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Figure 1. IBC and synthesized compounds
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HPLC purity of IBC-1

" Labsoltions Analysis Report

<Sample Information>

Sample Name ol

Sample 1D CIsB

Data Filename - 20-11-2023_02 led

Method Filename - 02-05-2023_Gradiant-04 lem
Batch Filemname - 20.11.2023-01.Icb

Wial # - 1-29 Sample Type - Unknown
Injection Volume - 5Sul
Date Acquired S 20M172023 12:47:22 Acquired by . System Administrator
Date Processed - 2001172023 141314 Processed by - System Administrator
<Ch romatograms>>
mAL
| E PDA Multi 1 254nm 4nmj
_ -]
500
250+ ‘
] 2% | | & o
|:|r | E-f ? J Il'\_n_g R e
T T . . T ¥ ¥ ¢ ¢ T I I T T T v : : - T ¢ ¢ : : T :
4] 5 10 15 20 25

min

<Peak Table>

PDA Ch1 254nm

|Peak# Ret. Time Area | Area®h |
1/ 18.188 7411 0.069 |

2| 18486 35302 | 0.328 |

3 19.449| 10561885 98.187 |

4| 20559 141285 1.313]

3| 23632 11041 0.103 |
Total 10756928 100.000
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'"H NMR of IBC-1
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HRMS of IBC-1
Elemental Composition Report [ . —a— -

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

8 formula(e) evaluated with 1 results within limits (up to 3 closest resulls for each mass)
Elements Used:

C:0-20 H:0-100 O:04

1SB-2 QMI DIVISION, CSIR-IM JAMMU L
Xevo G2-XS QTOF YFC2015 1- TOF MS ES*
030622_04 9 (0.208) Cm (9) T 1.87e+006
" 325.1422
% 301.1372
o 26.1446
125.9831 ’ 610.1870  684.2089
it i || (P28t | _758.2291  g05.2509 9802885 4055 3114 g
BB RN R E s L a Ly s s s e LS R A LS RS LRSS RS LALLE RLAAR RAREE LR ARERE LR
100 200 300 400 500 600 700 800 900 1000 1100 1200
Minimum: -1.5
Maximum: 2.0 50.0 50.0
Mass Cale. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
325.1422  325.1440 -1.8  -5.5 10.5 26.5 n/a n/a c20 H21 04
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HPLC purity of IBC-2

Natural Product Chemistry

USER:J.5.MOMO

Data file:C:\Documents and
Settingsuser‘\Desktop\PE-NEW\PE-ISBE-2A.rslt\PE-ISB-2.dat

Method Name:C:\Documents and
Settingshuser‘\Desktop\PE-NEW\PK-ISE-2A.rslt\PE-N-2 . met
5/3/2024 3:109:56 PM (GMT +05:30)

Sample ID:PE-ISB-Z2

Injection Vol.: 5

1000 DAD: Signal B, 234 nnvBw:4 nm 1000
PKASB-2 L
Retention Time

> 500
z |

——
n
=]
[=1}
mAL

DAD:
Signal B,
254

nm/Bw:4 nm

Results
Peak Number Retention Area Lrea Height Height
Time Percent Percent
1 13.33 814693 3.34 36868 1.86
2 18.45 26471787 Gg.E8 1942811 98.14
Totals
27386480 100.00 19786748 100.00
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'H NMR of IBC-2
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DEPT135 NMR of IBC-2

Feb02-2024 RE ® g ] 2 REA 2
PI-IB-FLV-N2 a5 3 3 S ¥ "R % 2 L 1E+09
W T [ | [N a
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f1 (ppm)
HRMS of IBC-2
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
& formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:
C:0-20 H:0-100 O:0-4
PK-ISB-FLV-N2 QMI DIVISION, CSIR-IIIM JAMMU 22-Feb-2024
Xevo G2-XS QTOF YFC2015 12:49:25
220224_117(0.155) 1: TOF MS ES+
1.63e+008

100 3251461

3271458 904 5g90

115.0519 140 g203 269.0768 514.1633

0
100 150 200 250 300 350 400 450 500 550
Minimum: gl BELS,
Maximuam: 2.0 10.0 50.0
Mass Calc. Mass mDa PFM DBE i-FIT Norm Conf (%)
325.1461 325.1440 gt 6.3 10.3 1417.6 nfa n/a

649.2753.671.2578 703.1957

8308167 g53. 593¥n i

800 850 900
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HPLC purity of IBC-3

Natural Product Chemistry

R:J.5.MOMO

a file:C:\Documents and

tingsh\user\Desktop\PE-NEW\PE-ISB-AUR.rs1t\PE-ISB-AUR.dat

Method Name:C:\Documents and
Settingshuser\Desktop\PE-NEW\PE-ISB-AUR.rslt\PE-N.met
4/29/2024 11:20:56 AM (GMT +05:30)

