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1. NMR spectra of compounds 1-63
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Figure S1. 'H NMR (CDCls) spectrum of trans-45.
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Figure S2. *H NMR (CDCls) spectrum of aromatic part of trans-45.
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Figure S3. 13C NMR (CDCls) spectrum of trans-45.
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Figure S4. 'H NMR (CDCls) spectrum of trans-45'.
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Figure S6. 13C NMR (CDCls) spectrum of trans-45'.
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Figure S7. 'H NMR (CDCls) spectrum of cis-46.
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Figure S8. 'H NMR (CDCls) spectrum of aromatic part of cis-46.
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Figure S12. *H NMR (CDCls) spectrum of cis-48.
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Figure S13. 'H NMR (CDCls) spectrum of aromatic part of cis-48.
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Figure S14. 13C NMR (CDCl3) spectrum of cis-48.
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Figure S16. *H NMR (CDCls) spectrum of aromatic part of trans-48.
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Figure S17. 3C NMR (CDCl3) spectrum of trans-48.
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Figure S18. *H NMR (CDCls) spectrum of cis-49.
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Figure S19. 'H NMR (CDCls) spectrum of aromatic part of cis-49.
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Figure S22. *H NMR (CDCls) spectrum of aromatic part of trans-50.
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Figure S24. 'H NMR (CDCls) spectrum of cis/trans-51.
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Figure S25. 'H NMR (CDCls) spectrum of aromatic part of cis/trans-51.
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Figure S30. 'H NMR (CDCls) spectrum of aromatic part of cis-53.
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Figure S32. 'H NMR (CDCls) spectrum of aromatic part of cis-54.

33



0.0000 —

1.5586 ——

6.4547
6.4585 -

6.9939 ——

7.2595 —
7.4459
7.5027 J,,l/ll
7.5307 ——
7.5951 %
7.6232

CN

trans-54

L

—>2.062

L
Yy

0.0

3.2 28 24 20 16 12 08 04

3.6

4.4 4.0

4.8

7.2 6.8 64 60 56 5.2

7.6

PPM 8.0

Figure S33. *H NMR (CDCls) spectrum of cis-54.
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Figure S36. 'H NMR (CDCls) spectrum of aromatic part of trans-55.
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Figure S62. 'H NMR (CDCl3) spectrum of trans-60.
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Figure S65. *H NMR (CDCls) spectrum of cis-61.
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Figure S68. 'H NMR (CDCls) spectrum of trans-61.
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Figure S69. *H NMR (CDCls) spectrum of aromatic part of trans-61.
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Figure S74. 'H NMR (CDCl3) spectrum of trans-62.
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Figure S77. *H NMR (CDCls) spectrum of cis-63.
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Figure S78. 'H NMR (CDCls) spectrum of aromatic part of cis-63.
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80



6.9006
6.9548

7.2018
7.2590
7.3554
7.5246
7.5524
7.6067
7.6347

CN

trans-63

| VY R

51,000

vL.mmm

——— > ., 2.840

S

055

1.975

Y

72 68 64 60 56 52 48 44 40 36 32 28 24 20 16 1.2 08 04 0.0

7.6

PPM

Figure S80. *H NMR (CDCl3) spectrum of trans-63.
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Figure S81. *H NMR (CDCls) spectrum of aromatic part of trans-63.
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Figure S82. 3C NMR (CDCl3) spectrum of trans-63.
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Figure S83. 'H NMR (CDCls) spectrum of 22.
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Figure S84. 'H NMR (CDCls) spectrum of aromatic part of 22.
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Figure S85. 'H NMR (CDCl3) spectrum of 23.
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Figure S86. 'H NMR (CDCls) spectrum of aromatic part of 23.
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Figure S87. 'H NMR (CDCl3) spectrum of 24.
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Figure S88. *H NMR (CDCls) spectrum of aromatic part of 24.
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Figure S89. 'H NMR (CDCls) spectrum of 25.
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Figure S91. 'H NMR (CDCls) spectrum of trans-26'.
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Figure S92. *H NMR (CDCls) spectrum of aromatic part of trans-26'.
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Figure S93. 3C NMR (CDCls) spectrum of trans-26'.
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Figure S94. 'H NMR (CDCl3) spectrum of trans-26.

