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Figure S1 IR spectrum of compound 3a 
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Figure S2 1H NMR spectrum of compound 3a 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S3 13C NMR spectrum of compound 3a 
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Figure S4 HRMS NMR spectrum of compound 3a 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S5 IR spectrum of compound 3b 
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Figure S6 1H NMR spectrum of compound 3b 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S7 13C NMR spectrum of compound 3b 
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Figure S8 HRMS spectrum of compound 3b 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S9 IR spectrum of compound 3c 
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Figure S10 1H NMR spectrum of compound 3c 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S11 13C NMR spectrum of compound 3c 
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Figure S12 HRMS spectrum of compound 3c 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S13 IR spectrum of compound 3d 
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Figure S14 1H NMR spectrum of compound 3d 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S15 13C NMR spectrum of compound 3d 
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Figure S16 HRMS spectrum of compound 3d 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S17 IR spectrum of compound 3e 
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Figure S18 1H NMR spectrum of compound 3e 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S19 13C NMR spectrum of compound 3e 
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SFO1        400.2604716 MHz
NUC1                 1H

P1                14.07 usec
PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580097 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

Signature SIF VIT VELLORE
CHR-19
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F2 - Acquisition Parameters
Date_          20181205
Time               1.37 h
INSTRUM           spect
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TD                65536

SOLVENT           CDCl3
NS                  512
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SWH           24038.461 Hz
FIDRES         0.733596 Hz
AQ            1.3631488 sec
RG                88.69
DW               20.800 usec
DE                 6.50 usec
TE                298.1 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

SFO1        100.6550186 MHz
NUC1                13C
P1                 9.80 usec
PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.00000000 W
PLW12        0.38716000 W
PLW13        0.19474000 W

F2 - Processing parameters

SI                32768
SF          100.6449542 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELORE
CHR 16
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Figure S20 HRMS spectrum of compound 3e 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S21 IR spectrum of compound 3f 
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Figure S22 IR spectrum of compound 3f 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S23 13C NMR spectrum of compound 3f 
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EXPNO                27
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F2 - Acquisition Parameters

Date_          20201028

Time              13.46 h

INSTRUM           spect

PROBHD   Z108618_0505 (

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8012.820 Hz

FIDRES         0.244532 Hz

AQ            4.0894465 sec

RG                199.6

DW               62.400 usec

DE                 6.50 usec

TE                300.9 K

D1           1.00000000 sec

TD0                   1

SFO1        400.2604716 MHz

NUC1                 1H

P1                14.00 usec

PLW1        16.00000000 W

F2 - Processing parameters

SI                65536

SF          400.2580098 MHz

WDW                  EM

SSB      0

LB                 0.30 Hz

GB       0

PC                 1.00

Signature SIF VIT VELLORE
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F2 - Acquisition Parameters
Date_          20201028
Time              21.28 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                  512
DS                    4
SWH           24038.461 Hz
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TD0                   1
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NUC1                13C
P1                 9.80 usec
PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.00000000 W
PLW12        0.38716000 W
PLW13        0.19474000 W

F2 - Processing parameters

SI                32768
SF          100.6449542 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40
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Figure S24 HRMS spectrum of compound 3f 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S25 IR spectrum of compound 3g 
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Figure S26 1H NMR spectrum of compound 3g 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S27 13C NMR spectrum of compound 3g 
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NAME       Dr.ETJ311020
EXPNO                42
PROCNO                1

F2 - Acquisition Parameters
Date_          20201031
Time              14.58 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG            zg30
TD                65536
SOLVENT           CDCl3

NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.244532 Hz
AQ            4.0894465 sec
RG               175.97
DW               62.400 usec
DE                 6.50 usec
TE                300.5 K
D1           1.00000000 sec
TD0                   1
SFO1        400.2604716 MHz
NUC1                 1H

P1                14.00 usec
PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580097 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

Signature SIF VIT VELLORE
CHR 20
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Current Data Parameters
NAME       Dr.ETJ311020
EXPNO                43
PROCNO                1

