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BC -NMR spectra of compound 3
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'H -NMR spectra of compound 4
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BC -NMR spectra of compound 4
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'"H -NMR spectra of compound 5
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BC -NMR spectra of compound 5
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'"H -NMR spectra of compound 6
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BC -NMR spectra of compound 6
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BC -NMR spectra of compound 9
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BC -NMR spectra of compound 9
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'"H -NMR spectra of compound 10
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BC -NMR spectra of compound 10

pt.akd399f

pt.akd399f-13¢-500mhz o N e S o oo T 8o h e & o n o =
w - o — O L I O I e M LY [ I m o w ==X
— — — — — E‘ﬂ oo M~ M~ M~ WO L [ I | —
I S S Y "l N
7 NN
N3 o/\ﬁg\l CO,Et
(@) N=N
O
| X
10
]
I
! [
I
|
r T T T T T T ¥ T T T T T T T T v T T T T T Ll T T T T T T T T T T T T T 1
200 190 180 170 160 150 140 130 120 110 100 90 80 70 50 50 40 30 20 10

f1 (ppm)

S-14



'"H -NMR spectra of compound 11
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BC -NMR spectra of compound 11
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'H -NMR spectra of compound 12
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BC -NMR spectra of compound 12
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'"H -NMR spectra of compound 13
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BBC -NMR spectra of compound 13
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'"H -NMR spectra of compound 14
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BC -NMR spectra of compound 14
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'H -NMR spectra of compound 15
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BC -NMR spectra of compound 15
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'"H -NMR spectra of compound 16
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BC -NMR spectra of compound 16
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'"H -NMR spectra of compound 18
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'"H -NMR spectra of compound 20
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BBC -NMR spectra of compound 20
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'"H -NMR spectra of compound 21
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BC -NMR spectra of compound 21
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'"H -NMR spectra of compound 22
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BC -NMR spectra of compound 22
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'H -NMR spectra of compound 23
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BC -NMR spectra of compound 23
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'"H -NMR spectra of compound 25
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BC -NMR spectra of compound 25

P8P~
POy G-

P8 fE—

58t 6 —

Tl 09—
£BL'E9—
BLT 9

906'9¢
091 °tL
STe'eed
a05718/
mom_mmm
155'88

TZP80T—
BLEZTT—

EL0bEIT—

S0EbFT—

pt.akd460p-13c-500mhz

pt.akd460p

-10

200 190 180 170 160 150 140 130 120 110 100 ag 80 70 a0 50 40 30 20 10
f1 (ppm)

210

S-38



'"H -NMR spectra of compound 26
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BBC -NMR spectra of compound 26
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'"H -NMR spectra of compound 28
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BBC -NMR spectra of compound 28
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'"H -NMR spectra of compound 29
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BC -NMR spectra of compound 29
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'"H -NMR spectra of compound 30
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BC -NMR spectra of compound 30
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'"H -NMR spectra of compound 31
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BC -NMR spectra of compound 31
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'"H -NMR spectra of compound 33
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BBC -NMR spectra of compound 33
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'H -NMR spectra of compound 34
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BC -NMR spectra of compound 34
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'"H -NMR spectra of compound 35
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BC -NMR spectra of compound 35
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'"H -NMR spectra of compound 36
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BBC -NMR spectra of compound 36
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'"H -NMR spectra of compound 37
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BC -NMR spectra of compound 37
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'"H -NMR spectra of compound 38
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BBC -NMR spectra of compound 38
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'"H -NMR spectra of compound 39
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BC -NMR spectra of compound 39
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'"H -NMR spectra of compound 40
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BC -NMR spectra of compound 40
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"H -NMR spectra of compound 41
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BC -NMR spectra of compound 41

ptc.akdse7p
pt [ akd f 567p - 13c

—168.187
—165.346

—144.437
—=181:135

190 180 i 160 150 140

—134.600

125.954

120

110
f1 (ppm)

S-66

—107.065

Lo [ratitee]
] I q
~ ~ — E
o -+ ol ]
@ r-.r-r

1,4-dioxan

~

61,165

52.504
52,359

.<'

43,912




'"H -NMR spectra of compound 42
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BBC -NMR spectra of compound 42
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Table S1: H-bonding Distance (A) measurement from Docking Studies