95



5.3767 ——

9.8510 ——

_JLI

HVIH.omm

—0,997

5.2

5.6

6.0

6.4

6.8

7.2

7.6

8.0

8.4

8.8

9.2

9.6

PPM

Figure S95. 'H NMR (CDCls) spectrum of aromatic part of trans-26.
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Figure S97. *H NMR (CDCls) spectrum of cis-27.
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Figure S98. 'H NMR (CDCl3) spectrum of aromatic part of cis-27.
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Figure S99. 3C NMR (CDCls) spectrum of cis-27.
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Figure $100. *H NMR (CDCl3) spectrum of trans-28.
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Figure S101. *H NMR (CDCls) spectrum of aromatic part of trans-28.
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Figure S102. *H NMR (CDCls) spectrum of cis,trans-29.
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Figure S103. 'H NMR (CDCls) spectrum of aromatic part of cis, trans-29.
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Figure S104. 'H NMR (CDCl3) spectrum of trans-30.
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Figure S105. 'H NMR (CDCls) spectrum of aromatic part of trans-30.
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Figure S106. *H NMR (CDCls) spectrum of trans-31.
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Figure S107. *H NMR (CDCls) spectrum of aromatic part of trans-31.
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Figure S108. 'H NMR (CDCl3) spectrum of trans-32.
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Figure S109. 'H NMR (CDCls) spectrum of aromatic part of trans-32.
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Figure $110. *H NMR (CDCl3) spectrum of cis-33.
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Figure S112. *H NMR (CDCl3) spectrum of cis-33.
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Figure S113. 'H NMR (CDCls) spectrum of trans-33.
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Figure S114. 'H NMR (CDCl3) spectrum of aromatic part of trans-33.
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Figure S115. 3C NMR (CDCl3) spectrum of trans-33.
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Figure S116. *H NMR (CDCls3) spectrum of trans-33'.
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Figure S117. *H NMR (CDCls3) spectrum of aromatic part of trans-33'.
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Figure S118. 'H NMR (CDCl3) spectrum of cis-34.
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Figure S119. 'H NMR (CDCls) spectrum of aromatic part of cis-34.
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Figure S120. 3C NMR (CDCl3) spectrum of cis-34.
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Figure S121. *H NMR (CDCl3) spectrum of trans-34.
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Figure S122. 'H NMR (CDCls) spectrum of aromatic part of trans-34.
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Figure S123. 3C NMR (CDCl3) spectrum of trans-34.
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Figure S124. *H NMR (CDCl3) spectrum of cis-35.
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Figure S125. 'H NMR (CDCls) spectrum of aromatic part of cis-35.
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Figure S127. *H NMR (CDCls) spectrum of aromatic part of trans-35.
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Figure $130. *H NMR (CDCls) spectrum of cis-37.
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Figure S132. 13C NMR (CDCls) spectrum of cis-37.
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Figure S133. *H NMR (CDCls) spectrum of trans-37.
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Figure S136. 'H NMR (CDCls) spectrum of cis-38.
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Figure S140. 'H NMR (CDCls) spectrum of cis-39.
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Figure S142. 'H NMR (CDCls) spectrum of trans-39.
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Figure S143. 'H NMR (CDCl3) spectrum of aromatic part of trans-39.
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Figure S145. 'H NMR (CDCl3) spectrum of cis-40.
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Figure S146. 'H NMR (CDCls) spectrum of aromatic part of cis-40.
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Figure S147. 13C NMR (CDCl3) spectrum of cis-40.
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Figure S148. *H NMR (CDCl3) spectrum of trans-40.
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Figure S149. 'H NMR (CDCls) spectrum of aromatic part of trans-40.
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Figure S150. 3C NMR (CDCls) spectrum of trans-40.
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Figure S151. *H NMR (CDCl3) spectrum of cis-41.
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Figure S152. 'H NMR (CDCls) spectrum of aromatic part of cis-41.
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Figure S153. 'H NMR (CDCls) spectrum of trans-41.
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Figure S154. 'H NMR (CDCls3) spectrum of aromatic part of trans-41.
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Figure S155. *H NMR (CDCls) spectrum of cis-42.
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Figure S156. 'H NMR (CDCls) spectrum of aromatic part of cis-42.
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Figure S157. 'H NMR (CDCls) spectrum of trans-42.
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Figure S159. 'H NMR (CDCls) spectrum of cis-43.

