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General information: The following list includes the materials produced in this study which

were made available through the Molecule Archive at KIT (https://compound-platform.eu/).

The archive stores the materials for further reuse and review — interested academic

scientists can order materials for different scientific collaborations or as reference

compounds. The materials can be found via the DOI link given below or can be accessed

through the Molecule Archive list in the Chemotion repository: https://chemotion-

repository.net/home/moleculeArchive

Compound | Smiles Code Sample DOI

19g [N- https://dx.doi.org/10.14272/KIQBPEXSAZKVRR-
]=[N+]=Nc1nn(c(c1)C)clccc(ccl)C#N | UHFFFAQYSA-N.3

17e N#Cclccc(ccl)ninc(cc1C)/N=N/N(C( | https://dx.doi.org/10.14272/RSDVIJOPRTZAOO-
c)c)c(c)c XUTLUUPISA-N.1

18e N#Cclccc(ccl)ninc(ccl/N=N/N(C(C) | https://dx.doi.org/10.14272/WPXPVVIOPAJXSL-
c)c(c)c)C XUTLUUPISA-N.1

17§ CC(N(C(C)C)/N=N/c1nn(c(c1)C)clccc( | https://dx.doi.org/10.14272/LQZXCDPUXUEILI-
cc1)[N+](=0)[0-])C HTXNQAPBSA-N.1

18f CC(N(C(C)C)/N=N/clcc(nnlclccc(ccl | https://dx.doi.org/10.14272/VRKHTXPHTAWWE

)IN+](=0)[0-])C)C

Y-HTXNQAPBSA-N.1

S1



https://compound-platform.eu/
https://chemotion-repository.net/home/moleculeArchive
https://chemotion-repository.net/home/moleculeArchive
https://www.chemotion-repository.net/pid/38277
https://dx.doi.org/10.14272/KIQBPEXSAZKVRR-UHFFFAOYSA-N.3
https://dx.doi.org/10.14272/KIQBPEXSAZKVRR-UHFFFAOYSA-N.3
https://www.chemotion-repository.net/pid/35915
https://dx.doi.org/10.14272/RSDVJJOPRTZAOO-XUTLUUPISA-N.1
https://dx.doi.org/10.14272/RSDVJJOPRTZAOO-XUTLUUPISA-N.1
https://www.chemotion-repository.net/pid/35920
https://dx.doi.org/10.14272/WPXPVVIOPAJXSL-XUTLUUPISA-N.1
https://dx.doi.org/10.14272/WPXPVVIOPAJXSL-XUTLUUPISA-N.1
https://www.chemotion-repository.net/pid/35909
https://dx.doi.org/10.14272/LQZXCDPUXUEILJ-HTXNQAPBSA-N.1
https://dx.doi.org/10.14272/LQZXCDPUXUEILJ-HTXNQAPBSA-N.1
https://www.chemotion-repository.net/pid/35903
https://dx.doi.org/10.14272/VRKHTXPHTAWWEY-HTXNQAPBSA-N.1
https://dx.doi.org/10.14272/VRKHTXPHTAWWEY-HTXNQAPBSA-N.1

CCOC(=0)clcn(ncl/N=N/N(C(C)C)C(C

https://dx.doi.org/10.14272/ZYMNXIBCZDWSH

17k )C)Cclcec(ccl)Br X-XTQSDGFTSA-N.1

18Kk CCOC(=0)clcnn(c1/N=N/N(C(C)C)C(C | https://dx.doi.org/10.14272/FFWKUULMXDRW
)C)Cclcec(ccl)Br PI-GHVJWSGMSA-N.1

17d CC(N(C(C)C)/N=N/c1nn(c(c1)C)Cclcc | https://dx.doi.org/10.14272/FEHNUWIZIPJQLZ-
cccl)C CZIZESTLSA-N.1

184 CC(N(C(C)C)/N=N/clcc(nn1Cclcccecl | https://dx.doi.org/10.14272/0SZGZNAJFDDFLV-
)C)C CZIZESTLSA-N.1

17r N#Cclcn(ncl/N=N/N(C(C)C)C(C)C)Cc | https://dx.doi.org/10.14272/ADGUCVKMBUJW)
1ccc(ccl)F M-LSDHQDQOSA-N.1

18r N#Cclcnn(c1/N=N/N(C(C)C)C(C)C)Cc | https://dx.doi.org/10.14272/HEZWXNUXEKIBQ
1ccc(ccl)F T-QURGRASLSA-N.1

21sd N#Cclcn(nclnlnnc(cl)clcceecl)Celce | https://dx.doi.org/10.14272/LBYPTGDZZSOCSK-
c(F)cc(c1)F UHFFFAOYSA-N.1

21ud COC(=0)clcec(ccl)Cnlcc(c(nl)nlinnc | https://dx.doi.org/10.14272/YZSLXIHSIJQQMB-
(c1)clcccecl)CH#N UHFFFAOYSA-N.1

21ga CCCCclnnn(cl)cinn(c(c1)C)clcec(ccl | https://dx.doi.org/10.14272/WZTARLNNZGQBD
JCH#N W-UHFFFAOYSA-N.1

21rd N#Cclcn(nclnlnnc(cl)clcceecl)Cclce | https://dx.doi.org/10.14272/DGWASOOTEXXJB
ccecl K-UHFFFAOYSA-N.1

