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Nano-MoQO; mediated synthesis of bioactive thiazolidin-4-ones and
their anti-bacterial mode-of-action analysis using in silico target

prediction, docking and similarity searching.
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Sample Name:
3b-13C
Data Collected on:
Agilent-NMR-vnmrs400
Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON
Solvent: cdecl3
Data collected on: Dec

Temp. 25.0 € / 298.1 K|
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.311 sec
Width 25000.0 Hz

1000 repetitions
OBSERVE (€13, 100.53625
DECOUPLE H1, 399.82772
Power 40 dB
continucusly on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536
Total time 38 min

173.215

(s2pul)

g9 2014

B3 MHz
B3 MHz

163.192
159.212
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Sample Name:

3c-13cC
Data Collected on: 7 r
Rgi Lent —NMR-vnmrs400 UNIVERSITY |
Archive directory:

OF MYSORE

Sample directory:

_ 881

FidFile: CARBON

171.528
162 .519
147.112
146 .281
144 .212
129.420
123.012
122.450
119 .428
108.560
74.273
40.511
40.298
40.093
3

39.676
39.463
39.251
32.619

130. 742

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Dec 29 2014

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.311 sec

Width 25000.0 Hz

1000 repetitions
OBSERVE C13, 100.5362583 MHz
DECOUPLE H1, 399.8277233 MHz
Power 40 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536
Total time 38 min

bl ; ol ket s i
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*MSD2 SPC, time=2.177.2.446 of D:\DATAMERCK\JUNE13\A726510C.D MM-ES+APCI, Scan, Frag: 50, "Positive"
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Sample Name:

Sl Gastnad i UNIVERSITY @ OF MYSORE

Agilent -NMR-vnmrs400 X
Archive directory:

Sample directory:

FidFile: CARBON

149 .055
147.688
135.019
134.122
130.988
33 ﬁL
39.676
39.463
39.251

\-—-33_917

170.343
164 . 219
128.864
127.207
125.061
123.680
122.768
108.516
67.988
40.511
40.298
40.093

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Nov 25 2015

\

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Rcq. time 1.311 sec

Width 25000.0 Hz

1000 repetitions
OBSERVE (€13, 100.5362583 MHz
DECOUPLE H1, 399,8277233 MHz
Power 40 dB

cont inuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536
Total time 38 min

e il it il Gt
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Sample Name:

Je-13cC A
Data Collected on:

B e o UNIVERSITY /5!, OF MYSORE

Sample directory:

FidFile: CARBON
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Solvent: dmso - o~ L T RS T T B I B B I I J

Data collected on: Nov 25 2015

-
N

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 1.311 sec

Width 25000.0 Hz

1000 repetitions

OBSERVE C13, 100.5362583 MHz
DECOUPLE H1, 399.8277233 MHz
Power 40 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 2.0 Hz

FT size 65536

Total time 38 min
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T *MISDZ SPC, lime=2.1772.445 of D' DATAMERCKUJUNE1TATIE511C D MM-ES+AFCI, Scan, Frag: 50, Positive”
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PULSE SEQUENCE

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acqg. time 1.311 sec
Width 25000.0 Hz

3000 repetitions

OBSERVE Cl3, 100.5367359
DECOUPLE H1, 399.8296225
Power 40 dB
continuously on
WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536

Total time 115 minutes

1402373-3F-13C

Solvent: dmso

Ambient temperature
Operator: vnmrl

File: 1402373-3F-13C
VNMRS-400 "Agilent-NMR"
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PULSE SEQUENCE

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.311 sec
Width 25000.0 Hz

1650 repetitions

OBSERVE €13, 100.5367359
DECOUPLE H1, 399.8296225
Power 40 dB
continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536

Total time 63 minutes

1402372-3G-13C

Solvent: dmso

Ambient temperature
Operator: vamrl

File: 1402372-3G-13C
VNMRS-400 "Agilent-NMR"
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*MSD1 SPC, time=3.561:3.695 of D:\DATAWMERCK\WJUNE13\A726510G.D MM-ES+APCI, Scan, Frag: 50, "Positive”
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Sample Name:
3H-1H
Data Collected on:
Agilent-NMR-vnmrs400
Archive directory:

7.821
7.809
7.792
7.785
7.776
7.768
7.757

/—1,564

Sample directory:
FidFile: $22-3H-1H

Pulse Sequence: PROTON (s2pul)
Solvent: cdel3
Data collected on: Dec 29 2014

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 2.000 sec
Pulse 90.0 degrees

Acq. time 2.281 sec

Width 7183.9 Hz

64 repetitions
OBSERVE H1, 399.8257191 MHz
DATA PROCESSING

Line broadening 0.3 Hz
FT size 131072
Total time 4 min 43 sec
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4.202
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Sample Name:
3h-13C
Data Collected on:
Agilent-NMR-vnmrs400
Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s3
Solvent: cdcl3
Data collected on: Nov 25

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 1.311 sec
Width 25000.0 Hz

1000 repetitions
OBSERVE C13, 100.5362583
DECOUPLE H1, 399.8277233
Power 40 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536

Total time 38 min
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Sample Name:
3i-13c
Data Collected on:

S UNIVERSITY

Sample directory:

OF MYSORE

FidFile: CAREON

58.792
40.594
40.382
40.177
39.964
-
39.759
39.547
39.342
34.185
30.977
28.546
22.652
13.853

