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[image: ]
[bookmark: _Toc69458691][bookmark: _Toc69459016][bookmark: _Toc69459069]Fig. S11 1H NMR of 6f in CDCl3.
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[image: ]
[bookmark: _Toc69458697][bookmark: _Toc69459022][bookmark: _Toc69459075]Fig. S17 1H NMR of 7c in CDCl3.
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[image: ]
[bookmark: _Toc69458700][bookmark: _Toc69459025][bookmark: _Toc69459078]Fig. S20 13C NMR of 7e in CDCl3.
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[image: ]
[bookmark: _Toc69458702][bookmark: _Toc69459027][bookmark: _Toc69459080]Fig. S22 13C NMR of 8a in DMSO-d6.
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[bookmark: _Toc69458703][bookmark: _Toc69459028][bookmark: _Toc69459081]                               Fig. S23 1H NMR of 9a in CDCl3.
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[bookmark: _Toc69458704][bookmark: _Toc69459029][bookmark: _Toc69459082]      Fig. S24 13C NMR of 9a in CDCl3.
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[bookmark: _Toc69458705][bookmark: _Toc69459030][bookmark: _Toc69459083]Fig. S25 1H NMR of 9b in DMSO-d6.
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[bookmark: _Toc69458706][bookmark: _Toc69459031][bookmark: _Toc69459084]Fig. S26 13C NMR of 9b in DMSO-d6.
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[bookmark: _Toc69458707][bookmark: _Toc69459032][bookmark: _Toc69459085]   Fig. S27 1H NMR of 9c in DMSO-d6.
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[bookmark: _Toc69458708][bookmark: _Toc69459033][bookmark: _Toc69459086]      Fig. S28 13C NMR of 9c in DMSO-d6.
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[bookmark: _Toc69458722][bookmark: _Toc69459047][bookmark: _Toc69459100]                            Fig. S42 13C NMR of 13a in DMSO-d6.
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[bookmark: _Toc69458723][bookmark: _Toc69459048][bookmark: _Toc69459101]Fig. S43 1H NMR of 13b in DMSO-d6.
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[bookmark: _Toc69458724][bookmark: _Toc69459049][bookmark: _Toc69459102]    Fig. S44 13C NMR of 13b in DMSO-d6.
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[bookmark: _Toc69458725][bookmark: _Toc69459050][bookmark: _Toc69459103]            Fig. S45 1H NMR of 14a in CDCl3.
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[bookmark: _Toc69458726][bookmark: _Toc69459051][bookmark: _Toc69459104]          Fig. S46 13C NMR of 14a in CDCl3.
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[bookmark: _Toc69458727][bookmark: _Toc69459052][bookmark: _Toc69459105]Fig. S47 1H NMR of 14b in DMSO-d6.
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[bookmark: _Toc69458728][bookmark: _Toc69459053][bookmark: _Toc69459106]Fig. S48 13C NMR of 14b in DMSO-d6.
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[bookmark: _Toc69458729][bookmark: _Toc69459054][bookmark: _Toc69459107]                       Fig. S49 1H NMR of 14e in DMSO-d6.
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[bookmark: _Toc69458730][bookmark: _Toc69459055][bookmark: _Toc69459108]Fig. S50 13C NMR of 14e in DMSO-d6.

[image: ]
[bookmark: _Toc69458731][bookmark: _Toc69459056][bookmark: _Toc69459109]Fig. S51 HMQC 1H-13C spectrum of compound 6b.
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[bookmark: _Toc69458732][bookmark: _Toc69459057][bookmark: _Toc69459110]Fig. S52 HMBC 1H-13C spectrum of compound 6b.


2. [bookmark: _Toc69458615]Crystallographic data
[bookmark: _Toc69459058]Table S1. Crystallographic data of new structures reported (7b, 9c, 14a).
	Compound		
CCDC number 
Empirical formula
Mw
T [K]
λ [Å]
Crystal system
Space group
a [Å]
b [Å]
c [Å]
α [°]
β [°]
γ [°]
V [Å3]
Z
Dcalcd. [g cm-3]
μ[mm-1 ]
F(000)
Crystal size (mm)
θ range for data
Collection (deg) h, k, l range


Reflections collected/unique

Data/restraints/parameters
Absoption correction
Refinement method

Final R indices

R all data

Goodness of fit on F2
Largest diff. peak and hole (e Å3)
	7b	
2077854
C20H13F4N5O
415.35
293
0.71073
Triclinic
P-1
8.0109(2)
14.2627(3)
16.7899(4)
85.4030(10)
81.9090(10)
80.2900(10)
1868.93(8)
4
1.476
0.123
848
0.84 x 0.61 x 0.55
1.23 to 27.26
-10≤h≤10
-18≤k≤15, 
-21≤l≤21
58864 / 8318 
[R(int) = 0.0267]
8318 / 0 / 541
Gaussian
Full-matrix least-squares on F2
R1 = 0.0666, 
wR2 = 0.1844
R1 = 0.0983, 
wR2 = 0.2100
1.074
0.737 and -0.483 
	9c	
1045310
C11H7BrF3N3
318.11
293(2)
0.71073 
Triclinic
P-1
5.0190(2)   10.1810(5) 
11.2141(5) 
88.690(2)
78.487(2)
78.239(2)
549.61(4)
2
1.922
 3.764
312
0.46 x 0.39 x 0.39 
1.85 to 27.20
-6≤h≤6, 
-13≤k≤13,
-14≤l≤14
15464 / 2434 [R(int) = 0.0285]
2434 / 0 / 163
Gaussian
Full-matrix least-squares on F2
R1 = 0.0209, wR2 = 0.0556
R1 = 0.0220, wR2 = 0.0561
1.046
0.551 and -0.477
	14a
1045311
C10 H11 N5
201.24
293(2)
0.71073
Monoclinic
P21/n
8.4951(5)
12.4455(8)
9.9802(6)
90
107.012(3)
90
1008.99(11)
4
1.325
0.087
424
0.47 x 0.29 x 0.20
2.69 to 27.26
-10≤h≤10, 
-15≤k≤15, 
-12≤l≤12
27283 / 2238 [R(int) = 0.0341]
2238 / 0 / 136
Gaussian
Full-matrix least-squares on F2
R1 = 0.0447, wR2 = 0.1171
R1 = 0.0490, wR2 = 0.1209
1.048
0.540 and -0.564
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