21fa CCCCclnnn(cl)clce(n(nl)Cclcccecl) | https://dx.doi.org/10.14272/PKNOMBYYAWYD
C CG-UHFFFAQOYSA-N.1

https://dx.doi.org/10.14272/QJHTUPAVPUUSNY

21gd N#Cclccc(ccl)nlnc(cclC)nlnnc(cl)c | -UHFFFAOYSA-N.1

lcccecl https://dx.doi.org/10.14272/QJHTUPAVPUUSNY
-UHFFFAQOYSA-N.2

17q COC(=0)clcec(ccl)Cnlnc(c(c1)CH#N)/ | https://dx.doi.org/10.14272/FZUUXBMFWLBSA
N=N/N(C(C)C)C(C)C E-XTQSDGFTSA-N.1

184 COC(=0)clccc(cecl)Cnlncc(cl/N=N/N | https://dx.doi.org/10.14272/HQEHAWORIRDNA
(C(C)C)C(C)C)CHN T-GHVJWSGMSA-N.1

21ce COclccc(ccl)cinnn(cl)cleen(nl)Cel | https://dx.doi.org/10.14272/JIMPSOWDQCFVIPL
cccccl -UHFFFAOYSA-N.1

19 CCOC(=0)Cn1nc(c(c1)C#N)N=[N+]=[ | https://dx.doi.org/10.14272/HEIGJFYWAHNFX-
N-] UHFFFAOYSA-N.1

17a CC(N(C(C)C)/N=N/clccn(nl)Cclcccec | https://dx.doi.org/10.14272/MGAVNYXVFXWSS
1)C Z-HTXNQAPBSA-N.1

182 CC(N(C(C)C)/N=N/clccnniCclcccccl) | https://dx.doi.org/10.14272/ZIDRUQYCDSWWI
C M-VHEBQXMUSA-N.1

21ic CC(=0)0Cc1nnn(cl)cinn(c(c1)C)clcc | https://dx.doi.org/10.14272/QIRBWRVTFHDFHS
c(cc1Cl)[N+](=0)[0-] -UHFFFAOYSA-N.1

17h CCOC(=0)clcn(ncl/N=N/N(C(C)C)C(C | https://dx.doi.org/10.14272/GKODORMDVGUG
)C)Cclcceecl HL-LSDHQDQOSA-N.1

18h CCOC(=0)clcnn(cl/N=N/N(C(C)C)C(C | https://dx.doi.org/10.14272/UBBFWZTUXPGXC
)C)Cclcceecl P-QURGRASLSA-N.1

171 N#Cclcn(ncl/N=N/N(C(C)C)C(C)C)C( | https://dx.doi.org/10.14272/XUZXRALOPOUFGP
C)C -BMRADRMIJSA-N.1

18 N#Cclcnn(cl/N=N/N(C(C)C)C(C)C)C( | https://dx.doi.org/10.14272/IJEPRRMQECALCS-
C)C WUKNDPDISA-N.1

21fe COclccc(ccl)cinnn(cl)clnn(c(c1)C)C | https://dx.doi.org/10.14272/HKYHACNKIZVDCN

