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Scheme S1: Synthesis of phenylpyrazolyl and phenylpyrazolyl sulfonyl chloride compounds
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Figure S1 — '"H-NMR spectrum of C1
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Figure S2 — 'H-NMR spectrum of C2
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Figure S3 — 'TH-NMR spectrum of C3
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Figure S4 — 'TH-NMR spectrum of C4
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Figure S5 — 'TH-NMR spectrum of C5
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Figure S10 — "H-NMR spectrum of L3

Page 11 of 38



CA20d.20.fid — CA20d

S98°0
698°0
088°0
£88°0
mom,ou\.
6060
66b°T
057
€157

61571
12571

kT
1667 X
S6b°T-F
(35T
96T
SE6T
o6e
WhHT
867

965"
019
YLy

104 4
Q_H.T\.

185744
89541
6541
0657
665"
8094
019°¢
AR
§19'¢
se-}
150
19927
%06
806
16
S16°
816
16L
bL6L
166'L

Skb'C
15¢°C

S6k'C—

LES'C

z—2=

T
2.55 2.54 2.53 2.52 2.51 2.50 2.49 2.48 2.47 2.46 2.45 2.44 2.43

f1 (ppm)

—HL'9

—€Er

e
P
o1

=1E%

—0OFT
—=#01

=#01
=507

-0
=1

6.0

6.5

7.0

7.5

8.0

85

5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)

55

Figure S11 — "H-NMR spectrum of L6

Page 12 of 38



——1 0

120,33
S

| E g

i | |
SRS b RNt MWaMw#mwmwﬁmWwww%#WwwmwWWMHM%MJNWMMW

"“L’M‘L'Wh* i

BREso el Rk T T T Ean T T T T T g e
140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Figure S12 - BC{!H}-NMR of L1

Page 13 of 38



47 carbon

ki

ok

FRTLIR PR TAROR £ 7| TP PO
dr emanmata A i i

cFiii

N

o

ek

T AR

T T T T T T T T T T
40 135 130 125 120 115 110 105 100 95

Figure S13 - 3C{'H} -NMR of L3

S0

85

80

75

70

65

T

60

Page 14 of 38



CA 45B carbon.4.fid — CA 45B carbon

€56°0T
01T H/.
£58°TT
800°¢CT v

8H0ET &.
EL0°ET

ﬁwm.mm
mmm.NNW.
TZ6'CC

0Er H
Eo.v_ww
646

=

S0T°LL
851°LL

JACVALENS
e8I "

£90°TT
(T4 M
606°92T ~
(A AR
iz AT4%s
sproer

T10°6ET
691°0FL ./.
98S'T¥I
TOLTHL V.
SESTHT
FI9THL

mAm.mE
Fot 6FT >

140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

150

Figure S14 - BC{'H}-NMR of L6

Page 15 of 38



PerkinElmer Spectrum Version 10.6.2
24 June 2019 13:26

Analyst Administrator
Date § 24 June 2019 13:36
1014
1007
98
96 159334
1538.29
94 86036
2968.72cm-1, 93.34% e = as
- 1371.22em-1, 98 2818Th-1, 92.39 2
1501.326m-1, 92.06%T
T o0/ 1393.69cm-1, 91.32%T .
P 1424.82cm-1, '_47%1 |
88 998.52cm-1, 89.79%T
86 1166.86cm-1, 87.97%T 768.66cm-1 ."?1 51%T
a4- 3279.60cm-1, 84.71%T 689.37cm-1, 90.10%T
821 1321 %8om1, 81 48%TF . oo -
637.94cm-1, 88.45%T
804 1124.83cm-1,80.27%T .. ]
T T v T T T )
4000 3500 3000 2500 2000 1500 1000 500
cm-1
Sample Name i i Description Quality Checks
CA 50D_1 Sample 046 By Administrator Date Monday, June 24 2018 | The Quality Checks do not report any warnings for the
sample.