Sample ID:PE-ISB-AUR

Injection Vol.: 5

DaD: Signal B, 254 nM/Sw:4 nm
PEASB-AUR

&00 Retention Time GO0

400 | 400

- -
E-4 <
£ 3 | E
o
2004 & 200
uw
|
0 —e |’-‘|r‘_ 0
T T T T T T T T T T T L [RELIR R | T [l T T T
a 2 4 li] 8 10 12 14 16 18 20
Minutes
DAD:
Signal B,
254
nm/Bw:4 nm
Eesults
Peak Number Retenticn Area Area Height Height
Time Percent Percent
il 1550 428589 3.24 39516 2.73
2 16.05 12808207 G6.76 1410232 a7.27

Totals
13237796 100.00 14449748 100.00
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'H NMR of IBC-3
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DEPT135 NMR of IBC-3

Feb13-2024 =] HE IR X
PK-ISB-AUR-N2-C 5 g0 ges pch
I YR /S [1E+09
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM [ DBE: min =-1.5, max = 50.0
Element prediction: Off
Mumber of isotope peaks used for LFIT =3
Monoisofopic Mass, Even Electron lons
8 formulale) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:
C:0-20 H:0-100 ©O:0-4
PH-ISB-AUR-MN2 QMI DIVISION, CSIR-IIM JAMMU 22-Feb-2024
¥ewo G2-X5 QTOF YFC2015 12:52:07
220224 12 5 (D.172) 1: TOF M3 ES+
2.88=+007

3231201

100

130615 149 prgp  182-8821 4417044  511.1428 B10.1810 8672001 7451730 8335608687412

50 100 150 200 250 300 350 400 450 500 550 G600 850 700 750 800 as0

Mimnimum: -1.5

Maximum: 2.0 0.0 50.0

Mams Calc. Mass mDa PEM DEE 1i=EIT Morm Conf (%} Formula
223.1291 223.128B3 0.8 2.5 11.5 1247.6 =nfa nfa C20 H19 O4
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'H NMR of IBC-4
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HRMS of IBC-4

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =500 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
8 formulaie) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:
C:0-23 H:0-100 O:0-4
PK-1SB-OMe-M QMI DIVISION, CSIR-IIIM JAMMU 06-Sep-2023
Xevo G2-X5 QTOF YFC2015 13:25:17
060923_00 4 (0.104) 1: TOF MS ES+
4.33e+006
100 367.1910
389.1726
755.3562
%
756.3503
390.1761
285 1125311.1283 7393812 757.3615
g 113.9604 144 gs75 233.1172 c | 406.1577 469.3318 . o 667.3242 ' 8074795 371_?4:”82
LR P 81 L R (LR LR S RN ] IR M R L L) L L DAL 8 R PR ML MR LT P MR R AR RACU PR LG PR P 17 A AR DL G LR LR I A R
150 200 250 300 350 400 450 500 550 600 650 700 750 200 850
Minimum: o
Maximum: 2.0 50.0 50.0
Mass Calc. Mass mDa PEM DBE i-FIT orm Conf (%) Formula
367.1810  3€7.1%09 0l 0.3 10.5 953.5 @n/a n/a c23 H27 ©4
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'TH NMR of IBC-5
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HRMS of IBC-5

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 50.0 PPM / DBE: min =-1.5, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
50 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:
C:0-38 H:0-100 N:0-3 0O:0-10
PK-1SB-MOR-A QMI DIVISION, CSIR-IIM JAMMU 06-Sep-2023
Xevo G2-XS QTOF YFC2015 13:17:10
060923_06 9 (0.208) 1: TOF M3 ES+
1.73e+006
7283149
100 706.3328
%o 29.3176
182.0851 o i
s | ar2paz2 4412984 g54q gy || (7452920 gog 7324907 2580 1204.3391 4575 3504 .
RS 2R RArSE BRERY RRARE RER R AR MR LR B AR R R AR m R AR B AR R R HRELEE R ) R R R B R B
200 300 400 500 500 700 800 900 1200 1300
Minimum: g e
Maximum: 2.0 20.0 50.0
Mass Calc. Mass mDa EEM DBE i-FIT Norm Conf (%)
706.3328  706.3340 -1.2 -1.7 16.5 575.8 n/fa n/a C38 H48 N3 010
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'TH NMR of IBC-6
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HRMS of IBC-6

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min=-1.5 max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

40 formulaie) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-27 H:0-100 N:0-2 O:0-5 Cl:0-1

PK-ISB-ACP QMI DIVISION, CSIR-IIM JAMMU 11-Jan-2024
Xevo G2-XS QTOF YFC2015 15:17:08
110124_04 4 (0.104) 1: TOF MS ES+
1.66e+006