clcccecl

-UHFFFAOYSA-N.1

S2



https://dx.doi.org/10.14272/ZYMNXIBCZDWSHX-XTQSDGFTSA-N.1
https://dx.doi.org/10.14272/ZYMNXIBCZDWSHX-XTQSDGFTSA-N.1
https://www.chemotion-repository.net/pid/36468
https://dx.doi.org/10.14272/FFWKUULMXDRWPI-GHVJWSGMSA-N.1
https://dx.doi.org/10.14272/FFWKUULMXDRWPI-GHVJWSGMSA-N.1
https://dx.doi.org/10.14272/FEHNUWIZIPJQLZ-CZIZESTLSA-N.1
https://dx.doi.org/10.14272/FEHNUWIZIPJQLZ-CZIZESTLSA-N.1
https://www.chemotion-repository.net/pid/36590
https://dx.doi.org/10.14272/OSZGZNAJFDDFLV-CZIZESTLSA-N.1
https://dx.doi.org/10.14272/OSZGZNAJFDDFLV-CZIZESTLSA-N.1
https://www.chemotion-repository.net/pid/35886
https://dx.doi.org/10.14272/ADGUCVKMBUJWJM-LSDHQDQOSA-N.1
https://dx.doi.org/10.14272/ADGUCVKMBUJWJM-LSDHQDQOSA-N.1
https://www.chemotion-repository.net/pid/35896
https://dx.doi.org/10.14272/HEZWXNUXEKJBQT-QURGRASLSA-N.1
https://dx.doi.org/10.14272/HEZWXNUXEKJBQT-QURGRASLSA-N.1
https://www.chemotion-repository.net/pid/36475
https://dx.doi.org/10.14272/LBYPTGDZZSOCSK-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/LBYPTGDZZSOCSK-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/36481
https://dx.doi.org/10.14272/YZSLXIHSIJQQMB-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/YZSLXIHSIJQQMB-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/37188
https://dx.doi.org/10.14272/WZTARLNNZGQBDW-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/WZTARLNNZGQBDW-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/DGWASOOTEXXJBK-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/DGWASOOTEXXJBK-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/37210
https://dx.doi.org/10.14272/PKNOMBYYAWYDCG-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/PKNOMBYYAWYDCG-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/37199
https://dx.doi.org/10.14272/QJHTUPAVPUUSNY-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/QJHTUPAVPUUSNY-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/QJHTUPAVPUUSNY-UHFFFAOYSA-N.2
https://dx.doi.org/10.14272/QJHTUPAVPUUSNY-UHFFFAOYSA-N.2
https://www.chemotion-repository.net/pid/36723
https://dx.doi.org/10.14272/FZUUXBMFWLBSAE-XTQSDGFTSA-N.1
https://dx.doi.org/10.14272/FZUUXBMFWLBSAE-XTQSDGFTSA-N.1
https://www.chemotion-repository.net/pid/36732
https://dx.doi.org/10.14272/HQEHAWORIRDNAT-GHVJWSGMSA-N.1
https://dx.doi.org/10.14272/HQEHAWORIRDNAT-GHVJWSGMSA-N.1
https://www.chemotion-repository.net/pid/23504
https://dx.doi.org/10.14272/JMPSOWDQCFVJPL-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/JMPSOWDQCFVJPL-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/23355
https://dx.doi.org/10.14272/HEIIGJFYWAHNFX-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/HEIIGJFYWAHNFX-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/MGAVNYXVFXWSSZ-HTXNQAPBSA-N.1
https://dx.doi.org/10.14272/MGAVNYXVFXWSSZ-HTXNQAPBSA-N.1
https://www.chemotion-repository.net/pid/23345
https://dx.doi.org/10.14272/ZIDRUQYCDSWWJM-VHEBQXMUSA-N.1
https://dx.doi.org/10.14272/ZIDRUQYCDSWWJM-VHEBQXMUSA-N.1
https://www.chemotion-repository.net/pid/23365
https://dx.doi.org/10.14272/QIRBWRVTFHDFHS-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/QIRBWRVTFHDFHS-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/24532
https://dx.doi.org/10.14272/GKODORMDVGUGHL-LSDHQDQOSA-N.1
https://dx.doi.org/10.14272/GKODORMDVGUGHL-LSDHQDQOSA-N.1
https://www.chemotion-repository.net/pid/24540
https://dx.doi.org/10.14272/UBBFWZTUXPGXCP-QURGRASLSA-N.1
https://dx.doi.org/10.14272/UBBFWZTUXPGXCP-QURGRASLSA-N.1
https://www.chemotion-repository.net/pid/24549
https://dx.doi.org/10.14272/XUZXRALOPOUFGP-BMRADRMJSA-N.1
https://dx.doi.org/10.14272/XUZXRALOPOUFGP-BMRADRMJSA-N.1
https://www.chemotion-repository.net/pid/24557
https://dx.doi.org/10.14272/IJEPRRMQECALCS-WUKNDPDISA-N.1
https://dx.doi.org/10.14272/IJEPRRMQECALCS-WUKNDPDISA-N.1
https://www.chemotion-repository.net/pid/24360
https://dx.doi.org/10.14272/HKYHACNKJZVDCN-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/HKYHACNKJZVDCN-UHFFFAOYSA-N.1