Page 1

Figure S15-FT-IR of (1)

Page 16 of 38



Analyst

PerkinElmer Spectrum Version 10.5.2
15 July 2019 12:50
Administrator
Date 15 July 2019 12:50
99
et B S
98N e, e
\ /fuw \
A &
96 y A
\% i \ie's\ il
\ AV i Voo
94 | e b o
i 1725.23 {0 oL ban v
\ VN M/
92 1) E ; | i i V
7] \ i
o \ 1623.22cm-1, 90.25%T el j \ |§
i 1487.74cm-1, 88.62%T - \ li
365.91cm-1, 89.32%
E 88 \ ! M 0b7 sBem. \
° \ 1126.420m 7, B7.58%T | I :\ 680.18
861 \ | | 698.20
841 : ; Lo :
3136.86cm-1, 8419961 | E | 616.12cm-1, 88.35%T
R 1033.96cm-1, 82.79%T . {-|/——-
82 3458.92cm-1, 82.51%T \ 802.90cm-1, 93.53%T
i
|
y
80 1182.95cm-1, 80.44%T
—~ 2966.67cm-1, 78.22%T.  — —
T T T T T .
4000 3500 2500 2000 1500 1000 500
_ i cm-1 : e
'Sample Name Description Quality. Checks
CA48 Aco_1 Sample 057 By Administrator Date Monday, July 15 2019 The Quality Checks do not report any warnings for the

sample.

Figure S16-FT-IR of (4)

Page 1

Page 17 of 38



PerkinElmer Spectrum Version 10.5.2
15 July 2019 12:15

Analyst Administrator
Date 15 July 2019 12:15
101+
1007
98
96
94
92
1205.59cm-1, 90.68%T
90 1180.43cm-1, 90.48%T i
1089.76cm-1, 88.50%T_ .
- 88 1367.91cm-1, 88.04%T.
o
> 86 1421.23cm-1, 86.36%T
84 2973.58cm-1, 83.25%T
82 3296.12cm-1, 82.37%T 1392.81cm-1, 81.88%T
80 992.49cm-1,79.64%T || 623.10cm-1, 83.81%T
781 1122.95cm™7, 7783%T — ——— —f— — 690.76cm-1, 91.39%T
76- * 850.62cm-1, 89.88%T
1149.54cm-1, 75.13%T §
74 1323.12cm-1, 74.63%T i
o 3 T T T T T T 1
4000 3500 3000 2500 2000 1500 1000 500
cm-1
Sample Name ~ |Description < Quality Checks
t-butyl co_1 Sample 052 By Administrator Date Monday, July 15 2019 The Quality Checks do not report any warnings for the
sample.
Figure S17-FT-IR of (5)
Page 1

Page 18 of 38



CA 50D new.5.fid — CA 50D new

00—

aeT—

66¢ T~
9GET

8Py —

WeL—

199°L
699°L
9L
089°'L
989°L

=0r'87

= 61'9
& 729

= 00¢

E-20°01

T
6.5

7.0

7.5

8.0

0.0

0.5

1.0

1.5

2.0

2.5

3.0

3.5

4.5

5.0

5.5

6.0

f1 (ppm)

Figure S18 — "H-NMR spectrum of (1)
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Figure S28 —-GC-MS mass spectrum of L5
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Figure S29 — GC-MS mass spectrum of L6
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Table S1: Inhibition zone diameter (mm) (n =3)

