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Physiochemical Properties

Table S1: Physicochemical properties of HD1-23 and HS1-12

Compou Mol. SAS | QPPC | H | H| PSA | QPlo Percent Lipinski #met | QPlogH
nd ID Weigh A aco | BA | B ¢BB Human Rule Of ab ERG
t D Oral Five
Absorptio violations
n
HD1 416.8 | 744. 378.0 | 47 | 3 | 948 7.09
66 993 89 5 58 4 100 0 3 -0.657
HD2 400.8 | 732. | 1247. 4 | 2| 722
66 021 104 81 -0.69 100 1 2 -7.886
HD3 4353 | 754. 1187. 4 | 2| 728
12 497 22 06 -0.58 100 1 2 -7.794
HD4 4 | 2 -
4353 1247. 72.2 0.53
12 756 422 76 5 100 1 2 -7.773
HD5 4 | 2 -
418.8 | 740. | 1249. 722 0.58
57 85 211 25 2 100 1 2 -7.749
HD6 4 12 -
468.8 | 784. | 1246. 722 0.44
65 156 896 74 3 100 1 2 -7.801
HD7 512 -
445.8 | 767. 179.5 115. 0.44
64 366 51 587 3 96.073 0 3 -7.795
HD8 512 -
445.8 | 771. 148.7 117. 1.79
64 02 12 189 7 94.359 0 3 -7.779
HD9 -
445.8 | 770. 148.8 117. 1.90
64 999 61 5012 29 7 94.365 0 3 -7.78
HD10 -
430.8 | 770. | 1247. | 47 80.4 1.90
93 482 237 512 67 7 100 1 3 -1.77
HDI11 -
460.9 | 809. | 1246. 87.9 0.77
19 292 237 5512 01 6 100 1 4 -7.666
HDI12 -
479.7 | 762. | 1227. 72.2 0.86
63 075 564 412 79 5 100 1 2 -7.812
HDI13 -
416.8 | 744. 378.6 | 4.7 94.8 0.53
66 39 92 513 05 6 100 0 3 -7.743
HD14 -
4439 | 810. | 1173. 75.9 1.38
35 834 655 512 64 1 100 1 3 -7.835
HD15 -
4429 | 819. | 124e. 72.2 0.84
47 828 386 4 |2 69 1 100 1 3 -7.856
HD16 -
4399 | 771 658.0 86.6 0.81
03 515 75 4 |3 22 3 100 1 2 -8.078
HD17 -
414.8 | 764. | 1246. 72.2 1.04
93 474 982 4 12 79 8 100 1 3 -1.77
HDI18 446.8 | 786. 375.1 102. -
92 592 53 55| 3| 187 0.71 100 0 4 -7.691
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7
HDI19 | 4068 | 717. | 1225. 72.7
89 8 | 2098 | 4 13 | -15 100 -7.521
HD20 ;
390.8 | 694. | 1192, 81.6 | 0.57
28 | 995 | 764 | 45 33 2 100 7475
HD21 ;
4018 | 728. | 790.8 844 | 0.68
54 | 155 36 | 5 81 2 100 -7.767
HD22 ;
389.8 | 707. | 696.8 864 | 092
43 | 905 63 | 4 09 5 100 -7.543
HD23 -
4519 | 799. | 904.8 83.8 | 097
14 | 696 84 | 5 66 3 100 -8.416
HS1 -
4418 | 748. | 2302 114. | 091
76 | 122 | 58 |5 397 2 100 -7.632
HS2 ;
4559 | 790. | 230.5 113. | 149
02 | 744 | 1B |5 676 1 86.856 -7.675
HS3 -
486.8 | 802. | 2527 156. | 157
73 | 174 8 6 685 6 76.793 -7.744
HS4 ;
4559 | 780. | 230.4 114. | 285
02 | 49 | 25 | 5 388 7 86.539 -7.517
HS5 | 4763 | 773. | 230.4 114. | 693
21 36 04 | 5 388 8 87.657 -7.54
HS6 -
4763 | 757. | 325.6 113. | 135
21 | 525 13 |5 866 6 90.389 -7.395
HS7 -
5207 | 772. | 2736 114. | 1.13
72 | 497 | 65 | 5 384 7 76.581 -7.519
HS8 -
4719 | 785. | 2303 | 57 122. | 1.24
02 | 477 | 03 |5 598 3 100 -7.507
HS9 -
4763 | 772. | 2302 114, | 1.59
21 | 225 54 | 5 395 5 87.603 -7.524
HS10 -
4699 | 824. | 2238 113. | 135
29 | 516 | 62 | 5 654 3 88.449 -7.561
HS11 ;
4598 | 757. | 2302 114, | 1.64
66 | 106 | 41 5 399 3 86.089 -7.498
HS12 ;
4719 | 788. | 2233 | 57 122. | 139
02 |39 | 47 |5 601 1 100 -7.542
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Table S2: Minimum bactericidal concentration (MBC) of compounds in pg/ml and
MBC to MIC ratio (R)

