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S1. The cytotoxicity evaluation on HelLa cell culture after 24h of exposure to the compounds 1-27.
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Figure S1. The cytotoxicity evaluation on Hela cell culture after 24h of exposure to: A/ benzofuran oxime ethers (1-5) and 2-acetylbenzofuran oxime (6), B/ thiophene
oxime ethers (7-17), C/ cyclohexanone and acetophenone oxime ethers (18-23), D/ thiazole and benzothiophene oxime ethers (24-27).



S2. Spectral data of the new synthesized compounds 13-15 and 24-27.

Spectral data of the compound 13.

"H NMR spectrum of the compound 13
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3C NMR spectrum of the compound 13

SpinWorks 4: Tiofen etyl_13C

CDCI3
g S RER NNER 2 S
[ee) B O = wooow D (¥e)
S 2 a3 5858 2 e
| M cHs
S
N __CH,—CH,-NH,
o)
Compound 13
‘ ‘ I i
[ ' [ ' [ ' [ [ ' [ [ ' [ '
PPM 160 140 120 100 80 60 40 20

file: ...rs\user\Desktop\Widma 2022\4\4\fid expt: <zgpg30>
transmitter freq.: 125.803057 MHz

time domain size: 65536 points

width: 32894.74 Hz = 261.4780 ppm = 0.501934 Hz/pt
number of scans: 1024

freq. of O ppm: 125.787963 MHz
processed size: 32768 complex points

LB: 1.000

GF: 0.0000




Mass spectrum of the compound 13

| N CH;
S |l
N\O,CHZ—CHZ-NHg
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max =70.0 Compound 13

Element prediction: Off
Number of isotope peaks used for i-FIT = 9

Elemental Composition Report

Monoisotopic Mass, Even Electron lons

302 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:3-15 H:0-25 N:0-10 O:0-10 S:0-2

201009_Tiofen_etyl_NH2_A 42 (0.445) Cm (42:45) TOF MS ES+
1.39e+006
100 185.0752
%_
} 186.0778
J 0516
1890518 .5 1602 177.0933 _  181.0473 - 193.0179 4950078  198.1544 1994214 503 0852 o
T T I L] T T T ] L L] L] L 'l Ll Ll L] L) T T I L] ¥ T T ' L) L] Ll L] '| L] L] L] Ll l L Al L Ll I L] T Al Ll I L] L) Ll Ll l L L I Ll Ll Al L] I L T L) T l L) L) L L l L)
170.0 175.0 180.0 185.0 190.0 195.0 200.0 205.0
Minimum: -1.5
Maximum: 5.0 5.0 70.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

185.0752 185.0749 0.3 1.6 355 618.4 n/a n/a C8 H13 N2 O S



Spectral data of the compound 14.
"H NMR spectrum of the compound 14
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3C NMR spectrum of the compound 14
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MS spectrum of the compound 14

| O_CH,
s _CHy-CHs
CH;—CHy-N
Elemental Composition Report No~ 2T M2 \CH,-CH
C
Single Mass Analysis ompound 14

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 9

Monoisotopic Mass, Even Electron lons
316 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-30 H:0-50 N:0-3 0:0-10 S:0-2
210427 _Tiofen_dietylA 27 (0.294) Cm (27:30) TOF MS ES+
9.07e+006
100- 241.1373
%.-.
| 242.1404
01203,1245 213.1059 2169205 555 o760 236.5215241.089 44.1372_255.1523.257.1323 __ 263.1192,265.1152
2050 2100 2150 2200 2250 2300 2350 2400 2450 250.0 255.0 2600 265.0
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

241.1373 241.1375 -0.2 -0.8 3.5 1254.5 n/a n/a Cl2 H21 N2 O S



Spectral data of the compound 15.
"H NMR spectrum of the compound 15
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3C NMR spectrum of the compound 15
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MS spectrum of the compound 15

| O CHs
Elemental Composition Report S |
N\O,CHZ—CHZ-CHQ-NHQ
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 70.0 Compound 15
Element prediction: Off
Number of isotope peaks used for i-FIT = 9
Monoisotopic Mass, Even Electron lons
384 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:3-40 H:0-40 N:0-10 O:0-10 S:0-2
201009_Tiofen_propyl_NH2_A 31 (0.328) Cm (31:39-4:8) TOF MS ES+
6.80e+005
100+ 199.0909
o]
1191.0695 _ 193.3436 _195.0673 1980563 | 2000936 201.0805 2041113 595976 2060538 2090529 2110238
R R ia Raaaa ma e L e AR LARAR MRS A
192.0 194.0 196.0 198.0 200.0 202.0 204.0 206.0 208.0 210.0

Minimum: -1.5
Maximum: 5.0 5.0 70.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

199.0909 199.0905 0.4 2.0 3.5 841.4 n/a n/a C9 H15 N2 O S



Spectral data of the compound 24.
"H NMR spectrum of the compound 24
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13C NMR spectrum of the compound 24
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MS spectrum of the compound 24

N
> | CH
Elemental Composition Report | 3

S
Single Mass Analysis N /CHQ_O_O-CH3
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0 O
Element prediction: Off
Number of isotope peaks used for i-FIT =9 Compound 24

Monoisotopic Mass, Even Electron lons

96 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used: -

C:0-30 H:0-30 N:0-2 0:0-5 S:1-2

210901_Tiazol_4_OMeA 20 (0.223) Cm (20:25-4.8) TOF MS ES+
6.54e+005
100~ 263.0848
%_
264.0882 268.0919
257.1432  258.1290 259.9921  261.0685 262.0674 | 265.0833 o6g0892 2671377 _—
S AR AR B R RS AR AL E E L s R e Ban s AR AT AR AR R SRS AR IR R
257.0 258.0 259.0 260.0 261.0 262.0 263.0 264.0 265.0 266.0 267.0 268.0
Minimum: -1.5
Maximum: 50 5::0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

263.0848 263.0854 -0.6 -2.3 7.5 787.9 n/a n/a Cl3 H15 N2 02 s



Spectral data of the compound 25.

