83610
-8.88240
-6.94950
-8.70580
-10.55520
-10.64100
-7.12530
-2.41910
-5.95070
-6.93600
-6.45240
-5.69190
-4.83870
-7.03840
-7.52220
-6.66100
-5.30610

Phenyl p-D-Galf 6, C1-endo, -60°/+60°

X
C -1.87630
@) -1.41810

Y
3.12480
4.05460

z
-2.91940
-3.85970
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-1.35940
-0.02710
-0.12410
-1.31120
-2.96300

1.00500
-1.72730
-1.14460
-2.66810
-1.23980
-2.30530
-2.20140
2.27230

0.13880
0.02920
0.14180

0.98980
-1.03830
-1.02650
0.21970

1.02410
-0.80450
0.65290
-0.96850
-2.27220
-3.46950
-4.67330
-4.68570
-3.49190
-2.28940
-3.45480
-5.60210
-5.62530
-3.50080
-1.35750

3.62430
4.28470
4.54520
1.84220
3.08590
3.33640
1.08250
-0.18110
1.49600
2.83520
4.59740
5.00580
3.78780
5.19830
6.01080
6.26400
6.32470
6.73940
5.83850
7.33620
5.76650
7.67540
3.97030
4.67530
4.31600
4.88140
4.48520
3.54070
2.98300
3.36050
5.61130
4.91340
3.23680
2.24570
2.91940

-1.57660
-1.94060
-3.46110
-3.10880
-2.97930
-1.62900
-4.17510
-4.27220
-5.11430
-0.84070
-1.12640
0.15490
-1.63400
-1.37800
-3.84200
-5.33880
-3.41860
-3.24380
-6.06340
-5.51590
-5.73710
-3.23990
-3.96960
-6.73220
-7.34400
-6.90130
-7.46870
-8.49140
-8.94030
-8.36070
-6.10480
-7.11430
-8.93540
-9.73260
-8.68640
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3.25280
4.60390
5.55430
5.16130
3.81590
2.86100
4.89560
6.60030
5.90350
3.51090
1.81660
-3.19530
-4.03440
-3.27340
-4.18530
-5.02050
-4.94260
-3.96860
-2.61770
-4.24550
-5.73090
-5.58950
0.03720
2.55770
-1.37970
-3.03450
-2.46520
-1.51360
-0.41070
-3.10260
-3.76290
-2.75280
-1.05720

2.72440
3.07090
2.10520
0.78790
0.43840
1.40190
4.09700
2.37720
0.03420
-0.58570
1.13200
6.05240
6.61320
6.48700
7.46950
8.02680
7.59920
6.28340
6.04800
7.80200
8.79490
8.03490
4.00550
4.93960
4.55450
0.62470
-0.63780
-1.03430
-0.47750
2.48280
0.95430
-1.30420
-2.01390

-1.30780
-1.23470
-0.93760
-0.71450
-0.78820
-1.08320
-1.41160
-0.88020
-0.48370
-0.61620
-1.14270
0.49270
-0.47390
1.81790
2.17470
1.20960
-0.11280
-1.50040
2.55710
3.20290
1.48810
-0.86320
-6.83520
-1.88360
0.92200
-6.13730
-6.23960
-5.30150
-3.53390
-5.07870
-6.86570
-7.04230
-5.36960
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Phenyl B-D-Galf 6, C1-endo, -60°/-60°
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X
1.77030
1.25540
1.46770
1.57780
1.43930
3.17900
1.29270
2.87500
3.75330
5.14360
3.04240
2.14490
0.12020

-0.30440
3.08530
0.81320
0.28580
0.15480
0.51970

-0.90890

-0.88380
1.08580

-0.13300

-1.61770
2.36760

-1.22310

-2.31440

-2.90670

-3.92500

-4.35680

-3.76850

-2.75100

-2.57050

Y
2.49510
3.44330
3.05130
4.56650
4.76170
2.38830
1.53760
4.96090
1.84490
1.73930
1.41140
2.68880
2.67330
2.86330
6.28000
5.10370
5.65460
5.70000
6.65980
5.17700
6.66030
6.02450
4.72960
5.80030
5.18790
6.82720
7.81870
8.47520
9.39330
9.66120
9.00870
8.09050
8.26800

z

-3.27710
-4.16980
-1.89120
-2.09280
-3.61860
-3.35210
-3.48250
-1.62320
-4.47490
-4.44180
-5.59160
-1.12410
-1.59860
-0.33180
-1.45460
-1.54140
-4.03680
-5.54650
-3.67140
-3.42680
-5.82940
-6.01340
-5.94710
-3.62820
-4.00700
-7.11720
-7.29820
-6.21620
-6.43560
-7.73160
-8.81190
-8.59670
-5.21060

$239
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-4.38200
-5.15080
-4.10350
-2.28590
4.45650
4.78970
6.06300
7.01140
6.68400
5.41010
4.04430
6.31740
8.00540
7.42190
5.15500
-1.73050
-2.53740
-2.26990
-3.60240
-4.40450
-3.87150
-2.12330
-1.63660
-4.01690
-5.44500
-4.49620
-0.68450
2.23410
0.41820
3.73690
5.12100
5.82080
5.67450
1.96880
3.18040

9.90030
10.37770
9.21630
7.57690
6.57730
7.90750
8.22970
7.22600
5.89950
5.57210
8.67720
9.26110
7.47790
5.12000
4.54330
2.50080
2.12990
2.54920
2.22490
1.85540
1.81030
2.10150
2.84040
2.26070
1.60430
1.52650
6.22640
7.11330
3.28650
0.85930
0.74560
1.19150
2.08670
1.51040
0.52350

-5.59560
-7.89960
-9.82000
-9.42680
-0.97540
-0.70960
-0.26350
-0.08300
-0.34940
-0.79380
-0.85550
-0.05680
0.26430
-0.21080
-1.00250
-0.15540
-1.23430
1.13230
1.34020
0.26340
-1.02180
-2.23160
1.95900
2.33940
0.42590
-1.85880
-8.02260
-1.67930
0.54330
-6.66610
-6.64080
-5.52130
-3.56480
-5.64440
-7.53210
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H 5.65030
H 6.90010

0.31880
1.11150

-7.48270
-5.48660

Phenyl B-D-Galf 6, C1-endo, -60°/180°

X
3.51180
2.31920
3.07300
1.83010
1.43510
4.28460
4.06530
2.23210
4.56560
4.96620
4.47850
3.83380
2.71490
2.49620
1.25680
1.03360
0.00100

-0.20250
-0.63170
-0.31790
0.24830
0.36830
-1.25850
-1.25960
1.62580
0.87190
1.44560
1.56910
2.13720
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Y
5.04980
5.12960
4.98940
5.89160
6.01780
6.23610
4.17680
7.15700
6.74310
8.07700
6.01000
5.32360
3.62760
3.28090
8.02480
5.46780
5.66410
5.62140
6.43470
4.38370
6.87770
4.80510
5.49400
4.35940
7.04290
6.87640
8.20460
9.21350

10.43170

z
-3.45250
-4.17310
-1.99380
-1.97850
-3.46520
-3.55930
-3.79700
-1.43390
-4.80690
-4.83460
-5.98760
-1.29510
-1.74350
-0.45770
-1.11080
-1.37530
-3.81010
-5.32280
-3.36550
-3.27190
-5.86260
-5.75650
-5.56330
-3.06640
-3.78780
-7.05280
-7.38580
-6.42850
-6.77530
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2.57310
2.44900
1.89390
1.23430
2.24430
3.01470
2.79210
1.80330
1.79430
0.89560
1.35830
2.71980
3.61820
3.16030
-0.15940
0.65960
3.08020
4.67600
3.85550
2.07400
1.82120
1.91740
1.51650
1.26520
1.41610
1.93390
2.11380
1.39870
0.95030
1.21720
0.95020
0.07820
2.63340
4.79720
5.19950

10.65320
9.64990
8.42730
9.03840

11.20690

11.60480
9.81950
7.63560
9.32240

10.27420

11.50440

11.79330

10.84890
9.61460
10.03860

12.23850

12.75450

11.07480
8.88150
1.86680
1.05950
1.34640
0.02980

-0.77260

-0.25630
1.46340
1.98070
-0.37130
-1.79960
-0.87930
5.89820
7.75830
4.05780
6.62700
7.95590

-8.07770
-9.03500
-8.68890
-5.41650

-6.02760

-8.34570

-10.04740
-9.41980
-0.63470

-0.14780
0.29580
0.25020

-0.23850
0.67910
-0.12040

0.67580
0.59450
-0.27670
-1.06160

-0.31960
-1.43190
0.96720
1.14060

0.03060
-1.25330
-2.42740
1.82050
2.13890
0.16630
-2.11570
-7.76490
-1.21230
0.46130

-7.19380

-7.23180
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5.28410
5.01220
4.15010
4.71240
5.42550
5.58310

I T T T T O

8.67710
8.62960
4.98160
6.05940
8.43090
9.71740

-6.04480
-3.90490
-5.98230
-8.11180
-8.17680
-6.06050

Phenyl B-D-Galf 6, C1-endo, 180°/+60°

X
C 3.33630
@) 2.43680
C 2.51090
C 1.07010
C 1.24950
@) 4.32440
H 3.80750
@) 0.26090
C 5.36060
C 6.43070
C 5.38080
H 2.78120
@) 2.74320
C 2.67070
C -0.46810
H 0.62310
C 0.12950
C -1.21540
H 0.08380
@) 0.46620
@) -2.15870
H -1.52260
H -1.20330
H -0.24710
H 1.41290

Y
4.59940
5.66850
3.31130
3.80440
5.17400
4.53110
4.73750
2.97620
5.43470
5.15400
6.57120
2.74110
2.52960
1.18450
2.00510
3.89140
6.17010
5.62110
6.39570
7.34170
6.69020
4.76070
5.34710
7.98200
5.05600

z

-4.75120
-4.54320
-4.67590
-4.56150
-3.91070
-3.74540
-5.72440
-3.72830
-3.77830
-2.92990
-4.58340
-3.79020
-5.84680
-5.72420
-4.32370
-5.55150
-4.13900
-3.69130
-5.21120
-3.40420
-3.89730
-4.28280
-2.63630
-3.52340
-2.83350
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-3.42800
-4.31590
-3.84070
-4.70970
-6.05330
-6.52990
-5.66480
-2.79810
-4.33910
-6.72860
-7.57450
-6.02220
-1.31310
-2.03510
-2.84650
-2.94490
-2.22900
-1.41230
-1.95060
-3.40240
-3.58000
-2.30810
-0.85760
2.86890
3.09290
2.81850
2.99220
3.21670
3.26650
3.12890
2.64150
2.95200
3.35170
3.43980
-3.78820

6.45910
7.62490
8.81770
9.88110
9.76100
8.57370
7.50890
8.91050
10.80400
10.59200
8.47950
6.58150
1.26880
0.16570
-0.54740
-0.16030
0.94000
1.65410
-0.12250
-1.40340
-0.71590
1.24200
2.50920
0.49260
1.19150
-0.90340
-1.59390
-0.89480
0.49620
2.27100
-1.43340
-2.67540
-1.43410
1.03940
5.40550

-3.52070
-3.75990
-4.31130
-4.51560
-4.17230
-3.62270
-3.41680
-4.57880
-4.94290
-4.33290
-3.35560
-2.99090
-3.35630
-3.81820
-2.94820
-1.61400
-1.15090
-2.01680
-4.85690
-3.30800
-0.93570
-0.11460
-1.65940
-7.01950
-8.20850
-7.03340
-8.22370
-9.40700
-9.39760
-8.20070
-6.10770
-8.23080
-10.33610
-10.31750

-3.04170
S244



-0.42540
2.46750
6.49050
7.56390
7.52530
6.39140
4.54480
6.50320
8.41900
8.35370
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1.78720
0.62790
7.41260
7.13920
6.00570
4.26620
6.81840
8.29470
7.80180
5.77950

-5.51330
-4.66920
-4.54250
-3.70420
-2.89470
-2.31220
-5.22070
-5.17050
-3.67690
-2.23500

Phenyl p-D-Galf 6, C1-endo, 180°/-60°

X
3.67320
2.77180
3.20140
1.70740
1.46480
3.60060
4.67660
0.89420
4.05440
3.99410
4.55400
3.35520
3.94100
3.89810
0.01730
1.50070
0.55100

-0.80260
1.02780
0.42470

-1.36180
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Y
5.98950
6.03070
4.83490
4.69780
5.76390
7.15040
5.85400
4.97480
8.34500
9.42560
8.51550
5.02790
3.67680
2.61330
4.03290
3.69340
5.34920
4.85010
4.52060
6.48760
5.84340

Z

-2.61950
-3.69460
-1.73820
-2.07940
-3.16490
-1.81320
-3.02040
-0.93920
-2.31780
-1.43840
-3.60680
-0.68080
-2.14370
-1.31170
-0.52480
-2.43950
-4.30510
-3.82730
-4.84300
-5.15220
-2.94850
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-1.46690
-0.71370
-0.04650

1.06720
-2.48920
-2.91820
-2.24060
-2.66440
-3.75980
-4.43390
-4.01660
-1.38550
-2.13730
-4.08410
-5.27900
-4.52550
-0.81270
-1.79480
-2.61730
-2.46410
-1.48710
-0.66240
-1.90830
-3.38150
-3.11290
-1.37750

0.08650
4.68100
5.36220
4.72340
5.44080

6.11910

6.07860

5.32860

4.19120

4.70480
3.90260
6.22460
6.66510
5.52680
6.60020
7.81950
8.78890
8.54600
7.33100
6.36130
8.00210
9.73230
9.30120
7.13730
5.40970
4.50440
3.64500
4.05690
5.32860
6.18750
5.78030
2.66390
3.39120
5.65380
7.18040
6.45100
1.46240
1.51010
0.30060
-0.80230
-0.75180
0.40360
2.40650
0.27410

-4.68080
-3.29690
-5.95280
-2.69340
-2.29250
-1.36160
-1.28110
-0.38350
0.44030
0.36430
-0.53510
-1.91540
-0.32200
1.14510
1.01190
-0.59630
0.60700
1.10440
2.14190
2.68690
2.19380
1.15580
0.66480
2.52140
3.49030
2.60910
0.76190
-1.82090
-3.04010
-1.04640
-1.48560
-2.70070
-3.47590
-3.64190
-0.10550
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5.47150
6.67850
6.60520
-3.06670
-0.08580
3.27870
5.00430
4.95210
4.44170
3.59930
4.58220
5.39230
5.30070
4.39320

-1.70070
-1.61310
0.44210
4.47130
2.94620
2.62490
9.77440
10.85610
10.67380
9.26910
7.69620
9.90260
11.83030
11.50690

-0.88290
-3.04350
-4.42060
-2.44490
-1.04840
-0.27140
-3.99910
-3.12920
-1.84550
-0.44280
-4.30880
-5.00190
-3.44620
-1.15560

Phenyl p-D-Galf 6, C1-endo, 180°/180°

C
0
C
C
C
0
H
0
C
C
C
H
0
C
C
H
C

X
2.21550
1.89370
0.87480

-0.14930
0.69830
2.82020
2.87360

-0.90600
4.10850
4.84190
4.67330
0.87280
0.59120
0.77850

-1.85680

-0.83140
0.09160

Y
5.02840
5.95110
4.59800
4.94740
5.48650
3.85950
5.52260
3.82890
3.92940
5.10880
2.71250
3.54400
5.38920
4.82020
3.35640
5.70280
6.63100

Z
-7.21150
-6.20160
-7.81340
-6.72360
-5.56060
-6.69420
-7.92510
-6.25450
-6.22130
-6.11290
-5.84110
-8.06940
-8.97080
10.17980
-7.08920
-7.10760
-4.76790
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-1.16630
-0.13530
1.07250
-2.25300
-1.00670
-1.42010
0.79870
0.93820
-3.35250
-4.37390
-4.23380
-5.19850
-6.30170
-6.44490
-5.48720
-3.36820
-5.08500
-7.04750
-7.29750
-5.57870
-2.75490
-3.78380
-4.68250
-4.55970
-3.53360
-2.63090
-3.87720
-5.48430
-5.26600
-3.44170
-1.84310
0.36380
-0.17160
0.51690
0.13840

6.22390
7.45560
7.02230
6.06810
5.29110
7.00420
7.85900
4.66610
5.44760
5.23120
5.75540
5.49380
4.70630
4.18420
4.44860
6.35170
5.89710
4.49520
3.56320
4.03800
2.37910
1.81900
0.94240
0.62200
1.17680
2.05300
2.08970
0.51640
-0.05710
0.93190
2.49620
5.71260
6.98260
5.25050
6.04940

-4.00680
-5.45250
-3.81150
-4.93440
-3.46660
-3.28750
-3.41500
-4.87620
-4.47140
-5.52440
-6.81080
-7.77370
-7.45970
-6.17680
-5.21080
-7.05850
-8.77150
-8.21560
-5.93500
-4.21530
-6.43430
-7.19340
-6.60530
-5.25620
-4.49660
-5.08150
-8.23570
-7.19420
-4.79540
-3.44640
-4.49040
-11.28970
-11.06010
-12.59900
-13.66790
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-0.39480
-0.54850
-0.29100
0.93210
0.25820
-0.69030
-0.96320
-3.46920
-1.95260
1.23490
5.97460
6.72300
6.14980
4.40830
4.08320
6.40650
7.73820
6.71680

7.31470
7.77930
7.34190
4.26600
5.68750
7.93820
8.76270
5.09230
3.72570
3.70820
2.67460
3.84550
5.05330
6.06200
1.80970
1.72510
3.81480
5.97220

-13.43600
-12.13290
-10.04850
-12.76520
-14.68090
-14.27040
-11.95260
-3.31790
-8.23850
-10.32460
-5.36220
-5.25890
-5.63570
-6.37430
-5.93240
-5.07160
-4.88530
-5.55360

Phenyl p-D-Galf 6, C2-ex0, +60°/+60°

T O 0O o0 oo o0 o0 O o O o0 o

X
-2.06570
-3.79650

0.17530
-3.19460
-1.90410
-1.65450
-0.97570
-2.24780
-2.77810
-2.84150
-1.21120
-1.52210
-0.83120

Y
1.81060
6.67490
4.19330
3.23700
4.01500
8.14270
3.34580
4.13530
4.59660
6.10940
2.94800
6.80820
2.50740

Z
1.26410
0.09930

-0.26040

-1.18950
1.75740
1.28160

-0.26210

-0.60010
0.76930
0.99100
1.19520
0.75580

-0.93610
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-2.05370
-3.13880
-0.29690
-3.78720
-1.28680
-0.71270
0.77810
-3.55730
-0.65290
-1.58880
-0.88720
-2.05560
-2.23060
-1.24390
-0.07820
0.10000
-2.82170
-3.13730
-1.38310
0.68980
1.00030
1.96200
2.39230
2.65620
3.76940
4.19660
3.50800
-4.68290
1.85260
2.31330
4.30390
5.06520
3.83740
-4.44970
-4.71040