F2 - Acquisition Parameters
Date_          20201101
Time               0.54 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3

NS                  512
DS                    4
SWH           24038.461 Hz
FIDRES         0.733596 Hz
AQ            1.3631488 sec
RG               175.97
DW               20.800 usec
DE                 6.50 usec
TE                302.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1
SFO1        100.6550186 MHz

NUC1                13C
P1                 9.80 usec
PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.00000000 W
PLW12        0.38716000 W
PLW13        0.19474000 W

F2 - Processing parameters
SI                32768

SF          100.6449542 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELLORE
CHR 20
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Figure S28 HRMS spectrum of compound 3g 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S29 IR spectrum of compound 5a 
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Figure S30 1H NMR spectrum of compound 5a 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S31 13C NMR spectrum of compound 5a 
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NAME             SCRP 5
EXPNO                13
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F2 - Acquisition Parameters
Date_          20200304
Time              23.44 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG            zg30
TD                65536

SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.244532 Hz
AQ            4.0894465 sec
RG               175.97
DW               62.400 usec
DE                 6.50 usec
TE                297.1 K
D1           1.00000000 sec
TD0                   1

SFO1        400.2604716 MHz
NUC1                 1H
P1                14.00 usec
PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580096 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0

PC                 1.00
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F2 - Acquisition Parameters
Date_          20200305
Time               0.15 h
INSTRUM           spect
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SOLVENT           CDCl3
NS                  512
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D11          0.03000000 sec
TD0                   1
SFO1        100.6550186 MHz
NUC1                13C
P1                 9.80 usec
PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.00000000 W

PLW12        0.38716000 W
PLW13        0.19474000 W

F2 - Processing parameters
SI                32768
SF          100.6449542 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELLORE
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Figure S32 HRMS spectrum of compound 5a 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S33 IR spectrum of compound 5b 
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Figure S34 1H NMR spectrum of compound 5b 

 

 

 

Figure S35 13C NMR spectrum of compound 5b 
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Current Data Parameters
NAME       Dr.ETJ210120
EXPNO                33
PROCNO                1

F2 - Acquisition Parameters
Date_          20200121
Time              17.11 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3

NS                  512
DS                    4
SWH           24038.461 Hz
FIDRES         0.733596 Hz
AQ            1.3631488 sec
RG               156.91
DW               20.800 usec
DE                 6.50 usec
TE                296.8 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1
SFO1        100.6550186 MHz

NUC1                13C
P1                 9.80 usec
PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.00000000 W
PLW12        0.38716000 W
PLW13        0.19474000 W

F2 - Processing parameters
SI                32768

SF          100.6449542 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELLORE
SCRP-I
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Current Data Parameters
NAME        Dr.ETJ40120
EXPNO                 1
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F2 - Acquisition Parameters
Date_          20200104
Time              15.16 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG            zg30
TD                65536

SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.244532 Hz
AQ            4.0894465 sec
RG                199.6
DW               62.400 usec
DE                 6.50 usec
TE                297.4 K
D1           1.00000000 sec
TD0                   1

SFO1        400.2604716 MHz
NUC1                 1H
P1                14.00 usec
PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580098 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

Signature SIF VIT VELLORE
CHR-SCRP
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Figure S36 HRMS spectrum of compound 5b 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S37 IR spectrum of compound 5c 
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Figure S38 1H NMR spectrum of compound 5c 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S39 13 C NMR spectrum of compound 5c 
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F2 - Acquisition Parameters
Date_          20201024
Time              12.47 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG            zg30
TD                65536

SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.244532 Hz
AQ            4.0894465 sec
RG               156.91
DW               62.400 usec
DE                 6.50 usec
TE                300.8 K
D1           1.00000000 sec
TD0                   1

SFO1        400.2604716 MHz
NUC1                 1H
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F2 - Processing parameters
SI                65536
SF          400.2580097 MHz
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SSB      0
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GB       0