S. No. Compound E. faecalis B. subtilis S. aureus P.
aeruginosa

MBC R*  MBC R*  MBC R*  MBC R*

1 HD 1 512 1 ND - ND - ND -
2 HD 4 512 1 512 1 >1024 >2 ND -
3 HD 6 256 2 8 1 128 1 16 1
4 HD 11 >1024 >2 >1024 >2 ND - >1024 >2
5 HS-2 >1024 >2 ND - ND - ND -
6 HS-7 ND - ND - ND - ND -
7 HS-8 >1024 >2 >1024  >2  >1024 >2 ND -

R* : Represents the MBC/MIC Ratio

ND: Not determined
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Table S3: Zone of inhibition against the MDR strains

MDR HD-6 | Ampicillin Resistance pattern Number of
strains antibiotics found
insensitive against
the isolates
AA 201 - - MET, AMP, P1, CZ, CXM, CTX, CPM, IPM, MRP, CIP, | 19
Na, NX, AZM, GEN, VA, NIT, COT, C, CL
AA202 - - MET, AMP, P1, CZ, CXM, CTX, CPM, IPM, MRP, CIP, | 19
Na, NX, AZM, GEN, VA, NIT, COT, C, CL
AA209 - 30 MET, AMP, CZ, CXM, CTX, CPM, IPM, MRP, Na, NX, | 15
AZM, VA, NIT, CL
AA216 - - MET, AMP, Pi, CZ, CXM, CTX, CPM, IPM, MRP, CIP, | 19
Na, NX, AZM, GEN, VA, NIT, COT, C, CL
AA221 - - ME, AMP, Pi, CZ, CXM, CTX, CPM, IPM, MRP, CIP, 17
Na, NX, AZM, VA, NIT, COT, C
AA 224 - - Met, Amp, Pi, CZ, CXM, CTX, CPM, IPM, MRP, CIP, 19
Na, NX, AZM, GEN, VA, NIT, COT, C, CL
AA237 11 26 Met, Amp, CZ, CTX, IPM, MRP, CIP, Na, NX, AZM, 15
VA,
NIT, COT, C,CL
AA 240 - 23 Met, Amp, Pi, CZ, CXM, CPM, CIP, Na, AZM, GEN, 15
VA, NIT, COT, C, CL
AA243 - 20 MET, AMP, CZ, CXM, CTX, CPM, Na, NX, AT, AZM, | 13
VA, NIT, CL
AA 245 - 18 MET, AMP, PI, CZ, CXM, CTX, CPM, IPM, MRP 14
AT, GEN, VA, NIT, CL
AA 248 - 25 MET, AMP, CPM, IPM, CIP, Na, NX, AZM, VA, 13
COT,C, CL
AA 261 - 25 MET, AMP, CZ, CXM, Na, NIT, COT, C, CL 10
AA 269 - - MET, AMP, P1, CZ, CXM, CTX, CPM, IPM, Na, AT, 14
VA, NIT, C, CL
AA273 - 15 MET, AMP, PI, CZ, CXM, CTX, CPM, IPM, MRP, CIP, | 18
Na, NX, AZM, GEN, VA, NIT, COT, CL
AA276 - 22 MET, AMP, PI, CZ, CXM, CTX, CPM, MRP, CIP, Na, 16
NX, AZM, GEN, NIT, C, CL
AA 290 - - MET, AMP, CZ, CXM, Na, NX, VA, NIT, C, CL 10

MET: Methicillin, AMP: Ampicillin, PI: Piperacillin CZ: Ceftazidime, CXM: Cefuroxime, CTX: Cefotaxime, CPM:
Cefpodoxime, IPM: Imipenem, MRP: Meropenem, CIP: Ciprofloxacin, NA: Nalidixic acid, NX: Norfloxacin, AZM:
Azithromycin, GEN: Gentamicin, VA: Vancomycin, NIT: Nitrofuran, COT: Co-trimoxazole, C: Chloramphenicol, CL:
Colistin, AT: Aztreonam

S6



Table S4: Zone of inhibition against MDR strains.