100 493.1529

325.1432

12793496 1425 4032

B831.1708
miz

999.1860 1203.3429

100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Minimuam: gl TS
Maximuam: 2.0 100.0 50.0
Mass Calc. Mass mDa PEM DBE i-FIT Norm Conf (%) Formula
493.1529 493.1530 =0.1 =iz g L BBB.7T n/a n/a Cc27 H26 N2 05 Cl1
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'TH NMR of IBC-7
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HRMS of IBC-7

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min=-1.5 max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

38 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-33 H:0-100 N:0-3 0:0-6

PK-ISB-ANP QMI DIVISION, CSIR-IIM JAMMU 11-Jan-2024
Xevo G2-X5 QTOF YFC2015 15:24:50
110124_07 4 (0.104) 1: TOF MS ES+
7.22e+006
100 568.2457
% 2800842 060.2476
282.0815 590.2263
. 171.14?2 297 1241 l 2032067 550.2332 k( 663.4539 811.3461 359.9{)50 064 5145 1135.4855 1230.6943 1352.3896 e
R s A T AR ki 1 1 ] Pk i ) L e Py 5 ) FL ko P L) L PV PR S PR UK B ) AR P s R A e T
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Minimum: SE.g
Maximuam: 2.0 100.0 50.0
Maszs Calc. Mass mDa EEM DBE i-FIT Norm Conf (%) Formula
568.2457 568.2448 0.9 1.6 18.5 788.0 nfa nfa C33 H34 N3 06
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'TH NMR of IBC-8
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HRMS of IBC-8

Elemental Composition Report

Single Mass Analysis

Tolerance =500 PPM / DBE: min=-15 max =500
Element prediction: Off

Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons

25 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)

Elements Used:
C:0-32 H:0-100 N:0-2 C:0-6

PK-ISB-PYR-A QMI DIVISION, CSIR-IIM JAMMU
Xevo G2-X5 QTOF YFC2015

060923_07 8 (0.172)

Page 1

06-Sep-2023
13:19:43

1: TOF MS ES+
267e+006

987.5784 1076.48581115 5360

100 547 2806
% 5852364
605.2862
125.9847 167.0125 301.1414338.3419 491.2177
St K 1Y G OSSN S i S N 14 S S A
100 200 300 400 500 600
Minimum: o
Maximuam: 2.0 50.0 50.0
Mass Calc. Mass mDa PEM DBE Norm
547.2806 547.2808 =2 -0.4 14.5 n/a

L B LA e e e T
1100
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'TH NMR of IBC-9
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HRMS of IBC-9

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

28 formulale) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-26 H:0-100 N:0-3 0:0-5

PK-ISB-AMP QMI DIVISION, GSIR-IIIM JAMMU 11-Jan-2024
Xevo G2-XS QTOF YFC2015 15:19:42
110124_05 8(0.172) 1: TOF MS ES+
3.00e+007
- 462.2031
& 63.2010
406.1353 |45 2030 —
ol 1250838 2581197 663.4475 758 2148 e 1124 6423 1385.5889 e
B e PR B R W S P R B A B ) P B P R S I R R R L B A ARk R 7 B B0 P B SR e e AR ERLR
100 200 300 400 500 600 700 200 900 1000 1100 1200 1300 1400 1500
Minimum: il S
Maximum: 2.0 100.0 50.0
Mass mDa EEM DBE HNorm Conf (%) Formula
462.2031 0.2 0.4 14.5 nfa  nfa C26 H28 N3 05
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TH NMR of IBC-10
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HRMS of IBC-10

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

28 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-26 H:0-100 N:0-1 O:05 S:041

PK-ISB-TM QMI DIVISION, CSIR-HIM JAMMU 11-Jan-2024
Xevo G2-XS QTOF YFC2015 15:22:16
110124_06 5 (0.121) 1: TOF MS ES+
1.51e+007
S 468.1838
%
469.1670
G i 1007.3835 1130.6320
8775505  g57 3439 1007- i 13429307 14245186

129.1063

miz

100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Minimum: ol
Maximum: 20 100.0 50.0
Mas=s Calc. Mass mDa EEM DEE i-FIT Norm Conf (%) Formula
46B8.1838 4€8.1845 =0.7 o 125 967.4 n/a nfa C2€& H30 N 03 5
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1a

2a

Figures- MBC of potent inhibitors against S. aureus, MRSA,
E. coli and P. aeruginosa.

Figure 1a, 1b, 1c- MBC of IBC, IBC-2 and IBC-3 against S.
aureus

Figure 2a, 2b, 2¢c- MBC of IBC, IBC-2 and IBC-3 against P.
aeruginosa

Figure 3- MBC of IBC-3 against MRSA

Figure 4- MBC of IBC-3 against E. Coli
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