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1D and 2D NMR spectra for compound (2)
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Figure S1'H NMR spectrum of the compound (2)
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Figure S2 *C NMR spectrum of the compound (2)
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Figure S3 *C DEPT135 spectrum of the compound (2)
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Figure S4 COSY 'H-'H spectrum of the compound (2)
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Figure S5 HSQC "H-3C spectrum of the compound (2)
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Figure S6 HMBC 'H-"C spectrum of the compound (2)
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Figure S8 HSQC "H-"N spectrum of the compound (2)
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Figure S7 HMBC 'H-"N spectrum of the compound (2)
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IR spectrum for compound (2)
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Wavenumber [cm-1]
Result of Peak Picking
No. Position Intensity No. Position Intensity No. Position Intensity No. Position Intensit)
1: 3542.59 49.9471 2:  3418.21 20.5314 3: 327261 6.4330 4:  3166.54 2.5796
5:  2969.84 21.0122 6: 1702.84 4.6859 7:  1685.48 7.8240 8: 1654.62 19.3558
9:  1638.23 7.2765 10:  1606.41 2.7346 1. 1579.41 24.2778 12:  1549.52 4.4708
13:  1499.38 20.3283 14: 1475.28 10.3908 16: 1308.46 38.6384 16: 1263.1% 2.491
17 117540 43.4049 18:  1157.08 50.3257 19: 1086.69 33.0078 20: 1070.30 35.8351
21: 102594 51.6237 22: 100087 62.8457 23: 89288 64.0658 24: 830.21 53.6314
25: 798.35 63.2580 26: 705.82 6.8841 27:  686.53 14.8366 28: 606.50 30.6020
29: 566.97 30.7801 30: 49947 30.6686 31:  412.69 47.1359
Figure S9 FT-IR spectrum of the compound (2)
1D and 2D NMR spectra for compound (3)
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Figure S10 "H NMR spectrum of the compound (3)
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Figure S11 *C NMR spectrum of the compound (3)
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Figure S12 *C DEPT135 spectrum of the compound (3)

15 20

10

5 10 15 20 25 [ren]

0



| »

e

COSY45 1, 2-dibenzovithiosemicarbazide
T | NMR Sisten: Brikar Avance DRX 400

1

Figure S13 COSY 'H-'H spectrum of the compound (3)
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Figure S14 HMQC "H-3C spectrum of the compound (3)
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Figure S15 HMBC 'H-"N spectrum of the compound (3)
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Figure S16 HMQC "H-"N spectrum of the compound (3)



IR spectrum for compound (3)
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No. Position Intensity  No. Position Intensity  No. Position Intensity ~ No. Position Intensit)
1: 3386.39 91.9934 2: 3124.12 68.3402 3: 3059.51 70.9760 4: 2999.73 71.2550
5: 2914.88 65.8077 6: 2780.85 76.6760 1: 2360.44 80.0917 8: 1711.51 75.2313
9: 167295 32.1196 10:  1600.63 71.2502 11:  1580.38 73.4287 12:  1535.06 24,5908
13:  1436.71 67.2995 14:  1314.25 18.8775 15 1247.72 55.2071 16:  1183.11 72.9979
17: 110598  79.6136 18:  1073.19  75.5408 19:  1028.84  83.1844 20:  997.98 85.6903
21:  894.81 68.4743 22: 76174 62.2979 23: 73571 81.2563 24: 706.78 41.2346
25: 686.53 35.8535 26: 626.75 78.7812 27: 496.58 86.4624 28: 410.76 92.3878
Figure S17 FT-IR spectrum of the compound (3)
MS spectrum for compound (3)
1,2DbzTSC #1277-1453 RT: 15.02-16.78 AV: 177 NL: 3.61E4
T: + ¢ Fullms [30.00-310.00]
1005 105.1
903
853
80
75—;
703
65
60_; 2071
| 774
55
50
53 a0
40—2
35%
30%
253 320 103.1
ao—; 511 731 165.1 209.1 12
15 253.1
E 584 87.1 1oLt 2224 240.1
10_5 671 | ||78.4 |91.1 061 1202 1331 g7, 1662 177 2251 ) 267.1
5 ‘ 57.1 ‘ ‘ ‘ 119.1 ‘ ‘ ‘ | [1es [l s | 2491 | 2852801 2822
oL, Il || ‘ i Hw‘||“!|\‘|“l \‘!\‘ H ‘IIM”\_H: ‘“.‘Hl‘.“‘ | H‘IM. I\l\“I”I.HI‘ 1L |‘|Im‘|\‘.lh \“Il\HIH I\‘th ||\‘|u .“||“‘|T‘ .‘.' \“_l |I‘\|u‘|m I “.ll il ‘nIH ; :m‘| . |‘\|| Hﬁé‘e'zll H‘\I27|2'1| |‘w?’§5;1 :2”9?'0
40 60 80 100 120 140 160 180 200 220 240 260 280 300
m/z

Figure S18 MS spectrum of the compound (3)
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1D and 2D NMR spectra for compound (4)
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Figure S19 '"H NMR spectrum of the compound (4)
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Figure S20 *C NMR spectrum of the compound (4)

11



| DEPT135_1,4-dibenzovithiosemicarbazids : r ?
| NWR Siesterm: Briker Avance lil 400 _ -
- o L= o i
[} w0 o 00w [ -
@0 @ n ow o
o a © =0 @ -
v d - 0 oo I~
o Ly N NN . e
- - - T - - [+
Y I
¢
o
JL ‘JL °
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T r
133 132 131 130 129 128 [ppm]
Figure 521 C DEPT135 spectrum of the compound (4)
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Figure S22 COSY 'H-'H spectrum of the compound (4)
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Figure S23 HMQC 'H-'3C spectrum of the compound (4)

I S

T T
F2 [ppm]

=

TH-13C-HMBC _1,4-dibenzoyithiosemicarbazide
NMR System: Bruker Avance Il 400
—| -

F1 [ppm]

200

Figure S24 HMBC "H-3C spectrum of the compound (4)
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Figure 525 HMQC "H-"N spectrum of the compound (4)
IR spectrum for compound (4)
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1: 3299.61 63.0652 2: 3270.68 49.9310 3: 3060.48 73.6313 4: 1999.82 91.3639
5: 1666.20  17.2439 6: 1598.70  67.5038 7 1579.41 59.1115 8: 152027  19.0090
9:  1490.70 40.8637 100 145117 16.9312 11:  1428.99 5.3334 12:  1316.18 54.6553
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Figure 526 FT-IR spectrum of the compound (4)
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MS spectrum for compound (4)
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Figure S27 MS spectrum of the compound (4)

15



