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S2.  List of compounds used for cluster analysis and its chelation score
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Compound: ZINC12362958
XP GScore: None
dE [kcal/mol]: -3.61

Hz

o
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Compound: ZINC18161917
XP GScore: None
dE [kcal/mol]: 1.03

Compound: ZINC45028182
XP GScore: None
dE [kcal/mol]: -34.19

Compound: ZINC00475491
XP GScore: None
dE [kcal/mol]: -34.61

ORDER CLUSTER: 1 ORDER CLUSTER: 1 ORDER CLUSTER: 2 ORDER CLUSTER: 3
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Compound: ZINC01019453
XP GScore: None

dE |kcal/mol]: -59.34
ORDER CLUSTER: 4

v
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Compound: ZINC00152847
XP GScore: None

dE [kcal/mol]: -36.47
ORDER CLUSTER: 4

6]
Jo
Compound: ZINC02807453
XP GScore: None

dE [kcal/mol]: -46.38
ORDER CLUSTER: 5

XP GScme None
dE [kcal/mol]: -43.8
ORDER CLUSTER: 5

O
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Compound; ZINC00191631
XP GScore: None

dE [kcal/mol]: -32.1
ORDER CLUSTER: 5
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Compound: ZINC37858717
XP GScore: None

dE [kcal/mol]: -25.16
ORDER CLUSTER: 5
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Compound; ZINC37858768
XP GScore: None

dE [kcal/mol]: -21.61
ORDER CLUSTER: 5

0
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Compound: ZINC04651416
XP GScore: None

dE [kcal/mol]: -10.58
ORDER CLUSTER: 5

o
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Compound: ZINC38142834
XP GScore: None

dE [kcal/mol]: -2.57
ORDER CLUSTER: 5

O
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Compound: ZINC00259051
XP GScore: None

dE [kecal/mol]: -2.51
ORDER CLUSTER: 5

Compound: ZINCO8763102
XP GScore: None

dE [kcal/mol]: -21.09
ORDER CLUSTER: 6

Tagew

Compound: ZINC01016895
XP GScore: None

dE [kcal/mol]: 1.12
ORDER CLUSTER: 7

Sats

Compound: ZINC19849744
XP GScore: None

dE [kcal/mol]: -3.66
ORDER CLUSTER: 8

L 0

Compound: ZINC 19849690
XP GScore: None

dE [kcal/mol]: -2.88
ORDER CLUSTER: 8

»

Compound: ZINC08334000
XP GScore: None

dE [kcal/mol]: -0.94
ORDER CLUSTER: 8

N™ N

C
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Compound: ZINC19851980
XP GScore: None

dE [kcal/mol]: -048
ORDER CLUSTER: 8

Compound: ZINC85388658
XP GScore: None

dE [kcal/mol]: -12.35
ORDER CLUSTER: 9

N=N,
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Compound: ZINC003863 15
XP GScore: None

dE [kcal/mol]: -8.81
ORDER CLUSTER: 9

N-N

0. _);N
L,

Compound: ZINC02592664
XP GScore: None

dE [kcal/mol]: -2.18
ORDER CLUSTER: 9

\/‘OLH\HO\NH

(8]

Compound: ZINC02472023
XP GScore: None

dE [kcal/mol]: -22 .42
ORDER CLUSTER: 10
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Compound: ZINC02054300
XP GScore: None

dE |kcal/mol]: -23.03
ORDER CLUSTER: 11
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Compound: ZINC04658928
XP GScore: None

dE [kcal/mol]: -13.91
ORDER CLUSTER: 11

Br
O
y N.__NH
Y
Compound: ZINC00984850
XP GScore: None
dE |kecal/mol]: -32.65
ORDER CLUSTER: 12

