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Table S1 The structures and CAS numbers of five most positively predicted compounds about 70
molecular actions (A) and 55 therapeutic areas (B). The compounds are not annotated as positive for the
functions in MDDR
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function: antiarthritic
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function: antidiabetic
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Rank 5 : 155141-29-0
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function: antimalarial
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2 Moo

H
NH\_Q—

o=

Rank 1 : 73590-58-6

Chiral

_\:D
OH

Rank 2 : 745-65-3

N
at

Q,
.

Rank 3 : 78628-28-1

Rank 4 : 73121-56-9

sl

Q
O

Rank 5 : 118288-08-7

function: antiviral

" o Chural
.

=]

=T H

oH

Rank 1 : 95058-81-4

Chiral

oH

cl é;fn
L
MH,
Rank 2 : 4291-63-8

Chiral

oH
_—

M "’N\FD
t’”"@

Rank 3 : 7481-89-2

Chiral

MH o

Q
PSS
= H‘i}?

Rank 4 : 3056-17-5

Chral
M "N\Iég ~
L“t”w

Rank 5 : 134678-17-4

function: antiviral AIDS

Rank 1 : 83-12-5

Chiral

oH

Rank 2 : 4291-63-8

Chiral

Rank 3 : 60136-25-6

10

Rank 4 : 17902-23-7

Chiral

oH
Qr

OH

Rank 5 : 50-91-9

function: anxiolytic
™
\
=]
e

Rank 1 : 57775-22-1

=
)
0
£

Rank 2 : 83366-66-9

.O*O&,.ﬁ@

Rank 4 : 106266-06-2

function: bone resorption inhibitor
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function: signal transduction inhibitor
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