4.95160
6.27580
2.78870
4.19870
6.86330
6.29640
4.41430
3.42650
8.99560
0.57920
10.34480
10.65960
11.93570
12.90200
12.59130
11.31750
9.90940
12.17720
13.89620
13.34180
11.06330
5.29510
5.78740
5.63440
6.45830
6.94650
6.61020
6.42010
5.53220
5.24890
6.72140
7.59070
6.99360
2.34320
1.20630

-1.28750
2.03150
1.76590
0.90020

-0.30630
1.27310

-1.45190

-2.47680
1.02390
0.89960

1.60120
2.29950
2.81820
2.64430
1.94890
1.42870
2.43200

3.35780
3.04990
1.81310
0.88640

-1.32800

-0.09340

-2.49220

-2.42200

-1.18950

-0.02790
0.38520
0.80650

-3.44250

-3.32560

-1.13530
0.92900

-2.95800

-2.18810
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-5.53840
-6.11290
-5.85530
-5.02380
-4.26060
-5.73410
-6.75970
-6.30140
-4.81270
0.37240
-3.19390
0.33210
-2.54560
-2.16200
-0.82510
0.12090
-0.24870
-3.58090
-2.91200
-0.52780
1.16300
0.50910
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0.20910
0.34230
1.47450
2.47090
1.10190
-0.67290
-0.43630
1.57800
3.35320
3.93230
4.36950
8.68600
-0.43220
-1.71640
-2.00600
-0.99410
0.30180
-0.19300
-2.49410
-3.00800
-1.20330
1.06920

-2.68490
-3.94590
-4.71490
-4.22480
-1.21190
-2.08880
-4.33020
-5.69550
-4.81340
-2.48500
-3.14180
0.38680
0.80670
0.45210
0.18430
0.27910
0.63460
1.01270
0.38070
-0.09590
0.07270
0.69570

Phenyl B-D-Galf 6, C2-exo, +60°/-60°

X
-1.55740
-4.31080
-1.91580
-4.49840
-1.41230
-3.28260
-2.42000
-3.53140
-2.80640

O O 0O o0 O O 0O 0O o

Y
1.98290
6.49790
3.87710
3.01110
4.31630
6.73680
3.13660
3.92250
4.63400

z
0.69400
1.03010

-2.27160
0.09060
0.57130

-1.51270

-1.15650

-0.44370
0.71650
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-2.94840
-1.29790
-2.43580
-2.74810
-4.02350
-2.32850
-0.29960
-3.18040
-1.41560
-2.44660
-2.58880
-5.77330
-3.05020
-0.65570
-3.99450
-5.05530
-5.89710
-5.68950
-4.63720
-3.79230
-5.22260
-6.71320
-6.34490
-4.46900
-2.96200
-2.00240
-0.90890
-2.58630
-2.08110
-0.99270
-0.40900
-4.57680
-0.46370
-3.44100
-2.54240

6.15470
3.10420
6.95480
2.14940
4.60990
6.47020
3.05320
4.21050
6.65770
8.01490
3.75740
3.10440
7.49970
1.64260
7.21900
6.32040
6.07360
6.72210
7.62240
7.87050
5.81230
5.37110
6.52300
8.12070
8.55530
4.58870
5.42760
4.53520
5.31270
6.14960
6.20670
6.17450
5.47860
3.89350
5.27700

0.80980
-0.12680
-0.36920
-1.46620
-1.11640
1.65760
-0.55950
1.65340
-0.61000
-0.11940
-3.43790
-0.34370
-2.59220
1.67280
-3.70210
-3.56350
-4.63870
-5.85240
-5.99050
-4.91970
-2.62560
-4.52920
-6.69110
-6.93640
-5.01880
-4.51330
-4.28560
-5.78040
-6.81020
-6.58090
-5.31910
1.90010
-3.30290
-5.94100
-7.78830
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-0.60430
0.43160
-6.64770
-6.15440
-7.01200
-8.36120
-8.85530
-8.00200
-5.10700
-6.62800
-9.02740
-9.90410
-8.37240
-3.55970
-6.14830
-2.15790
-0.96430
-0.11070

1.05450

1.35070
0.50120
-1.87020
-0.35660

1.71960

2.24950

0.74070
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6.76320
6.86390
2.08210
1.14110
0.20310
0.19840
1.13450
2.07350
1.14510
-0.52510
-0.53450
1.13110
2.80580
3.04460
3.93030
8.32050
0.48910
0.05140
0.75730
1.90750
2.36270
-0.05220
-0.84650
0.41510
2.46970
3.27140

-7.38390
-5.13840
0.28280
1.19070
1.74940
1.40680
0.50190
-0.05900
1.45480
2.45200
1.84420
0.23470
-0.76310
-3.56000
-1.14550
-2.63780
2.39320
3.39510
3.68780
2.96750
1.96120
2.15230
3.94810
4.46970
3.18830
1.43020

Phenyl B-D-Galf 6, C2-exo, +60°/180°

X
-3.97630
-3.00720
-0.62530
-3.18440
-3.28280

© O O o O

Y
4.08560
5.73170
4.64720
2.83820
5.86440

z
4.37420
-0.62760
3.40050
1.60490
3.02180
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-1.23230
-1.90000
-2.38760
-3.27450
-2.85450
-2.90080
-1.41080
-1.86520
-1.56330
-3.50430
-2.48330
-4.28900
-1.22410
-0.70070
0.45460
-2.87840
-0.02610
-4.98660
-5.97950
-5.05780
0.05460
-0.95440
-0.82210
0.30920
1.31190
1.18760
-1.82600
-1.60010
0.41010
2.19160
1.96620
1.72530
1.78860
2.88480
4.09460

7.51740
4.00800
4.00910
5.26370
6.30020
4.91640
6.77580
3.00530
4.00740
7.17300
5.44500
4.94120
7.41900
5.94900
3.91670
2.02890
8.05340
4.62170
3.72470
5.95970
8.69760
8.52900
9.10310
9.85340
10.02890
9.44890
7.93910
8.96370
10.30010
10.61180
9.56390
4.63980
5.77280
4.15290
4.80240

1.92790
3.27540
1.81990
1.71620
0.66880
3.97930
0.71600
3.69080
1.11610
0.79380
4.83570
1.46320
-0.14390
0.68350
3.04340
0.56790
2.15040
5.13390
5.52680
5.51580
3.48570
4.43750
5.69450
6.00370
5.05340
3.79930
4.19340
6.43410
6.98480
5.29370
3.05790
3.27720
4.09040
2.66880
2.86300

S254



4.15510

3.00360
-3.94200

0.89380

2.82360

4.98990

5.10040

3.04860
-3.79380
-4.83090
-5.66030
-5.46030
-4.42790
-3.59680
-4.98460
-6.46290
-6.10870
-4.27190
-2.79110
0.36390
-1.96740
0.88430
-6.12340
-7.11460
-7.03680
-5.90420
-4.31210
-6.17450
-7.94000
-7.80220
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5.93210
6.41290
5.54550
6.14790
3.27410
4.43070
6.43750
7.29090
0.86320
0.67290
-0.43460
-1.35550
-1.16820
-0.06290
1.38770
-0.58000
-2.21840
-1.88370
0.09370
2.80130
2.24130
8.00110
6.38420
5.49720
4.16380
2.69090
6.67270
7.42470
5.83880
3.46020

3.67590
4.29110
-0.78130
4.56360
2.04150
2.38180
3.82850
4.92110
0.49000
1.40720
1.29390
0.26930
-0.64610
-0.53690
2.20250
2.00540
0.18400
-1.44310
-1.24080
2.58170
-0.19950
1.35040
6.30670
6.70730
6.31020
5.21500
5.19810
6.60210
7.31820
6.61270

Phenyl B-D-Galf 6, C2-exo, -60°/+60°

X
@) -1.65710

Y
1.94170

z

0.46380

$255



O O T T T T T OO0 00000000 T I T I T T T OO0 000000 o0 oo

-2.62350
-1.94840
-4.55030
-1.50420
-2.58030
-2.47790
-3.60120
-2.89800
-3.03520
-1.37920
-2.19200
-2.79800
-4.09920
-4.08670
-0.37250
-3.29500
-1.13310
-2.36440
-2.66140
-5.74400
-1.90010
-0.77590
-2.36530
-3.37880
-3.77940
-3.17350
-2.16270
-1.75920
-3.84720
-4.56440
-3.48820
-1.69060
-0.97500
-2.06080
-0.95780

6.79600
4.16590
2.98910
4.27390
7.99670
3.29970
3.99700
4.61090
6.12490
3.14800
6.63180
2.35630
4.74420
6.33300
3.13910
4.14260
6.59590
6.04120
4.28370
3.42040
8.65650
1.49470
10.05840
10.60090
11.91680
12.69630
12.15880
10.84470
9.99510
12.33470
13.72190
12.76410
10.41540
5.25780
6.04060

-0.32290
-2.27220
-0.11470
0.60250
2.26130
-1.26490
-0.48970
0.73930
0.86600
-0.22060
2.01610
-1.69620
-1.09950
1.07580
-0.63690
1.64400
1.76490
2.91650
-3.41220
0.33510
3.20860
1.41770
3.37480
2.58080
2.77130
3.75250
4.54520
4.35710
1.81870
2.15430
3.89920
5.30820
4.96540
-4.35350
-4.00230
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-2.63640
-2.11100
-1.01180
-0.43830
-3.39910
-0.51780
-3.49150
-2.55720
-0.60340
0.41360
-6.65450
-6.25450
-7.14120
-8.42690
-8.82770
-7.94450
-5.25610
-6.82960
-9.11630
-0.82720
-8.24270
-3.67730
-6.01840
-1.00500
-1.09300
-0.25940
0.89420

1.19900
0.36940
-1.99020
-0.51190

1.54370

2.08840

0.61460

5.39450
6.30190
7.08110
6.95070
7.00890
5.94190
4.78540
6.40370
7.79080
7.55910
2.30400
0.96810
-0.04440
0.26890
1.59920
2.61440
0.72680
-1.07840
-0.52330
1.84300
3.65150
3.65620
4.59720
8.15140
0.26540
-0.28020
0.39250
1.61850
2.18190
-0.24810
-1.23610
-0.03390
2.15590
3.14660

-5.61890
-6.52690
-6.17460
-4.91290
-0.85330
-3.02070
-5.87830
-7.50770
-6.88290
-4.63840
0.68380
0.59040
0.93070
1.36260
1.45690
1.12020
0.25590
0.85880
1.62630
1.79280
1.18990
-3.61570
0.43580
3.85410
1.99490
2.96010
3.35810
2.78060
1.81320
1.67390
3.40170
411140
3.08510
1.39570
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Phenyl B-D-Galf 6, C2-exo, -60°/-60°
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X

-1.76980

0.93620

1.41120
-1.92040
-0.68340
-0.75040
0.01380
-0.75270
-1.11330
-0.47860
-0.49360
-1.04050
-0.15750
-0.16890
-0.76050

0.20170
-2.19860
-2.11980
-0.58300
2.14480
-2.65240
-1.22960
-1.87400
-0.90920
-0.27820
-0.00420
-0.35420
-0.98290
-1.26160
-0.01290
0.48150
-0.13830

Y
-2.15570
1.96760
-0.82430
-0.12640
-0.35890
1.74260

-1.08450
0.21870
0.69650
2.03510

-1.52990
2.62440
-1.80030
0.94730
2.73790

-2.16560
0.80080
2.75310
3.59560

-0.71430
0.88580
2.07650

-3.38650
1.05510

-0.14690

-1.08090

-0.82070
0.37630
1.31110
-0.34520

-2.01280
-1.55050

Z

-1.46450
-0.97870
-2.55320
-3.68520
-0.61880
1.26480
-2.70720
-2.92790
-1.50190
-1.10780
-1.33650
0.16850
-3.50440
-3.48530
-1.89970
-0.78870
-1.43370
0.08020
0.35810
-3.68400
-4.18600
2.46770
-2.05450
3.49900
3.16690
4.15720
5.47930
5.81240
4.82540
2.13820
3.89790
6.24940
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-1.25530
-1.75130
3.55930
4.00590
4.45440
5.78510
6.22780
5.33790
1.34010
3.31250
4.09670
6.47720
7.26620
5.68180
-3.85310
-4.18110
-5.32240
-6.13760
-5.81250
-4.67460
-3.55000
-5.57630
-7.02690
-6.44660
-4.41240
1.67260
-2.34480
-1.85480
-3.17070
-3.38210
-2.30700
-1.01960
-0.79090
-3.99610
-4.39180

0.57900
2.24360
-0.37670
-0.09050
-0.33210
-0.00860
0.27700
0.23720
1.88820
-0.11670
-0.55260
0.02260
0.53170
0.46250
0.40200
-0.95580
-1.36510
-0.42630
0.92690
1.34130
-1.68340
-2.41660
-0.74870
1.65660
2.38930
-0.87230
2.04980
3.09600
-3.79490
-5.03150
-5.87130
-5.45750
-4.21820
-3.13080
-5.33850

6.84020

5.07080

-3.40200
-2.10890
-4.47360
-4.25400
-2.96470
-1.89500
-1.85070

-1.28100
-5.47000
-5.08540
-2.79420
-0.89390
-4.90800
-4.96100
-5.63670
-6.26300
-6.21200
-5.53510
-4.47210
-5.67380
-6.78980
-6.69850
-5.48540
-4.78710
-4.04250
2.67700

-2.36950
-2.96000
-3.24580
-2.92980
-2.33510
-2.14830
-3.20240
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H -2.47330
H -0.17430
H 0.22150

-6.83430
-6.09840
-3.92100

-3.71040
-3.14690
-2.10280

Phenyl B-D-Galf 6, C2-exo, -60°/180°

X
-5.71650
-2.62620
-4.11040
-6.70080
-3.78900
-3.29310
-5.13530
-5.30480
-4.47570
-3.45150
-4.58260
-2.50100
-6.06450
-4.96170
-4.00520
-3.96230
-5.16450
-1.89160
-1.85430
-4.44840
-7.09630
-2.84050
-5.53600
-6.69870
-4.30150
-3.82880
-5.16530
-6.06180

O o oo oo oo o T T T T T T T O0O00000 00 0 o0 oo

Y
3.89440
7.10410
3.91770
6.10520
5.10500
7.64840
4.29820
5.82440
6.28360
7.38280
3.99720
7.52730
3.78190
6.26740
8.31050
3.10310
6.62000
8.42370
6.65710
3.87970
7.37170
7.07080
3.79870
3.89210
3.61900
7.14410
7.47780
7.50780

Z
1.49640
-0.87640
-1.65830
-0.54290
0.96030
2.62920
-0.73520
-0.71420
0.50450
0.25180
0.65270
1.43450
-0.95630
-1.64380
0.09950
0.70800
1.28230
1.32340
1.50550
-2.96450
-0.76790
3.75480
2.85610
3.61900
3.47510
4.86010
4.63200
5.69150
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-5.62860
-4.29590
-3.40030
-5.50090
-7.10040
-6.33010
-3.95860
-2.36520
-3.30170
-2.01190
-3.53380
-2.48710
-1.20270
-0.96690
-2.96040
-1.82980
-4.53560
-2.67040
-0.38570
0.03200
-8.54900
-9.37030
-10.72460
-11.26480
-10.44840
-9.09430
-8.94890
-11.35930
-12.32160
-10.86800
-8.44890
-5.56920
-6.33000
-1.74740
-4.24570

7.21780
6.88770
6.84380
7.69830
7.75250
7.24320
6.65830
6.57720
3.52140
3.35470
3.35960
3.02960
2.86360
3.02770
7.59210
3.48690
3.49350
2.90250
2.60740
2.90140
7.56080
6.51840
6.74460
8.00660
9.04720
8.82620
5.54020
5.93650
8.17950
10.02860
9.62570
4.11860
8.24590
6.55480
3.53400

6.98140
7.21200
6.15420
3.62920
5.50980
7.80580
8.21460
6.31770
-3.83240
-3.32100
-5.20030
-6.04860
-5.53650
-4.17450
-1.63740
-2.26450
-5.58490
-7.10760
-6.19920
-3.77740
-0.54100
-0.10310
0.10140
-0.12970
-0.56540
-0.76980
0.07730
0.44130
0.03020
-0.74480
-1.10680
-3.35680
-1.11320
3.84860
4.86370
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-5.39810
-6.62630
-7.64520
-3.39000
-3.28220
-5.34010
-7.53280

I T T T T O O

3.62420
3.80220
4.04070
3.57040
3.41260
3.57420
3.88390

5.63260
5.00140
3.11520
2.90010
5.34210
6.71160
5.58770

Phenyl B-D-Galf 6, C2-exo, 180°/+60°

X
-2.95100
-4.36650
-1.07010
-1.46060
-3.67170
-1.98920
-1.39460
-1.56630
-2.98590
-3.02990
-2.80840
-2.49670
-0.66400
-0.80820
-2.40740
-3.01600
-3.51430
-3.29120
-1.68950

0.20170
-1.27490
-1.36770
-4.08420
-0.74840

O o o o o T T T T T T T 00000000 0O o0 oo

Y
1.54240
6.37650
4.32850
2.86920
3.76330
8.07110
3.30450
3.93390
4.50780
5.98500
2.84880
6.90010
2.50180
4.68300
6.11160
2.86770
4.34970
7.18290
6.44000
4.79360
3.21550
8.99020
0.82700

10.06230

z

1.46440
0.99190
2.57660
-0.70500
1.33320
0.29010
1.63020
0.24610
0.29810
0.69870
1.97280
-0.38230
1.64740
0.03980
1.58800
3.04290
-0.64290
-1.07290
-0.94890
2.58060
-1.99470
-0.46020
1.76310
0.36220
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-0.62210
-0.01500
0.46220
0.33850
-0.26080
-0.98470
0.08840
0.93290
0.71040
-0.35850
0.35460
-0.72210
1.61240
1.79200
0.71840
-0.53660
-4.69680
-1.69760
2.43700
2.76640
0.85890
-1.37230
-1.22810
-1.46340
-1.41810
-1.13640
-0.90230
-0.95000
-1.68450
-1.60310
-1.10060
-0.68390
-0.77240
1.08390
-1.16440