Dose N N E E P V N C K P
Entriesy Compounds | (pug/mL)  aereus epidermidis | feacalis Coli aeruginosa cholerae typhii freundiii pneumoniae | mirabilis
1 L1 1000 NA 19.00+0.47 NA 17.00£0.94| 18.00+0.47 | 13.00+0.41 17.00+0.94 24.00+0.70 18.00+0.47 | 15.00+0.25
500 NA 15.00+0.82 NA 18.00+0.25| 19.00+0.82| 17.00+0.25 16.00+0.47 23.00+0.82 14.00+0.94 | 15.00+0.47
250 NA 14.00+0.47 NA 12.00+0.82| 14.00+0.82| 16.00+0.70 17.00+0.47 23.00+0.70 | 16.00+0.47 | 13.00+0.47
125 NA 16.00+0.47 NA 10.00+0.25| 13.00+£0.47| 15.00+0.41 14.00+0.82 21.00+0.47 13.00+0.47 | 11.00+0.25
62.5 NA 11.00+0.25 NA 10.00+£0.94| 10.00=0.94| 9.00+0.47 13.00+0.41 20.00+0.47 14.00+0.82 | 10.00+0.94
2 L2 1000 NA 25.00+0.63 NA 14.00+0.69 NA 13.00+0.62 16.00+0.81 25.00+0.63 | 16.00+0.20 NA
500 NA 23.00+0.205 NA 12.00+0.82 NA 12.00+0.24 16.00+0.81 23.00+0.94 | 15.00+0.50 NA
250 NA 21.00+0.88 NA 11.00+0.81 NA 11.00+0.87 15.00+0.81 21.00+£0.63 | 14.00+0.20 NA
125 NA 22.00+0.81 NA 13.00+0.90 NA 12.00+0.24 14.00+0.47 19.00+0.81 12.00+.50 NA
62.5 NA 20.00+0.24 NA 11.00+0.81 NA 10.00+0.47 14.00+0.81 20.00£0.24 | 12.00+0.50 NA
3 L3 1000 NA NA NA 16.00+£0.94 NA 16.00+0.25 14.00+0.82 | 17.00+0.47 15.00+0.47 NA
500 NA NA NA 17.00+0.63 NA 16.00+0.41 15.00+0.94 | 15.00+0.47 13.00+0.82 NA
250 NA NA NA 13.00+0.82 NA 17.00+0.47 11.00+0.25 | 15.00+0.47 10.00+0.50 NA
125 NA NA NA 12.00+0.05 NA 13.00+0.47 11.00+0.82 | 13.00+0.47 11.00+0.94 NA
62.5 NA NA NA 12.00+0.94 NA 14.00+0.47 12.00+0.25 | 10.00+0.25 10.00+0.82 NA
4 L4 1000 20.00 +0.50 NA NA NA NA NA NA NA 18.00 £0.10 NA
500 17.00+0.20 NA NA NA NA NA NA NA 17.00+0.30 NA
250 14.00+0.50 NA NA NA NA NA NA NA 15.00+0.50 NA
125 11.00+0.30 NA NA NA NA NA NA NA 13.00+0.50 NA
62.5 NA NA NA NA NA NA NA NA 9.50+0.50 NA
5 L5 1000 NA 13.00+0.18 NA NA 15.00£0.59 | 16.00+0.41 NA NA NA 10.00+0.50
500 NA 12.004+0.43 NA NA 14.00+£0.64 | 14.00+0.81 NA NA NA 11.00+0.18
250 NA 11.00+0.24 NA NA 14.00+0.49 | 12.00+0.21 NA NA NA 12.00+0.18
125 NA 13.00+0.69 NA NA 12.00+0.81 | 12.00+0.80 NA NA NA 13.00£0.10
62.5 NA 13.00+0.11 NA NA 9.00+0.24 15.00+0.47 NA NA NA 10.00+0.47
6 L6 1000 NA NA NA 14.00+0.69 | 15.00+0.62 NA 15.00+0.80 14.00+0.63 | 11.00+0.50 NA
500 NA NA NA 12.00+0.81 | 14.00+0.24 NA 15.00+0.81 13.00+0.94 | 12.00+0.50 NA
250 NA NA NA 13.00+0.81 | 13.00+0.80 NA 12.00+0.81 13.00+£0.63 | 10.00+0.00 NA
125 NA NA NA 12.00+0.50 | 13.00+0.24 NA 13.00+0.47 12.00+0.81 | 13.00+0.10 NA
62.5 NA NA NA 13.00+0.81| 12.00+0.47 NA 12.00+0.81 11.00+0.24 11.00+0.50 NA
7 1 1000 18.00+0.24 12.00+0.40 NA NA 18.00+0.50 15.00+0.30 NA NA NA 13.00+0.50
500 17.00+0.50 12.50+0.70 NA NA 17.00+0.50 13.50+0.40 NA NA NA 12.00+0.50
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250 | 14.00£0.50 | 10.00£0.20 | NA NA 14.00+0.50 11.50+0.40 NA NA NA 12.00+0.10
125 | 12.00+0.50 NA NA NA 12.00+0.25 | 11.50+0.20 NA NA NA 11.00% 0.20
62.5 | 11.00+0.81 9.00+£0.70 NA NA 11.00+0.20 9.5040.40 | NA NA NA NA
8 2 1000 NA 20.0040.40| NA NA 254040 | 1140.10 NA NA 24.00 £0.20 NA
500 NA 23.0040.14| NA NA 274040 | 12+0.50 NA NA 26.00 £0.40 NA
250 NA 18.0040.50 | NA NA  P25.00+£050 | 11.67+0.47 NA NA 25.00+0.50 NA