N#Cclcn(ncl/N=N/N(C(C)C)C(C)C)Cc

https://dx.doi.org/10.14272/AONLLYWWGOIML

17n lcccecl R-XUTLUUPISA-N.2
18n CC(N(C(C)C)/N=N/cln(ncc1C#N)Cclc | https://dx.doi.org/10.14272/AQYSAXXLCHFEGV
ccecl)C -QZQOTICOSA-N.2
https://dx.doi.org/10.14272/SSAXAAXODLOITE-
15b CC(N(C(C)C)/N=N/c1n[nH]c(c1)C)C BUHEOSPRSA-N 1
https://dx.doi.org/10.14272/VYAIIDYJDVIYCE-
19c [N-]=[N+]=Nclccn(n1)Cclcccccl UHFEEAOYSA-N.1
19m CCOC(=0)clcn(ncIN=[N+]=[N- https://dx.doi.org/10.14272/0ZCFNQRRYBYULQ
])Cclccec(cl)CHN -UHFFFAOYSA-N.1
[O- https://dx.doi.org/10.14272/UFCSIROIFJMCPW-
21hd JIN+](=0)clccc(ccl)ninc(cclC)nlnnc UHI}ZFFAOYSA-N.f
(c1)clcceecl
21vb COC(=0)cinnn(cl)cinn(cclCH#N)Cclc | https://dx.doi.org/10.14272/UUNQVGVZWMIJX
cc(ccl)F OZ-UHFFFAQYSA-N.1
. [N- https://dx.doi.org/10.14272/GQMYHPXVWDUZ
19i ]=[N+]=Nclnn(c(c1)C)clccc(cclCl)[N CD-pUHFFFAOYSA%N.l
+](=0)[O-]
21tf COC(=0)clcec(ccl)cinnn(cl)cinn(cc | https://dx.doi.org/10.14272/DMRAVMAMSLYE
1C#N)Cclccc(ccl)C BQ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/BTYPCTNIHDBBSH-
21ed Ccl[nH]nc(cl)ninnc(cl)clceeccl UHEEFAOYSA-N.1
21id Clclcc(cccinlne(cclC)ninnc(cl)clcc | https://dx.doi.org/10.14272/NASFABBFAHTRIZ-
ccc1)[N+](=0)[0-] UHFFFAOYSA-N.1
21nd CCOC(=0)clcn(ncinlnnc(cl)clccece | https://dx.doi.org/10.14272/VTYPYIREEKHMKL-
1)Cclccc(ccl)Br UHFFFAOYSA-N.1
21na CCCCclnnn(cl)clnn(ccl1C(=0)OCC)Cc | https://dx.doi.org/10.14272/YERIOOVHZOGEN
1ccc(ccl)Br U-UHFFFAOYSA-N.1
21nc CCOC(=0)clcn(nclninnc(cl)COC(=0 | https://dx.doi.org/10.14272/JIGNGCLNWAMKP
)C)Cclccc(ccl)Br G-UHFFFAOYSA-N.1
21me CCOC(=0)clcn(nclnlnnc(cl)clcec(cc | https://dx.doi.org/10.14272/KIMWCYALHNEPD
1)OC)Cclccec(c1)C#N X-UHFFFAOYSA-N.1
21mh CCOC(=0)clcn(nclninnc(cl)CN1C(= | https://dx.doi.org/10.14272/RIXQILXRDFYRBG-
0)c2c(C1=0)cccc2)Cclcccc(cl)CHN UHFFFAOYSA-N.1
21le CCOC(=0)clcn(nclninnc(cl)COC(=0 | https://dx.doi.org/10.14272/OEMVMGIJIOKDNB
)C)Cclce(F)cc(cl)F C-UHFFFAOYSA-N.1
19t [N- https://dx.doi.org/10.14272/NMQYIKIIUJYZLG-
]=[N+]=Nc1nn(cc1C#N)Cclcec(ccl)C | UHFFFAOYSA-N.1
19n CCOC(=0)clen(ncIN=[N+]=[N- https://dx.doi.org/10.14272/XWYLZJSXZASHCL-
])Cclcec(ccl)Br UHFFFAOYSA-N.1
21hc CC(=0)0OCc1nnn(cl)cinn(c(c1)C)clcc | https://dx.doi.org/10.14272/GFUNAXVZSISISA-
c(cc1)[N+](=0)[O-] UHFFFAOYSA-N.1
21ia CCCCclnnn(cl)clnn(c(c1)C)clcec(ccl | https://dx.doi.org/10.14272/JCVTZTZCOPFHML-
Cl)[N+](=0)[0-] UHFFFAOYSA-N.1
21ta CCCCclnnn(cl)cinn(cc1C#N)Cclcec( | https://dx.doi.org/10.14272/FGLOKNGZLSDWM
ccl)C Z-UHFFFAOYSA-N.1
21tg N#Cclcn(nclnlnnc(cl)clcec(ccl)N(C | https://dx.doi.org/10.14272/PIHYCVSEWQEZEE-
)C)Cclccc(ccl)C UHFFFAOYSA-N.1
21pd N#Cclcn(nclnlnnc(cl)clcececcl)C(C) | https://dx.doi.org/10.14272/OYRDJONMMXEST

C

Q-UHFFFAOYSA-N.1

S3



https://www.chemotion-repository.net/pid/18331
https://dx.doi.org/10.14272/AONLLYWWGOIMLR-XUTLUUPISA-N.2
https://dx.doi.org/10.14272/AONLLYWWGOIMLR-XUTLUUPISA-N.2
https://www.chemotion-repository.net/pid/18340
https://dx.doi.org/10.14272/AQYSAXXLCHFEGV-QZQOTICOSA-N.2
https://dx.doi.org/10.14272/AQYSAXXLCHFEGV-QZQOTICOSA-N.2
https://dx.doi.org/10.14272/SSAXAAXODLOITE-BUHFOSPRSA-N.1
https://dx.doi.org/10.14272/SSAXAAXODLOITE-BUHFOSPRSA-N.1
https://www.chemotion-repository.net/pid/23130
https://dx.doi.org/10.14272/VYAIIDYJDVIYCE-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/VYAIIDYJDVIYCE-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18262
https://dx.doi.org/10.14272/OZCFNQRRYBYULQ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/OZCFNQRRYBYULQ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/UFCSIROIFJMCPW-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/UFCSIROIFJMCPW-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/17897
https://dx.doi.org/10.14272/UUNQVGVZWMJXOZ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/UUNQVGVZWMJXOZ-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18131
https://dx.doi.org/10.14272/GQMYHPXVWDUZCD-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/GQMYHPXVWDUZCD-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/17876
https://dx.doi.org/10.14272/DMRAVMAMSLYEBQ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/DMRAVMAMSLYEBQ-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/17774
https://dx.doi.org/10.14272/BTYPCTNIHDBBSH-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/BTYPCTNIHDBBSH-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18151
https://dx.doi.org/10.14272/NASFABBFAHTRIZ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/NASFABBFAHTRIZ-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18161
https://dx.doi.org/10.14272/VTYPYIREEKHMKL-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/VTYPYIREEKHMKL-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18171
https://dx.doi.org/10.14272/YERIOOVHZOGENU-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/YERIOOVHZOGENU-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18181
https://dx.doi.org/10.14272/JIGNGCLNWAMKPG-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/JIGNGCLNWAMKPG-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18191
https://dx.doi.org/10.14272/KJMWCYALHNEPDX-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/KJMWCYALHNEPDX-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18201
https://dx.doi.org/10.14272/RJXQILXRDFYRBG-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/RJXQILXRDFYRBG-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18212
https://dx.doi.org/10.14272/OEMVMGJIOKDNBC-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/OEMVMGJIOKDNBC-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/17849
https://dx.doi.org/10.14272/NMQYIKIIUJYZLG-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/NMQYIKIIUJYZLG-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/XWYLZJSXZASHCL-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/XWYLZJSXZASHCL-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/GFUNAXVZSJSISA-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/GFUNAXVZSJSISA-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18281
https://dx.doi.org/10.14272/JCVTZTZCOPFHML-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/JCVTZTZCOPFHML-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/FGLOKNGZLSDWMZ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/FGLOKNGZLSDWMZ-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18301
https://dx.doi.org/10.14272/PIHYCVSEWQEZEE-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/PIHYCVSEWQEZEE-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18311
https://dx.doi.org/10.14272/OYRDJONMMXESTQ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/OYRDJONMMXESTQ-UHFFFAOYSA-N.1