PC                 1.00
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Figure S40 HRMS spectrum of compound 5c 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S41 IR spectrum of compound 5d 
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Figure S42 1H NMR spectrum of compound 5d 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S43 13C NMR spectrum of compound 5d 
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PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580092 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

Signature SIF VIT VELLORE
SCRP-7

6.26.46.66.87.07.27.47.67.88.08.28.48.6 ppm

6
.2

3
7

6
.3

2
1

7
.2

6
1

7
.3

7
5

7
.3

9
3

7
.4

1
1

7
.4

6
6

7
.4

8
6

7
.5

0
4

7
.5

7
0

7
.5

9
2

7
.6

7
7

7
.6

9
5

7
.8

8
7

7
.8

9
3

7
.9

0
9

7
.9

1
5

8
.4

8
8

8
.4

9
4

2
.0

7

0
.7

2

1
.0

5

1
.9

8

0
.8

9

1
.8

5

0
.8

8

0
.8

2

180 160 140 120 100 80 60 40 20 ppm

5
5

.6
6

5
6

.2
1

7
6

.8
4

7
7

.1
6

7
7

.4
8

9
1

.0
7

1
1

9
.3

0

1
2

1
.8

3

1
2

3
.3

2

1
2

7
.3

6

1
2

7
.8

7

1
2

9
.1

3

1
3

2
.1

7

1
3

7
.4

3

1
3

9
.7

1

1
4

0
.2

9

1
4

4
.0

4

1
5

6
.0

5

1
5

9
.8

7

1
6

3
.8

6

1
7

3
.4

0

Current Data Parameters
NAME             scrp 7
EXPNO                29
PROCNO                1

F2 - Acquisition Parameters
Date_          20201028
Time              20.55 h
INSTRUM           spect
PROBHD   Z108618_0505 (
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PLW13        0.19474000 W

F2 - Processing parameters
SI                32768
SF          100.6449408 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELLORE
SCRP-7
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Figure S44 HRMS spectrum of compound 5d 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S45 IR spectrum of compound 5e 
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Figure S46 1H NMR spectrum of compound 5e 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S47 13C NMR spectrum of compound 5e 
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F2 - Acquisition Parameters
Date_          20200123
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F2 - Processing parameters
SI                65536
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SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00
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Figure S48 HRMS spectrum of compound 5e 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S49 IR spectrum of compound 5f 
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Figure S50 1H NMR spectrum of compound 5f 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S51 13C NMR spectrum of compound 5f 
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SFO1        400.2604716 MHz
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PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580101 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
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F2 - Processing parameters
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PC                 1.40
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Figure S52 HRMS spectrum of compound 5f 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S53 IR spectrum of compound 5g 
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Figure 54 1H NMR spectrum of compound 5g 

 

 

Figure S55 13C NMR spectrum of compound 5g 
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D11          0.03000000 sec
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PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
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PLW2        16.00000000 W
PLW12        0.38716000 W
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F2 - Processing parameters
SI                32768
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WDW                  EM
SSB      0
LB                 1.00 Hz
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Figure S56 HRMS spectrum of compound 5g 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S57 IR spectrum of compound 5h 
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Figure S58 1H NMR spectrum of compound 5h 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S59 13 C NMR spectrum of compound 5h 
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F2 - Processing parameters
SI                65536
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WDW                  EM
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GB       0
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F2 - Processing parameters
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PC                 1.40
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Figure S60 HRMS spectrum of compound 5h 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S61 IR spectrum of compound 5i 
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Figure S62 1H NMR spectrum of compound 5i 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S63 13 C NMR spectrum of compound 5i 
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F2 - Processing parameters
SI                32768

SF          100.6449542 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELLORE
SCRP-4



33 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S64 HRMS spectrum of compound 5i 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S65 IR spectrum of compound 5j 
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Figure S66 1H NMR spectrum of compound 5j 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S67 13C NMR spectrum of compound 5j 
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F2 - Processing parameters
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Current Data Parameters
NAME       Dr.ETJ081021
EXPNO                11
PROCNO                1