@
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Compound: ZINC04453176
XP GScore: None

dE [kecal/mol]: -87.78
ORDER CLUSTER: 13

e
Compound: ZINC05408814
XP GScore: None

dE [kcal/mol]: -81.74
ORDER CLUSTER: 13

Compound: ZINC04453208
XP GScore: None

dE [kcal/mol]: -81.69
ORDER CLUSTER: 13

Compound: ZINC01443344
XP GScore: None

dE [kcal/mol]: -80.99
ORDER CLUSTER: 13

Compound; ZINC04453212
XP GScore: None

dE [kcal/mol]: -77.04
ORDER CLUSTER: 13

Compound: ZINC06493934
XP GScore: None

dE [kcal/mol]: -33.8
ORDER CLUSTER: 13

O,

Compound: ZINC09088193
XP GScore: None

dE [kcal/mol]: -30.56
ORDER CLUSTER: 13
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N
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Compound: ZINC05408991
XP GScore: None

dE [kcal/mol]: -29.92
ORDER CLUSTER: 13

Compound: ZINC13127438
XP GScore: None
dE [kcal/mol]: -26.9

ORDER CLUSTER: 13

Compound: ZINC09425084
XP GScore: None

dE [kcal/mol]: -26.57
ORDER CLUSTER: 13

0
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Compound; ZINC19923586
XP GScore: None

dE [kcal/mol]: -25.62
ORDER CLUSTER: 13

Q
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Compound: ZINC13118534
XP GScore: None

dE [kcal/mol]: -24.79
ORDER CLUSTER: 13
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Compound: ZINC09411324
XP GScore: None

dE [kcal/mol]: -23.51
ORDER CLUSTER: 13

Compound: ZINC 17145905
XP GScore: None

dE [kcal/mol]: -21.95
ORDER CLUSTER: 13
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N
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Compound: ZINC(09329199
XP GScore: None

dE [kcal/mol]; -19.46
ORDER CLUSTER: 13

(:O (o] -

Compound: ZINC00702755
XP GScore: None

dE [kcal/mol]: -1042
ORDER CLUSTER: 13

Compound: ZINC53993930
XP GScore: None

dE [kcal/mol]: -4745
ORDER CLUSTER: 14

(o]
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Compound: ZINC26522544
XP GScore: None

dE [kcal/mol]: -43.6
ORDER CLUSTER: 14
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Compound: ZINC37637282
XP GScore: None

dE [kcal/mol]: -28.39
ORDER CLUSTER: 14
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Compound: ZINC01805697
XP GScore: None

dE [kcal/mol]: -53.56
ORDER CLUSTER: 15

(o] O
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Compound: ZINC31160567
XP GScore: None

dE [kcal/mol]: -51.39
ORDER CLUSTER: 16
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HOL A é OH
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Compound: ZINC35465016
XP GScore: None

dE [kcal/mol]: -50.36
ORDER CLUSTER: 16
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HO™ O (o]
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Compound: ZINC13424717
XP GScore: None

dE [kcal/mol]: -47.3
ORDER CLUSTER: 16

Hoﬁno
HO" " 0 (o]
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Compound: ZINC34114798
XP GScore: None

dE [kcal/mol]: -44 24
ORDER CLUSTER: 16

Compound: ZINC14813963
XP GScore: None

dE [kcal/mol]: -28 .98
ORDER CLUSTER: 16
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Compound: ZINC04716507
XP GScore: None

dE [kcal/mol]: -25.04
ORDER CLUSTER: 16

0
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Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

o
LlJ

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

o 9
HO,

HOY
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ympound: None
XP GScore: None
dE [kcal/mol]: None
ORDER CLUSTER: 16

0
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OH
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Compound: None

XP GScore: None

dE |kcal/mol]: None
ORDER CLUSTER: 16

OH O o}

(8]

OH
HO' 0

OH

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

OH O
/O
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]/\o 0

Q O/
Compound: None
XP GScore: None
dE [kcal/mol]: None
ORDER CLUSTER: 16

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

0
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HO' 18]
L OoH
Compound: None
XP GScore: None
dE [kcal/mol]: None
ORDER CLUSTER: 16

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

HOY 0

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

Q
U-L—O’ oH O

o-f-o
aQ
Compound: None
XP GScore: None
dE |kcal/mol]: None
ORDER CLUSTER: 16

Compound: None

XP GScore: None

dE |kcal/mol]: None
ORDER CLUSTER: 16

Compound: None

XP GScore: None

dE [kecal/mol]: None
ORDER CLUSTER: 16

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

OH O
/O
‘Or\o o D\
o
Compound: None
XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

OH O
0-#-0
HO' &)

OH

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 16

OH O o
o-h-o
HO' 0 %
OH
OH
Compound: None
XP GScore: None
dE [kcal/mol|: None
ORDER CLUSTER: 16




Cl

o 0 5]

