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Figure S1. H and *C NMR Spectra of 4-Benzoyl-1-(2,5-dimethylphenyl)-5-phenyl-1H-pyrazole-3-carboxylic

acid (1)
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Figure S2. H and 3C NMR Spectra of 4-Benzoyl-1-(2,5-dimethylphenyl)-5-phenyl-1H-pyrazole-3- carboxylate
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Figure  S3.
carboxamide (3a)
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Figure S4. 'H and *C NMR Spectra of 4-benzoyl-1-(2,5-dimethylphenyl)-N-(1-hydroxy-3-methylbutan-2-yl)-5-

phenyl-1H-pyrazole-3-carboxamide (3b)
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Figure S6. 'H and 3C NMR Spectra of 4-benzoyl-1-(2,5-dimethylphenyl)-5-phenyl-1H-pyrazole-3-carbonyl-

isothiocyanate (4)
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'H and ¥C NMR Spectra of 1-(4-Benzoyl-1-(2,5-dimethylphenyl)-5-phenyl-1H-pyrazole-3-

carbonyl)-3-(2-hydroxy-1-phenylethyl)-thiourea (5a)

Figure S7.

TP8T T

€9LT "2 —

ZBET'E —

ESP6E T
1696°€ —

THLS 9
9EVO L

EOZT L o v
TG6T L~
PLEZ L —— =
960 L —

E2BS L~ s
LBSL L l\\\\l

S0’ 0ET
€2 0ET
S¥O0ET
0T "TET
ZSIET
verzeT
8721

2188 'L —
mvwﬁ.m‘mmwmwl
£21Z°8

100€°8

€Y GET

6T EPT

9L°99T -
£9°881 s

L8°9T —
LB Te—~

68" 0§ ——

Le'v9

vS 22l
12°L2T
£V LZT
91" 821
15°82T
£L°82T
L1621
€2 621
ve 6zt -\
z9°621T \
£€8°621
16621

8L°9ET
LZ TPT

2eE'86T T




'H and ¥C NMR Spectra of 1-(4-Benzoyl-1-(2,5-dimethylphenyl)-5-phenyl-1H-pyrazole-3-

carbonyl)-3-(1-hydroxy-3-methylbutan-2-yl)-thiourea (5b)

Figure S8.
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'H and C NMR Spectra of 1-(4-Benzoyl-1-(2,5-dimethylphenyl)-5-phenyl-1H-pyrazole-3-

carbonyl)-3-(1-hydroxy propan-2-yl)-thiourea (5c)

Figure S9.
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Tablol. Geometric optimization was done by means of Gaussian 09 with DFT/B3LYP 6-311G

Coordinates for compound 3a

Center
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Coordinates

(Angstroms)
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.886164
.815864
.311698
.352732
.020381
.733583
.601688
.204126
.038832
.197588
.489919
.402315
.810929
.829246
.166408
.824462
.273670
.148309
.027405
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.588670
.344504
.578337
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.054630
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.474180
.213594
.582518
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.013837
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.358701
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.043631
.417021
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50 1 H 7.114527
51 6 C 2.006901
52 6 C 2.511389
53 6 C 2.070626
54 6 C 3.119652
55 6 C 2.668428
56 1 H 1.638241
57 6 C 3.202307
58 1 H 3.523617
59 1 H 3.678602
60 6 C 2.399505
61 1 H 1.420332
62 1 H 3.151851
63 1 H 2.545113
64 6 C 2.733450
65 1 H 2.145558
66 1 H 3.761621
67 1 H 2.345910
68 8 0 1.188026
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.020235
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.661276
. 742913

N dWWWNDhDNDNNDNNEFRERFRPONMNPRE O OO

.284788
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.422823
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.383183
422297
.837537
.396130
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