F2 - Acquisition Parameters
Date_          20211007
Time              17.00 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3

NS                  512
DS                    4
SWH           24038.461 Hz
FIDRES         0.733596 Hz
AQ            1.3631488 sec
RG               143.73
DW               20.800 usec
DE                 6.50 usec
TE       0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1
SFO1        100.6550185 MHz

NUC1                13C
P1                 9.80 usec
PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.00000000 W
PLW12        0.38716000 W
PLW13        0.19474000 W

F2 - Processing parameters
SI                32768

SF          100.6449407 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELLORE
SCRP13
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Figure S68 HRMS spectrum of compound 5j 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S69 IR spectrum of compound 5k 
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Figure S70 1H NMR spectrum of compound 5k 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S71 1H NMR spectrum of compound 5k 
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Current Data Parameters
NAME            SCRP 12
EXPNO                15
PROCNO                1

F2 - Acquisition Parameters
Date_          20210108
Time               9.27 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG            zg30
TD                65536
SOLVENT           CDCl3

NS                   32
DS                    2
SWH            8012.820 Hz
FIDRES         0.244532 Hz
AQ            4.0894465 sec
RG               175.97
DW               62.400 usec
DE                 6.50 usec
TE                301.7 K
D1           1.00000000 sec
TD0                   1
SFO1        400.2604716 MHz
NUC1                 1H

P1                14.07 usec
PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580103 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

Signature SIF VIT VELLORE
SCRP-12

6.66.87.07.27.47.67.88.08.28.48.68.8 ppm
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Current Data Parameters
NAME       Dr.ETJ191021
EXPNO                36
PROCNO                1

F2 - Acquisition Parameters
Date_          20211020
Time               0.52 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                  512
DS                    4
SWH           24038.461 Hz
FIDRES         0.733596 Hz
AQ            1.3631488 sec
RG               156.91
DW               20.800 usec
DE                 6.50 usec
TE       0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

SFO1        100.6550185 MHz
NUC1                13C
P1                 9.80 usec
PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.00000000 W
PLW12        0.38716000 W
PLW13        0.19474000 W

F2 - Processing parameters
SI                32768
SF          100.6449408 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELLORE
SCRP12
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Figure S72 HRMS spectrum of compound 5k 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S73 IR spectrum of compound 5l 
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Figure S75 
13

C NMR spectrum of compound 5l 
 
 
 

Figure S74 
1
H NMR spectrum of compound 5l 
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Current Data Parameters
NAME            SCRP 13
EXPNO                51
PROCNO                1

F2 - Acquisition Parameters
Date_          20210116
Time              20.21 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG            zg30
TD                65536

SOLVENT           CDCl3
NS                   32
DS                    2
SWH            8012.820 Hz
FIDRES         0.244532 Hz
AQ            4.0894465 sec
RG                56.08
DW               62.400 usec
DE                 6.50 usec
TE       0 K
D1           1.00000000 sec
TD0                   1
SFO1        400.2604716 MHz

NUC1                 1H
P1                14.07 usec
PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580096 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

Signature SIF VIT VELLORE
SCKP-15

6.57.07.58.08.59.0 ppm
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Current Data Parameters
NAME            SCRP 13
EXPNO                52
PROCNO                1

F2 - Acquisition Parameters
Date_          20210116
Time              20.52 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                  512
DS                    4
SWH           24038.461 Hz
FIDRES         0.733596 Hz
AQ            1.3631488 sec
RG                199.6
DW               20.800 usec
DE                 6.50 usec
TE       0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

SFO1        100.6550185 MHz
NUC1                13C
P1                10.52 usec
PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.00000000 W
PLW12        0.39104000 W
PLW13        0.19668999 W

F2 - Processing parameters
SI                32768
SF          100.6449409 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELLORE
SCRP-15
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Figure S76 HRMS spectrum of compound 5l 
 

 

 

 

 

 

 

 

 

 

 