Isolate HD6 Ampicillin Resistance pattern

ECJH1 - - AMP, COT, NA

ECJH2 - 30* TET

ECJH4 - - AMP, COT, TET, CIP

ECJH5 - 20 NA, CTX, CAZ,CZ,CP,AZ
ECJH7 - 34 C, NIT, NA, NOR

ECJHI1 |- 21 TET, NIT

ECJHI2 | - - AMP, CTX

ECJHI3 | - - AMP, CIP, TET, CAZ, NIT, NOR, IPM, CTX
ECJH14 | - - AMP, COT, CTX

ECJHIS | - 20 COT, TET, CTX, CIP, IPM, CAZ
ECJHI18 | - 17 TET, NIT

ECJHI9 | - 17 TET, NA, CTX, IPM

ECJH20 | - 20 AMP, TET, NIT, NA

ECJH21 | - 18 IPM

ECJH22 | - 32% AMP, CIP, NA, TET, NIT, IPM
ECJH23 | - 20 NIT, NA, CTX, NOR, C, CAZ, IPM
ECJH24 | - 23 NA

ECJH25 | - 22 TET, NIT

AMP: Ampicillin, CZ: Ceftazidime, CTX: Cefotaxime, IPM: Imipenem, CIP: Ciprofloxacin, NA: Nalidixic
acid, NX: Norfloxacin, NIT: Nitrofuran, COT: Co-trimoxazole, C: Chloramphenicol, TET: Tetracycline,
CAZ: Ceftazidime, AZ: Aztreonam, NOR: Norfloxacin, CP: Carbapenem.
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MS Zoomed Spectrum
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Figure S5: 1°C NMR spectrum of HD2.
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Figure S6: Mass spectrum of HD2.

S10



HD-3

6071
TITLA
Sl

95t
FOF LA
815 LA\
6E5°L
679°L
€697,
1L9°L
CL9L
086'L
¥86'L
670'8 )
6087,
OLt's
w68 H\
50984 -
€198 \H \
0l6!

11964

==

%
|

—

GOIC —

HD-3

Cl

ppm

"H NMR spectrum of HD3.

.
.

Figure S7

HD-3

81P01 ~_
6l

PROZI
LTSTI //
01921
0€LTIk
98'LZ1
80821

Cl

HD-3

Cl

13C NMR spectrum of HD3.

Figure S8

S11



MS Zoomed Spectrum
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Figure S11: 1°C NMR spectrum of HD4.
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Figure S12: Mass spectrum of HD4.
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MS Zoomed Spectrum
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Figure S15: Mass spectrum of HDS.
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Figure S17: 1*C NMR spectrum of HD6.
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Figure S18: Mass spectrum of HD6.
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MS Zoomed Spectrum
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Figure S38: '*C NMR spectrum of HD13.
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Figure S42: Mass spectrum of HD14.
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Figure S51: Mass spectrum of HD17.
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Figure S54: Mass spectrum of HD18.
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Figure S56: '*C NMR spectrum of HD19.
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Figure S59: 1*C NMR spectrum of HD20.
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Figure S60: Mass spectrum of HD20.
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Figure S62: *C NMR spectrum of HD21.
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Figure S63: Mass spectrum of HD21.
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S41

pPpm



HD-22

=) L= M\Dm:mocgm—x LR i e -]
=% = e e e S i e Mg e S i i
o1 o SN —=g N OO
L] 2 e e e e e
NN SNSsS e/ o HN—
N A
N
H
HN
N
P HD-22
Cl N
T T T T T T T T T T T T T T T T T 1
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Figure S65: *C NMR spectrum of HD22.
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Figure S66: Mass spectrum of HD22.
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Figure S69: Mass spectrum of HD23.
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Figure S73: 1°C NMR spectrum of HS2.
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Figure S83: '3*C NMR spectrum of HS9.
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Figure S86: 'H NMR spectrum of HS12.
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Figure S87: 3C NMR spectrum of HS12.
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