9.94480
10.95920
12.09500
12.21420
11.19940

9.06000
10.86130
12.88550
13.09650
11.27740

5.99280

6.54580

6.59690

7.74080

8.28680

7.68970

5.78100

6.08580

6.16540

8.20900

9.18130

8.11830

2.03510

0.74190
-0.33450
-0.12770

1.16000

2.23950

0.58450
-1.33520
-0.96960

1.32060

3.24470
4.28220

4.36750

1.74890
2.47680
1.82910
0.44720
-0.28510

2.25130
3.54920
2.40010

-0.05750
-1.35930

3.43660

4.13570

3.50720

4.27040
4.96870

4.89980

1.67830

4.07720

2.95680

4.31930

5.56200

5.43740

-2.88920
-2.41390
-3.28920
-4.63670
-5.11250
-4.24260
-1.36820
-2.92060
-5.31650
-6.16030
-4.59960
1.92990

-2.35380
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-1.31700
-4.09120
-5.18640
-6.28110
-6.26680
-5.17640
-3.23230
-5.18340
-7.13510
-7.11410
-5.19800
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8.93520
-0.49410
-1.30460
-0.80750

0.51150

1.34000
-0.86820
-2.32990
-1.44070

0.91350

2.36900

-1.67120
1.31660
1.57630
2.28090
2.71630
2.45860
0.77430
1.22800
2.48270
3.25770
2.78470

Phenyl B-D-Galf 6, C2-exo, 180°/-60°

X
-5.64170
-3.06250
-2.22800
-4.84480
-3.85910
-3.96090
-3.59160
-3.68230
-3.86500
-2.77810
-4.22140
-2.64300
-4.08710
-2.80120
-1.81510
-3.87040
-4.83510
-2.15350
-2.05610
-1.54520

O I I T T T T IT O O O O O O O O O o o o

Y
3.12650
6.96540
2.74300
4.78640
4.34910
7.95070
3.13870
4.61370
5.36640
6.37320
3.13230
7.48290
2.49130
4.92490
5.84860
2.33020
5.86150
7.12430
8.29940
2.39420

z

1.42980
2.69620
0.32460
-1.07370
2.10490
0.06760
0.14820
-0.25690
1.07630
1.43160
1.54020
0.41060
-0.56860
-0.80890
1.46840
2.18780
1.07560
-0.49320
0.83000
-0.78950
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-4.75980
-4.04860
-6.28790
-5.45230
-6.52220
-7.81480
-8.04700
-6.98380
-5.69040
-6.33960
-8.63930
-9.05530
-7.16380
-4.85420
-0.14550
0.37170
0.66800

1.98570
2.49840
1.69120
-3.16700
-0.25560
0.25760
2.61350
3.52710
2.09040
-6.06390
-7.19280
-8.40130
-8.49010
-7.36620
-6.15540
-7.12400
-9.27550
-9.43640

5.58690
8.83650
1.99090
9.08320
8.39150
8.61640
9.53160
10.22680
10.00230
7.67020
8.06730
9.69800
10.93620
10.52680
2.00840
2.03240
1.61530
1.24850
1.27270
1.66470
6.25530
2.33810
1.60200
0.94440
0.98670
1.68400
5.72370
5.00830
5.19430
6.09540
6.80950
6.62250
4.31610
4.63970
6.24490

-2.15750
-0.93680
1.01760
-1.35120
-0.77890
-1.23080
-2.25190
-2.82180
-2.37480
0.00400
-0.79560
-2.60950
-3.61920
-2.81640
-0.49510
0.80310
-1.56060
-1.33030
-0.03570
1.02840
3.34320
1.62770
-2.56090
-2.15770
0.14350
2.03420
-2.84610
-2.43890
-3.09500
-4.15230
-4.55820
-3.91000
-1.61240
-2.77900
-4.65660
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-7.43760
-5.27860
-2.04640
-3.73540
-3.07810
-7.64070
-8.38680
-7.79410
-6.44670
-5.68340
-8.08670
-9.43560
-8.37690
-5.97190
-4.63630

7.51820
7.18140
2.40770
6.13370
9.35500
2.14700
1.05380
-0.20230
-0.34850
0.74020
3.12900
1.18470
-1.05370
-1.31750
0.59630

-5.37270
-4.20490
-1.89120
-2.50010
-1.44590
0.71330
0.30020
0.18210
0.48420
0.90180
0.80410
0.06510
-0.14400
0.39460
1.12550

Phenyl p-D-Galf 6, C2-exo, 180°/180°

@)
@)
@)
@)
@)
@)
C
C
C
C
C
C
H
H
H
H

X

0.19400
-4.00810
-0.84950
0.80180
-1.82900
-2.11470
-0.10390
-0.30920
-1.61670
-2.87140
-0.78410
-2.87300
0.94160
-0.35400
-2.96410
-1.20980

Y
3.86080
6.18140
6.88720
6.32090
4.93460
9.19730
6.12640
6.73580
6.09520
6.96040
4.76800
8.15910
6.06050
7.81880
7.31510
4.42480

z

2.87710
1.33300
4.40050
1.25150
2.41070
1.39600
3.44450
2.05800
1.57120
1.69110
3.33770
0.75650
3.72700
2.08880
2.72330
4.28070
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-1.51390
-3.89820
-2.43180
-0.24180
1.03590
-1.73520
-0.10830
0.94280
-1.36080
-0.89290
-0.70220
0.09390
0.70800
0.52000
-0.28090
-1.18290
0.23520
1.33200
0.99790
-0.43500
-1.14860
-2.51920
-0.60590
-1.42600
-2.79260
-3.33690
-3.96910
-2.94050
0.45550
-1.00290
-3.43330
-4.39960
2.18610
2.85810
3.92550

5.75900
8.49900
7.92380
7.98510
7.02840
10.24090
2.52250
1.68610
1.98830
11.19990
11.08040
11.99640
13.03210
13.15470
12.24430
10.27980
11.90120
13.74350
13.95940
12.32910
8.78860
8.52680
9.86150
10.66540
10.40550
9.33770
5.36180
7.70180
10.05620
11.49560
11.03650
9.13880
6.49690
5.33390
4.86940

0.53770
0.60880
-0.21100
4.90820
0.12800
0.64260
2.82660
2.45190
3.12040
1.40180
2.78050
3.45350
2.75520
1.38070
0.70610
3.32140
4.52180
3.28140
0.83690
-0.36090
5.75870
5.83100
6.46990
7.24690
7.31390
6.60600
1.84440
5.27550
6.40210
7.79730
7.91670
6.65580
-0.64100
-0.25490
-1.01140
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4.32800
3.65960
2.59030
2.54240
4.44360
5.16160
3.97220
2.06110
0.90980
0.36700
-2.05290
-1.54410
-0.50220
0.74300
1.90600
-2.19210
-2.51920
-0.65690
1.56490
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5.56130
6.72030
7.18650
4.79720
3.96720
5.19690
7.25790
8.08380
8.26580
7.98510
10.37110
0.60880
-0.23310
0.31530
2.12450
2.62450
0.19750
-1.30270
-0.32710

-2.15030
-2.53700
-1.78630
0.62800
-0.71290
-2.73740
-3.42280
-2.07620
4.66580
-0.19540
-0.51970
3.05010
2.68270
2.38130
2.22480
3.38460
3.27950
2.62710
2.09110

Phenyl B-D-Galf 6, C3-exo, +60°/+60°

X
3.64750
3.68120
2.17200
1.42920
2.40710
4.15990
4.23360
0.18710
5.52050
1.86270
1.99020
0.96880

O O T O O T OO O O O O

Y
4.64450
4.49430
4.59650
4.32570
4.85900
5.89480
3.83810
5.01890
6.09250
5.54990
3.55700
3.69330

z

-2.69000
-4.09480
-2.27920
-3.58880
-4.63640
-2.28280
-2.24990
-3.66710
-2.31490
-1.85760
-1.31530
-0.43990
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-0.93630
1.26200
2.31530
2.30090
3.20580
1.14180
2.41150
3.14130
1.36830
1.08760
2.31040
2.36270
0.85400

-0.16990
1.72570
1.57200
0.55080

-0.32000

-0.84020
2.51620
2.24810
0.43300

-1.11490

-2.15360

-2.10190

-3.27100

-4.49290

-4.54710

-3.38190

-1.15300

-3.22930

-5.40260

-5.49680

-3.40940
2.46100

4.32720
3.25660
4.30240
2.78770
4.65280
4.85770
2.44020
2.36510
2.38170
4.55310
5.94810
1.13310
2.53240
2.54300
1.44250
0.37640
0.39110
1.47550
3.39030
1.43080
-0.46690
-0.44250
1.48670
5.16560
6.49920
7.24340
6.66410
5.33550
458770
6.94740
8.27590
7.24770
4.88500
3.55540
0.88340

-3.37970
-3.69400
-6.05110
-6.10280
-6.58610
-6.63400
-7.49810
-5.55270
-5.71180
-7.54870
-4.69870
-7.80350
0.47400
1.42430
0.40400
1.27990
2.22570
2.29700
1.46730
-0.33210
1.22410
2.90650
3.03150
-3.48660
-3.90020
-3.98340
-3.65310
-3.23960
-3.15700
-4.15610
-4.30540
-3.71760
-2.98170
-2.83640
-9.26440
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2.58280
2.67010
2.63680
2.51550
2.42800
2.60910
2.76420
2.70510
2.48940
2.33350
2.25320
-0.93180
0.24340
5.97220
7.32910
8.24500
7.78470
6.42440
5.25060
7.67230
9.30330
8.48450
6.08740

1.92510
1.64220
0.32260
-0.71770
-0.43910
2.94900
2.45110
0.10510
-1.74410
-1.23800
0.26600
3.15670
4.66160
7.25790
7.54550
6.67530
5.51880
5.22000
7.92150
8.45140
6.90010
4.83760
4.32960

-10.18780
-11.54430
-11.98620
-11.06860
-9.71240
-9.84440
-12.25730
-13.04470
-11.41120
-8.98980
-6.96330
-3.07020
-0.42040
-1.69700
-1.67340
-2.26130
-2.87790
-2.91630
-1.23820
-1.18980
-2.24110
-3.34570
-3.42580

Phenyl B-D-Galf 6, C3-exo, +60°/-60°

O I OO O O O O

X
-0.69580
0.58500
-1.56740
-0.60680
0.79490
-0.64240
-0.98910
-0.82390

Y
5.18130
4.70820
4.62360
4.60780
4.66820
6.60280
4.85760
5.79100

Z

-3.77680
-4.03710
-4.90030
-6.09730
-5.46120
-3.86370
-2.77880
-6.87520
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-1.74030
-2.45300
-1.93350
-2.98110
-1.28860
-0.75330

1.75570

1.29900

2.64910

2.05980

0.22260

2.13030

0.96700

2.70810

1.27730
-0.11780
-3.25590
-4.32600
-2.46460
-2.74290
-3.81030
-4.60200
-4.92170
-1.63000
-2.12270
-4.02130
-5.42510
-1.58040
-1.51710
-1.81710
-2.17610
-2.23910
-1.94520
-1.24290
-1.77230

7.34620
5.21610
3.29750
2.74150
5.65500
3.73600
3.52120
2.12580
3.71110
3.63210
1.70090
1.42840
2.11340
2.95640
5.59190
0.40300
1.35940
0.67680
0.72480
-0.58340
-1.26030
-0.62830
1.17390
1.24830
-1.07760
-2.28320
-1.15870
6.97020
8.16070
9.36710
9.39300
8.20830
6.99980
8.13860
10.28730

-3.51990
-5.10630
-4.51240
-5.16250
-8.13480
-6.71880
-5.76170
-5.36870
-5.15300
-7.14530
-6.22300
-5.47550
-4.33000
-7.38040
-5.78690
-6.17160
-4.71030
-5.29220
-3.75000
-3.38070
-3.96260
-4.91760
-6.04460
-3.30740
-2.64440
-3.67700
-5.37800
-8.75680
-8.02720
-8.64510
-9.98980
-10.71910
-10.10460
-6.98270
-8.07710
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-2.40830
-2.51870
-1.99400
-1.22790
-1.75920
-2.81690
-3.34650
-2.81380
-1.75800
-1.35520
-3.23040
-4.17570
-3.22930
-1.34530

0.42960
-1.44350
-3.60390
-2.87580
-3.92920
-3.86240
-2.72250
-1.66650
-2.95870
-4.80920
-4.68720
-2.65660
-0.77800

10.33570
8.22800
6.07240
0.06820
1.00410
0.65010

-0.63580

-1.57200

-1.22210
2.00420
1.38040
-0.90720
-2.57020
-1.93510

-0.39260
4.58480
3.32980
6.82990
7.68660
9.04050
9.54460
8.70520
5.78020
7.27960
9.69650

10.59750
9.08260

-10.46920

-11.76450
-10.65850
-7.09750
-7.98830
-8.81380
-8.75860
-7.87720
-7.04950
-8.03570
-9.49720
-9.40000
-7.82820
-6.34990
-5.43760
-8.67920
-6.01750
-2.89750
-2.58340
-2.88370
-3.50810
-3.82780
-2.65610
-2.10120
-2.63830
-3.75180
-4.31730

Phenyl B-D-Galf 6, C3-exo, +60°/180°

O O O O

X
5.26140
4.22130
4.84000
3.30970

Y
4.78810
4.27100
4.54590
4.66230

Z

-5.32720
-6.10950
-3.88320
-3.94150
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2.96920
5.39890
6.18260
2.93480
5.88070
6.03470
6.21200
5.27610
5.25000
5.20890
2.07790
2.82320
2.05220
2.47080
1.98530
0.79490
3.65000
2.66930
1.66620
0.12570
2.47310
4.15550
5.72040
5.44820
6.46630
6.93440
6.65320
5.90870
4.86990
6.68020
7.51060
7.01340
5.68780
1.81080
2.41870

4.44590
6.18910
4.27650
5.98940
6.69390
8.07940
5.91870
5.25190
3.21030
2.84790
6.14630
3.95380
3.26480
1.90610
3.18830
3.62370
1.48150
1.93650
1.18930
2.99450
5.34550
0.28330
1.47500
0.84960
0.80790
-0.47520
-1.09990
-0.43690
1.37610
1.29190
-0.98900
-2.10380
-0.92430
7.57920
8.60280

-5.42820
-5.46970
-5.60400
-3.55640
-6.65220
-6.69190
-7.76150
-3.18290
-3.57260
-2.27090
-2.52420
-3.28050
-5.74070
-5.18980
-6.83130
-5.17650
-5.88550
-4.11830
-5.36440
-5.47320
-5.79880
-5.56700
-2.05620
-0.83700
-3.02980
-2.78420
-1.57320
-0.60010
-0.09000
-3.97070
-3.54180
-1.38660

0.34070
-2.24430
-2.97640
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2.13940 9.92890  -2.67480
1.25540  10.24030  -1.64560
0.64810 9.22240  -0.91470
0.92480 7.89590  -1.21210
3.10480 8.36000  -3.77460
2.61170  10.72010  -3.24260
1.03990 11.27550  -1.41300
-0.03930 9.46370  -0.11440
0.46080 7.09600  -0.65170
5.44490 0.02540  -6.25620
6.12230 1.04100  -6.93610
7.35060 0.77730  -7.52680
7.90280  -0.49850  -7.44970
7.22610  -1.51310  -6.77740
6.00250 -1.25120 -6.17820
5.69220 2.03110  -6.98440
7.87890 1.56720  -8.04510
8.86080  -0.70170  -7.91150
7.65560  -2.50470  -6.71670
5.47320  -2.02600  -5.64070
3.61720  -0.48350  -4.79640
1.59190 5.22270  -1.91220
4.79130 3.58010  -1.40230
6.71200 6.54390  -8.90200
6.87350 7.92270  -8.94940
6.52900 8.68740  -7.83650
5.76780 8.66100  -5.81890
6.07420 484800  -7.75780
6.96870 5.93750  -9.76170
7.25890 8.39810  -9.84180
6.64700 9.76360  -7.85800
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Phenyl B-D-Galf 6, C3-exo, -60°/+60°
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X
2.29440
1.65510
2.83600
2.22420
2.06700
3.39110
1.56080
3.06960
3.14300
3.92120
2.43910
3.24090
2.87970
1.25670
1.05480
0.89760
1.45380

-0.18370
0.01180
1.85630
0.45570

-0.80070
3.03480

-0.33400
2.69060
3.41760
1.47810
1.00290
1.73100
2.93870
4.35270
0.91230
0.06370
1.35710

Y
4.21710
3.09590
3.76330
2.37950
1.90610
4.65630
5.01880
1.47790
5.35350
3.69340
4.69990
4.83540
1.36050
2.45380
0.79600
0.46390
-0.08600
1.18530

-0.67230
0.20200
1.29610
0.44830
1.56270

-1.11300
5.78940
6.01220
6.45390
7.33440
7.55460
6.89220
5.48980
6.28040
7.84840
8.24110

z
-2.14880
-1.57130
-3.50820
-3.69610
-2.25590
-1.37720
-2.23890
-4.40790
-0.21820
-3.47530
-4.51000
-5.58970
-5.74070
-4.18620
-2.05720
-0.58580
-2.57360
-2.63710
-0.52600
-0.13630
-0.04000
-2.54660
-1.87290
0.69440
-6.58130
-7.75320
-6.37920
-7.34160
-8.50730
-8.71230
-7.90050
-5.47560
-7.18300
-9.25650
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3.50430
3.83390
4.81280
5.68620
5.58850
4.61480
3.74040
4.88920
6.44410
6.27130
4.53930
2.98120
-1.26550
-1.72270
-2.59440
-3.01350
-2.55940
-1.68870
-1.39670
-2.94720
-3.69320
-2.88440
-1.32880
0.08130
2.02340
4.28550
4.24920
4.09870
2.84820
1.75270
1.88900
5.21410
4.96240
2.73200
0.77660

7.06180
0.41220
-0.25150
-1.12720
-1.34430
-0.68310
0.19300
-0.08030
-1.63990
-2.02760
-0.85060
0.71460
-2.26900
-2.79720
-3.87810
-4.43650
-3.91270
-2.83260
-2.36380
-4.28500
-5.27920
-4.34660
-2.41690
-0.61080
1.96910
4.23690
5.97520
6.70090
6.81570
6.18980
5.45120
5.88450
7.18230
7.38310
6.26390

-9.61930
-6.36270
-5.61860
-6.24930
-7.62070
-8.36510
-7.73920
-4.55480
-5.67130
-8.10980
-9.43170
-8.30540
0.64150
-0.56870
-0.56800
0.63620
1.84380
1.84730
-1.50300
-1.50680
0.63370
2.78060
2.77830
1.71690
-6.34170
-5.71530
0.35900
1.53190
2.13550
1.55410
0.38070
-0.12300
1.97320
3.04960
2.01690
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H

