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Correlation of antibacterial activity (MIC) against MRSA and E. coli vers AlogP of
compounds 3a-3i

30 -

25 25
25 -

M E.coli

N
o
1

12

6 6 6
5 -
1.5 15
0' T T - T T -I T T T 1

114 149 186 197 216 264 357 40.8
HPLC retention time (min)

MIC, ug/mL

=
o
I

30 +

25 25

N
(%3]
1

B MRSA

MIC, ug/mL
& S

=
o
1

o | I I

14.9 18.6 19.7 21.6 26.4 35.7 40.8 46.9
HPLC retention time (min)

Figure S1. Correlation of antibacterial activity (MIC) against MRSA and E. coli with
HPLC retention time of compounds 3a-3i
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Figure S2. Correlation of antibacterial activity (MIC) against MRSA and E. coli with
ALogP of compounds 3a-3i
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2. '"HNMR and “C NMR spectra of compounds 1, 2, 3a-3i

"H NMR (400MHz, CDCl;) spectrum of compound 1
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"H NMR (400MHz, CD;0D) spectrum of compound 2
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"H NMR (400MHz, CD;0D) spectrum of compound 3a
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"H NMR (400MHz, CD;0D) spectrum of compound 3b
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"H NMR (400MHz, CD;0D) spectrum of compound 3¢
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"H NMR (400MHz, CD;0D) spectrum of compound 3d
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"H NMR (400MHz, CD;0D) spectrum of compound 3e
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"H NMR (400MHz, CD;0D) spectrum of compound 3f
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"H NMR (400MHz, CD;0D) spectrum of compound 3g
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"H NMR (400MHz, CD;0D) spectrum of compound 3h
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"H NMR (400MHz, CD;0D) spectrum of compound 3i

< = SO N O8O
— O AROEM A ® MM A0~ OWON® N M
. e * o 2 e 8 & B o ® SYessNOoO~DMONST A o
= o & B oo o ! : e
=38 FIRRAIATEER Sacaasoenoq o o
- = R e N e R R e ] WS s S s S ) NN
‘ :
| N N el
NH,
|
g =
e
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 30 zZ0 10

C NMR (101 MHz, CD;0D) spectrum of compound 3i

L

LSl

NAME ¥N-B-130 ph-ph
EXPNO 1
PROCNO 1
Date 20151114
i 21.16
H-N NH, INSTRUM spect
2 & PROBHD 5 mm PABBO BE-
0O, (o) _/—/ PULPROG 2¢30
™ 65536
& SOLVENT MeOD
NH HN Hg 8
DS 0
HN _>*NII SWH 8223.685 Hz
FIDRES 0.125483 Hz
0 o AQ 3.9846387 sec
3i RG 205.82
oW 60.800 usec
E usec
sec
‘i!!b ‘Qiip’ H
14.50 usee
I 65536
3 400.1300077 MHz
WDW EM
S5B
L8 0.30 Hz
GB 0
BC 1.00
| ! "
[]
| L g
T T T T T T T T
10 9 6 5 3 2 1 0 pem

1.9% =

S14



3. HPLC analysis of compounds 3a-3i

Table S1. HPLC purities and retention time of compounds 3a-3i

compounds 3a 3b 3c 3d 3e 3f 3g 3h 3i
Retention 114 | 149 | 18.6 21.6 26.4 35.7 40.8 46.9 19.7
time(min)

Purities (%) 96.4 | 96.3 | 973 99 >99 98.5 98.2 95.9 97.9
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HPLC trace of compound 3d
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HPLC trace of compound 3h
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Figure S3. HPLC spectra of compound 3a-3i
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