Compound: ZINC68734545
XP GScore: None

dE [kcal/mol]: -19.91
ORDER CLUSTER: 17

-~
O,
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Compound: ZINC77286738
XP GScore: None

dE |kcal/mol]: -42.05
ORDER CLUSTER: 18

H:N N
o)

L

Compound: ZINC00370197
XP GScore: None

dE [kcal/mol]: -31.43
ORDER CLUSTER: 19

®)

HO' (813]
OH

Compound: None
XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 19

HO,
Q

(0}
HO OH O O

Compound: None

XP GScore: None

dE |kcal/mol]: None
ORDER CLUSTER: 19

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 19

0O, 0
O,
HO’ 8} 0
Compound: None
XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 19

Compound: None

XP GScore: None

dE [kcal/mol|: None
ORDER CLUSTER: 19

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 19

HO
OH

o} OH

0
OH

Compound: None
XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 19

epee
O
HO'

OH O

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 19

Compound: None

XP GScore: None

dE [kcal/mol]: None
ORDER CLUSTER: 19

QH O
OH

OH
[0}

Compound: None

XP GScore: None

dE |kcal/mol]: None
ORDER CLUSTER: 20

o
. o
N (I
e
Compound:; ZINC01015938
XP GScore: None

dE [kcal/mol]: -46.03
ORDER CLUSTER: 21

e es

Compound: ZINC00375050
XP GScore: None

dE [kcal/mol]: -44.35
ORDER CLUSTER: 21

SeopS

Compound: ZINC00039424
XP GScore: None

dE [kcal/mol]: -42.66
ORDER CLUSTER: 21

(0]
e

u"‘;@

Compound: ZINC00374652
XP GScore: None

dE [kcal/mol]: -41.43
ORDER CLUSTER: 21

o84
O

Compound: ZINC00374685
XP GScore: None

dE |kcal/mol]: -37.97
ORDER CLUSTER: 21

Compound: ZINC00375077
XP GScore: None

dE [kcal/mol]: -37.05
ORDER CLUSTER: 21

i
N C(Gj

Compound: ZINC00079918
XP GScore: None

dE |kcal/mol]: -35.19
ORDER CLUSTER: 21

=

O
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Compound: ZINC01012036
XP GScore: None

dE [kcal/mol]: -34.19
ORDER CLUSTER: 21

(o]
N

J'-v,,
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Compound: ZINC(00373588
XP GScore: None

dE [kcal/mol]: -22.05
ORDER CLUSTER: 21

b

(0]
O .

Compound: ZINC00651709
XP GScore: None

dE [kcal/mol]: -20.69
ORDER CLUSTER: 21

Oy
[e)
O/
Compound: ZINC02857491
XP GScore: None

dE [kcal/mol]: -56.28
ORDER CLUSTER: 21
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A S &«