1.03010

4.94900

-0.03900

Phenyl B-D-Galf 6, C3-exo, -60°/-60°

C
0
C
C
C
0
H
0
C
H
0
C
C
H
C
C
I
0
0
H
H
H
H
C
C
C
C
C
C
C

X
0.04040
0.98800

-0.38380
0.19550
1.44630
0.59440

-0.79820
0.56530
0.74520
0.05970

-1.80750

-2.34430

-0.33980

-0.49300
2.02220
3.39600
2.18010
1.07000
3.39420
3.71550
4.11460
1.29640
2.22300
3.77740

-3.82590

-4.50840

-4.54410

-5.93200

-6.60830

-5.89510

Y
1.98860
2.45700
3.19780
437770
3.75610
1.02570
1.55570
5.47360

-0.26090
3.14500
3.21900
3.79280
6.45960
4.70830
4.52150
4.03310
5.54660
4.50920
2.65650
4.59880
4.17180
5.20980
3.66860
1.72590
3.79410
4.35550
3.26350
3.29470
3.85370
4.38430

z

-4.61970
-5.55810
-3.78230
-4.55220
-5.16210
-3.75230
-5.16560
-3.71730
-4.21640
-2.78990
-3.67830
-2.57920
-3.53540
-5.32690
-6.34050
-6.78220
-5.97960
-7.39640
-7.20050
-7.65650
-5.97610
-8.01960
-4.39530
-6.30840
-2.61360
-1.53180
-3.68830
-3.67570
-2.59520
-1.52320
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-3.94200
-4.01810
-6.48660
-7.69080
-6.42060
0.16010
1.42620
1.84680
1.00950
-0.25320
-0.67750
2.07390
2.82760
1.34020
-0.90510
-1.65620
3.71330
3.19580
3.16350
3.64730
4.15710
4.18800
2.81650
2.75790
3.61700
4.52020
4.57440
4.15220
-1.43010
-1.67560
1.10040
1.25470
1.05200
0.71130
0.56530

4.76560
2.83180
2.88340
3.87700
4.82020
7.51910
7.45550
8.47040
9.54990
9.61540
8.60360
6.61580
8.41890
10.33940
10.45390
8.64100
0.35040
0.08560
-1.21800
-2.26020
-1.99980
-0.70000
0.89600
-1.42170
-3.27640
-2.81160
-0.48500
1.99030
6.46070
4.24890
-1.20880
-2.53770
-2.93010
-1.97520
-0.63700

-0.70710
-4.52730
-4.50930
-2.58870
-0.68340
-2.62750
-2.03950
-1.19070
-0.92400
-1.50760
-2.35630
-2.24480
-0.73590
-0.26100
-1.29950
-2.81430
-6.86140
-8.13100
-8.60750
-7.82280
-6.55450
-6.07380
-8.73630
-9.59020
-8.19530
-5.93790
-5.08730
-5.18550
-4.06130
-1.67920
-3.25870
-3.62820
-4.94880
-5.89730
-5.54520
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1.24380
1.52970
1.17560
0.57940
0.34150
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-0.89110
-3.26910
-3.96600
-2.26090
0.09360

-2.23400
-2.87850
-5.23660
-6.93240
-6.30790

Phenyl p-D-Galf 6, C3-ex0, -60°/180°

X
C 1.94400
@) 2.11350
C 0.43980
C 0.02450
C 1.22980
@) 2.51330
H 2.36900
@) -0.17430
C 3.82960
C 4.21130
C 4.75530
H 0.16930
@) -0.10930
C -1.39790
C -0.78780
H -0.88960
C 0.92340
C 2.20910
H 0.36360
@) 0.14480
@) 3.03550
H 2.73130
H 1.98690
H -0.40680
H 1.72790
C 4.36440

Y
8.00890
6.62570
8.21910
7.10510
6.14050
8.68850
8.35090
7.71150
8.45510
8.85950
7.86580
9.20560
7.99040
8.34540
6.97000
6.61480
4.67880
3.87380
4.31160
4.56100
4.10710
4.18760
2.80800
3.77310
6.22040
4.20790

z

-4.54100
-4.62760
-4.67250
-5.64520
-5.65440
-5.64920
-3.59800
-6.93030
-5.97380
-7.25110
-5.11650
-5.03650
-3.37160
-3.18330
-7.87010
-5.32570
-5.39120
-5.21530
-6.25360
-4.20370
-6.37100
-4.31600
-5.15290
-4.27160
-6.62250
-6.19930
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-1.87610
-3.17070
-1.07600
-1.57070
-2.85990
-3.65940
-3.78160
-0.07730
-0.95070
-3.24220
-4.66200
-0.88910
-0.31660
-0.42500
-1.10410
-1.67570
-1.56750
0.21260
0.02090
-1.18740
-2.20370
-2.00460
5.05830
4.36030
5.05110
6.43670
7.13510
6.44940
3.28480
4.50840
6.97280
8.21350
6.98080
4.92260
-1.19810

8.02930
8.41790
7.35400
7.07320
7.46510
8.13790
8.93790
7.04690
6.54800
7.24540
8.44230
7.67730
8.93600
9.55450
8.92390
7.66970
7.04670
9.42260
10.52840
9.40920
7.17920
6.07180
4.63550
5.15510
5.56650
5.45160
4.93230
4.53220
5.24750
5.98110
5.77170
4.84720
4.13910
3.97220
5.84870

-1.81650
-1.46360
-0.89090
0.37550
0.72460
-0.19610
-2.18860
-1.16490
1.09040
1.71350
0.07510
-9.16960
-9.37150
-10.60970
-11.64840
-11.44970
-10.21500
-8.56510
-10.76500
-12.61270
-12.25720
-10.04810
-7.44020
-8.53230
-9.66400
-9.71630
-8.62970
-7.49270
-8.48830
-10.50370
-10.60090
-8.66730
-6.63700
-5.14920
-7.65890
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-2.06700
6.06550
6.45650
5.52180
3.46970
4.46830
6.77910
7.47250
5.80860
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8.86130
7.68940
8.09100
8.67830
9.30190
7.52840
7.21690
7.93110
8.98380

-4.05110
-5.55170
-6.82240
-7.66980
-7.90390
-4.13220
-4.88850
-7.15690
-8.66790

Phenyl B-D-Galf 6, C3-exo, 180°/+60°

X
4.14180
5.54870
3.77730
5.12940
6.04800
3.50100
3.83980
5.13790
3.46240
3.23440
2.97660
2.05890
4.89360
5.42940
7.52090
8.07300
7.63880
8.19440
9.48080
7.61760
7.93690
9.13900
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Y
5.73500
5.82920
5.77970
5.78260
6.39670
6.82720
4.80350
6.58730
6.87080
6.69380
4.64480
4.79180
5.97600
4.76290
6.05820
6.44400
497710
6.76470
6.14350
5.86720
7.50710
6.57870

Z

-2.77840
-2.70460
-4.26570
-4.97620
-3.92210
-2.15310
-2.29940
-6.15410
-0.77950
-4.49410
-4.59340
-5.57620
-7.33570
-5.21630
-4.04640
-5.40920
-3.90570
-3.01020
-5.35860
-6.21200
-5.60760
-3.08960
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5.92800
10.20510
1.33380
0.36190
1.59850
0.89290
-0.07580
-0.34020
0.16750
2.35190
1.09910
-0.62380
-1.09210
4.99570
5.44120
5.53460
5.18040
4.73400
4.64390
5.71740
5.88450
5.25280
4.45760
4.30060
11.64420
12.15120
13.50560
14.35900
13.85670
12.50420
11.48860
13.89580
15.41460
14.51970
12.10120

7.48600
6.45580
3.53090
3.54250
2.34900
1.19300
1.20920
2.38510
4.46190
2.33680
0.27870
0.30580
2.39780
6.91080
8.22590
9.06030
8.59050
7.28090
6.44190
8.58820
10.07720
9.24450
6.91600
5.42220
6.12620
5.55930
5.27040
5.54470
6.10940
6.39960
5.34590
4.83130
5.31830
6.32270
6.83860

-3.91160
-6.44690
-5.85900
-6.86230
-5.16210
-5.46730
-6.46680
-7.16450
-7.39710
-4.38820
-4.92620
-6.70290
-7.94280
-8.47920
-8.32240
-9.42780
-10.68930
-10.84790
-9.74720
-7.34300
-9.30590
-11.54910
-11.82860
-9.85560
-6.28960
-5.11740
-5.01700
-6.08200
-7.25150
-7.35580
-4.29120
-4.10800
-6.00080
-8.08010
-8.25810
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9.71650
4.63240
1.86540
4.21270
4.08620
3.23500
2.49910
2.60840
4.90220
4.67060
3.14780
1.83240
2.03730

I T T T T O O O O O O O O

6.95110
4.79780
5.84120
6.04110
6.16930
7.11660
7.94830
7.82760
5.31820
5.52220
7.21070
8.69250
8.46220

-7.43940
-7.42450
-6.14660
0.05060
1.43230
1.98700
1.14530
-0.23240
-0.35910
2.07440
3.06160
1.56260
-0.89770

Phenyl B-D-Galf 6, C3-exo, 180°/-60°

X
2.21790
2.87030
1.02140
0.80450
1.85870
1.68280
2.92930

-0.50450
0.13780
1.40260
0.40230
-1.32330
0.95360
2.50620
1.49880
3.07660
3.37860
0.60680
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Y
7.54300
6.40750
7.01430
5.59550
5.45910
8.35650
8.10210
5.45250
7.63120
6.99420
6.84980
4.50500
4.86470
4.09210
2.96470
3.89120
4.17490
3.29310

Z

-4.17160
-4.67830
-3.38010
-3.93370
-5.04620
-5.19840
-3.56530
-4.48270
-3.51370
-1.99930
-1.10280
-3.97420
-3.14240
-5.18540
-5.33410
-4.27030
-6.30880
-6.41450
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2.01820
0.92650
3.90940
1.40960
-0.45510
0.89100
-0.04780
2.24690
2.65500
1.71630
0.36450
-1.09410
2.97460
3.70550
2.03790
-0.36540
-2.62000
-2.94140
-4.15800
-5.05580
-4.73830
-3.52440
-2.23730
-4.40010
-5.99980
-5.43410
-3.26110
-1.34860
-1.04010
-1.91510
-3.10110
-3.41150
-2.53770
-0.12340
-1.67530

2.03260
2.82060
3.36910
5.74560
2.49320
6.83510
6.68520
6.96180
6.93930
6.79020
6.66320
6.58620
7.07590
7.03760
6.77260
6.54660
4.45140
5.34790
5.24010
4.23830
3.34200
3.44760
6.11570
5.92850
4.15010
2.55860
2.75300
2.98210
411730
4.55250
3.86240
2.73310
2.29250
4.65590
5.43320

-5.56270
-4.41840
-6.34720
-6.00000
-6.59980
0.29630
1.31980
0.60980
1.93660
2.95360
2.64390
1.06520
-0.18040
2.17780
3.98730
3.43440
-4.68750
-5.70980
-6.36670
-6.01250
-4.99590
-4.33420
-5.99360
-7.16540
-6.53520
-4.72490
-3.54880
-7.67860
-8.43240
-9.41740
-9.65170
-8.90010
-7.91750
-8.24200
-9.99910
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-3.78570
-4.33810
-2.77200
-0.65310
-1.00650
-0.75780
2.54080
1.92950
2.70760
4.09810
4.69750
3.92980
0.84860
2.22480
4.70420
5.77690
4.41800
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4.20810
2.20210
1.42330
1.49700
3.77260
6.74430
9.06810
9.91880
10.69220
10.62520
9.77120
8.98400
9.96500
11.35180
11.22880
9.70330
8.30910

-10.41600
-9.07490
-7.31910
-5.93660
-3.06370
-1.43300
-6.00180
-6.92230
-7.77130
-7.71050

-6.79360

-5.93770
-6.95540
-8.48140
-8.37330
-6.74040
-5.25130

Phenyl B-D-Galf 6, C3-exo, 180°/180°

X
5.85560
5.02230
5.77990
4.45000
3.87350
5.37430
6.85350
3.50200
5.44830
5.05950
5.87740
5.82490
6.83000
8.03250

O O T OO O O IT OO O O o0 O

Y
3.96790
4.55470
2.46160
2.28740
3.70980
4.16480
4.38800
1.46380
5.41840
5.50230
6.55600
1.88700
2.06350
1.80920

z
-4.32550
-5.29300
-4.59220
-5.34020
-5.43760
-3.01170
-4.44110
-4.65720
-2.45380
-1.11730
-3.13340
-3.67280
-5.48030
-4.92600
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3.74530
4.64790
3.17040
1.88720
3.86010
2.81420
2.21700
1.26790
1.32310
2.50850
3.18350
1.22160
9.03020
10.33170
8.70200
9.67050
10.96680
11.29650
10.57410
7.69530
9.41430
11.72000
12.30430
2.59930
1.38960
0.32340
0.45940
1.66550
2.73230
1.28150
-0.61600
-0.37590
1.76920
3.66930
1.67650

0.13500
1.86340
4.05650
3.25840
3.88670
5.43300
1.89810
3.28290
3.69490
5.72990
3.87690
0.99900
1.35580
1.09920
1.18070
0.75290
0.49920
0.67270
1.23790
1.37700
0.61660
0.16610
0.47560
-0.65470
-0.05530
-0.84240
-2.22660
-2.82570
-2.04310
1.01770
-0.37730
-2.83860
-3.90220
-2.49570
-0.38950

-4.66180
-6.32190
-6.73830
-6.94830
-7.57250
-6.64710
-7.27500
-6.05220
-7.77440
-7.51340
-4.60430
-7.17770
-5.92470
-5.48770
-7.27170
-8.16960
-7.73040
-6.38860
-4.44300
-7.61070
-9.21230
-8.43320
-6.04680
-4.15790
-3.79900
-3.38850
-3.33110
-3.68410
-4.09790
-3.85790
-3.11940
-3.01510
-3.64550
-4.39060
-7.43050
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2.97480
3.36450
2.46470
1.16800
0.77350
3.67770
4.37350
2.77470
0.47080
-0.22520
0.08400
4.78940
8.24970
5.92560
5.54410
5.10770
4.72810
6.15390
6.25990
5.58160
4.80580
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-0.67900
-1.99840
-3.03170
-2.74540
-1.42940
0.12280
-2.22060
-4.06040
-3.54930
-1.19310
1.30670
-0.33230
1.94470
7.77310
7.86640
6.72230
4.60500
6.51310
8.65510
8.81770
6.77820

-7.85440
-8.03850
-7.79760
-7.37800
-7.19860
-8.02650
-8.36080
-7.93190
-7.18140
-6.85930
-6.89250
-5.05840
-3.74180
-2.45670
-1.12440
-0.45910
-0.61070
-4.17590
-2.98860
-0.60990
0.57930

Phenyl p-D-Galf 6, 04-exo, +60°/+60°

X
-0.08630
0.30900
-1.60360
-1.80930
-0.52460
0.41770
0.24250
-1.88600
1.75900
-2.23050

O O OIT OO O O O O

Y
2.05700
1.12970
2.15920
1.97760
1.27620
3.35260
1.68640
3.24530
3.59710
1.04460

z
-6.46710
-7.44460
-6.61850
-8.12620
-8.60720
-6.71300
-5.49730
-8.78970
-6.54470
-5.97770
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-2.45330
-3.08050
-0.69810
-1.41830

0.30400
-1.31770
-1.27330
-1.92170
-0.03280
-3.03310
-1.72410
-0.98010
-0.82630
-1.41030
-2.15220
-2.30960
-0.52920
-0.25070
-1.28810
-2.60690
-2.88420
-3.09360
-3.33020
-3.92340
-4.28670
-4.05210
-3.45510
-3.04580
-4.09780
-4.75080
-4.33360
-3.26440
-4.21760
-4.21610
-3.03170

1.15420
3.87360
-0.09860
-1.09590
-0.48180
0.04430
-2.38860
-3.40800
1.92210
5.18420
-4.69440
-4.77730
-6.00110
-7.14580
-7.06650
-5.84520
-3.88770
-6.06230
-8.09890
-7.95600
-5.77040
-0.05360
-1.19870
-2.30930
-2.28190
-1.14130
-0.03100
-1.23290
-3.19550
-3.14930
-1.11990
0.85960
5.91640
7.15010
7.66100

-4.64690
-8.77670
-9.25890
-8.37360
-9.46150
-10.53070
-8.98950
-8.40780
-9.33660
-9.46760
-9.12380
-10.30370
-10.94120
-10.40630
-9.23060
-8.59150
-10.71900
-11.85590
-10.90540
-8.81400
-7.67850
-4.07740
-4.84210
-4.25730
-2.91420
-2.14970
-2.72760
-5.88210
-4.85290
-2.46160
-1.10480
-2.14480
-9.57740
-10.21150
-10.73630
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-1.84870
-1.84570
-5.12990
-5.13590
-3.03070
-0.92800
-0.92780
-2.00290
-2.72040
-2.26090
-4.06460
-2.15110
-2.59360
-2.48040
-0.97980
2.69840
4.03200
4.43360
3.48470
2.15250
2.41360
4.75940
5.47260
3.78200
1.40410

6.93570
5.69940
5.50940
7.71410
8.62470
7.33400
5.13670
3.09480
1.41850
0.21770
3.40050
2.14310
-3.27640
-0.86220
-1.11640
2.62540
2.99700
4.31430
5.27480
4.92150
1.59150
2.23890
4.59100
6.30570
5.65770

-10.62640
-9.99480
-9.16350

-10.29640

-11.22980

-11.03250
-9.90640
-6.24120
-8.31980

-10.41040
-8.25180
-4.01760
-7.40560
-8.28510
-7.37700

-6.20850

-6.05000

-6.23130

-6.57610

-6.73280
-6.08480
-5.78800
-6.10930
-6.72190
-6.99650

Phenyl B-D-Galf 6, O4-ex0, +60°/-60°

O O o O O o0

X
-0.44890
-1.33240
-1.15710
-2.62980
-2.67960
-0.28650

Y
1.99890
2.00760
1.20610
1.55500
2.11190
3.35220

z

-3.12230
-4.19510
-2.02630
-2.25150
-3.69510
-2.70420
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0.49450
-2.98720
0.60870
-0.91940
-1.21690
-4.29110
-3.61440
-3.38230
-3.40690
-4.96780
-3.78250
-3.85130
-2.96810
-4.54320
-4.27130
-4.65960
-5.01570
-4.99000
-4.61130
-4.25350
-4.68400
-5.31100
-5.26340
-4.58470
-3.94310
-1.00050
-0.62750
-0.47190
-0.68060
-1.04890
-1.21160
-0.47720
-0.19490
-0.56350
-1.22190

1.56730
2.55750
3.65350
-0.17740
-1.04470
2.70400
1.42760
-0.05700
1.89940
1.71800
-0.79640
-2.13250
3.16450
3.72940
-2.79760
-2.07300
-2.74090
-4.13190
-4.85650
-4.19240
-0.99400
-2.17590
-4.65050
-5.93790
-4.74290
-2.45420
-2.81080
-4.14950
-5.13370
-4.77970
-3.44470
-2.04590
-4.42560
-6.17760
-5.54600