160



6.7831
6.8236 #
6.8695 — —
6.8879 ——
6.9084 ——

7.0903 ——
7.1185 —

7.2033 —
7.2261 ——

7.2317 ——

7.2612 %
7.2712

7.5702 ——
7.5863 —

9.,9913
9.9941

]

v\“_..oum

HVl 1.854

V\ 2.157

HVlw.Hmm

v\H.OOD

HV\O.@WW

6.6

9.2 9.0 8.8 8.6 8.4 8.2 8.0 7.8 7.6 7.4 7.2 7.0 6.8

9.4

9.6

9.8

PPM

Figure S160. 'H NMR (CDCls) spectrum of aromatic part of cis-43.
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Figure S161. *H NMR (CDCls) spectrum of trans-43 (with cis-43).

162



6.8248 —__ —— _>—1.037

6.8704 —
6.8884 ——

7.0913 u
7.0963

00— = e

7.2050 —
7.2334 —_
7.2608

7.3775 —— VIN.Nmm

1.361
7.4637 —— 2232

1.153
WH.O@@

—>—0.995

N

6.8

7.0

7.2

9.0 8.8 8.6 8.4 8.2 8.0 7.8 7.6 7.4

9.2

9.6 9.4

10.0 9.8

PPM

Figure S162. 'H NMR (CDCls3) spectrum of aromatic part of trans-43 (with cis-43).

163



AL

CN

trans-44

.

'

5.2999 —— —
T
W. 1.015
7.2605 —
—0.867
7.6415 —__
7.6667 — _>—4.830
—>1.000
10.1901 —— M —»0.891

9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0

10.0

PPM

Figure $163. *H NMR (CDCls3) spectrum of trans-44.
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Figure S166. 'H NMR (CDCls) spectrum of aromatic part of syn-3.
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Figure S167. 'H NMR (CDCls) spectrum of trans,syn-4.
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Figure S168. 'H NMR (CDCls) spectrum of aromatic part of trans,syn-4.
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Figure S169. 3C NMR (CDCls) spectrum of trans,syn-4.
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Figure S172. 13C NMR (CDCl3+CD30D) spectrum of trans,anti-4.
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Figure S175. *H NMR (CDCls3) spectrum of trans,syn-6.
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Figure S181. 'H NMR (CDs0D) spectrum of trans-8.
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Figure S182. 'H NMR (CDsOD) spectrum of aromatic part of trans-8.
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Figure S183. 'H NMR (CDsOD) spectrum of trans,syn-9.
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Figure S185. 'H NMR (CDCls) spectrum of trans,syn-10.
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Figure S187. 13C NMR (CDCl3) spectrum of trans,syn-10.
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Figure S188. 'H NMR (CDCls) spectrum of trans,anti-10.
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Figure S191. *H NMR (CDCls3) spectrum of trans,syn-11.
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Figure S192. 'H NMR (CDCls) spectrum of aromatic part of trans,syn-11.
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Figure S193. 13C NMR (CDCls) spectrum of trans,syn-11.
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Figure S195. 'H NMR (CDCls) spectrum of aromatic part of cis,syn-12.
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Figure S197. 'H NMR (CDCls) spectrum of cis,anti-12.
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199



