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Analytical Data and Figures for Thiobenzamide, 1

S

NH,

IR spectra for 1.
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PXRD pattern of 1 obtained from solution crystallization (black)
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Analytical Data and Figures for Pyridine-2-carbothioamide, 2

S
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IR spectra for 2.
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PXRD pattern of 2 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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ORTEP plot of 2 (ellipsoids shown at 30% probability).




Packing Diagram for 2



Analytical Data and Figures for 4-Methylthiobenzamide, 3

S

NH,

IR spectra for 3.
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PXRD pattern of 3 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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IR spectra for 4.
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Analytical Data and Figures for 2-Fluorothiobenzamide, 4
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PXRD pattern of 4 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Analytical Data and Figures for 3-Fluorothiobenzamide, 5

S

NH,

IR spectra for 5.
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PXRD pattern of 5 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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ORTEP plot of 5 (ellipsoids shown at 50% probability).
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Analytical Data and Figures for 4-Fluorothiobenzamide, 6

S
NH,
F
IR spectra for 6.
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PXRD pattern of 6 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Packing Diagram for 6
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Analytical Data and Figures for 2-Methoxythiobenzamide, 7
S

NH,

IR spectra for 7.
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PXRD pattern of 7 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Packing Diagram for 7
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Analytical Data and Figures for 4-Methoxythiobenzamide, 8

S
NH,
~o
IR spectra for 8.
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PXRD pattern of 8 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Analytical Data and Figures for 3-Chlorothiobenzamide, 9

S
NH,
Cl
IR spectra for 9.
43.3
1474.88
997.28
1 lX‘S 6]
1143.98
1251.84 1078.78
3362.21 1318.72
31 3173.20
30
665.85
29 8H8.23
28 785.24
27
4 oot ss
1639.47
26
25.0
4000.0 3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600 450.0
DSC of 9 obtained by solution crystallization (onset temperature 114 °C)
0
il
5 7
=
3
w
W
£ s
]
= | 115.06°C
“ao 60 80 100 120 140 160
B bip Temperature (°C)

25



PXRD pattern of 9 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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ORTEP plot of 9 (ellipsoids shown at 30% probability).
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Packing Diagram for 9
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Analytical Data and Figures for 2-Methylthiobenzamide, 10

IR spectra for 10.
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PXRD pattern of 10 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Analytical Data and Figures for 2-Nitrothiobenzamide, 11
S
NH,
NO,

IR spectra for 11.
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PXRD pattern of 11 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Packing Diagram for 11
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Analytical Data and Figures for 3-Methylthiobenzamide, 12

S

NH,

IR spectra for 12.
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PXRD pattern of 12 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Analytical Data and Figures for 3-Methoxythiobenzamide, 13

S

NH,

IR spectra for 13.
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PXRD pattern of 13 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).

100.0

Relative Intensity (%)

40.0

0o =i

ORTEP plot of 13 (ellipsoids shown at 30% probability).
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Analytical Data and Figures for the Beta Polymorph of 4-Chlorothiobenzamide, 14

IR spectra for 14p.
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PXRD pattern of 14p obtained from solution crystallization (red) overlaid with theoretical pattern
(black)

100.0

Relative Intensity (%)

10.0 20.0 30.0 40.0 50.0 2Theta

38



Analytical Data and Figures for Pyridine-4-carbothioamide, 15

S
N
IR spectra for 15.
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PXRD pattern of 15 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Analytical Data and Figures for 2-Chlorothiobenzamide, 16

S

NH,

Cl

IR spectra for 16.
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PXRD pattern of 16 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Analytical Data and Figures for 3-Nitrothiobenzamide, 17

IR spectra for 17.
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PXRD pattern of 17 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Analytical Data and Figures for 4-Nitrothiobenzamide, 18

IR spectra for 18.
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PXRD pattern of 18 obtained from solution crystallization (red) overlaid with theoretical pattern
(black).
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Polymorphic Screen

Acetone MeCN CH,(C], EtOH EtOAc Toluene
1 Y? Y? Y? Y? Y? Y?
2 - Y - Y Y Y
3 Y Y Y Y Y -
4 Y Y Y - - -
5 Y Y Y Y Y Y
6 - Y Y Y - -
7 - - Y - Y -
8 - - - - - -
9 Y Y Y Y Y Y
10 Y Y Y Y Y Y
11 - Y Y Y Y Y
12 Y Y Y Y Y Y
13 Y Y Y Y Y Y
14 Y - Y Y - -
15 Y Y - Y Y -
16 - Y Y - Y -
17 Y Y Y Y Y
18 Y Y Y Y Y Y

PXRD data matches the theoretical pattern.
No theorical pattern available; the PXRD data match eather other.
The material produces a PXRD pattern insufficient to report on due to either preferred

orientation effects, or crystalline material was not obtained.
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