RNase A HOZCYZOZH HO,C HO,C HO,C HO,C HO,C SO3H
(Pl?:gal;) ’ N\rg/N \\N COH N\‘\N - COH NH . ?‘:; e N \\N o N>§\N/COZH j§3H L\ SOH
[Nig = @ = N N G N = N = °
Amino N;\:\N o O/\\N/:;,NJ N o O/I;INJ NN s 4 NN 0/\;;/.\‘ N W/IS’N Ny N . 0/\\4\\}'/}
acid N 0y OHOH . i HO OH HO OH e
residues 15 16 23 40 M He o
HO OH 42
6
Lys7 NHT 2.2 [CO]of CO,H 1.9 [OH] of CO,H 2.1 [OH] of SOsH 2.5 [OH] of CO2H 1.9 [O] of SOzH
2.2 [3'-0OH] of sugar 2.2 [O] of SO;H 2.5 [ 3'-OH] of sugar
Gin11 2.3[OH] of CO,H 2.3 [OH] of CO,H
COe!
Ginl1 3.0 [OCH3] 2.5 [OH] of CO,H 2.7 [N] of triazole 1.6 [O] of sugar 2.1 [OH] of SOsH 1.9 [O] of sugar ring 2.4 [O] of SO3H
NHe? 2.7 [O] of SOzH 2.0 [N] of
nitrogen ring
His12 1.9 [OH] of CO,H 2.2 [N] of triazole 3.1 [N] of triazole 2.7 [O] of glycoside 2.6 [N] of triazole
NHeg? ring ring
3.2 [N] of triazole
ring
Arg39 Nn? 1.6 [CO] of CO,H 2.0 [CO] of CO,H
Arg39 Nn? 2.1 [OH] of CO,H
Lys41 NHZ | 2.3 [O] of 2.3 [N] of triazole 2.3 [N] of triazole 1.7 [N] of triazole 2.3 [OH] of CO,H 2.3 [N] of triazole
sugar ring 2.2 [N] of triazole 1.8 [N] of triazole ring 2.3 [N] of triazole
2.0 [N] of triazole 1.9 [O] of glycoside
ring
Asn44 &' 3.2 [3'-OH] of
sugar ring
Thra5 2.0 [O] of sugar 3.3 [O] of sugar 2.4 [CO] of CO,H 2.5 [O] of SO3H 2.4 [2'-OH] of
OHy! 2.3 [0O] of glycoside 3.1 [O] of SOzH sugar ring
Thra5 1.8 [3'-OH] of
amide NH sugar ring
Asp83 3.2 [O] of sugar ring 2.8 [O] of SO3H
CO,y
Arg85 3.1 [CO]of 2.9 [3'-OH] of sugar
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NHn?! CO,H
Arg85 2.8 [CO] of
NHe! CO,H
Lys104 2.7 [OH] of CO,H 2.7 [O] of SOsH
NH{
Vall18 2.5 [2'-OH] of sugar 2.1 [OH] of SO;H
amide CO 3.0 [O] of SO3H
His119 1.9 [3'-OH] of | 2.1 [CO] of CO,H 2.1 [OH] of CO,H 2.8 [0O] of SO3H 2.2[2'-OH] of sugar
NH&?! sugar
Phel20 2.9 [3'-OH] of 2.7 [2'-OH] of sugar 2.4 [2'-OH] of sugar
amide NH | sugar
Phel20 1.9 [3'-OH] of
amide CO | sugar
Aspl21
COZ'6
Asp121 1.9 [OH] of CO,H 2.1 [OH] of CO,H 1.9 [2'-OH] of sugar
amide CO 2.2 [OH] of CO,H ring

2.0 [3'-OH] of sugar

ring
Serl23 3.2 [CO] of 2.0 [OH] of CO,H 2.2 [OH] of CO,H 3.0 [O] of SO;H
OHy CO,H
Serl23 2.2 [OH] of CO,H 2.8 [O] of SOzH
amide CO 3.1 [0] of SOzH
Serl23 3.3 [CO] of 2.2 [N] of triazole 2.2 [CO] of CO,H 1.9 [O] of SOz;H
amide NH | CO,H
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