"H NMR spectrum of the compound 25
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13C NMR spectrum of the compound 25
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MS spectrum of the compound 25

N
[\ CHa
El tal C ition Report -

emental Composition Repo N\o’CHz_O_Br

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0 Compound 25

Element prediction: Off
Number of isotope peaks used for i-FIT =9

Monoisotopic Mass, Even Electron lons

187 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-30 H:0-30 N:0-2 0:0-5 S:1-2 Br:0-1

210901_Tiazol_BrA 43 (0.454) Cm (34:46-3:8) TOF MS ES+
8.04e+006

310.9856
— 6 312.9836

%=

313.9865
ol e 200000300748 050082 O | |  tsgase Y89 apeapsagaroper I8
TR A T e e e o e
295.0 300.0 305.0 310.0 315.0 320.0 325.0 330.0
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

310.9856 310.9854 0.2 0.6 7.5 1966.8 n/a n/a Cl2 H12 N2 O S Br



Spectral data of the compound 26.
"H NMR spectrum of the compound 26
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13C NMR spectrum of the compound 26
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MS spectrum of the compound 26

M. _CH; C

Elemental Composition Report S N| o
! \o/ 2
Single Mass Analysis Compound 26

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0

Element prediction: Off
Number of isotope peaks used for i-FIT =9

Monoisotopic Mass, Even Electron lons

287 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-30 H:0-30 N:0-2 0:0-5 S:1-2 CL0-2

210901_Benzotiof_DiCI_A 17 (0.197) Cm (14:27-3:8) TOF MS ES+
2.23e+006

10 350.0172

352.0143

354.0117

356.0114 350 1436 3660112 371.1880 3 >-1371

325.0 330.0 335.0 340.0 345.0 350.0 355.0 360.0 365.0 370.0 375.3&
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
350.0172 350.0173 -0.1 =0.3 10.5 1616.9 0.000 100.00 C17 H14 N O s Cl2

350.0157 1.8 4.3 10.5 1632.8 15.837 0.00 Cl1l5 H12 N 05 s2



Spectral data of the compound 27.
"H NMR spectrum of the compound 27
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3C NMR spectrum of the compound 27
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MS spectrum of the compound 27

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 9

Monoisotopic Mass, Even Electron lons

M CHs

S
N<g-CH: O-CHj4

Compound 27

96 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-30 H:0-30 N:0-2 0:0-5 S:1-2

210901_BenzotiofOMe_4_B 18 (0.205) Cm (17:24-3:8) TOF MS ES+
5.56e+005
100 312.1054
%_.
313.1086
305.1568 206-0185 307 1915 3102000 344 9959 314.1048 318.0272 3p11az_ 3200716 3210044 3229028
s R e s Re R MRS LS sn S a s e AR R ARSI MARAS BB VRS RS R
304.0 306.0 308.0 310.0 312.0 314.0 316.0 318.0 320.0 322.0
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
312.1054 312.1058 -0.4 -1.3 10.5 1426.6 n/a n/a Cl8 H18 N 02 S



S3. NMR Spectra of the other compounds.
"H NMR Spectra of the compounds 1-5, 7-12 and 16-23.
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"H NMR spectrum of the compound 3
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'"H NMR spectrum of the compound
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"H NMR spectrum of the compound 5
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"H NMR spectrum of the compound 7
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"H NMR spectrum of the compound 9
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'"H NMR spectrum of the compound 10
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"H NMR spectrum of the compound 11
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"H NMR spectrum of the compound 12
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"H NMR spectrum of the compound 16
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"H NMR spectrum of the compound 17
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"H NMR spectrum of the compound 18
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"H NMR spectrum of the compound 19
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'"H NMR spectrum of the compound 20
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"H NMR spectrum of the compound 21
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"H NMR spectrum of the compound 23
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13C NMR Spectra of the compounds 1-5, 7-12 and 16-23.
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3C NMR spectrum of the compound 2
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13C NMR spectrum of the compound 3
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3C NMR spectrum of the compound 4
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3C NMR spectrum of the compound 5
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3C NMR spectrum of the compound 7
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3C NMR spectrum of the compound 8
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3C NMR spectrum of the compound 9
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3C NMR spectrum of the compound 10
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3C NMR spectrum of the compound 11
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13C NMR spectrum of the compound 12
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3C NMR spectrum of the compound 16
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13C NMR spectrum of the compound 17
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3C NMR spectrum of the compound 18
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13C NMR spectrum of the compound 19
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13C NMR spectrum of the compound 20
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