Compound: ZINC00507434
XP GScore: None

dE [kcal/mol]: -50 .47
ORDER CLUSTER: 21

\/k(‘ou

O

Compound: ZINC00388306
XP GScore: None

dE |kcal/mol]: -51.6
ORDER CLUSTER: 22

HL\5'U

Compound: ZINC00991839
XP GScore: None
dE [kcal/mol]: -51.01

ORDER CLUSTER: 22

Compound: ZINC00038659
XP GScore: None

dE |kcal/mol]: -44.92
ORDER CLUSTER: 22

/G o 0, O o
Q\u%ﬁﬁo
OJ‘"D

Compound: ZINC08397431
XP GScore: None

dE [kcal/mol]: -32.02
ORDER CLUSTER: 22

ba%
-

Compound: ZINC00046712
XP GScore: None

dE [kcal/mol]: -26.97
ORDER CLUSTER: 23

Compound: ZINC13564422
XP GScore: None

dE [keal/mol]: -24.74
ORDER CLUSTER: 23

H

Compound: ZINC00632016
XP GScore: None

dE |kcal/mol]: -23.92
ORDER CLUSTER: 23

Compound: ZINC05903864
XP GScore: None

dE [kcal/mol]: -23 .91
ORDER CLUSTER: 23

Compound: ZINC18158953
XP GScore: None

dE [kcal/mol|: -23 46
ORDER CLUSTER: 23

Compound: ZINC05731671
XP GScore: None

dE [kcal/mol]: -22.82
ORDER CLUSTER: 23

Compound: ZINC06557787
XP GScore: None

dE |kcal/mol]: -22.78
ORDER CLUSTER: 23

Compound: ZINC05093953
XP GScore: None

dE [kcal/mol]: -22.59
ORDER CLUSTER: 23

HO,
Br >

Compound: ZINC18122388
XP GScore: None

dE [kcal/mol]: -22.12
ORDER CLUSTER: 23

Compound: ZINC15018524
XP GScore: None

dE [kcal/mol]: -22.1
ORDER CLUSTER: 23

Compound: ZINC05731666
XP GScore: None

dE [kcal/mol]: -19.46
ORDER CLUSTER: 23

/
0
0
=
N

Compound: ZINC05729674
XP GScore: None
dE [kcal/mol]: -14.9
ORDER CLUSTER: 23

N

3
&

Compound: ZINC05432928
XP GScore: None

dE [kcal/mol]: -14.52
ORDER CLUSTER: 23

&
!

Compound: ZINC05408234
XP GScore: None

dE |kcal/mol]: -12.65
ORDER CLUSTER: 23

Compound: ZINC00704088
XP GScore: None

dE [kcal/mol]: -36.0
ORDER CLUSTER: 24

&AH,N“,/EFH )

Compound: ZINC00704090
XP GScore: None

dE | kcal/mol]: -26.98
ORDER CLUSTER: 24

S

Compound: ZINC00480526
XP GScore: None

dE |kcal/mol]: -19.17
ORDER CLUSTER: 24

o NHz2 /
TXAD

Compound: ZINC02694784
XP GScore: None

dE [kcal/mol]: -49.35
ORDER CLUSTER: 24

0 NH,
_QJKI:Ig_(O cl
%) ﬁ HN

Compound: ZINC02293585
XP GScore: None

dE [kcal/mol]: -47.77
ORDER CLUSTER: 24




o]
e

Compound: ZINC00262568
XP GScore: None

dE [kcal/mol]: 6.07
ORDER CLUSTER: 25

H,N'”\(%\D’O)v
8]

Compound: ZINC00369784
XP GScore: None

dE [kcal/mol]: -18.26
ORDER CLUSTER: 26

[¢]
B

Compound: ZINC00374953
XP GScore: None

dE [keal/mol]: -17.59
ORDER CLUSTER: 26

0
s

Compound: ZINC00370112
XP GScore: None

dE [kcal/mol]: -16.63
ORDER CLUSTER: 26

N .,
H:N7 # i
o

Compound: ZINC00374052
XP GScore: None

dE |kcal/mol]: -22.3
ORDER CLUSTER: 27

seca

Compound: ZINC2003 1542
XP GScore: None
dE [kcal/mol]: -37.8

ORDER CLUSTER: 28

NH

Compound: ZINC00208967
XP GScore: None

dE [kcal/mol]: -35.68
ORDER CLUSTER: 28

A
e8¢

Compound: ZINC00185284
XP GScore: None

dE [kcal/mol]: -34.7
ORDER CLUSTER: 28

4
z

Q0

Compound: ZINC00216229
XP GScore: None

dE [kcal/mol]: -34.45
ORDER CLUSTER: 28

NH
N

ot

[s]

Compound: ZINC00216235
XP GScore: None

dE [kcal/mol]: -34.25
ORDER CLUSTER: 28

Compound: ZINC00216226
XP GScore: None

dE [kcal/mol]: -31.22
ORDER CLUSTER: 28

Compound: ZINC00190868
XP GScore: None

dE | kcal/mol]: -29.84
ORDER CLUSTER: 28

~

s
%

Compound: ZINC00208964
XP GScore: None

dE [kecal/mol]: -28.11
ORDER CLUSTER: 28

Compound: ZINC00185281
XP GScore: None

dE [kcal/mol]: -26.64
ORDER CLUSTER: 28

Compound: ZINC72309484
XP GScore: None

dE [kcal/mol]: -86.9
ORDER CLUSTER: 28

Q

.ﬁ‘ 0_,0
(o S
i

XP GScore: None
dE [kcal/mol|: -77.8
ORDER CLUSTER: 28

Compound: ZINC16385868

Compound: ZINC04502202
XP GScore: None

dE |kcal/mol]: -54.79
ORDER CLUSTER: 29

O-I-O

/g\/:INH

o™ O

Compound: ZINC04195890

XP GScore: None
dE |kcal/mol]: -42.83
ORDER CLUSTER: 30

JO
~ l;lH

Q= =m0

@

F

Compound: ZINC03281818
XP GScore: None

dE [kcal/mol|: -27.56
ORDER CLUSTER: 30

H
0
O‘Q
<%
[¢]