Figure S77 IR spectrum of compound 5m 
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Figure S78 1H NMR spectrum of compound 5m 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S79 13C NMR spectrum of compound 5m 
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Current Data Parameters
NAME       Dr.ETJ041120
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20201103
Time              20.47 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG            zg30
TD                65536

SOLVENT           CDCl3
NS                   32
DS                    2
SWH            8012.820 Hz
FIDRES         0.244532 Hz
AQ            4.0894465 sec
RG               175.97
DW               62.400 usec
DE                 6.50 usec
TE                300.0 K
D1           1.00000000 sec
TD0                   1
SFO1        400.2604716 MHz

NUC1                 1H
P1                14.07 usec
PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580097 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

Signature SIF VIT VELLORE
SCRP9

6.97.07.17.27.37.47.57.67.77.87.98.08.18.28.38.48.58.6 ppm
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Current Data Parameters
NAME             chr0oh
EXPNO                98
PROCNO                1

F2 - Acquisition Parameters
Date_          20191202
Time              22.50 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3
NS                  512
DS                    4
SWH           24038.461 Hz
FIDRES         0.733596 Hz
AQ            1.3631488 sec
RG               112.69
DW               20.800 usec
DE                 6.50 usec
TE                298.2 K
D1           2.00000000 sec

D11          0.03000000 sec
TD0                   1
SFO1        100.6550186 MHz
NUC1                13C
P1                 9.80 usec
PLW1        58.00000000 W
SFO2        400.2596010 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.00000000 W

PLW12        0.38716000 W
PLW13        0.19474000 W

F2 - Processing parameters
SI                32768
SF          100.6449542 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

Signature SIF VIT VELLORE
SCRP9
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Figure S80 HRMS spectrum of compound 5m 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S81 IR spectrum of compound 5n 
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Figure S82 1H NMR spectrum of compound 5n 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S8313C NMR spectrum of compound 5n 
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Current Data Parameters
NAME       Dr.ETJ311020
EXPNO                39
PROCNO                1

F2 - Acquisition Parameters
Date_          20201031
Time              14.53 h
INSTRUM           spect
PROBHD   Z108618_0505 (
PULPROG            zg30
TD                65536

SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.244532 Hz
AQ            4.0894465 sec
RG               156.91
DW               62.400 usec
DE                 6.50 usec
TE                300.4 K
D1           1.00000000 sec
TD0                   1
SFO1        400.2604716 MHz

NUC1                 1H
P1                14.00 usec
PLW1        16.00000000 W

F2 - Processing parameters
SI                65536
SF          400.2580097 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

Signature SIF VIT VELLORE
SCRP 10

6.66.87.07.27.47.67.88.08.28.48.68.89.0 ppm
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Figure S84HRMS spectrum of compound 5n 
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Figure S85 Growth curve analysis of P. aeruginosa in ½ MIC, ¼ MIC, 1/8 MIC MIC dosages of 

compounds 5a-5n. Comparisons were performed with different flavonols and that of the untreated 

control. The graphs are plotted with average OD 600 of triplicates. 
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Table S1 Percentage Inhibition of biofilm at different sub-MIC concentrations of compounds 

compound Percentage Inhibition of biofilm at different sub-MIC concentrations 

½ MIC ¼ MIC 1/8 MIC 

5a 66 51 41 

5b 70 61 52 

5c 65 53 38 

5d 62 50 34 

5e 81 67 55 

5f 92 95 86 

5g 84 59 48 

5h 75 62 49 

5i 71 64 56 

5j 82 67 49 

5k 69 57 42 

5l 63 60 55 

5m 89 83 74 

5n 77 66 51 
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 Figure S86 (a) 4JVI-5m complex RMSD (b) 8DQ0-5m complex RMSD (c) RMSF of 4JVI protein 

with binding site marked in green lines (d) RMSF of 8DQ0 protein with binding site marked in green 

lines 

 

Figure S87 (a) 2UV0-5m complex interaction histogram (b) 4JVI-5m complex interaction histogram 

a b 

c d 

a b 
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Figure S88 Interactions of 5m ligand with transcriptional activator protein LasR (PDB ID: 2UV0) in 

20ns interval frames of 200ns simulation study. 

