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'H NMR, C NMR, HRMS, and FT-IR spectra of SH2
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User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
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User Spectra

Fragmentor Voltage Collision Enerqgy Ionization Mode
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'H NMR, C NMR, HRMS, and FT-IR spectra of SH4
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User Spectra
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'H NMR, C NMR, HRMS, and FT-IR spectra of SH5
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User Spectra
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'H NMR, C NMR, HRMS, and FT-IR spectra of SH6

21.04.2022.168.fid
SH6

H,N

o

S

100/
z‘1§i
2
2]

CHj

207
¥

3.061

26.04.2022.16&fid
SH6 5

162.64
150.26
147.35

141.78
138.09
136.60
134.05

/
X

129.85
129.32
129.19

0 41

128.83
126.22
123.05

22

6
f1 (ppm)

27.58

=210

180
~170
- 160
150
140
130
120
r110

T T T T T T
210 200 190 180 170 160 150

T
140

T
130

T
120

T
110

100
f1 (ppm)

90

12



User Spectra

Fragmentor Voltage

90

Collision Energy
o

Ionization Mode
ESI

x10 3
- |

C22 H19 N3 O7 S2: +ES| Scan (rt: 0.275 min) Frag=90.0v SH-6.d
502.07376

([C22 H19 N

b O7 S2]+H)+

503.07632

([C22 H19 N3 O7 S2]+H)+

501.5

502

502.5 503 503.5
Counts vs. Mass-to-Charge (m/z)

504

504.5

100—

%T |

LT T T B I T B

3309.85—

3500 3250

FTIR Measurement

2047.25—

3000

2846,93—

2750

2500

1710.44—

2250 2000 1750

1500

1250

o~
[
L3
—

[T TR T e O o I B

1000

|
750

em-1

13



'H NMR, C NMR, HRMS, and FT-IR spectra of SH7
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'H NMR, C NMR, HRMS, and FT-IR spectra of SH8
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User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
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'H NMR, C NMR, HRMS, and FT-IR spectra of SH9
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'H NMR, C NMR, HRMS, and FT-IR spectra of SH10
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'H NMR, C NMR, HRMS, and FT-IR spectra of SH11

DD-D.11.fid
DD-D61

e IS
OE \N/&@LO?\%@LC.

~50

ta5

40

=35

=30

=25

=20

=15

~10

7
f1 (ppm)

Rar$DRal16808.26192 g
DD-D61 =}
|

4058

4037

40,16

39.95
3975

3954
Laaa3

180

1s0

—140

~120

-100

80

T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70
f1 (ppm)

22



User Spectra

Fragmentor Voltage

x10 3

Collision Energy Ionization Mode
20 0 ESI

C20 H16 CI2 N3 06 S2: +ESI Scan (rt: 0.241 min) Frag=90.0V Sample46.d

2 527.98406

1.75-
1.5
1.25
14
0.75
0.5

0.25

528.99333

{[C20 H16 CI12 N3 O6 S2]+H)+

Counts vs. Mass-to-Charge (m/z)

5272 527.4 527.6 527.8 528 5282 5284 5286 528.8 529 529.2 52094 5296 529.8

1

o
i

3

o
o

Looaa bl

&

3750 3500 3250 3000 2750 2500 2250 2000 1750

FTIR Measurement

1500

1250

1000

750

L Oy O O e Ay [ A B

500
cm-1

23



'H NMR, C NMR, HRMS, and FT-IR spectra of SH12
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Fragmentor Voltage Collision Energy Ionization Mode
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User Spectra

Fragmentor Voltage Collision Enerqgy Ionization Mode
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'H NMR, C NMR, HRMS, and FT-IR spectra of SH14
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Binding mode of SH3 in the active site of hCA | (A) and Il (B). Ligand is represented as green
color stick and balls, protein backbone as a white thin tube, hydrogen bonds as purple dashes, and
important amino acid residues as gray and black sticks, for hCA I and |1, respectively. The zinc ion

is shown as a faded blue sphere.
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