https://dx.doi.org/10.14272/NOJZURFWHMPYC

21pa CCCCclnnn(cl)clnn(cclC#N)C(C)C E-UHFEEAOYSA-N 1
17] CCOC(=0)clcn(ncl/N=N/N(C(C)C)C(C | https://dx.doi.org/10.14272/NUENLEYWZUNRIJY
)C)Cclccec(c1)CHN -ZNTNEXAZSA-N.1
18] CCOC(=0)clcnn(c1/N=N/N(C(C)C)C(C | https://dx.doi.org/10.14272/WTPBPRNMORPM
)C)Cclccec(c1)CHN PY-WCWDXBQESA-N.1
17g CC(N(C(C)C)/N=N/c1nn(c(c1)C)clccc( | https://dx.doi.org/10.14272/TYZBFJHLBYOAAU-
cc1Cl)[N+](=0)[O-])C CZIZESTLSA-N.1
18g CC(N(C(C)C)/N=N/clcc(nnlclccc(ccl | https://dx.doi.org/10.14272/ACQCSRYTLZFICQ-
Cl)[N+](=0)[0-])C)C CZIZESTLSA-N.1
https://dx.doi.org/10.14272/QKYKTOGQTOIHK
21ea CCCCclnnn(cl)cln[nH]c(c1)C O-UHFFEAOYSA-N. 1
https://dx.doi.org/10.14272/AXYCMAQNQSYSI
21eb COC(=0)c1innn(cl)cin[nH]c(c1)C G-UHEEFAOYSA-N.1
21vg N#Cclcn(nclnlnnc(cl)clcee(ccl)N(C | https://dx.doi.org/10.14272/UIXMTYDHDCHVF
)C)Cclccc(ccl)F R-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/CUZSOFWTCLMW
19f [N-]=[N+]=Nc1nn(c(c1)C)Cclcccccl BL-UHEFFAOYSA-N.1
17m CCOC(=0)Cnlnc(c(c1)C#N)/N=N/N(C | https://dx.doi.org/10.14272/GMSYXQOQYOUA
(c)c)c(c)c HU-FBMGVBCBSA-N.2
18m CCOC(=0)Cnl1ncc(c1/N=N/N(C(C)C)C( | https://dx.doi.org/10.14272/UVXRQPKXJULFTR-
C)C)CH#N ISLYRVAYSA-N.2
17b CC(N(C(C)C)/N=N/clccn(nl1)Cclcec(c | https://dx.doi.org/10.14272/0JEKMYNEGYNUP
c1)Br)C P-CZIZESTLSA-N.1
18b Brclccc(ccl)Cnlncecl/N=N/N(C(C)C) | https://dx.doi.org/10.14272/PLVZHOAUEJAYPS-
c(c)C FMQUCBEESA-N.1
17i CCOC(=0)clcn(ncl/N=N/N(C(C)C)C(C | https://dx.doi.org/10.14272/HINVDSRILWITQV-
)C)Cclec(F)ec(cl)F ZNTNEXAZSA-N.1
18i CCOC(=0)clcnn(c1/N=N/N(C(C)C)C(C | https://dx.doi.org/10.14272/XCKSGKZXEXJBOY-
)C)Cclcc(F)cc(cl1)F WCWDXBQESA-N.1
170 N#Cclcn(ncl/N=N/N(C(C)C)C(C)C)Cc | https://dx.doi.org/10.14272/WSQPCVIPBSUDN
1cc(F)ec(c1)F Z-XTQSDGFTSA-N.2
180 CC(N(C(C)C)/N=N/c1n(ncclC#N)Cclc | https://dx.doi.org/10.14272/ZFEWCQZPKGQXCJ
c(F)ce(c1)F)C -GHVJWSGMSA-N.2
21jh CCOC(=0)c1c[nHInclnlnnc(c1)CNIC | https://dx.doi.org/10.14272/GMOYQWJQIYZFIE
(=0)c2c(C1=0)cccc2 -UHFFFAOYSA-N.1
»1th N#Cclen(nclnlnnc(c1)CN1C(=0)c2¢( | https://dx.doi.org/10.14272/FODYZQGXSSTMH)
C1=0)cccc2)Cclecc(ccl)C -UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/USLFBJCHBNQGJB-
210a CCCCclnnn(cl)cin[nH]cc1C#N UHFEEAOYSA-N.1
21he COclccc(cel)cinnn(cl)clec(n(nl)clc | https://dx.doi.org/10.14272/IZEQOYLPBRFYRC-
cc(ccl)[N+](=0)[0-])C UHFFFAOYSA-N.1
21jc CCOC(=0)cic[nH]ncininnc(c1)COC( | https://dx.doi.org/10.14272/RIHHGQMRVYAAG
=0)C U-UHFFFAOYSA-N.1
210f COC(=0)clccc(ccl)cinnn(cl)cin[nH] | https://dx.doi.org/10.14272/FXIYGLHLKLOXQB-
cc1CHN UHFFFAOYSA-N.1
[N- https://dx.doi.org/10.14272/WBMURKUEYYRUP
19s L—[N+]—Nc1nn(cch#N)Cclcc(F)cc(cl) K-UHEFEAOYSA-N 1
191 CCOC(=0)clcn(ncIN=[N+]=[N- https://dx.doi.org/10.14272/BZRWHBSLSABJOL-