Pulse Sequence: CARBON (s2pul)
Seolvent: dmso
Data collected on: Nov 25 2015

170.899
164.252
148.318
147.464
135.295
127.985
124.069
122.680
118.445
112.150

+

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1,311 sec

Width 25000.0 Hz

1000 repetitions

OBSERVE €13, 100.5362583 MHz
DECOUPLE H1, 399.8277233 MHz
Power 40 dB

continucusly on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536
Total time 38 min

L L L L B L L I L I L B B L L B R R L R R N R LR R

220 200 180 160 140 120 100 80 60 40 20 0 ppm

HN NO,



3]

~ *MSD1 SPC, time=3.611:3.719 of D:\DATAWERCK\WUNE13\A7265101.D0 MM-ES+APCI, Scan, Frag: 50, "Positive"
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Sample Name:
3j -13c
Data Collected on:
Agilent-NMR-vnmrs400
Archive directory:

Sample directory:

FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: dmso

Data collected on: Apr 29 2014

Temp. 25.0 C / 298.1 K
Operator: vanmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 1.311 sec

Width 25000.0 Hz

1000 repetitions
OBSERVE C13, 100.5362583 MHz
DECOUPLE H1, 399.8277233 MHz
Power 40 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536

Total time 38 min

220 200 180
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160
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133.679
130.291

128.312

L\

124.530
120.123

—112.924

120

108.526

100. 919

73.498

40.511
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*MSD1 SPC, time=3.211:3.319 of D:\DATAWERCK\JUNE13\A726510D.D MM-ES+APCI, Scan, Frag: 50, "Positive”
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Sample Name:
3k-13C
Data Collected on:
Agilent-NMR-vnmrs400
Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: edel3
Data collected on: Nov 25 2015

Temp. 25.0 C / 298.1 K
Operator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.311 sec

Width 25000.0 Hz

1000 repetitions

OBSERVE C13, 100.5362583 MHz
DECOUPLE H1, 399.8277233 MEz
Power 40 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 2.0 Hz

FT size 65536

Total time 38 min

220 200

180
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160
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135.861
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140
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130.345
128.721

121.998
112.860

120
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102.345
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*MSD2 SPC, time=2.311:2.607 of D:\DATAWERCK\JUNE13\A725260A.0 MM-ES+APCI, Scan, Frag: 50, "Positive"
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tax _ UNIVERSITY i (OF MYSORE
Agilent-NMR-vnmrs400

1o a 3 g sgpgsg £amn EEEEE] PRI E R

: o n w3 e B

Sample rectory: > H - - e PRI Y U S A e A A
o ® e mdw = o @ oo Fooooafla oo «o4© o w m

idFile: = - Mm @M MmN N - o ©o N - = <@ Ml MM MmN N A A

FidFile: CARBON = = anoaoaNe £ 8 &

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Apr 29 2014

Temp. 25.0 C / 298.1 K
Operator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.311 sec

Width 25000.0 Hz

1000 repetitions

OBSERVE (€13, 100.5362583 MHz
DECOUPLE H1, 399.8277233 MHz
Power 40 dB

continuocusly on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536

Total time 38 min

L L L L B L L L I L L L L B B B L 0 L L L LA B B B LB B

220 200 180 160 140 120 100 80 60 40 20 0 ppm



3.311:3.409 of D:\DATAWIERCK\JUNE13\A726510P.0 MM-ES+APCI, Scan, Frag: 50, "Positive"
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P
220 200 180 160 140 120 100 20

PULSE SEQUENCE

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.311 sec
Width 25000.0 Hz

2282 repetitions

OBSERVE C13,
DECOUPLE H1,

100.5367359
399.8296225

Power 40 dB
continucusly on
WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536

Total time 87 minutes

1402374-3M-13C

Solvent: dmso

Ambient temperature

Operator: vnmrl

VNMRS-400 "Agilent-NMR"
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Sample Name:
,
ga-13c UNIVERSITY
Data Collected on:
Agilent-NMR-vnmrs400
Archive directory:

OFMYSORE

i ’ o = Tmoam mwoamw PR =

Sample directory: SR B Ham TedaRa R ©
w0 N N @ N o N @ NN A O MmO v M Lol

Ty - oo MY WT Heoyw O ~w® v Mmoo -

FidFile: CARBON o T YT mAaAANS [N SIS V) =
i aaan 3838338

i
3
-

Pulse Sequence: CARBON (s2pul)
Solvent: cdel3
Data collected on: Nov 25 2015

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.311 sec

Width 25000.0 Hz

1000 repetitions
OBSERVE C13, 100.5362583 MHz
DECOUPLE H1, 399.8277233 MHz
Power 40 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 2.0 Hz

FT size 65536

Total time 38 min
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Br

30

*MSD1 SPC, time=2.164:2 405 of D:\DATAMERCK\WJUNE13\A726510C.D MM-ES+APCI, Scan, Frag: 50, "Positive"
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Sample Name:
30-13C
Data Collected on:
Agilent-NMR-vnmrs400
Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdecl3
Data collected on: Nov 25 2015

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 1.311 sec

Width 25000.0 Hz

1000 repetitions

OBSERVE C13, 100.5362583 MHz
DECOUPLE H1, 399.8277233 MHz
Power 40 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 2.0 Hz

FT size 65536

Total time 38 min
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