125 NA 17.0040.50 | NA NA  [22.00+£0.30 | 10.67+0.40 NA NA 22.00+0.50 NA
62.5 NA 15.00+0.75 NA NA 18.00£0.20 | 10.00+0.30 NA NA 20.00+0.50 NA
9 3 1000 NA NA NA | 21.00+0.11 NA 19.00£0.10 | 21.00£0.20 | 19.00+0.12 | 18.00+0.12 NA
500 NA NA NA | 19.00+0.21 NA 22.00£0.21 | 20.00£0.20 | 21.00+0.30 | 16.00+0.20 NA
250 NA NA NA | 19.00+0.30 NA 21.00£0.30 | 15.0040.05 |22.00£0.10 | 19.00+0.30 NA
125 NA NA NA | 18.00+0.15 NA 19.0040.07 | 18.00£0.20 | 19.00£0.01 | 15.00+0.20 NA
62.5 NA NA NA | 16.00+0.94 NA 20.00£0.03 | 19.00£0.20 | 16.00£0.03 | 16.00+0.10 NA
10 4 1000 | 28.00 £0.10 NA NA NA NA NA NA NA 21004020 | NA
500 | 21.00+0.10 NA NA NA NA NA NA NA 19.00£0.10 | NA
250 | 19.00+0.12 NA NA NA NA NA NA NA 18.00+0.20 NA
125 | 20.00+0.21 NA NA NA NA NA NA NA 19.00£0.10 | NA
62.5 NA NA NA NA NA NA NA NA 13.00£0.20 | NA
11 5 1000 NA 19.00+0.20 NA NA 25.00£0.21 | 21.00+0.11 NA NA NA 18.00+£0.10
500 NA 16.00+0.21 NA NA 21.00£0.20 | 19.00+0.20 NA NA NA 16.00£0.20
250 NA 14.00+0.24 NA NA 19.00£0.12 | 17.00+0.10 NA NA NA 19.00+0.10
125 NA 21.00+0.22 NA NA 20.00+£0.10 | 18.00+0.20 NA NA NA 16.00£0.10
62.5 NA 20.00+0.10 NA NA 15.00£0.20 | 17.00+0.17 NA NA NA 15.00+£0.30
12 6 1000 NA NA NA [ 18.00£0.01 | 22.00+0.12 NA 20.00£0.10 | 17.00+0.13 | 18.00+0.30 NA
500 NA NA NA | 16.00£0.10 | 19.00+0.40 NA 19.0040.20 | 16.00£0.04 | 17.00£0.20 NA
250 NA NA NA [ 19.00£0.30 | 18.00+0.10 NA 18.0040.40 | 17.00+0.10 | 17.00+0.01 NA
125 NA NA NA [ 17.00£0.40 | 18.00+0.11 NA 21.00£0.10 | 19.0040.20 | 16.00+0.10 NA
62.5 NA NA NA 16.00+0.20| 19.00+0.04 NA 18.00£0.30 | 15.00£0.24 | 19.00+0.10 NA
13 | Gentamicin | 1000 20.00+0.47 | 22.00+0.47 [16.00£0.47| 29.00+0.94| 25.00+0.47 | 29.00+0.82 | 32.00+0.82 | 28.00+0.82 | 36.00+0.47 | 28.00+0.47
500 | 26.00:0.47 | 27.00£0.94 [15.0040.82| 28.00+0.94] 21.00£0.47| 21.00+0.82 | 30.00£0.94 | 26.00+0.82 | 33.00+0.47 | 27.00+0.47
250 | 18.00+£0.82 | 24.00£0.94 [17.00+0.82| 25.00£0.47| 27.00£0.47| 22.00+0.82 | 28.00£0.94 | 22.00+0.82 | 31.00+0.94 | 25.00-£0.82
125 | 18.00£0.82 | 21.00£0.47 [16.00+0.82| 23.00+0.47| 24.00+0.47| 24.0040.47 | 25.0040.47 | 20.00+0.47 | 29.00+0.94| 20.00+0.82
62.5 | 15.00£0.82 | 16.0040.47 [15.0040.82| 20.00+0.47| 20.00+0.82| 10.00+0.82 | 10.0040.47 | 16.00£0.47 | 16.00+0.47 | 19.00+0.47
DMSO - - - - - - — - - - -
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Figure S31: Calibration graph of L1
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Figure S32: Calibration graph of 1
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Figure S33: Calibration graph of L2
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Figure S34: Calibration graph of L3
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Compounds Partition Coefficient Log P
L1 10.17 1.01
L2 903.56 2.96
L3 0.15 -0.83

Figure S35: Calibration graph of L6
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L4
LS
L6

S U A W DN

0.3
8.71
4.64
15.8

1698.24
0.11
0.19
12.59
8.13

-0.53
0.94
0.67
1.2
3.23
-0.96
-0.72
1.1
0.91

Table S2: Partition Coefficient and Log P values of
compounds in aqueous and octanol phases
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