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Characterization of compounds (2e-3e):

(2S, 4R)- 2-(2, 6-dichlorophenyl) thiazolidine-4-carboxylic acid (2¢):34

IR Spectra:
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'TH NMR Spectra:
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GCMS (APCI) : 277.90 (M*+1)

LCMS REPORT
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(2S,4R)-3-(tert-butoxycarbonyl)-2-(2-hydroxyphenyl) thiazolidine-4-carboxylic acid (3a):3*

IR Spectra:
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'TH NMR Spectra
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13C NMR Spectra:
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GCMS (APCI) : 326.00 (M+1)
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LCMS EEPORT
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(2R,4R)-3-(tert-butoxycarbonyl)-2-(2-hydroxyphenyl) thiazolidine-4-carboxylic acid (3b):34

IR Spectra:
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'H NMR Spectra
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13C NMR Spectra:
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GCMS (APCI) : 324.00 (M-1)

LCMS Report

=<=Sample Information>

Acquired by : System Administrator
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34R. M. Jagtap, M. A. Rizvi, Y. B. Dangat and S. K. Pardeshi, Crystal Structure, Computational studies, and stereoselectivity in
the synthesis of 2-aryl-thiazolidine-4-carboxylic acids via in situ imine intermediate, J. Sulfur Chem., 2016, 37, 401-425.



(28,4R)-3-(tert-butoxycarbonyl)-2-(2-methoxyphenyl) thiazolidine-4-carboxylic acid (3¢):

IR Spectra:
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'"H NMR Spectra:
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13C NMR Spectra
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GCMS (APCI) : 338.00 (M-1)

LCMS Report

<Sample Information>
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(2R,4R)-3-(tert-butoxycarbonyl)-2-(2-methoxyphenyl) thiazolidine-4-carboxylic acid (3d)
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'TH NMR Spectra
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13C NMR Spectra:
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GCMS (APCI) : 338.00 (M-1)



LCMS Report

<Sample Information>

(3d)

Acquired by - System Administrator
Sample Name - BJ-20-BOC-A
Sample ID : BJ-20-BOC-A
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(28, 4R)-3-(tert-butoxycarbonyl)-2-(2,6-dichlorophenyl) thiazolidine-4-carboxylic acid (3e):

IR Spectra:

Cl

/2]
Z

OvHO
o

Cl

©)

HO

—~
[<*]
™

N—

T 5 A ‘
0oL 86 9 6 76 06 88 98 18

[9%] souewsuel ]

— 811622

———BV'6CLC

—— [90i6C
— /8'186¢

— 66680€

500

1000

1500

2000

2500

3000

3500

Wavenumber cm-1

14/10/2015

SOLID

BJ - 18 - BOC

DAOPUSVFTIR-ATR DATA 2015\0CT\14 OCT 2015\SKP\BJ - 18 - BOC.0

Page 111




'H NMR Spectra:
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13C NMR Spectra:
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GCMS (APCI) : 376.00 (M-1)

<Sample Information>

Sample Name

Sample ID

LCMS Report

Sample Information
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(2R, 4R)-3-(tert-butoxycarbonyl)-2-(2-nitrophenyl) thiazolidine-4-carboxylic acid (3f):

IR Spectra:
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'H NMR Spectra:
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13C NMR Spectra:
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GCMS (APCI) : 354.00 (M+1)

LCMS Report

<Sample Information>

Sample Informarion
Sample Name 22
Sample ID 72
mAU
100+ 2 PDA Multi 1 220nm.4nm
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100000+ i
e
T 2
.[ L { T
1 T 1 1 T T 1 1 T
100 200 300 200 500 600 700 800 900

HO
(o)
(3f)
Polanty=Positive
RT=1283
Intensiry
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100000 2
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mz
PDA Ch1 220nm
ime Area% |
1 2121 249638 24.243
2 | 2263 780083 75.757
Total 1029721 100.000




Compound 2e




e Crystal structure images

Compound 3b




Compound 3¢




Compound 3e




Compound 3f
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Sigmoid fitted curves for ICsy values at 72 hrs:

110 m 2e
| e 2d
100 A 3e
1 v 3f
90
— 80 4
= ]
=
=~ 704
g | e
8 60
] o5 |
50 |
| . T :
40 - 20 4 v
4 5 - .
A
30 = ) 15 4
T ¥ T ¥ T ¥ T X T ¥ T T T X 1 T T T T ¥ T T T T ¥ 1
10 20 30 40 50 60 70 Q0 100] 10 20 30 50 60 70 80 S0 100
% Inhibition % Inhibition
90 110 -
J u 2c 1
8 e 3d 100 -
80 - ~ A 3 g
» c
] %0
80
. §_ 70 -
E 3
s € o
5 § %]
50
40 - g
30 - o
20 4 o
1 T d T T T T T T T S 1
100 10 20 30 50 60 70 80 20 100
% Inhibition % Inhibition




Sigmoid fitted curves for ICsy values at 96 hrs:
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