IEI

Compound: ZINC49537596
XP GScore: None

dE [kcal/mol]: -54 .82
ORDER CLUSTER: 30

Compound: ZINC00271805
XP GScore: None

dE |kcal/mol]: -52.43
ORDER CLUSTER: 30

P : 0: :O’o
Compound: ZINC04197488
XP GScore: None

dE [kcal/mol]: -46.16
ORDER CLUSTER: 30

LY

Q= )

Compound: ZINC04387899
XP GScore: None

dE [kcal/mol]: -38.39
ORDER CLUSTER: 30

OL/\O\ 5 /(IOI;)
o M

Compound: ZINC15108384
XP GScore: None

dE [kcal/mol]: -35.76
ORDER CLUSTER: 30




& ‘[:IOI

Compound: ZINC12417073
XP GScore: None

dE [kcal/mol]: -35.71
ORDER CLUSTER: 30

Br

Compound: ZINC32601987
XP GScore: None

dE |kcal/mol]: -23.71
ORDER CLUSTER: 30

: O
G NH

(e )

o
Compound: ZINC35592618
XP GScore: None
dE [kcal/mol]: -19.82
ORDER CLUSTER: 30

[s] kL o
Bliee

Compound: ZINC00717638
XP GScore: None

dE |kcal/mol]: -17.11
ORDER CLUSTER: 30

Hi
¥
d N

Q (o
Compound: ZINC60360593
XP GScore: None
dE |kcal/mol]: -46.02

ORDER CLUSTER: 30

-0
o]

| —NH O
No Ns I /

o]

Compound: ZINC75874141
XP GScore: None

dE [kcal/mol]: -20.45
ORDER CLUSTER: 30

0
()j\/n“ 3

L

Compound: ZINC00216006
XP GScore: None

dE [kcal/mol]: -36.21
ORDER CLUSTER: 31

o]

Kese

5 (o]
HaN e

Compound: ZINC02150471
XP GScore: None

dE [kcal/mol]: -35.73
ORDER CLUSTER: 32

O

N={ 0

OO

Compound: ZINC12810395
XP GScore: None

dE [kcal/mol]: -13.05
ORDER CLUSTER: 32

Compound: ZINC04114736
XP GScore: None

dE [kcal/mol]: -25.85
ORDER CLUSTER: 33

Compound: ZINC19938708
XP GScore: None

dE [kcal/mol]; -51.14
ORDER CLUSTER: 34

Compound: ZINC17154752
XP GScore: None

dE [kcal/mol]: -40.72
ORDER CLUSTER: 34

0 U"N"O
o
H;N—( \H
N N

Compound: ZINC06131978
XP GScore: None

dE [kcal/mol]: -18.68
ORDER CLUSTER: 34

o o
o’h' O_r

J\O o
O

N

Compound; ZINC00674226
XP GScore: Nonc

dE [kcal/mol]: -33.33
ORDER CLUSTER: 35

| D‘N““
\/0 (e] d()
ol
HN\((NH
Compound: ZINC36042410
XP GScore: None

dE [kcal/mol]: -23.6
ORDER CLUSTER: 35

0

O '°N'-n
0
S8
Q

Compound: ZINC02150493
XI GScore: None

dE [kcal/mol]: -16.72
ORDER CLUSTER: 35

Compound: ZINC00474054
XP GScore: None

dE [kcal/mol]: -23.9
ORDER CLUSTER: 36

L 3

UY‘n

H /()