-3.45320
-1.28950
-1.71060
-2.29800
-1.30210
-1.01410
-4.69570
-4.92630
-5.66050
-4.39200
-3.75610
-3.87590
-3.64510
0.02130
-2.61770
-1.48830
-0.32540
-0.28350
-1.40980
-2.57300
-1.51790
0.54920
0.62680
-1.37650
-3.44980
-1.69440
-2.99240
-3.32230
-2.36110
-1.06590
-0.73290
-3.73990
-4.33130
-2.62310
-0.32180
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-1.51480
-5.86440
-6.13910
-5.09740
-3.77960
-3.49870
-6.66380
-7.16320
-5.31270
-2.97080
-2.47680
-0.83300
-3.26250
-5.11450
-5.15860
-1.62330
-3.58550
-2.33120
-3.98210
1.59950
2.46610
2.35370
1.35820
0.48650
1.70810
3.23290
3.03000
1.25590
-0.29570
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-3.15660
3.98140
4.93690
5.64560
5.39790
4.44240
3.42490
5.13030
6.39160
5.95000
4.25000
1.45660
0.68840
1.62400
2.05310
-0.67730
-2.71510
-0.25730
-0.38600
2.78360
3.20260
4.47000
5.33060
4.92720
1.79130
2.52220
4.78510
6.32060
5.58240

0.26360
0.39880
1.36590
1.95900
1.58390
0.61750
-0.07070
1.65760
2.71360
2.04470
0.32430
-1.02130
-2.11330
-3.43440
-1.56820
-0.22250
-4.90560
-5.13650
-5.77340
-1.25910
-0.25150
0.30470
-0.15480
-1.15490
-1.67240
0.09680
1.08850
0.27170
-1.51580

Phenyl -D-Galf 6, 04-exo, +60°/180°

X
C -3.49200
@) -4.16080

Y
2.46170
2.17810

z
-8.15590
-6.95960
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-2.04100
-1.84350
-3.26850
-3.44910
-3.98910
-1.21530
-4.60040
-4.45740
-5.84800
-1.86210
-1.80540
0.12860
-3.62510
-3.29990
-4.69970
-3.00630
-4.01450
-3.80770
-3.41210
0.66650
-4.43940
-5.10800
-5.62860
-5.48910
-4.83040
-4.30650
-5.20560
-6.13770
-5.88910
-4.71410
-3.77450
-1.48510
-0.95890
-0.65530
-0.88340

2.03850
2.27780
2.34670
3.84870
1.92550
3.54380
4.47920
5.82100
3.86320
0.63660
0.22500
3.59280
1.33270
-0.13080
1.42380
1.71570
-0.55110
-1.80510
3.33830
4.94990
-2.05770
-1.04670
-1.30080
-2.56310
-3.57380
-3.32290
-0.06750
-0.51320
-2.75760
-4.55250
-4.09270
-1.21500
-1.94110
-3.28520
-3.91100

-7.92560
-6.42450
-5.84670
-8.43540
-8.96080
-6.18210
-8.83800
-9.18980
-8.91040
-8.14800
-9.43410
-6.29900
-4.75240
-5.02550
-4.58420
-3.52860
-6.19340
-6.61910
-5.41190
-6.04200
-7.93760
-8.63250
-9.89340
-10.46360
-9.76920
-8.51020
-8.18760
-10.43390
-11.45080
-10.21610
-7.96940
-9.55200
-8.48180
-8.64200
-9.86360
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-1.41200
-1.70720
-0.79080
-0.24870
-0.65390
-1.59880
-2.12160

2.05210

2.59680

1.76120
0.37990
-0.16970

2.68970

3.67080

2.18660
-0.26920
-1.24160
-1.34860
-1.23100
-2.05200
0.79740
-1.99740
-3.15570
-3.60480
-2.23000
-6.94470
-6.81160
-5.56000
-3.47850
-5.98110
-7.91230
-7.67090
-5.43950

-3.18980
-1.84400
-1.45530
-3.84670
-4.96230
-3.67920
-1.27330
5.12630
6.38110
7.46710
7.29590
6.04150
4.27520
6.51390
8.44670
8.14070
5.90760
2.60650
1.48920
1.57230
2.62390
0.97360
-2.61610
-0.72650
-0.28320
4.60060
5.93650
6.54310
6.27810
2.83260
4.11780
6.50070
7.58380

-10.93070
-10.77850
-7.53220
-7.81110
-9.98310
-11.87770
-11.59800
-6.06260
-5.83250
-5.58420
-5.56550
-5.79240
-6.25830
-5.84730
-5.40620
-5.37460
-5.78090
-8.54000
-5.99530
-3.58860
-6.58510
-10.36660
-5.99560
-4.16510
-5.18460
-9.35200
-9.70860
-9.62260
-9.12330
-8.61790
-9.40760
-10.04650
-9.89620
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Phenyl B-D-Galf 6, O4-exo, -60°/+60°

C
0
C
C
C
0
H
0
C
0
C
C
C
C
H
0
0
C
H
C
C
C
C
C
C
C
H
H
H
H
H
C
C

X
0.18930
1.00910

-1.09480
-0.59430
0.81090
0.71960
0.05150
-0.45240
1.83250
-1.92310
-2.71790
-1.57170
0.98110
2.40360
0.77870
0.02320
2.53600
3.73290
1.54850
-1.30600
3.75920
2.61660
2.68790
3.89600
5.03640
4.96850
1.67900
1.80090
3.94870
5.97620
5.84660
-3.52210
-3.40050

Y
2.38610
1.29880
1.74830
0.46080
0.23860
3.14030
3.00180
0.62060
3.91830
1.35140
2.29810
0.50400

-1.08890
-1.23950
-1.88830
-1.24190
-2.58100
-2.92550
0.32030
0.69150
-4.32120
-5.12540
-6.42290
-6.92470
-6.12570
-4.82800
-4.73400
-7.04300
-7.93710
-6.51480
-4.19710
1.77210
0.45150

z
-5.62270
-5.27480
-6.15180
-6.81610
-6.23010
-6.69000
-4.73520
-8.23280
-6.47670
-5.05580
-4.51090
-8.97810
-5.50310
-4.99410
-6.21960
-4.46490
-4.49150
-3.99520
-7.03130
-10.42470
-3.48550
-3.47220
-2.98280
-2.50700
-2.51870
-3.00470
-3.83950
-2.97210
-2.12670
-2.14890
-3.01800
-3.38290
-2.94150
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-4.17180
-5.06550
-5.18820
-4.41840
-2.70610
-4.07610
-5.66600
-5.88290
-4.50280
-2.36660
-2.16230
-0.89900
0.15980
-0.03920
-3.34300
-2.98580
-0.74020
1.14110
0.78120
-1.63850
-1.27180
0.08280
-2.65920
-2.74870
4.68190
2.61330
3.12100
2.53570
3.64260
4.05470
3.34700
2.24020
2.24800
4.18690
4.91820

0.00530
0.86980
2.18600
2.63720
-0.21810
-1.01730
0.51820
2.85810
3.65710
0.52470
0.69400
1.03490
1.20520
1.03340
0.26200
0.56180
1.16850
1.47230
1.16740
2.39940
-0.36100
-0.46900
0.27440
3.43860
-2.16950
-0.53040
-1.08230
3.97030
4.81060
5.58400
5.51570
4.68760
3.36210
4.84880
6.23020

-1.87700
-1.25100
-1.68900
-2.75100
-3.42800
-1.53550
-0.42160
-1.20220
-3.10050
-11.31820
-12.67970
-13.15640
-12.26890
-10.90570
-10.93500
-13.36940
-14.21900
-12.63940
-10.21580
-6.82860
-6.60430
-3.88540
-8.49660
-4.91610
-3.97310
-4.19270
-5.80080
-5.27570
-5.17390
-6.25150
-7.44990
-7.56560
-4.43150
-4.23860
-6.16230

5295



H 3.65620
H 1.67830

6.11170
4.62790

-8.29940
-8.48880

Phenyl B-D-Galf 6, O4-exo, -60°/-60°

X
-1.19730
-2.26210
-1.07400
-1.49640
-2.23120

0.02850
-1.44370
-0.36200
0.25880
-2.04940
-1.73720
0.23490
-3.66750
-4.30230
-3.63700
-4.46790
-4.39740
-3.48880
-1.66310
1.39660
-3.66410
-4.39690
-4.50470
-3.89980
-3.17530
-3.04800
-4.86450
-5.06160
-3.98920
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Y
0.00850
0.10540
1.40470
2.32360
1.40420

-0.25990
-0.76660
2.87600
-1.52260
1.56830
1.08940
3.94180
1.83490
1.12500
2.89440
1.74020
-0.29750
-1.08870
1.35440
4.42690
-2.51730
-2.90670
-4.25280
-5.21460
-4.82840
-3.48350
-2.15720
-4.55250
-6.26380

z
-3.06910
-3.98170
-2.46270
-3.61310
-4.60580
-3.70950
-2.34590
-4.29220
-4.20430
-1.42930
-0.20600
-3.71810
-4.89570
-6.08310
-5.16570
-3.72590
-5.87380
-6.47050
-5.53600
-4.50130
-6.10980
-4.98710
-4.66380
-5.46830
-6.59240
-6.90620
-4.36500
-3.78540
-5.21640
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-2.70040
-2.47180
-2.82340
-4.03470
-5.02510
-4.81280
-3.60680
-2.61500
-4.19830
-5.96300
-5.58700
-3.44180
-1.67450
2.08500
3.18050
3.59620
2.91390
1.81580
1.75270
3.71110
4.45210
3.23810
1.28700
-0.07720
-2.12590
-4.30940
-0.15090
-0.68380
-2.63460
-3.73890
-5.32760
1.50550
1.84330
0.94490
-0.29630

-5.57500
-3.16970
1.31480
1.91080
2.09790
1.69490
1.10040
0.90920
2.22190
2.55870
1.84340
0.78690
0.44820
5.54900
6.03380
5.39970
4.28020
3.79250
6.03100
6.90390
5.77770
3.78680
2.92240
1.61110
3.12640
0.86910
4.42720
0.54210
-0.67900
1.32700
1.47110
-1.71360
-2.95940
-4.02170
-3.81800

-7.21560
-7.76560
0.77680
0.41470
1.36930
2.68470
3.04770
2.09710
-0.60690
1.08740
3.42680
4.07030
2.36570
-4.03420
-4.73340
-5.90160
-6.36940
-5.67380
-3.12500
-4.36910
-6.44640
-7.27650
-6.03480
-2.08630
-3.24010
-3.33530
-2.67740
0.03320
-7.22740
-6.99210
-6.19720
-4.79830
-5.30630
-5.22440
-4.63630

5297



-0.65360
2.19560
2.81380
1.20930

-1.01150

-1.63680

I T T T T O

-2.57090
-0.88120
-3.10100
-4.99340
-4.62740
-2.43340

-4.13010
-4.84820
-5.76510
-5.62080
-4.57980
-3.70790

Phenyl -D-Galf 6, 04-exo, -60°/180°

X
-2.08840
-2.55870
-1.84880
-2.95480
-3.47090
-3.08060
-1.19960
-4.05540
-3.69030
-4.88910
-3.17550
-0.60240

0.51290
-3.91740
-3.51230
-3.95350
-4.21760
-2.26060
-5.17750
-5.31740
-4.46740
-5.11550
-6.52000
-7.23230
-8.33320

O O O O IT O OO0 IT O OO OO0 oo oo xTOo oohoono oo

Y
4.43490
3.12470
4.92640
4.21540
3.12350
5.29340
4.40520
5.08610
4.95900
5.61730
4.04120
4.41790
5.09880
5.93840
1.71750
0.70340
1.71810
1.31470
1.17400
1.09480
3.40390
6.79270
1.81980
2.69450
3.37600

z

-6.60640
-6.44800
-5.17830
-4.38420
-5.33550
-7.13750
-7.23460
-4.09890
-8.32600
-8.59010
-9.23710
-4.69440
-5.03540
-3.06320
-4.76410
-5.81990
-3.93070
-4.22630
-6.41170
-7.74780
-5.67790
-2.87820
-8.22880
-7.40480
-7.90510
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-8.73460
-8.02850
-6.92060
-6.91680
-8.87640
-9.59440
-8.33630
-6.35480
1.74030
1.69980
2.87670
4.09500
4.13800
2.96480
0.75350
2.84410
5.01100
5.08510
2.98400
-5.13290
-6.23210
-7.31840
-7.30360
-6.20700
-4.28230
-6.24300
-8.17550
-8.14700
-6.19310
-1.88350
-2.55250
-1.58740
-2.91780
0.48520
-4.54430

3.18120
2.30830
1.63540
2.84780
4.06150
3.71320
2.16070
0.96600
4.47790
3.29750
2.75130
3.37790
4.55400
5.10270
2.81210
1.83670
2.94960
5.04110
6.01500
7.68300
8.50390
8.44260
7.55860
6.73330
7.72160
9.19160
9.08450
7.51300
6.04850
6.00790
3.81370
1.43060
5.98690
6.09980
0.49870

-9.22340
-10.04600
-9.55320
-6.38310
-7.26760
-9.61090
-11.07300
-10.18610
-4.48360
-3.73650
-3.24310
-3.49010
-4.23450
-4.73110
-3.54620
-2.66530
-3.10300
-4.42680
-5.31120
-1.80210
-1.59650
-2.46570
-3.54100
-3.74920
-1.13570
-0.76090
-2.30560
-4.21780
-4.58460
-5.09290
-3.45860
-4.91190
-2.38060
-5.71620
-8.46590

5299
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-4.13760
-3.19110
-3.87130
-5.06600
-5.57080
-5.27530
-2.25810
-3.47430
-5.60750
-6.50790

-0.26680
0.59960
3.79430
4.44750
5.36170
6.31580
3.50890
3.07170
4.23540
5.86770

-5.35990
-6.58870
10.41730
10.69130
-9.77120
-7.85900
-9.03560
-11.11910
-11.60340
-9.96480

Phenyl p-D-Galf 6, O4-ex0, 180°/+60°

O O I O OO0 I O O O O o0 O O IT O O o o o O

X
-0.78840
-2.12850
-0.12720
-0.98070
-2.13780
-0.10490
-0.77620
-0.28290
-0.41590
-0.26800

0.63580
0.57380
-3.51470
-3.54840
-3.72770
-4.53310
-4.81520
-5.02980
-1.92090
1.19580
-6.36580

Y
2.87200
2.74740
1.55180
1.07070
2.08080
3.88610
3.06560
1.09910
5.20160
0.58490
0.63520
0.08290
1.46940
0.70550
0.78200
2.45840
0.03050

-0.74330
2.80110
0.17830

-1.39250

Z

-7.49530
-7.09110
-7.08960
-5.90820
-5.82340
-6.78770
-8.56650
-4.66050
-7.03580
-8.13530
-9.13760
-4.41650
-5.59900
-4.28600
-6.42100
-5.65800
-4.22130
-3.14620
-5.02720
-3.07530
-3.16800

S300
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-7.29000
-8.52840
-8.85040
-7.93130
-6.69360
-7.04000
-9.24300
-9.81660
-8.18070
-5.97170
0.42130
-0.58910
-0.75070
0.09060
1.09800
1.26420
-1.24120
-1.53300
-0.03840
1.75230
2.04280
2.13030
2.73470
2.40880
1.47780
0.87100
2.37410
3.45870
2.88040
1.22430
0.14780
0.91910
-1.32850
-4.39230
0.79010

-1.14930
-1.77690
-2.64870
-2.89330
-2.26670
-0.47070
-1.58570
-3.13710
-3.57120
-2.44780
-0.43120
-1.38680
-2.36750
-2.39960
-1.44840
-0.46740
-1.36110
-3.10750
-3.16560
-1.47320
0.27660
-0.79400
-0.74420
0.27570
1.24620
1.20100
-1.58060
-1.49860
0.31390
2.03810
1.95310
1.68180
0.05890
3.09640
-0.79380

-4.18740
-4.16390
-3.12770
-2.11050
-2.12930
-4.98990
-4.95410
-3.11250
-1.30440
-1.34490
-10.14440
-10.00630
-10.97530
-12.08380
-12.22410
-11.25780
-9.14550
-10.86590
-12.83790
-13.08590
-11.35490
-2.71080
-1.46340
-0.57290
-0.93220
-2.18000
-3.41160
-1.18420
0.40090
-0.23940
-2.45970
-6.83090
-6.10830
-4.94450
-5.22330

5301



1.51260
-4.21030
-3.45600
-2.74830
-1.42860
-1.63990
-0.86440

0.13900

0.36530
-2.05950
-2.42760
-1.04000

0.75190

1.14500

I T T T IT O O O O O T T O O

1.46930
-0.88700
1.38690
-0.03150
5.61980
6.98440
7.92560
7.49330
6.13820
4.90720
7.30570
8.98290
8.21420
5.78860

-9.18450
-2.26310
-3.43740
-4.22450
-7.89580
-8.08210
-7.41700
-6.55220
-6.36020
-8.40480
-8.75210
-7.56620
-6.02570
-5.69580

Phenyl p-D-Galf 6, 04-exo, 180°-60°

X
-2.07920
-2.92360
-1.02250
-1.62560
-3.03840
-2.87090
-1.65630
-1.71400
-2.33800

0.18620

1.32080
-1.06080
-3.56940
-3.48330
-2.96110
-4.89350
-4.17950

O O xT O O O OO0 O O IT O O O O o O

Y
5.11100
4.03740
4.59800
3.29670
3.25230
6.13310
5.45910
3.32760
7.38570
4.37500
4.25960
2.38680
1.87440
0.86580
1.49100
1.97650
1.42480

Z

-6.23160
-6.49450
-5.24030
-4.69360
-5.29750
-5.63260
-7.17370
-3.26980
-5.48570
-5.97500
-5.24950
-2.55250
-5.67840
-4.54800
-6.50100
-6.19030
-3.41590

$302
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-4.08710
-3.73350
-1.30310
-4.74040
-5.38240
-5.95510
-5.88770
-5.24680
-4.67540
-5.42340
-6.44910
-6.32950
-5.18540
-4.16390
2.52090
2.44480
3.59860
4.82950
4.90810
3.75800
1.48900
3.53810
5.72750
5.86500
3.80470
-0.79500
-1.02510
-1.76080
-2.26660
-2.04280
-0.23260
-0.63700
-1.94730
-2.84830
-2.44730