Table S2: 2UV0-5m complex binding free energy distribution for the selected frames 

Complex Frame ΔG 

Coulom

b 

ΔG 

Covalent 

ΔG H-

bond 

ΔG 

Lipo 

ΔG 

Packing 

ΔG 

Solv_G

B 

ΔG vdW ΔG bind 

2UV0-5m 0ns -28.57 4.82 -2.22 -30.29 -4.49 29.59 -54.51 -85.69 

2UV0-5m 20ns -30.57 5.97 -2.20 -30.79 -4.67 28.03 -57.96 -92.21 

2UV0-5m 40ns -23.66 6.20 -1.11 -29.08 -3.81 20.70 -54.19 -84.97 

2UV0-5m 60ns -23.86 4.98 -1.61 -31.21 -6.34 17.92 -57.76 -97.90 

2UV0-5m 80ns -25313 7.54 -1.23 -27.77 -4.57 22.81 -54.40 -82.78 

2UV0-5m 100ns -28.99 1.74 -2.22 -28.16 -5.33 22.44 -46.18 -86.71 

2UV0-5m 120ns -30.60 8.13 -1.23 -29.16 -3.85 22.68 -54.99 -89.04 

2UV0-5m 140ns -23.24 5.45 -1.04 -29.32 -3.98 19.83 -51.65 -83.97 
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2UV0-5m 160ns -22.21 6.16 -1.64 -26.53 -3.93 19.55 -54.09 -82.70 

2UV0-5m 180ns -37.16 5.10 -1.60 -29.71 -5.26 16.90 -43.96 -95.70 

2UV0-5m 200ns -28.20 6.80 -1.61 -30.73 -5.21 22.30 -52.95 -89.60 

 

 

Figure S89 Interactions of 5m ligand with PqsR co-inducer binding domain of Pseudomonas 

aeruginosa (PDB ID: 4JVI) in 20ns interval frames of 200ns simulation study. 

Table S3: 4JVI-5m complex binding free energy distribution for the selected frames 

Complex Frame ΔG 

Coulom

b 

ΔG 

Covalent 

ΔG H-

bond 

ΔG 

Lipo 

ΔG 

Packing 

ΔG 

Solv_G

B 

ΔG vdW ΔG bind 

4JVI-5m 0ns -23.58 3.00 0.07 -27.20 -3.20 21.83 -38.27 -67.33 

4JVI-5m 20ns -15.27 2.38 0.63 -24.82 -3.67 25.60 -50.78 -65.94 

4JVI-5m 40ns -10.86 3.78 0.02 -28.76 -3.57 20.93 -55.35 -73.81 

4JVI-5m 60ns -4.03 1.99 -0.46 -28.10 -3.63 20.68 -54.21 -67.79 

4JVI-5m 80ns 6.80 2.79 0.21 -28.70 -3.34 9.17 -49.66 -62.71 

4JVI-5m 100ns -12.44 2.93 -2.24 -28.42 -3.73 21.85 -52.78 -74.83 

4JVI-5m 120ns -15.75 6.84 -0.55 -31.18 -3.33 18.76 -53.01 -78.23 
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4JVI-5m 140ns -11.00 6.23 -1.88 -29.03 -0.13 21.87 -54.14 -68.08 

4JVI-5m 160ns -18.93 4.80 -0.54 -30.20 -0.49 19.62 -41.51 -67.26 

4JVI-5m 180ns -0.80 -1.80 -1.13 -29.26 -1.99 13.77 -50.14 -71.38 

4JVI-5m 200ns -23.82 3.16 -2.11 -27.72 -3.43 19.97 -42.44 -76.41 

 

 

Figure S90 Interactions of 5m ligand with quorum-sensing receptor RhlR of Pseudomonas aeruginosa 

(PDB ID: 8DQ0) in 20ns interval frames of 200ns simulation study. 