1)Cclcc(F)cc(cl)F

UHFFFAOYSA-N.1
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https://www.chemotion-repository.net/pid/18321
https://dx.doi.org/10.14272/NOJZURFWHMPYCF-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/NOJZURFWHMPYCF-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18359
https://dx.doi.org/10.14272/NUENLEYWZUNRJY-ZNTNEXAZSA-N.1
https://dx.doi.org/10.14272/NUENLEYWZUNRJY-ZNTNEXAZSA-N.1
https://www.chemotion-repository.net/pid/18350
https://dx.doi.org/10.14272/WTPBPRNMORPMPY-WCWDXBQESA-N.1
https://dx.doi.org/10.14272/WTPBPRNMORPMPY-WCWDXBQESA-N.1
https://www.chemotion-repository.net/pid/18399
https://dx.doi.org/10.14272/TYZBFJHLBYOAAU-CZIZESTLSA-N.1
https://dx.doi.org/10.14272/TYZBFJHLBYOAAU-CZIZESTLSA-N.1
https://www.chemotion-repository.net/pid/18390
https://dx.doi.org/10.14272/ACQCSRYTLZFICQ-CZIZESTLSA-N.1
https://dx.doi.org/10.14272/ACQCSRYTLZFICQ-CZIZESTLSA-N.1
https://www.chemotion-repository.net/pid/18604
https://dx.doi.org/10.14272/QKYKTOGQTOIHKO-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/QKYKTOGQTOIHKO-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18614
https://dx.doi.org/10.14272/AXYCMAQNQSYSIG-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/AXYCMAQNQSYSIG-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19329
https://dx.doi.org/10.14272/UIXMTYDHDCHVFR-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/UIXMTYDHDCHVFR-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/22943
https://dx.doi.org/10.14272/CUZSOFWTCLMWBL-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/CUZSOFWTCLMWBL-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19390
https://dx.doi.org/10.14272/GMSYXQOQYOUAHU-FBMGVBCBSA-N.2
https://dx.doi.org/10.14272/GMSYXQOQYOUAHU-FBMGVBCBSA-N.2
https://www.chemotion-repository.net/pid/19380
https://dx.doi.org/10.14272/UVXRQPKXJULFTR-ISLYRVAYSA-N.2
https://dx.doi.org/10.14272/UVXRQPKXJULFTR-ISLYRVAYSA-N.2
https://www.chemotion-repository.net/pid/19348
https://dx.doi.org/10.14272/OJEKMYNEGYNUPP-CZIZESTLSA-N.1
https://dx.doi.org/10.14272/OJEKMYNEGYNUPP-CZIZESTLSA-N.1
https://www.chemotion-repository.net/pid/19339
https://dx.doi.org/10.14272/PLVZHOAUEJAYPS-FMQUCBEESA-N.1
https://dx.doi.org/10.14272/PLVZHOAUEJAYPS-FMQUCBEESA-N.1
https://www.chemotion-repository.net/pid/18380
https://dx.doi.org/10.14272/HJNVDSRILWJTQV-ZNTNEXAZSA-N.1
https://dx.doi.org/10.14272/HJNVDSRILWJTQV-ZNTNEXAZSA-N.1
https://www.chemotion-repository.net/pid/18370
https://dx.doi.org/10.14272/XCKSGKZXEXJBOY-WCWDXBQESA-N.1
https://dx.doi.org/10.14272/XCKSGKZXEXJBOY-WCWDXBQESA-N.1
https://www.chemotion-repository.net/pid/19826
https://dx.doi.org/10.14272/WSQPCVJPBSUDNZ-XTQSDGFTSA-N.2
https://dx.doi.org/10.14272/WSQPCVJPBSUDNZ-XTQSDGFTSA-N.2
https://www.chemotion-repository.net/pid/19816
https://dx.doi.org/10.14272/ZFEWCQZPKGQXCJ-GHVJWSGMSA-N.2
https://dx.doi.org/10.14272/ZFEWCQZPKGQXCJ-GHVJWSGMSA-N.2
https://www.chemotion-repository.net/pid/18634
https://dx.doi.org/10.14272/GMOYQWJQIYZFIE-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/GMOYQWJQIYZFIE-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/FODYZQGXSSTMHJ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/FODYZQGXSSTMHJ-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19318
https://dx.doi.org/10.14272/USLFBJCHBNQGJB-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/USLFBJCHBNQGJB-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/22840
https://dx.doi.org/10.14272/IZEQOYLPBRFYRC-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/IZEQOYLPBRFYRC-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/22850
https://dx.doi.org/10.14272/RJHHGQMRVYAAGU-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/RJHHGQMRVYAAGU-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/22860
https://dx.doi.org/10.14272/FXIYGLHLKLOXQB-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/FXIYGLHLKLOXQB-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/20635
https://dx.doi.org/10.14272/WBMURKUEYYRUPK-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/WBMURKUEYYRUPK-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19297
https://dx.doi.org/10.14272/BZRWHBSLSABJOL-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/BZRWHBSLSABJOL-UHFFFAOYSA-N.1