0.76660
3.73340
2.53300
1.49570
2.72110
3.38260
2.82870
1.60950
0.94390
3.15480
4.33340
3.35030
1.18320
0.00240
4.07600
4.05080
3.87820
3.73010
3.75430
3.92660
4.16600
3.85920
3.59540
3.63860
3.94670
1.55180
1.63250
2.69430
3.67470
3.59600
0.72870
0.86660
2.75260
4.49300
4.34820

-2.24800
-4.60320
-1.09900
-1.13370
-1.32990
-0.25320
1.02200
1.22030
0.14620
-2.31840
-0.40680
1.86180
2.21310
0.28870
-6.09880
-7.49390
-8.24630
-7.61340
-6.22320
-5.46730
-7.98390
-9.32670
-8.20320
-5.73100
-4.38720
-0.24500
1.12000
1.63910
0.79190
-0.57450
-0.66330
1.77880
2.70400
1.19470
-1.23500

S303
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-0.83670
-1.02200
-5.47460
-0.38960

1.32660
-3.51050
-2.45150
-3.96560
-1.04950
-0.61610
-1.44520
-2.72990
-3.17680
-0.37620
0.38550
-1.09810
-3.38870
-4.17210

5.30410
2.44870
2.28030
1.51470
4.30670
-0.29400
0.65210
-0.06390
7.74360
9.05420
10.00130
9.63070
8.33220
7.03000
9.32520
11.01520
10.35770
8.03250

-4.43560
-5.00930
-5.47980
-3.05690
-4.03990
-2.13700
-4.27320
-4.84910
-5.88170
-5.68660
-5.10190
-4.70650
-4.89460
-6.33320
-5.99620
-4.95260
-4.24830
-4.59270

Phenyl p-D-Galf 6, 04-exo, 180°/180°

O O OO O O T O O O O O O

X
-2.28710
-2.95940
-2.60870
-2.94200
-2.83350
-0.88290
-2.64180
-2.03010
-0.29120

1.10290
-0.99100
-3.79120
-3.63590

Y
1.10110
1.78490

-0.37760
-0.45230
1.00150
1.22100
1.49000
-1.25250
2.42940
2.43340
3.59560
-0.74300
-1.08050

Z
-8.78490
-7.75800
-8.55620
-7.05870
-6.56450
-8.67940
-9.73800
-6.30270
-8.95800
-8.92780
-9.25900
-9.27570
-10.57220

S304
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-2.12590
-3.89360
-3.76780
-4.88360
-3.82120
-4.14930
-3.74640
-1.84000
-1.31090
-4.12920
-4.94210
-5.24350
-4.73390
-3.92580
-3.62710
-5.32670
-5.86870
-4.96210
-3.52150
-2.98930
-4.91250
-6.11030
-7.28060
-7.26250
-6.07020
-4.89840
-6.12250
-8.20720
-8.17700
-6.05580
-3.96600
-1.31860
-0.61210
0.10300
0.11450

-2.59020
1.45790
0.77210
1.26980
2.86350
-0.60790

-1.44300
1.15370

-3.34100

-2.85150

-3.20990

-4.54600

-5.52750

-5.17230

-3.83930

-2.44780

-4.82190

-6.56980

-5.93640

-3.55090

-1.49010

-1.54420

-1.93600

-2.27390

-2.22100

-1.83050

-1.28280

-1.97820

-2.57870

-2.48350

-1.78500

-4.73530

-5.47960

-4.83600

-3.44570

-6.46420
-5.56890
-4.21250
-5.98980
-5.36260
-4.33950
-3.36560
-6.12680
-5.48280
-3.62740
-4.70440
-4.92950
-4.08570
-3.00850
-2.77730
-5.36600
-5.76880
-4.26960
-2.35770
-1.95380
-11.20540
-10.48770
-11.12340
-12.47370
-13.19120
-12.56000
-9.43960
-10.56570
-12.96670
-14.24110
-13.10570
-5.55030
-4.61810
-3.61220
-3.54280

S305



-0.58860
-1.89130
-0.62630
0.64850
0.66620
-0.59280
-1.78100
-3.94790
-2.92900
-2.82410
-2.56320
-3.12280
-4.43410
-2.74540
-0.27960
1.10920
1.79670
1.62440
-2.07020
-0.82710
1.65130
2.87920

I rTTrT T OOOITTITOOOITTITII ITIITITO

-2.69690
-5.22240
-6.56050
-5.41770
-2.94560
-1.61860
-1.01940
-0.84750
3.09540
-3.09270
-1.04430
-1.07040
1.26390
0.83700
4.75940
4.77250
3.60150
1.51540
3.61550
5.66370
5.68310
3.59520

-4.47530
-6.32680
-4.66840
-2.87980
-2.75740
-4.41440
-8.83900
-6.93770
-5.07060
-7.31620
-11.13420
-2.39460
-3.50390
-3.83800
-9.54380
-9.52110
-9.20830
-8.68930
-9.25830
-9.77840
-9.74030
-9.18540

Phenyl B-D-Galf 6, C2-endo, +60°/+60°

X
3.69870
3.24490
2.88710
3.52680
1.80760
1.46870
0.66610
1.00670
3.59130

O O T O O I O I O

Y
3.16770
4.12190
2.47240
1.80320
1.72900
0.32770
-0.06480
0.49010
2.20440

z
-0.88310
-1.14710
0.20250
0.77190
-0.59690
-0.09270
-0.72810
1.24280
-2.05220

S306
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4.34880
0.89110
3.72950
5.07130
2.26010
2.28720
2.63730
3.45490
3.00700
2.12200
0.77980
5.43190
2.89900
2.99510
2.37190
1.02090
0.48340
1.28790
2.63460
3.17540
4.16130
6.87520
7.37850
8.72270
9.57200
9.07420
7.72940
4.64930
2.14820
3.96430
2.71510
2.04960
0.81400
0.24600
0.90910

1.41510
2.32220
2.89860
3.34550
3.39120
1.64880
-0.63650
-0.34260
-0.72510
-1.90960
-0.38090
4.51730
3.67320
-2.92880
-4.18670
-4.25770
-5.45660
-6.58790
-6.52040
-5.32430
-2.81350
4.55760
5.70910
5.78940
4.72050
3.57080
3.48590
5.41640
4.64100
3.18360
5.04450
5.95100
6.45960
6.06050
5.15410

-1.99060
-0.58720
-3.25320
-0.54630
1.09820
-1.94840
-0.16960
0.48830
-1.19040
0.26800
1.59270
0.02410
2.25330
0.33050
0.81450
1.16410
1.61310
1.71520
1.36750
0.91870
0.01970
0.35560
0.96570
1.29790
1.02310
0.41640
0.08260
0.23260
3.08780
2.55710
4.29900
5.11110
4.71870
3.51220
2.69590

S307



0.39660
-0.56340
0.86590
3.26090
4.21970
6.70800
9.10910
10.62130
9.73430
7.34160
3.67550
2.49230
0.29460
-0.71410
0.46990
4.01570
4.48060
3.84550
4.16370
4.63160
4.78410
4.60260
3.45430
4.03240
4.87140
5.14660
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-3.37960
-5.50880
-7.52150
-7.39960
-5.25830
6.53110
6.68270
4.78320
2.73980
2.59360
4.64290
6.26210
7.16720
6.45620
4.84470
2.18320
2.92820
0.80590
0.17800
0.91010
2.28960
3.99780
0.22670
-0.89350
0.41380
2.87260

1.08440
1.88350
2.06550
1.44680
0.64570
1.17490
1.77110
1.28280
0.20410
-0.38660
4.59110
6.04840
5.35250
3.20700
1.75880
-4.39560
-5.47650
-4.50570
-5.70760
-6.79190
-6.67080
-5.36480
-3.68170
-5.79140
-7.72320
-7.50800

Phenyl B-D-Galf 6, C2-endo, +60°/-60°

X
3.67400
3.36990
2.76310
3.33130
1.75510

O I O I O

Y
2.89800
3.92330
2.28320
1.68210
1.44280

z
-0.60580
-0.81250
0.45580
1.15040
-0.35010

S308
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1.66060
0.86740
1.28360
3.45430
4.16690
0.76130
3.59330
5.06610
2.06600
2.12400
2.89260
3.15130
2.69300
3.99340
1.08770
5.56280
2.39140
5.20470
6.24690
5.94770
6.95830
8.26780
8.56890
7.56380
5.40200
7.02630
7.64410
9.01160
9.76970
9.15700
7.78820
4.86980
1.66020
3.18380
1.85490

-0.03350
-0.47430
-0.02340
2.03420
1.20350
1.87570
2.81130
2.84890
3.29800
1.55600
-0.88080
-0.85670
-1.91750
-0.39260
-0.92600
3.80580
3.47320
-0.92950
-0.37250
0.56130
1.05620
0.62070
-0.31410
-0.80820
-1.77370
3.67640
4.48910
4.39560
3.49680
2.68810
2.77170
4.65980
4.61090
2.77460
4.86630

0.05610
-0.56000
1.42720
-1.83940
-1.87090
-0.23520
-2.98940
-0.29330
1.18700
-1.73010
-0.21180
-1.26980
0.06650
0.57550
1.70810
0.51690
2.48430
0.35180
1.24980
2.24490
3.05720
2.88700
1.90050
1.08350
-0.49660
0.70450
1.65720
1.86780
1.12200
0.17020
-0.03760
1.02360
3.09480
3.07660
4.45410

S309



1.19750
0.34330
0.14810
0.80300
4.93410
6.72300
9.05520
9.58900
7.78660
7.04260
9.48710
10.83720
9.74460
7.30920
2.52240
1.35060
-0.16880
-0.51400
0.65440
3.82080
4.31410
3.56870
3.83340
4.32870
4.56330
4.50050
3.15490
3.63870
4.52680
4.94830
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5.92380
6.73470
6.48510
5.42660
0.90470
1.78930
1.01610
-0.64850
-1.52990
5.18170
5.02110
3.42250
1.98210
2.13340
4.23050
6.11730
7.56090
7.11660
5.23380
2.17420
2.97510
0.82230
0.27490
1.06310
2.41760
4.02350
0.20300
-0.77730
0.62970
3.04370

5.06550
4.32260
2.96720
2.35200
2.38550
3.81740
3.51560
1.76290
0.30960
2.22990
2.61220
1.28750
-0.40150
-0.76490
5.01930
6.11940
4.79950
2.38900
1.29970
-4.18970
-5.21680
-4.40510
-5.65830
-6.68980
-6.46310
-5.02310
-3.62270
-5.82380
-7.66140
-7.25810

Phenyl B-D-Galf 6, C2-endo, +60°/180°

X
C 4.32040

Y
3.09720

z
-0.96930

S$310
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4.20420
3.33380
3.87050
2.59260
2.32140
2.13580
1.14860
3.99400
4.86970
1.62330
3.08880
5.67970
2.41570
3.40800
3.43320
3.15060
3.62210
4.61470
0.88150
6.22150
2.18310
5.78150
6.92350
6.77210
7.86800
9.11310
9.26470
8.17490
5.87370
7.64700
8.25150
9.58870
10.33210
9.73420
8.39260

4.17680
2.45420
2.02890
1.39070
0.03550
-0.67210
0.21410
2.43190
2.23990
1.80260
3.29790
2.75910
3.43480
1.19970
-0.50830
-1.49020
0.14900
-0.63650
-0.63950
3.37200
3.48570
-0.83050
-0.89200
-0.57390
-0.63100
-1.01400
-1.33430
-1.26820
-0.94270
3.02230
3.37270
3.07710
2.44400
2.10050
2.38060

-1.00370
0.01760
0.85700
-0.81490
-0.16280
-0.97790
0.62670
-2.30390
-2.92220
-1.10820
-2.96260
-0.66590
0.50290
-1.97950
0.72540
1.11130
1.57230
-0.07840
0.99040
0.40820
1.83200
0.55380
-0.39230
-1.74410
-2.59420
-2.10360
-0.75760
0.09750
1.75790
0.60400
1.81390
2.03260
1.03920
-0.16910
-0.38700
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5.58670
1.22970
2.69600
0.89320
0.00730
-0.54810
-0.21580
0.67060
5.80480
7.75170
9.96600
10.23420
8.28130
7.66360
10.05280
11.37730
10.30950
7.92550
1.33150
-0.25050
-1.23950
-0.64740
0.92930
2.71210
1.87900
3.11320
2.68400
1.85800
1.45590
1.57810
3.73480
2.99850
1.52730
0.81090

4.12110
4.56540
2.73160
4.73100
5.72920
6.56790
6.40590
5.40840
-0.27120
-0.37460
-1.05790
-1.62530
-1.50400
3.86990
3.34130
2.21740
1.60530
2.10300
4.07360
5.85440
7.34700
7.05770
5.28180
3.00970
3.95060
1.87420
1.69990
2.63380
3.76020
4.82360
1.12270
0.81610
2.48630
4.49680

1.11780
2.18790
2.62770
3.53340
3.91170
2.94880
1.60680
1.22390
-2.11790
-3.63940
-2.76910
-0.37450
1.14740
2.57330
2.97400
1.20860
-0.93900
-1.31960
4.27140
4.95540
3.24410
0.85820
0.18280
-4.25210
-4.85660
-4.95250
-6.26660
-6.87900
-6.16390
-4.29190
-4.49010
-6.80750
-7.89870
-6.62620

S$312



Phenyl B-D-Galf 6, C2-endo, -60°/+60°
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X
3.64420
3.54040
2.64760
3.08710
1.46980
1.19340
0.86350
2.41030
3.22930
3.68240
0.56280
3.57440
4.99490
2.27280
1.81720
0.10470
0.41590

-0.82090
-0.11520
2.24490
5.77890
1.64750
-0.94190
-1.07500
-0.39200
-0.54700
-1.38160
-2.06390
-1.91170
-1.51040
7.15960
8.08270

Y
3.41780
4.48370
2.97570
2.23390
2.38670
0.92720
0.89040
0.19930
2.63870
1.64370
2.96540
3.35240
3.10550
4.12890
2.55060
0.36400
0.35690
0.93320
-0.99010

-0.72120
4.09320
3.90780
-1.74960
-3.13000
-3.55220
-4.85340
-5.73810
-5.32040
-4.02110
-1.33670
3.62550
4.55090

Z
-0.72290
-0.91600
0.34080
1.00230
-0.46650
-0.13210
0.91110
-0.28970
-1.96170
-1.98330
-0.29150
-3.10750
-0.39260
1.10890
-1.85190
-1.02210
-2.06510
-0.92250
-0.57720
-0.05020
0.09490
2.28030
-1.31350
-0.78110
0.36250
0.82160
0.14470
-0.99500
-1.45680
-2.30190
0.36800
0.86090
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9.38600

9.77490

8.85780

7.55260

5.38430

1.38680

1.34040

0.66080

0.40070

0.86610

1.59160

1.85200

0.25490

-0.01670
-1.50050
-2.71340
-2.43590
7.76770
10.09870
10.79230
9.16000

6.84030

0.30660
-0.16350
0.66400

1.95540

2.41800

3.58620

4.24920

2.96840

3.03530

3.69590

4.29920

4.71990

2.42750

4.15880
2.84020
1.91450
2.30270
5.22210
5.16120
2.79810
5.08160
6.22960
7.46280
7.54580
6.40000
-2.86490
-5.17770
-6.75220
-6.00760
-3.68390
5.57160
4.87890
2.53420
0.88950
1.58480
4.11760
6.16500
8.35850
8.50400
6.46230
2.68410
3.32570
1.45320
0.86260
1.49170
2.72870
4.28250
0.96480

1.12850
0.90700
0.41760
0.14730
0.27980
3.02820
2.66080
4.21890
4.95270
4.50310
3.31810
2.57880
0.88810
1.70770
0.50510
-1.52170
-2.34050
1.02860
1.50920
1.11600
0.24600
-0.23220
4.55720
5.87400
5.07680
2.97020
1.66070
-4.31220
-5.35550
-4.51630
-5.77600
-6.82410
-6.60750
-5.17030
-3.71880
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H 2.55460
H 3.73800
H 4.81670

-0.09490
1.02720
3.23050

-5.93330
-7.80060
-7.41540

Phenyl B-D-Galf 6, C2-endo, -60°/-60°

X
3.76380
3.27890
3.01560
3.67220
1.96990
1.37610
0.99300
2.41100
3.65630
4.60300
1.15590
3.24910
5.13880
2.42690
2.70400
0.16880

-0.64000
-0.16090
0.46840
2.16360
5.51020
2.42120
0.18330
0.55200
1.21330
1.52870
1.18600
0.53380

O o oo oo oo T o IT T 0o ooboIT T o oIT oo xT o T O

Y
2.74960
3.65410
2.19010
1.59890
1.30130
0.22660
0.74850
-0.67700
1.63600
1.11290
1.92460
2.21570
3.01420
3.25190
0.71340

-0.48340
0.22840
-1.26610
-1.15770
-1.10370
4.29440
3.16510
-0.52430
-1.32570
-2.55100
-3.26980
-2.77180
-1.54740

Z
-0.80980
-1.17040
0.38790
1.02230
-0.28400
0.61150
1.49700
0.97930
-1.85360
-1.99170
-0.66800
-3.07240
-0.53140
1.13860
-1.36650
0.01120
-0.14560
0.69310
-1.22390
1.80810
-0.30310
2.48580
-2.37470
-3.56820
-3.46130
-4.60650
-5.85970
-5.96920

S$315
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0.21960
-0.33600
6.96150
7.48090
8.83180
9.67220
9.15880
7.80720
4.73780
1.86370
2.82680
1.72120
1.21070
0.84180
0.98450
1.49280
1.48170
2.04470
1.43690
0.27980
-0.28080
6.81780
9.23030
10.72660
9.81210
7.40800
2.01300
1.10040
0.44430
0.70050
1.60780
3.38790
3.17060
3.72000
3.86430

-0.82540
0.57090
4.41030
5.67950
5.83530
4.72490
3.45860
3.29790
5.22530
4.38450
2.19780
4.39980
5.52270
6.63730
6.62690
5.50440

-2.93320

-4.21750
-3.33250
-1.15270
0.13020
6.53350
6.82020

4.84670
2.59570
2.31540
3.52860
5.53070
7.51400
7.49430
5.49630
1.47820
2.17230
0.12590

-0.51370

-4.82830
-2.42530
-0.01870
0.24760
0.52110
0.53030
0.26530
-0.00860
-0.33150
3.11940
3.09110
4.50900
5.14360
4.39470
3.01010
2.37040
-2.48730
-4.52160
-6.75130
-6.94430
-4.89990
0.23790
0.72730
0.74410
0.27220
-0.21340
5.07900
6.22020
4.89040
2.42850
1.29650
-4.22560
-5.41420
-4.25180
-5.47900