113.0332

117.8773
119.7575

127.7188
128.3384
129.3069
130.1226
133.4953
135.3583
137.0102

143.8460

152.2423

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
Figure S199. 3C NMR (CDCl3) spectrum of cis,anti-12.
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Figure S202. 13C NMR (CDCls) spectrum of trans,syn-12.
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Figure S203. 'H NMR (CDCls) spectrum of trans,anti-12.
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Figure S207. 'H NMR (CDCl3) spectrum of trans-13.
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Figure S209. 'H NMR (CDCls) spectrum of cis,syn-14.
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Figure S214. 'H NMR (CDCls) spectrum of trans,syn-14.
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Figure S215. 'H NMR (CDCls) spectrum of aromatic part of trans,syn-14.
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Figure S216. 13C NMR (CDCls) spectrum of trans,syn-14.
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Figure S217. *H NMR (CDCls3) spectrum of trans,anti-14.
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Figure S219. 'H NMR (CDCls) spectrum of cis,syn-15.
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Figure S220. 'H NMR (CDCls) spectrum of aromatic part of cis,syn-15.
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Figure S221. 13C NMR (CDCls) spectrum of cis,syn-15.
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Figure S222. *H NMR (CDCls3) spectrum of trans,syn-15.
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Figure S223. 'H NMR (CDCl3) spectrum of aromatic part of trans,syn-15.
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Figure S224. 13C NMR (CDCl3) spectrum of trans,syn-15.
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Figure S225. *H NMR (CDCls3) spectrum of trans,anti-15.
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Figure S227. *'H NMR (CDCls) spectrum of cis,syn-16.
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Figure S228. 'H NMR (CDCls) spectrum of aromatic part of cis,syn-16.
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Figure $229. 13C NMR (CDCls) spectrum of cis,syn-16.
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Figure $230. 'H NMR (CDCls) spectrum of cis,anti-16.
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Figure S231. 'H NMR (CDCls) spectrum of aromatic part of cis,anti-16.
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Figure S232. 'H NMR (CDCl3) spectrum of trans,syn-16.
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Figure S234. 13C NMR (CDCl3) spectrum of trans,syn-16.
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Figure S235. 'H NMR (CDCls) spectrum of trans,anti-16.

236



B it N Y N

T

~ ) =) = © ©
0 o © £ o N
o @ ) fu ~ [

61

\ ' | ' | ' | ' \ ' | ‘ \ ' | ' \ ' | ' \ ' | ' \ ‘ |
PPM 7.70 7.60 7.50 7.40 7.30 7.20 7.10 7.00 6.90 6.80 6.70 6.60 6.50 6.40
Figure S236. 'H NMR (CDCls3) spectrum of aromatic part of trans,anti-16.
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Figure S238. 'H NMR (CDCls) spectrum of cis,syn-17.
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Figure S239. 'H NMR (CDCls) spectrum of aromatic part of cis,syn-17.
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Figure S240. 3C NMR (CDCls) spectrum of cis,syn-17.
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Figure S241. 'H NMR (CDCls) spectrum of cis,anti-17.
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Figure S242. 'H NMR (CDCls) spectrum of aromatic part of cis,anti-17.
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Figure S243. 13C NMR (CDCls) spectrum of cis,anti-17.
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Figure S244. 'H NMR (CDCls) spectrum of trans,syn-17.
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Figure 5245. 'H NMR (CDCls) spectrum of aromatic part of trans,syn-17.
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Figure S246. 13C NMR (CDCls) spectrum of trans,syn-17.
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Figure S247. 'H NMR (CDCls) spectrum of cis,syn-18.
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Figure S248. 'H NMR (CDCls) spectrum of aromatic part of cis,syn-18.
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Figure $250. 'H NMR (CDCls) spectrum of cis,anti-18.
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Figure S251. *H NMR (CDCls) spectrum of aromatic part of cis,anti-18.
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Figure S252. 13C NMR (CDCls) spectrum of cis,anti-18.
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Figure S253. 'H NMR (CDCl3) spectrum of trans,syn-18.
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Figure S254. 'H NMR (CDCls) spectrum of aromatic part of trans,syn-18.
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Figure S255. 13C NMR (CDCl3) spectrum of trans,syn-18.
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Figure S256. 'H NMR (CDCls3) spectrum of trans,anti-18.
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Figure S257. 'H NMR (CDCls) spectrum of aromatic part of trans,anti-18.
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Figure S258. 'H NMR (CDCls) spectrum of cis,syn-19.
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Figure $259. *H NMR (CDCls3) spectrum of aromatic part of cis,syn-19.
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Figure S261. 'H NMR (CDCls) spectrum of aromatic part of cis,anti-19.
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Figure S262. 'H NMR (CDCls) spectrum of cis,syn-19'.
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Figure S263. 'H NMR (CDCls) spectrum of aromatic part of cis,syn-19'.
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Figure S264. 13C NMR (CDCls) spectrum of cis,syn-19'.
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Figure S265. 'H NMR (CDCl3) spectrum of cis,anti-20.
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Figure S267. *H NMR (CDCls3) spectrum of trans,syn-20.
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Figure S268. 'H NMR (CDCls) spectrum of aromatic part of trans,syn-20.
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Figure $269. 13C NMR (CDCls) spectrum of trans,syn-20.
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Figure S270. *H NMR (CDCls3) spectrum of trans,anti-20.
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Figure S271. 'H NMR (CDCls) spectrum of aromatic part of trans,anti-20.
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Figure S272. 'H NMR (CDCls) spectrum of cis,syn-21.
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Figure S273. 'H NMR (CDCls) spectrum of aromatic part of cis,syn-21.
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Figure S274. 3C NMR (CDCl3) spectrum of cis,syn-21.
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Figure S275. 'H NMR (CDCl3) spectrum of cis,anti-21.
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Figure S276. 'H NMR (CDCls) spectrum of aromatic part of cis,anti-21.
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Figure S277. 13C NMR (CDCls) spectrum of aromatic part of cis,anti-21.
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Figure S278. 'H NMR (CDCls) spectrum of trans,syn-21.
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Figure 5279. 'H NMR (CDCls) spectrum of aromatic part of trans,syn-21.
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Figure S280. 13C NMR (CDCls) spectrum of trans,syn-21.
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Figure S281. 'H NMR (CDCls) spectrum of trans,anti-21.
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Figure 5282. 'H NMR (CDCls) spectrum of aromatic part of trans,anti-21.

