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14 Figure S1. 'H and *C NMR Spectra of 4-Benzoyl-1-(2,5-dimethylphenyl)-5-phenyl-1H-pyrazole-3-carboxylic
15 acid (1)
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21 Figure S2. 'H and *C NMR Spectra of 4-Benzoyl-1-(2,5-dimethylphenyl)-5-phenyl-1H-pyrazole-3- carboxylate
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28 Figure  S3.  (R)-4-benzoyl-1-(2,5-dimethylphenyl)-N-(2-hydroxy-1-phenylethyl)-5-phenyl-1H-pyrazole-3-
29 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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37  Figure S5. H and *C NMR Spectra of 4-benzoyl-1-(2,5-dimethylphenyl)-N-(1-hydroxy-butan-2-yl)-5-phenyl-
38 1H-pyrazole-3-carboxamide (3c)
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Figure S6. 'H and *C NMR Spectra of 4-benzoyl-1-(2,5-dimethylphenyl)-5-phenyl-1H-pyrazole-3-carbonyl-

isothiocyanate (4)
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48

!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.
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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-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 (5¢)

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
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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

.978993
.257865
.020235
.700751
.235089
.916626
.078773
.673704
.854024
.625078
.586885
.151899
.833663
.439158
.407195
.321255
.638945
.661276
. 742913

NdDdWWWNDNNDNNNNNRPRERPRPONMNRPROR OO

.284788
.325938
. 732891
.647262
.393891
.970104
.422823
.921021
.187999
.135985
.171709
.383183
422297
.837537
.396130
.525555
.689139
.092470
.106971