S316



3.66150
3.30510
2.90490
3.84030
4.11370
3.76350
3.13520

I T T T T O O

0.17120
1.51690
3.22060
-0.43840
-1.56620
-0.33990
2.06270

-6.66970
-6.63010
-5.36890
-3.33940
-5.49400
-7.61800
-7.54980

Phenyl p-D-Galf 6, C2-endo, -60°/180°

X
3.76330
3.27790
3.01530
3.67200
1.96940
1.37490
0.99190
2.40910
3.65640
4.60300
1.15580
3.24970
5.13820
242770
2.70360
0.16730

-0.64090
-0.16340
0.46740
2.16140
5.50860
2.42230
0.18300
0.55150
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Y
2.74970
3.65370
2.19000
1.59820
1.30160
0.22700
0.74880

-0.67730
1.63580
1.11240
1.92520
2.21510
3.01510
3.25180
0.71350

-0.48210
0.23010
-1.26440

-1.15720

-1.10440
4.29540
3.16450

-0.52410

-1.32650

z
-0.81070
-1.17160
0.38710
1.02090
-0.28500
0.61020
1.49580
0.97790
-1.85420
-1.99160
-0.66910
-3.07330
-0.53240
1.13830
-1.36730
0.00940
-0.14820
0.69120
-1.22520
1.80640
-0.30270
2.48550
-2.37660
-3.56940

S317



I T T T T T I I I I I I I T T O O O OOO0CO OO OOOOOOO O O Oon o

1.21210
1.52730
1.18490
0.53330
0.21940
-0.33550
6.95960
7.47780
8.82840
9.66970
9.15750
7.80630
4.73560
1.86650
2.82700
1.72440
1.21540
0.84750
0.98970
1.49650
1.48030
2.04270
1.43560
0.27960
-0.28050
6.81400
9.22590
10.72380
9.81160
7.40800
2.01550
1.10550
0.45110
0.70640
1.61120

-2.55210
-3.27170
-2.77430
-1.54960
-0.82680
0.57140
441210
5.68140
5.83790
4.72830
3.46190
3.30040
5.22580
4.38420
2.19640
4.39930
5.52250
6.63780
6.62760
5.50480
-2.93380
-4.21970
-3.33570
-1.15540
0.12900
6.53480
6.82290
4.85060
2.59950
2.31780
3.52750
5.53030
7.51480
7.49560
5.49690

-3.46180
-4.60650
-5.86000
-5.97040
-4.82990
-2.42780
-0.01740
0.25100
0.52550
0.53370
0.26660
-0.00830
-0.33070
3.11980
3.09020
4.50940
5.14450
4.39610
3.01150
2.37130
-2.48750
-4.52100
-6.75120
-6.94560
-4.90220
0.24210
0.73340
0.74830
0.27280
-0.21460
5.07910
6.22120
4.89220
2.43030
1.29730

S318



3.38830
3.17090
3.72040
3.86440
3.66150
3.30520
2.90520
3.84070
4.11380
3.76340
3.13510
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1.47720
2.17100
0.12500
-0.51510
0.16930
1.51500
3.21930
-0.43890
-1.56770
-0.34210
2.06060

-4.22620
-5.41510
-4.25190
-5.47900
-6.66990
-6.63070
-5.37010
-3.33920
-5.49370
-7.61800
-7.55050

Phenyl B-D-Galf 6, C2-endo, 180°/+60°

X
4.34230
3.93880
3.52620
4.17010
2.51240
1.92740
2.73930
0.97660
4.16850
5.10480
1.69800
3.63430
5.72840
2.84210
3.28850
1.27170
0.48420
1.99440
0.69680
0.57820

T O T T OO OO0 oOITITOOIT OGO TITIXTOTITO

Y
3.09160
4.07050
2.45120
1.82680
1.60730
0.42610

-0.27660
-0.18080
2.12800
1.65750
2.24320
2.87140
3.20320
3.40460
1.11320
0.85410
1.58790
1.26050
-0.34280
-0.92470

z
-0.78900
-1.03580
0.33350
0.95230
-0.43620
0.31270
0.53540
-0.55560
-1.96840
-2.26850
-0.80130
-3.04410
-0.46810
1.14490
-1.53470
1.61550
1.44320
2.32080
2.17390
-0.08550
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6.16820
3.45890
-0.00270
-0.56160
-0.35850
-0.90100
-1.64700
-1.85120
-1.31080
-0.14760
7.60540
8.19220
9.53290
10.29530
9.71410
8.37260
5.45660
2.60610
4.57640
3.16830
2.40130
1.06780
0.50320
1.26850
0.22150
-0.74200
-2.06880
-2.43090
-1.46220
7.58840
9.98410
11.34170
10.30660
7.92010
4.20420

4.39120
3.82910
-0.20310
-1.48890
-2.69190
-3.86960
-3.85400
-2.65680
-1.47800
0.86570
4.35170
5.51890
5.52710
4.36970
3.20400
3.19140
5.36370
4.74270
3.48130
5.36600
6.21960
6.45080
5.82900
4.97830
-2.70420
-4.80010
-4.77390
-2.64380
-0.54190
6.41010
6.43330
4.37600
2.30430
2.28680
5.17550

0.00580
2.27150
3.31310
3.80170
3.12040
3.61690
4.79190
5.47320
4.98040
3.86620
0.36570
0.86020
1.21550
1.08020
0.58930
0.23220
0.11380
3.06530
2.57910
4.18180
4.96070
4.63240
3.52240
2.73660
2.20900
3.08740
5.17680
6.38710
5.50010
0.96230
1.59840
1.35840
0.48540
-0.14680
4.42670

$320



2.84050
0.46870
-0.53410
0.83140
3.60150
3.27320
3.86480
3.81200
3.49000
3.21710
3.07030
4.08830
4.01770
3.44700
2.96310
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6.70390
7.11510
6.00630
4.49270
2.29640
3.15570
0.95160
0.48170
1.33070
2.67110
4.19610
0.26700
-0.56430
0.95420
3.34520

5.82320
5.24240

3.26990
1.87640
-4.29250
-5.34050
-4.54280
-5.85340
-6.90460
-6.63910
-5.12120
-3.73840
-6.04380
-7.91820
-7.44750

Phenyl p-D-Galf 6, C2-endo, 180°/-60°

X
4.62710
4.39320
3.77520
4.41940
3.00020
2.81890
3.81020
2.03240
4.28680
5.14680
2.02150
3.30540
6.02870
2.85990
3.79200
2.18350

O O OO0 OIT T O OIT O O IT o I O

Y
3.39370
4.44530
2.76850
2.39150
1.63780
0.36080
-0.07270
-0.51100
2.55930
2.34550
2.01430
3.28980
3.22750
3.72130
1.34140
0.59700

z
-0.60140
-0.73790
0.51680
1.30700
-0.18390
0.61880
0.79910
-0.18770
-1.83600
-2.46920
-0.48990
-2.54720
-0.35770
1.05690
-1.34310
1.97880
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2.85220
1.94790
0.97140
2.01830
6.59850
2.90360
0.33050
-0.85550
-1.26620
-2.37020
-3.06490
-2.65540
-1.55540
0.70420
8.04630
8.75430
10.11060
10.76760
10.06550
8.70800
5.97200
1.84230
3.70260
1.72280
0.72280
-0.16250
-0.04640
0.95090
-0.71980
-2.68610
-3.92170
-3.18880
-1.22070
8.23210
10.65600

1.14750
-0.35920
1.34810
-1.38330
4.10350
3.98630
1.78120
2.60920
2.81230
3.60940
4.21110
4.01280
3.21290
1.52740
3.85020
4.69070
4.48940
3.44750
2.60700
2.80500
4.98790
4.93340
3.47630
5.23860
6.09550
6.65190
6.35080
5.49270
2.35140
3.76630
4.83860
4.48870
3.05970
5.49520
5.14250

2.63970
2.44870
1.78520
0.22570
0.49860
2.38150
2.88190
2.55070
1.23070
0.96450
2.01000
3.32500
3.59570
4.00760
0.68920
1.55160
1.76080
1.11110
0.25190
0.03910
1.03830
2.79320
3.13480
4.15070
4.58450
3.66560
2.31250
1.87410
0.42090
-0.05880
1.79910
4.13770
4.61210
2.05100
2.42960
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11.82620
10.57620
8.16190
2.41150
0.62830
-0.94920
-0.74280
1.03320
2.88970
1.99920
3.30200
2.82550
1.94230
1.52960
1.69050
3.96680
3.14860
1.57540
0.84030
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3.29040

1.79690
2.15260
4.79230
6.32490

7.31340
6.77310
5.24600
2.83070
3.66220
1.62850
1.27700
2.10090
3.29560
4.58990
0.96060
0.34200
1.81560
3.94830

1.27490

-0.25240
-0.62660
4.85440
5.63800
4.00590
1.60050
0.82620
-3.77390
-4.45230
-4.34410
-5.60540
-6.29150
-5.70510
-3.98810
-3.81810
-6.04570
-7.26880
-6.22600

Phenyl p-D-Galf 6, C2-endo, 180°/180°

X
4.83600
4.70520
3.85790
4.42450
3.07940
2.75550
3.68620
2.13300
4.53680
5.42100
2.14900
3.64600

O T T OO0 IT O O T O I O

Y
2.98590
4.06310
2.25450
1.70960
1.30600

-0.06340
-0.54660
-0.80120
2.39610
2.23180
1.79100
3.29530

z
-0.48150
-0.46780
0.44960
1.20120
-0.47780
0.09390
0.41100
-0.95370
-1.86270
-2.47640
-0.78980
-2.49200
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6.16320
2.92050
3.94500
1.77580
1.40860
0.92550
2.44950
2.06900
7.16250
3.39860
1.66840
2.44060
3.83650
4.51390
3.80370
2.41130
1.73140
0.46200
8.48160
9.61360
10.86680
10.99650
9.87060
8.61460
6.97830
2.32250
4.58260
2.68820
1.71230
0.36650
-0.00220
0.97120
4.38680
5.59590
4.33450

2.64130
3.11330
1.14700
0.00360
-0.99990
0.63890
0.52100
-1.72600
3.42830
3.87010
0.91940
1.53690
1.55950
2.18660
2.79530
2.77120
2.14120
0.79800
3.03290
3.72320
3.38850
2.36460
1.67570
2.00590
4.35010
4.51830
3.97100
5.32960
5.90920
5.68000
4.87350
4.29340
1.09980
2.20870
3.29290

-0.06940
1.10240
-1.60910
1.26200
1.48290
1.01570
2.42150
-0.68380
-0.51650
2.11390
3.44130
4.54630
4.55230
5.58870
6.61860
6.61660
5.58670
3.43080
0.03310
-0.40650
0.08500

1.01980
1.46200
0.97120
-1.28090
2.89690

2.34600
3.97240
4.76820
4.49600

3.42290
2.62240
3.74470
5.58770
7.42040
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1.85860
0.65090
9.49870
11.74190
11.97470
9.97160
7.73960
3.73710
1.99870
-0.39530
-1.04840
0.68760
3.30760
2.53360
3.68880
3.30000
2.53330
2.14950
2.24800
4.26190
3.59880
2.23380
1.55080
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3.25290
2.12750
4.51700
3.92460
2.10430
0.88140
1.47370
5.48480
6.53080
6.12660
4.69130
3.65560
3.09200
4.09630
1.97890
1.89090
2.88830
3.99120
4.95050
1.17940
1.02440
2.80770
4.77670

7.41250
5.56450
-1.13170
-0.25870
1.40410
2.19020
1.31480
4.18250
5.60650
5.12240
3.21470
1.79830
-3.80790
-4.38840
-4.55350
-5.88860
-6.47750
-5.71720
-3.78820
-4.10920
-6.46520
-7.51430
-6.16110

Phenyl B-D-Galf 6, C1-exo, +60°/+60°

X
4.08100
3.97060
3.05510
3.43600
1.82790
1.11630
0.23140
0.72800

O xT OO T O I O

Y
2.32250
3.34510
2.02740
1.27070
1.55280
0.33290
0.13880
0.70050

Z
-1.01440
-1.37230
0.07250
0.75320
-0.72060
-0.13660
-0.75390
1.18160
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3.70240
4.15990
1.10660
4.09620
5.42610
2.70580
2.28580
1.97290
2.86120
2.27020
1.14200
0.28440
6.13390
3.35770
1.70790
7.50640
7.97350
9.26750
10.09920
9.63580
8.34370
5.67900
0.78420
-0.51380
-1.33880
-0.87560
0.41710
1.24480
2.85060
2.92880
1.94770
1.58440
2.19670
3.17590
3.54130

1.35080
0.36710
2.36960
1.86440
2.07970
3.19240
1.26010
-0.91950
-0.81360
-1.18890
-1.96070
-0.05540
3.12460
3.40740
-3.16920
2.73500
1.42450
1.10910
2.09550
3.40200
3.72170
4.24220
-4.15700
-3.81580
-4.77290
-6.07180
-6.41520
-5.46160
-3.40620
4.66430
5.49310
6.66340
7.01290
6.18970
5.01910

-2.11880
-1.96410
-0.77780
-3.35310
-0.61370
0.82290
-2.05000
-0.14060
0.48200
-1.15330
0.40970
1.58740
-0.12790
1.98520
0.56810
0.27130
0.14070
0.53200
1.05460
1.18720
0.79750
-0.03740
1.18090
1.57020
2.14560
2.33460
1.94700
1.37250
0.23980
2.64360
2.09310
2.74570
3.94590
4.49610
3.84790
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4.19490
7.32680
9.62750
11.10780
10.28180
7.97100
-0.87300
-2.34330
-1.52120
0.77790
2.25090
1.47500
0.82410
1.91190
3.65350
4.30140
4.17680
4.92220
3.54870
3.68930
4.43290
5.04490
5.39940
2.94210
3.20180
4.53260
5.62650
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2.65100
0.65940
0.09360
1.84610
4.16900
4.73180
-2.80750
-4.50550
-6.81600
-7.42500
-5.71510
5.22180
7.30380
7.92680
6.46180
4.37190
1.00540
1.45990
-0.23620
-1.02820
-0.58710
0.66350
2.42950
-0.57860
-1.99450
-1.20770
1.01970

2.42500
-0.26330
0.43010
1.35920
1.59450
0.89640
1.42360
2.44730
2.78360
2.09350
1.06810
1.16050
2.31760
4.45180
5.42840
4.26320
-4.42790
-5.51280
-4.46970
-5.60680
-6.69460
-6.64280
-5.45450
-3.64380
-5.63800
-7.57540
-7.48370

Phenyl B-D-Galf 6, C1-exo, +60°/-60°

X
C 4.05880
H 4.07440
C 3.00860
H 3.36990

Y
2.33450
3.37070
2.15270
1.49490

Z
-0.88890
-1.22450
0.20590
0.98260
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1.79040
1.25460
0.35810
0.91370
3.58520
4.01070
0.97510
3.95270
5.37410
2.65360
2.17250
2.16780
2.40570
1.66840
3.37650
0.44700
6.13550
3.02140
4.36420
7.49690
7.95700
9.24230
10.06900
9.61060
8.32970
5.72820
5.53710
5.53990
6.66160
7.78140
7.78060
6.66420
4.28510
2.66580
2.07190

1.56600
0.24620
-0.00210
0.52960
1.43290
0.42810
2.28870
1.98420
1.91240
3.40880
1.39820
-0.95960
-1.14060
-1.84650
-0.73570
-0.22820
2.76740
3.62910
-1.63740
2.23700
1.07400
0.61820
1.31210
2.46900
2.93360
3.83950
-1.31900
-0.23780
0.01970
-0.79850
-1.87980
-2.13930
-2.59660
4.99580
5.93050

-0.53190
0.03750
-0.54370
1.38870

-2.01960
-1.92690
-0.50020
-3.24670
-0.52830
0.79430
-1.90280
-0.10060
-1.14820
0.29430
0.64660
1.76220
0.18460
2.07350
0.51740
0.42670

-0.19390
0.05990

0.93770

1.56260
1.30490
0.57300
1.36920
2.25350
3.02930
2.93170
2.05490
1.27520
-0.22070
2.52880
1.67690
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1.76430 7.19990 2.14790
2.04640 7.54300 3.46700
2.63930 6.61400 4.31820
2.94870 5.34500 3.85130
3.57070 2.80010 2.76460
7.30910 0.52780  -0.86300
9.59510  -0.28630  -0.41750
11.06860 0.94850 1.14000
10.25160 3.00620 2.24950
7.95980 3.83010 1.78320
4.67450 0.40190 2.33720
6.66290 0.86580 3.70380
8.65820  -0.58850 3.53050
8.65470  -2.51280 1.97300
6.65350  -2.97240 0.58590
1.85590 5.66410 0.65270
1.30530 7.92240 1.48550
1.80560 8.53380 3.83130
2.85990 6.88020 5.34390
3.41020 4.61490 4.50180
3.97200 1.16740  -4.35620
4.69220 1.64550  -5.44810
3.30990 -0.05510  -4.42500
3.39090 -0.80450  -5.59630
410890  -0.33950  -6.69130
4.75530 0.89220  -6.61200
5.19720 2.59940  -5.36850
2.72250  -0.41550  -3.59310
287700  -1.75610  -5.64800
416220  -0.92690  -7.59850
5.31770 1.26690  -7.45790
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Phenyl B-D-Galf 6, C1-exo, +60°/180°

$329
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X
3.78690
3.79160
2.78300
3.12560
1.48390
0.78400

-0.14600
0.51580
3.24000
3.54820
0.78220
3.63490
5.10750
2.56880
1.83050
1.58070
1.10740
2.61270
1.55580

-0.09920
5.97010
3.27400
2.32700
7.30060
7.58950
8.85150
9.82790
9.54220
8.28290
5.67110
2.23600
1.48750
1.42850
2.11280

Y
2.29710
3.31930
2.14950
1.39830
1.73800
0.52700
0.35900
0.91720
1.36380
0.33110
2.57240
1.77490
1.88760
3.37670
1.49150

-0.77520
-1.48470
-0.63690
-1.31580
0.28730
2.83630
3.57710
-2.38820
2.27410
0.91490
0.43640
1.30770
2.66230
3.14490
4.00520
-2.84510
-2.14980
-2.61390
-3.76980

z
-0.95680
-1.33200
0.17940
0.88590
-0.53660
0.08910
-0.46350
1.43230
-2.02370
-1.84470
-0.51450
-3.29430
-0.61200
0.88310
-1.90600
0.08940
0.77110
0.41280
-1.24190
1.82820
-0.18610
2.01610
-1.48230
0.14530
-0.00350
0.32170
0.79650
0.94720
0.62280
-0.09320
-2.89070
-3.84360
-5.14920
-5.51130