CCOC(=0)cic[nH]nclnlnnc(cl)clccc

https://dx.doi.org/10.14272/JZSBUPSAIWVYFE-

21jd ccl UHFFFAOYSA-N.2
_ _ https://dx.doi.org/10.14272/ASYITVIZQLPDSI-
19e [N-]=[N+]=Nclcc([nH]n1)C UHFEEAOYSA-N.1
_ https://dx.doi.org/10.14272/PWKBPRHBEDYOR
21ab COC(=0)cinnn(cl)cin[nH]ccl H-UHEFEAOYSA-N 1
21bb COC(=0)cinnn(cl)clcen(nl)C1CCCC | https://dx.doi.org/10.14272/RZTMDUAYRSTLA
1 Q-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/PQOYNAQPLQYWL
21ae COclccc(ccl)clnnn(cl)cin[nH]ccl U-UHEFFAOYSA-N. 1
https://dx.doi.org/10.14272/NLSVIZHXBPJQPM-
21aa CCCCclcn(nnl)clcc[nH]n1 UHFEEAOYSA-N.1
21ef COC(=0)clcec(ccl)cinnn(cl)cin[nH] | https://dx.doi.org/10.14272/ICPVQAYXOPZIKF-
c(c1)C UHFFFAOYSA-N.1
_ _ https://dx.doi.org/10.14272/CEJIMUQXTWWQ)
19b [N-]=[N+]=Nclccn(n1)C1CCCC1 BT-UHFFEAOYSA-N.2
_ _ https://dx.doi.org/10.14272/MPLVWOQSFNIW
19d [N-]=[N+]=Nclccn(n1)Cclccc(ccl)Br DU-UHFEEAOYSA.N.2
_ https://dx.doi.org/10.14272/LKGAYQXGDXKVD
15a CC(N(C(C)C)/N=N/c1n[nH]cc1)C A-OUKQBFOZSA-N.1
21sa CCCCclnnn(cl)cinn(cc1C#N)Cclcc(F | https://dx.doi.org/10.14272/APGSEIDPRRBFBQ-
)ec(c1)F UHFFFAOYSA-N.1
_ https://dx.doi.org/10.14272/LUTGSYAMTQUIG
21ec CC(=0)0Cc1nnn(cl)cin[nH]c(c1)C A-UHEEFAOYSA-N. 1
https://dx.doi.org/10.14272/VSYUPFQKDFVQC
21od N#Cclc[nH]nclnlnnc(cl)clccececl M-UHEFEAOYSA-N.1
21be COclccc(ccl)cinnn(cl)clcen(n1)C1C | https://dx.doi.org/10.14272/SYHGOJNCDVCRGL
CcCci -UHFFFAOYSA-N.1
21aa CCCCclnnn(cl)cinn(cc1C#N)CC(=0) | https://dx.doi.org/10.14272/Z0QWDAUGOCUF
9 OCC LP-UHFFFAQYSA-N.1
. _ https://dx.doi.org/10.14272/CDDXWUAJGLDUK
21ja CCCCclnnn(cl)cln[nH]cc1C(=0)OCC H-UHFEEAOYSA-N 1
21de COclccc(cel)cinnn(cl)cleen(n1)Ccl | https://dx.doi.org/10.14272/QXNOXDRDOZJZF
ccc(ccl)Br O-UHFFFAQYSA-N.1
21db COC(=0)cinnn(cl)clcen(n1)Cclccc(c | https://dx.doi.org/10.14272/CNHRLRYEDLASIW-
c1)Br UHFFFAOYSA-N.1
21If CCOC(=0)clcn(nclnlinnc(cl)clcec(cc | https://dx.doi.org/10.14272/WIPCYFBJDHGFTN
1)C(=0)0C)Cclcc(F)cc(cl)F -UHFFFAOYSA-N.1
_ https://dx.doi.org/10.14272/QROBBVJEUOFHFI-
21oc N#Cclc[nH]nclnlnnc(c1)COC(=0)C UHEEFAOYSA-N.1
17¢ CC(N(C(C)C)/N=N/clccn(n1)C1CCCC1 | https://dx.doi.org/10.14272/JJSUIDRUQGTCKX-
)C BMRADRMJSA-N.1
18¢ CC(N(C(C)C)/N=N/clccnn1C1CCCC1) | https://dx.doi.org/10.14272/BWAGQJOINMBV
C OL-WUKNDPDISA-N.1
21kd CCOC(=0)clcn(nclninnc(cl)clccece | https://dx.doi.org/10.14272/BFHMQIVAONQIIQ
1)Cclcccecl -UHFFFAOYSA-N.1
19 [N- https://dx.doi.org/10.14272/KIQBPEXSAZKVRR-
g ]=[N+]=Nclnn(c(c1)C)clccc(ccl)CHN | UHFFFAOYSA-N.1
21td N#Cclcn(nclnlnnc(cl)clceccel)Celce | https://dx.doi.org/10.14272/ZHUFVXOCSYMTKK

