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'H NMR spectrum of compound 3a
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13C NMR spectrum of compound 3a
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'H NMR spectrum of compound 3b
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13C NMR spectrum of compound 3b
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'H NMR spectrum of compound 3c

200617-shs.1.fid 2 - ~ A
shs-3-112 E P 22EAg G8a
1H DMSO F:\\ shs 24 | b (=N
Cl
- @
— NH, O
o N Se Br
NH»>
3c
Iy
II ‘
|
|
|| J |I |
| |
I, A o J\_ N s l'-\,J\_ #Jl_ \ A
s M o T
8 = g8 8 8
— - ~ o~ (=] -
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
125 120 115 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 0.0



13C NMR spectrum of compound 3c
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'H NMR spectrum of compound 3d
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13C NMR spectrum of compound 3d
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'H NMR spectrum of compound 3e
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13C NMR spectrum of compound 3e
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"Se NMR spectrum of compound 3e
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'H NMR spectrum of compound 3f
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13C NMR spectrum of compound 3f
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'H NMR spectrum of compound 3g
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13C NMR spectrum of compound 3g
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'H NMR spectrum of compound 3h
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13C NMR spectrum of compound 3h

200717-shs-ernst.2.fid
shs-4-14 13C

—170.54
—165.83
—160.47
—149 88
—146.03
130,33
-—123.35
—121.10
114.31
93.67
55.38

O/
— ®
— NH, ©
o N Se Br
H NH
3h 2

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40
f1 (ppm)

S18



200619-shs.1.fid

74
73

10
10
_-9.16
9,10

1H DMSO F:\\ shs 19

'H NMR spectrum of compound 4a
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'H NMR spectrum of compound 4b
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13C NMR spectrum of compound 4b
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'H NMR spectrum of compound 4c
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13C NMR spectrum of compound 4c
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'H NMR spectrum of compound 4d
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13C NMR spectrum of compound 4d
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'H NMR spectrum of compound 4e
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13C NMR spectrum of compound 4e
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'H NMR spectrum of compound 4f
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13C NMR spectrum of compound 4f
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'H NMR spectrum of compound 4g
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13C NMR spectrum of compound 4g
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Sample submission report
Sample Analysis Request # 3073456
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Sample submission report
Sample Analysis Request # 3073456
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Sample submission report
Sample Analysis Request # 3073456

Samples submitted by Shekh Sabir
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Sample submission report

Sample Analysis Request #
Samples submitted by

Date run

Operator

Report prepared by
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Sample submission report
Sample Analysis Request# 3073456

Samples submitted by Shekh Sabir

Date run 2020-11-17
Operator Chowdhury Sarowar
Report prepared by Chowdhury Sarowar
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Sample submission report
Sample Analysis Request # 3073456

Samples submitted by Shekh Sabir I I | I Ls B M s F

Date run 2020-11-17 Bicanalytical Mass Spectraometry Facility
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Sample submission report

Sample Analysis Request# 3073456

Samples submitted by Shekh Sabir

Date run 2020-11-17
Operator Chowdhury Sarowar
Report prepared by Chowdhury Sarowar

Sample: shs-4-14

Full spectrum

shs-4-14_Pos_Full#1-18 RT 0024087 A 13 NL: 1.54EE
T FTNE +p NSi Full ms [100.00-2000.00]
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Sample submission report
Sample Analysis Request# 3073456

Samples submitted by Shekh Sabir

Da.te run 2020_1 1_-17 Bicanalytical Mass Spectrometry Facility
Operator Chowdhury Sarowar Motes:

Report prepared by Chowdhury Sarowar

Sample: shs-3-115

Full spectrum

shs-3-115_Pos_Full #1520 RT:0.50-1.08 AW 6 MNL: 34253
T: FTMS + p NS1 Full mes [100.00-2000.00]
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Sample submission report
Sample Analysis Request# 3073456

Samples submitted by Shekh Sabir

Date run 2020-11-17
Operator Chowdhury Sarowar
Report prepared by Chowdhury Sarowar

Sample: shs-4-10

Full spectrum

shs-4-10_Pos_Full #2-12 RT: 0.08-0.63 Av: 11 NL: 2.43E8
T: FTM2 = p NZI Full ms [100.00-2000.00]
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Sample submission report
Sample Analysis Request # 3073456

Samples submitted by Shekh Sabir

Date run 2020-11-17 Bicanalytical M;
Operator Chowdhury Sarowar Notes:

Report prepared by Chowdhury Sarowar

Sample: shs-4-06

Full spectrum
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Sample submission report
Sample Analysis Request # 3073456

Samples submitted by Shekh Sabir
Date run 2020-11-17
Operator Chowdhury Sarowar Notes:
Report prepared by Chowdhury Sarowar
Zoomed spectrum
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Sample submission report
Sample Analysis Request # 3073456

Samples submitted by Shekh Sabir

Date run 2020-11-17 Bicanalytical Mass Spectrometry Facility
Operator Chowdhury Sarowar Notes:

Report prepared by Chowdhury Sarowar

Sample: shs-3-107

Full spectrum
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Sample: shs-4-25

Full spectrum

shs-3-25_Pos_Full 28-13 RT. 041069 A6 HL-ES1EE
T. FTMZ + p MSI Full ms [100.00-2000.00]
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Sample submission report
Sample Analysis Request# 3073456

Samples submitted by Shekh Sabir
Date run 2020-11-17 Bioanalytical Mas trosrmestry Facility
Operator Chowdhury Sarowar Motes:
Report prepared by Chowdhury Sarowar
Sample: shs-3-26
Full spectrum
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Agilent Resolutions Pro
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Agilent Resolutions Pro
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Agilent Resolutions Pro
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Agilent Resolutions Pro

% Transmittance
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Agilent Resolutions Pro
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Effect on bacterial growth

% Growth inhibition data (P. aeruginosa MH602)

Compound 125 pM 61.5 uM 31 uM
3a 49.8+7.6 33.7+7.6 19.2+3.6
3b 26.9+3.4 12.4+1.8 7.9+7.2
3c 41.1+6.8 32.2+2.7 22.8+3.3
3d 39.5+2.7 31.8+3.3 16.7+3.0
3e 36.2+7.5 25.8+4.6 10.5+4.5
3f 23.7+x3.4 12.4+1.8 7.9+7.2
39 32.1+6.8 21.3+2.8 9.248.1
3h 26.9+14.4 21.8+3.2 1.3+1.13
4a 18.9+11.3 7.7+4.1 3.3+2.3
4b 10.449.1 4.4+4.4 0.0+0.0
4c 30.0+£3.9 19.5+2.3 10.6%7.3
4d 34.9+2.2 25.317.9 15.2+4.0
4e 55.6+3.4 43.4+6.9 30.0+2.2
4f 33.3+7.2 33.9+5.7 33.1+5.8
49 58.9+5.5 46.8+4.3 36.0+8.9

Fu 30 50.2+3.4 40.5+£21.9 22.818.1
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