S330



I T T T OO OO OO ITITIITIIT I I T I T I T I T O OOO0OO0O0O0 0o o

2.86450
2.92790
3.01550
2.97460
2.04020
1.79580
2.48100
3.41430
3.66070
4.05820
6.83060
9.07370
10.81090
10.30070
8.04700
0.96710
0.85860
2.06840
3.40190
3.50900
1.51030
1.07100
2.28870
3.94850
4.38370
3.82180
4.64170
3.21790
3.43780
4.24490
4.84140
5.12600
2.58660
2.96540
4.40120

-4.46150
-4.00010
-2.90930
4.88870
5.77360
6.99070
7.33140
6.45240
5.23490
2.76870
0.23940
-0.61640
0.93120
3.33960
4.19400
-1.24600
-2.06700
-4.12610
-5.35760
-4.52700
5.50870
7.67440
8.28170
6.71740
4.54370
0.80580
-0.29740
1.01730
0.11290
-1.00130
-1.20290
-0.44560
1.88550
0.27540
-1.71290

-4.56620
-3.25930
-0.62970
2.63950
2.09520
2.71670
3.87950
4.42310
3.80590
2.46130
-0.37020
0.20520
1.04980
1.31770
0.73590
-3.56320
-5.88840
-6.53280
-4.84890
-2.51490
1.19190
2.29390
4.36140
5.32630
4.21660
-4.26860
-4.05680
-5.50120
-6.53390
-6.33150
-5.09210
-3.10090
-5.63830
-7.49450
-7.13140
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H

5.46810

-2.06920

-4.92510

Phenyl p-D-Galf 6, C1-ex0, -60°/+60°

C
I
C
H
C
C
H
0
C
H
H
0
0
0
0
C
I
H
0
H
C
C
C
C
C
C
C
C
C
0

X
4.49030
4.28870
3.45400
3.88020
2.38090
1.46110
0.87870
2.24670
4.29050
5.13590
1.76810
4.10440
5.83350
2.89340
3.15030
0.50430
1.03800

-0.07890
-0.37820
1.64720
6.37940
3.44350
-1.27030
7.74910
8.35650
9.63860
10.31910
9.71590
8.43480
5.79970

Y
2.04450
3.05740
1.61850
0.89330
0.97210
0.01280
0.61360

-0.94500
1.04840
0.37010
1.75020
1.79730
1.95120
2.71370
0.27940

-0.65540

-1.29370
0.08350
-1.46300

-1.53150
3.06250
3.02520

-2.22670
2.82250
1.56580
1.39030

2.46340
3.71690
3.89660
4.12360

z
-1.10020
-1.44160
-0.06500
0.62370
-0.93390
-0.20590
0.50370
0.49140
-2.24830
-2.36670
-1.40350
-3.43060
-0.62360
0.65650
-1.92460
-1.17440
-1.87670
-1.72540
-0.36970
0.96960
-0.08120
1.85100
-1.02130
0.43110
0.36590
0.86850
1.43670
1.50340
1.00330
-0.02800
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-2.10620
-1.95270
-2.75690
-3.71530
-3.87060
-3.06950
-1.36870
2.78320
1.71520
1.13270
1.61160
2.67670
3.26150
4.37010
7.82620
10.10710
11.31870
10.24430
7.95360
-1.20900
-2.63610
-4.34070
-4.61560
-3.18000
1.34580
0.30560
1.15580
3.05040
4.09030
4.13720
4.16980
4.13170
4.17430
4.21010
4.20440

-3.03990
-2.98180
-3.76250
-4.60360
-4.66390
-3.88490
-2.23650
4.19030
4.85870
5.94800
6.37590
5.71270
4.62380
2.41220
0.73320
0.41590
2.32310
4.55130
4.86380
-2.32870
-3.71520
-5.21150
-5.31760
-3.92260
4.52740
6.46420
7.22640
6.04600
4.10140
1.14180
1.96180
-0.24420
-0.79880
0.00950
1.39460

-0.10150
1.28620
2.10570
1.54740
0.16500

-0.65720
-2.22970

2.48620

1.88190

2.51560

3.75050

4.35450

3.72510

2.33100

-0.07280
0.81820
1.82840
1.94610
1.05070
1.71900
3.18030
2.18900

-0.27010

-1.73220

0.92250

2.04560

4.24160

5.31400

4.18250

-4.63890
-5.76620
-4.77780
-6.05530
-7.18440
-7.03170
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4.17170
4.07690
4.17020
4.23810
4.23130

I T T T =T

3.03600
-0.89150
-1.87670
-0.43160
2.03820

-5.63330
-3.91530
-6.15910
-8.17210
-7.90200

Phenyl p-D-Galf 6, C1-exo0, -60°/-60°

X
C 4.02770
H 3.88860
C 3.02580
H 3.40010
C 1.82170
C 0.81830
H 0.54840
@) 1.45350
C 3.66440
H 4.39930
H 1.30160
@) 3.58200
@) 5.38830
@) 2.65910
@) 2.42330
C -0.49040
H -0.99360
H -1.13160
@) -0.31020
H 0.92940
C 6.07060
C 3.34190
C -0.25670
C 7.45370
C 7.94960
C 9.25180

Y
1.85590
2.81690
1.69930
1.00810
1.11660
0.41300
1.14360

-0.71740
0.71480
-0.09020
1.91430
1.24160
1.70990
2.93860
0.19940
0.05920
0.96810
-0.48340
-0.82450
-1.00670
2.83190
3.33200
-0.28080
2.53950
1.23530
1.01330

z
-0.95040
-1.44170
0.18630
0.93830
-0.54430
0.35390
1.12820
0.93780
-1.90340
-1.87580
-1.08420
-3.20810
-0.54360
0.79080
-1.46660
-0.34140
-0.66700
0.35200
-1.46260
1.69420
-0.22620
1.88750
-2.69150
0.21860
0.29230
0.71930
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10.06310
9.57090
8.27040
5.59100

-0.05440
0.14720
0.32320
0.29830
0.10510

-0.06860

-0.38140
2.87740
1.84650
1.45040
2.07920
3.10800
3.50650
4.22920
7.31840
9.63420

11.07810

10.20090
7.87480
0.17050
0.48280
0.44030
0.10040

-0.21190
1.36110
0.65190
1.76870
3.59840
4.30520
3.58590
3.71980

2.08730
3.38810
3.61440
3.94070
-1.29770

-2.64740
-3.56310
-3.13830
-1.79260
-0.87480

0.90710
4.64490
5.35690
6.58570
7.10970
6.40320
5.17490
2.67540
0.40260
0.00230

1.91070

4.22320
4.61910

-2.97370
-4.60830
-3.85390
-1.45930

0.17440
4.95070
7.13550
8.06870
6.81110
4.61730
0.36430
0.94320

1.07440
1.00360
0.57760
-0.30240
-3.75310
-3.45710
-4.48570
-5.81030
-6.10780
-5.08360
-2.90320
2.39560
1.77680
2.28740
3.41330
4.03110
3.52460
2.38440
0.01830
0.77590

1.40740

1.28110
0.51930
-2.42770
-4.25380
-6.61040
-7.13720
-5.30100
0.90150
1.80630
3.80830
4.90550
3.99380

-4.26810
-5.52860
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3.46440
3.51200
3.65700
3.75200
3.80370
3.30610
3.40790
3.67920
3.85720
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-1.01700
-1.81270
-1.24740
0.13680
2.01960
-1.47590
-2.88440
-1.87520
0.59330

-4.13780
-5.27830
-6.53810
-6.65770
-5.60550
-3.17370
-5.17300
-7.41910
-7.63390

Phenyl B-D-Galf 6, C1-exo, -60°/180°

X
3.99580
3.85650
2.97430
3.35260
1.75160
1.06200
0.76380
1.99390
3.64060
4.09600
1.03250
4.05570
5.34790
2.60360
2.22600

-0.17460
-0.61460
0.07240
-1.11110
1.69840
6.01940
3.26500
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Y
2.21270
3.22070
1.91210
1.14050
1.43330
0.23580
0.53290

-0.83850
1.19680
0.22150
2.24820
1.66660
2.02070
3.06490
1.10740
-0.19540
-1.08610
-0.40530
0.89450
-1.48490
3.09640
3.29970

Z
-1.03100
-1.41960
0.05500
0.72120
-0.73710
-0.10200
0.91010
-0.06180
-2.10420
-1.90240
-0.82740
-3.35070
-0.62510
0.81590
-2.05580
-0.87780
-0.42810
-1.91800
-0.80530
0.59040
-0.15800
1.96900

S336



I I I I I I I I I I I I I O O O O O O O OO0 O O o Oo 0o OO0 o o o o o o o

-2.26790
7.40790
7.92780
9.23570

10.02840
9.51230
8.20630
5.52480

-3.13950

-2.74510

-3.59140

-4.83240

-5.22840

-4.38530

-2.55270
2.80650
1.79640
1.40470
2.01740
3.02560
3.41940
4.12950
7.31120
9.63700

11.04790

10.12800
7.79250

-1.78170

-3.28300

-5.49040

-6.19310

-4.68100
1.32390
0.62210
1.71050

0.75800
2.76390
1.47330
1.21280
2.23420
3.52100
3.78590
4.19840
1.95430
3.08250
4.17960
4.15750
3.03470
1.93660
-0.23850
4.54390
5.34400
6.50250
6.86900
6.07480
4.91590
2.56870
0.68140
0.21270
2.02760
4.31510
4.78010
3.09930
5.05230
5.01430
3.01660
1.05910
5.06020
7.12060
7.77380

-1.47100
0.23800
0.10910
0.49520
1.01090
1.14190
0.75710
-0.07940
-1.34420
-0.62000
-0.53080
-1.16110
-1.88330
-1.97520
-2.10060
2.63240
2.09160
2.74870
3.94360
4.48390
3.83120
2.39820
-0.29030
0.39410
1.31120
1.54380
0.85420
-0.13150
0.03010
-1.08970
-2.37360
-2.53360
1.16260
2.32810
4.45300
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3.50370
4.20210
4.14350
4.89100
3.52100
3.66890
4.41440
5.02120
5.36360
2.91470
3.18500
4.51920
5.60430

I T T T T O OO OO O IT T

6.36040
4.29120
0.77060
1.18880
-0.47470
-1.30610
-0.90110
0.35300
2.16210
-0.79060
-2.27470
-1.55220
0.68170

5.41190
4.23900
-4.39320
-5.49150
-4.39300
-5.50070
-6.60130
-6.59190
-5.46680
-3.55630
-5.49920
-7.45930
-7.44300

Phenyl p-D-Galf 6, C1-exo, 180°/+60°

X
4.47070
4.25520
3.45810
3.91670
2.37610
1.50610
2.14230
0.53980
4.25020
5.10350
1.73700
4.00830
5.82190
2.89820
3.13960
0.82860
0.21660
1.54840

I T OO OO0 OIT TO OI O O ITO IT O

Y
1.95210
2.97360
1.49400
0.77130
0.84400

-0.18820
-1.03090
-0.61400
0.99020
0.33340
1.61740
1.77180
1.85340
2.57460
0.18710
0.37830
1.24730
0.64730

Z
-1.08390
-1.38870
-0.03560
0.63900
-0.89520
-0.20460
0.09140
-1.15950
-2.25550
-2.42470
-1.33650
-3.40630
-0.63630
0.70870
-1.91460
1.03250
0.79070
1.80350

S338
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-0.01650
-0.03670
6.39500
3.48470
-0.77610
7.77250
8.36070
9.65190
10.36050
9.77650
8.48640
5.83220
-1.62620
-1.61140
-2.42690
-3.25900
-3.27600
-2.46270
-0.75380
2.76530
1.55660
0.91220
1.47020
2.67550
3.32100
447710
7.80880
10.10560
11.36720
10.32690
8.02000
-0.96490
-2.41360
-3.89390
-3.92280

-0.67770
-1.26010
2.96900
2.90180
-0.39400
2.71950
1.45310
1.26990
2.34490
3.60800
3.79550
4.03920
-1.53810
-2.75820
-3.79870
-3.62850
-2.41400
-1.37190
0.68480
3.99140
4.50480
5.51790
6.02480
5.51620
4.50120
2.34780
0.61920
0.28810
2.19860
4.44390
4.77030
-2.89060
-4.74260
-4.44170
-2.28090

1.52870
-0.73110
-0.12960
1.88280
2.60060
0.35620
0.30380
0.77970
1.30860
1.36270
0.88910
-0.08730
3.01650
2.33550
2.75990
3.86270
4.54360
4.12260
3.15290
2.58110
2.10350
2.80010
3.97020
4.44750
3.75710
2.29820
-0.10460
0.73920
1.67940
1.77470
0.92690
1.48010
2.23050
4.19130
5.40110
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-2.46700
1.12380
-0.02590
0.96570
3.10970
4.25650
4.02910
4.02380
4.04750
4.07650
4.07520
4.04500
4.00740
4.01970
4.09130
4.09330
4.04250

I T T T T O OO OO O IT T T T T T

-0.42370
4.10900
5.91160
6.81590
5.91090
4.09640
1.15790
2.01490
-0.22270
-0.73400
0.11160
1.49050
3.08400
-0.89900
-1.80770
-0.29630
2.16280

4.64220
1.19650

2.43090
4.51050
5.35690
411770
-4.63640
-5.73620
-4.82130
-6.11710
-7.21910
-7.02040
-5.56780
-3.98000
-6.25660
-8.22130
-7.86910

Phenyl B-D-Galf 6, C1-exo, 180°/-60°

X
4.68360
4.72920
3.61400
4.07290
2.61550
2.00450
2.80680
1.05640
4.24860
5.07530
1.81650
3.57610
5.97660
2.95610

O 0O o T ITOOITOOIOTION

Y
2.16700
3.22340
1.88760
1.41770
0.95020

-0.14380
-0.82920
-0.81370
1.31470
0.81350
1.54930
2.18990
1.70070
3.09040

Z
-0.72130
-0.96880
0.34860
1.21520
-0.35260
0.50640
0.80550
-0.32000
-1.91370
-2.41520
-0.79590
-2.80000
-0.31710
0.74320

$340
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3.39410
1.36970
2.11990
0.83990
0.43660
0.74520
6.66660
2.99020
-0.12750
7.98860
8.42850
9.67550
10.48720
10.05080
8.80550
6.22920
-1.01380
-1.26870
-2.08970
-2.65490
-2.39990
-1.58360
0.08840
2.20780
1.57170
0.82540
0.70630
1.33720
2.08630
3.56960
7.79730
10.01460
11.45920
10.68120
8.45400

0.33290
0.37790
0.77490
-0.43040
1.41560
-1.60160
2.50190
3.45520
2.10180
1.93970
0.70460
0.22060
0.96350
2.19420
2.68130
3.55850
3.18830
3.37860
4.41890
5.27530
5.08910
4.04770
1.85580
4.68730
5.38410
6.51660
6.95690
6.26440
5.13270
2.82090
0.12830
-0.73620
0.58340
2.77170
3.63480

-1.38780
1.78370
2.46670
2.29040
1.43310
0.14270
0.52360
2.04400
2.43910
0.88800
0.40460
0.77650
1.62910
2.11320
1.74490
0.92160
1.95370
0.59320
0.18220
1.12290
2.47810
2.89340
3.60710
2.29490
1.26430
1.55350
2.86760
3.89730
3.61280
2.89710
-0.25600
0.40140
1.91710
2.77680

2.11440
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-0.82200
-2.28510
-3.28960
-2.83070
-1.36900
1.65290
0.32410
0.11370
1.23900
2.57400
3.15150
2.54430
3.29820
2.84410
2.24170
2.09260
2.43820
3.73930
2.96030
1.88830
1.62380

I T T T T O OO OO O TITITITIT I I I T I T

2.71760
4.56550
6.09060
5.76070
3.89830
5.03220
7.04780
7.83500
6.60340
4.57980
1.71070
2.64990
0.39060
0.02640
0.95550
2.27050
3.66890
-0.35510
-1.00090
0.66030
3.00670

-0.13500
-0.87220
0.79910
3.20930
3.94230
0.24690
0.75540
3.09110
4.92040
4.40350
-4.01590
-4.84890
-4.43590
-5.70180
-6.54030
-6.10440
-4.49960
-3.79220
-6.02410
-7.51960
-6.74530

Phenyl B-D-Galf 6, C1-exo, 180°/180°

X
4.00370
4.18810
2.86830
3.17480
1.71570
1.43890
2.30050
0.29780
3.48930
3.82050

T O O IT O O T O T O

Y
2.47750
3.50070
2.44530
1.94310
1.72740
0.30260
-0.33840
-0.13090
1.64690
0.60550

z
-0.75800
-1.07980
0.26800
1.17670
-0.45770
0.02690
-0.18880
-0.70530
-1.92990
-1.84840
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0.79300
3.93280
5.21750
2.47810
2.07720
1.14030
0.56050
0.57640
2.39580
0.19450
5.94310
2.42380
2.37560
7.17980
7.51710
8.67490
9.49930
9.16590
8.00950
5.59330
3.73790
4.88220
6.13680
6.25730
5.11930
3.86340
1.34940
2.10190
1.92600
1.63300
1.51470
1.68950
1.98240
2.61390
6.87350

2.30010
2.19290
1.88290
3.78900
1.73810
0.22820
-0.67090
1.09480
0.15220
-1.08310
2.60300
4.13650
0.33370
1.90620
0.63800
0.01600
0.65490
1.92020
2.54420
3.69300
0.33760
0.15650
0.17320
0.37690
0.56210
0.54050
0.47090
5.57300
6.43840
7.77700
8.25780
7.39750
6.05950
3.35610
0.14100

-0.36250
-3.13280
-0.29120
0.58490
-1.84460
1.52420
1.73620
1.87150
2.22010
-0.58280
0.59060
1.88650
3.55170
1.01410
0.53550
0.98290
1.90500
2.38140
1.93840
0.98440
4.14060
3.35980
3.95340
5.32450
6.10560
5.51650
4.18140
2.07000
0.98740
1.21160
2.51250
3.59350
3.37390
2.79290
-0.17550
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8.93300
10.39930
9.80470
7.73320
4.79000
7.01990
7.23770
5.21220
2.97180
2.02000
1.49820
1.28670
1.59790
2.12170
3.88210
4.65440
3.10610
3.12490
3.89410
4.65520
5.24740
2.47780
2.52110
3.89820
5.25800

-0.96860
0.16530
2.41570
3.52250
0.00660
0.03220
0.39410
0.72360
0.68390
6.06450
8.44580
9.30230
7.77080
5.38080
1.41100
1.84910
0.26050
-0.45870
-0.03380
1.12710
2.74770
-0.06290
-1.35360
-0.59670
1.47040

0.61530
2.25490
3.10080
2.30680
2.29410
3.34650
5.78370
7.17190
6.11130
-0.02160
0.37130
2.68390
4.60530
4.20410
-4.26640
-5.33950
-4.37500
-5.56780
-6.64420
-6.52470
-5.22870
-3.55780
-5.65140
-7.56840
-7.35590
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