cc(ecl)C

-UHFFFAOYSA-N.1
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https://www.chemotion-repository.net/pid/17784
https://dx.doi.org/10.14272/JZSBUPSAIWVYFE-UHFFFAOYSA-N.2
https://dx.doi.org/10.14272/JZSBUPSAIWVYFE-UHFFFAOYSA-N.2
https://www.chemotion-repository.net/pid/17796
https://dx.doi.org/10.14272/ASYITVIZQLPDSI-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/ASYITVIZQLPDSI-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/20624
https://dx.doi.org/10.14272/PWKBPRHBEDYORH-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/PWKBPRHBEDYORH-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/20645
https://dx.doi.org/10.14272/RZTMDUAYRSTLAQ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/RZTMDUAYRSTLAQ-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/20655
https://dx.doi.org/10.14272/PQOYNAQPLQYWLU-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/PQOYNAQPLQYWLU-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/20671
https://dx.doi.org/10.14272/NLSVJZHXBPJQPM-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/NLSVJZHXBPJQPM-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/20696
https://dx.doi.org/10.14272/ICPVQAYXOPZIKF-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/ICPVQAYXOPZIKF-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/20681
https://dx.doi.org/10.14272/CEJMUQXTWWQJBT-UHFFFAOYSA-N.2
https://dx.doi.org/10.14272/CEJMUQXTWWQJBT-UHFFFAOYSA-N.2
https://www.chemotion-repository.net/pid/20706
https://dx.doi.org/10.14272/MPLVWOQSFNIWDU-UHFFFAOYSA-N.2
https://dx.doi.org/10.14272/MPLVWOQSFNIWDU-UHFFFAOYSA-N.2
https://www.chemotion-repository.net/pid/20716
https://dx.doi.org/10.14272/LKGAYQXGDXKVDA-OUKQBFOZSA-N.1
https://dx.doi.org/10.14272/LKGAYQXGDXKVDA-OUKQBFOZSA-N.1
https://www.chemotion-repository.net/pid/19805
https://dx.doi.org/10.14272/APGSEIDPRRBFBQ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/APGSEIDPRRBFBQ-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18624
https://dx.doi.org/10.14272/LUTGSYAMTQUJGA-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/LUTGSYAMTQUJGA-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18678
https://dx.doi.org/10.14272/VSYUPFQKDFVQCM-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/VSYUPFQKDFVQCM-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19856
https://dx.doi.org/10.14272/SYHGOJNCDVCRGL-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/SYHGOJNCDVCRGL-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19846
https://dx.doi.org/10.14272/ZOQWDAUGOCUFLP-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/ZOQWDAUGOCUFLP-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18644
https://dx.doi.org/10.14272/CDDXWUAJGLDUKH-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/CDDXWUAJGLDUKH-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19784
https://dx.doi.org/10.14272/QXNOXDRDOZJZFO-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/QXNOXDRDOZJZFO-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19794
https://dx.doi.org/10.14272/CNHRLRYEDLASIW-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/CNHRLRYEDLASIW-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19308
https://dx.doi.org/10.14272/WJPCYFBJDHGFTN-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/WJPCYFBJDHGFTN-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18688
https://dx.doi.org/10.14272/QROBBVJEUOFHFJ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/QROBBVJEUOFHFJ-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/19400
https://dx.doi.org/10.14272/JJSUJDRUQGTCKX-BMRADRMJSA-N.1
https://dx.doi.org/10.14272/JJSUJDRUQGTCKX-BMRADRMJSA-N.1
https://www.chemotion-repository.net/pid/19409
https://dx.doi.org/10.14272/BWAGQJOINMBVOL-WUKNDPDISA-N.1
https://dx.doi.org/10.14272/BWAGQJOINMBVOL-WUKNDPDISA-N.1
https://www.chemotion-repository.net/pid/18654
https://dx.doi.org/10.14272/BFHMQIVAONQIIQ-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/BFHMQIVAONQIIQ-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/17843
https://dx.doi.org/10.14272/KIQBPEXSAZKVRR-UHFFFAOYSA-N.1
https://dx.doi.org/10.14272/KIQBPEXSAZKVRR-UHFFFAOYSA-N.1
https://www.chemotion-repository.net/pid/18698
https://dx.doi.org/10.14272/ZHUFVXOCSYMTKK-UHFFFAOYSA-N.1
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