283



2. Mass spectra and HRMS analyses of oximes 1-21
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Formula Calculator Results

[Formula |Best |Mass Tgt Mass_|Diff (ppm) [Ion Species Score

[CO H7 N5 03 [True [233.05491 [233.05489 |-0.09 [CoH8 N5 03 98.11

Figure S283. HRMS of 3.
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Figure S284. HRMS of trans,syn-4.
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Formula |Best |[Mass Tgt Mass |Diff (ppm) |Ion Species Score
CI3HINO2S |True [243.03544 [243.0354 |-0.17 C13HIONO2S 47.61
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Figure S285. HRMS of 5.

286




x10 6 |*ESI Scan (rt: 7.05388, 7.21927-7.28542 min, 6 scans) Frag=175.0V 47_MD-318-7-17.d

204.06580
1

0.8 1
0.6 1

0.4

0.2 41 121.05088

L LI

'S

306.28999
1 394.85758

487.07459
1

553.38811

L] Ll L] L] Ll

L] L]

L} L] L] LJ LJ

Counts vs. Mass-to-Charge (m/z)

100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600

Formula Calculator Results
[Formula I?Best Mass Tgt Mass |Diff (ppm) |Ion Species Score
IC11 H9 N O3 rue |203.05853 [203.05824 |-1.42 |C11 H10 N O3 99.05
I!"c 7| o
HI ¢} =z
| 4
trans-6

Figure S286. HRMS of trans-6.
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Figure S287. HRMS of 7.
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Formula |Best |Mass Tgt Mass |Diff (ppm) [Ion Species Score
C12H14N40 S |True [262.08898 [262.08883 [-0.58 |C12HISN4OS 98.78
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Figure S288. HRMS of trans-8.
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Figure S289. HRMS of trans,syn-9.
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Figure S290. HRMS of trans,syn-10.
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Figure S291. HRMS of cis,syn-12.
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Figure S292. HRMS of trans,anti-13'.
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Figure S293. HRMS of cis,syn-14.
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Figure S294. HRMS of trans,syn-15.
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Figure S295. HRMS of cis,syn-16.
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Figure S296. HRMS of cis,syn-17.
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Figure S297. HRMS of cis,syn-18.
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Figure S298. HRMS of cis,syn-21.
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3. Evaluation of cytotoxicity
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Figure $299. Cytotoxicity of oximes on liver cell line n 24 h exposure tme plotted as ICso curves.
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Figure S300. Hunter-Downs plots for determination of inhibition dissociation constant.
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Figure S301. Conformation of complex between heterostilbene oxime molecule and native human AChE and BChE.
A) Compound cis,syn-5 in AChE. B) Compound cis,syn-12 in AChE. C) Compound trans,syn-18 in AChE. D) Compound
trans,syn-17 in AChE. E) Compound 2 in BChE. Interactions with amino acid residues are represented as dashed lines:
hydrophobic (purple), hydrogen bonds (green) and electrostatic (orange). Crystal structure of human AChE was used

(PDB code 4PQE) and human BChE was used (PDB code 2PMS8).
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