Compound: ZINC00661401
XP GScore: None

dE [kcal/mol]: -21.83
ORDER CLUSTER: 36

Compound: ZINC09087212
XP GScore: None

dE [kcal/mol]: -21.17
ORDER CLUSTER: 36

X

Y
Compound: ZINC49455234
XP GScore: None

dE |kcal/mol]: -46.73
ORDER CLUSTER: 37

Q

s

Compound: ZINC00448075
XP GScore: None

dE [kcal/mol]: -2.26
ORDER CLUSTER: 38

Compound: ZINC00269788
XP GScore: None

dE [kcal/mol]: -81.89
ORDER CLUSTER: 38

Compound: ZINC00373991
XP GScore: None

dE [kcal/mol]: -0.18
ORDER CLUSTER: 39

Compound: ZINC58903464
XP GScore: None

dE [keal/mol]: -60.8
ORDER CLUSTER: 40
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Compound: ZINC01686082
XP GScore: None

dE [kcal/mol]: -103.62
ORDER CLUSTER: 41

Compound: ZINC01686082
XP GScore: None

dE [kcal/mol]: -103.62
ORDER CLUSTER: 41
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Compound: ZINC02735297
XP GScore: None

dE [kcal/mol]: -33 4
ORDER CLUSTER: 42
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Compound: ZINC02735291
XP GScore: None
dE [kcal/mol]: -31.71
ORDER CLUSTER: 42
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Compound: ZINC02739550
XP GScore: None

dE [kecal/mol]: -31.41
ORDER CLUSTER: 42
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Compound: ZINC02739502
XP GScore: None

dE [keal/mol]: -26.91
ORDER CLUSTER: 42
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Compound: ZINC01019011
XP GScore: None

dE [kcal/mol]: -10.55
ORDER CLUSTER: 43
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Eﬁ N

Compound: ZINC00214264
XP GScore: None

dE [kcal/mol]: -5.61
ORDER CLUSTER: 44
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Compound: ZINC33331372
XP GScore: None

dE [kcal/mol]: -34.22
|ORDER CLUSTER: 45
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Yty
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U/\() &

Compound: ZINC33331372
XP GScore: None

dE [kecal/mol]: -34.22
ORDER CLUSTER: 45

o-

o

Compound: ZINC16958095
XP GScore: None

dE |kcal/mol]: -59.33
ORDER CLUSTER: 46

[#]
SN
HNT ¥

0 OH

Compound: ZINC19594458
XP GScore: None

dE [kcal/mol]: -59.7
ORDER CLUSTER: 47

Qs
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9%

Compound: ZINC04568228
XP GScore: None

dE [kcal/mol]: -34.53
ORDER CLUSTER: 47

AT

Compound: ZINC00143290
XP GScore: None

dE [kcal/mol]: -20.48
ORDER CLUSTER: 47

Compound: ZINC33821869
XP GScore: None

dE [kcal/mol]: -14.45
ORDER CLUSTER: 48

Compound: ZINC07044829
XP GScore: None

dE [kcal/mol]: -27.79
ORDER CLUSTER: 49

Compound: ZINC04665024
XP GScore: None

dE [kcal/mol]; -15.76
ORDER CLUSTER: 49
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Compound: ZINC71613882
XP GScore: None

dE [kcal/mol]: -65.04
ORDER CLUSTER: 50
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S4 UV-Vis Spectra of compound AF

Compound AH-487/41035472 A, 375 nm

= -1em-L
3.863 10°M A= 1.213 € =31400 M1cm
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S5 UV-Vis Spectra of compound AE

0.35+

Compound AH-487/40935633 A, 324nm A . 340 nm
Saturated solution A= 0.2458 A= 0.1981
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0.154
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0.05+

-0.05+

-01 T T T T T T T T T T T T T T T
200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Wavelength [nm]



S6

Absorbance

S7

Absorbance

UV-Vis Spectra of compound AA

Compound AG-690/36165052
0354 1.1828 10°M

[Mg?*] Increasing from 0 to 2.9 10°M . .
Isosbestic point 417 nm
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0.2254
0.24
0.1754
0.154
0.1254
01 T T T T T T T T T T T T T T 1
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UV-Vis Spectra of compound AC
1.6 Compound AN-698/40677529 A, 279nm Amax 376 NM
=9993 M-cm! max = 24787 Micm'?
5.771 10°M A= 05767 € M A-14305 ¢ om
1.44
1.24
14
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S8 UV-Vis Spectra of compound AD

Compound AN-698/40677530  A,,,, 279nm ¢ 28116 M-lem Amax 375 NM e = 24787 M-

4.641 10°M A= 0.3767 A= 09491

Absorbance
=
=
1

-0.19

0.2 T T T T T T T T T T T
200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Wavelength [nm]



S9. Comparison of binding modes of BPT in various site directed mutagenesis
structural models with schematic representation of protein-ligand interactions.
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