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Model ranks patent pathway as top-1: Example 3
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Model ranks patent pathway as top-1: Example 4
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Model ranks patent pathway as top-1: Example 5
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Model ranks patent pathway as top-1: Example 7
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ent pathway as top-1: Example 8
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Model ranks patent pathway as top-1: Example 9
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Model ranks patent pathway as top-1: Exampleﬁl})\
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Model ranks patent pathway as top-1: Exampl
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Model ranks patent pathway as top-1: Example 13
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Model ranks patent pathway as top-1: Example 15
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Model ranks patent pathway as top-1: Example 16
o U

NH5 Br Br

N
o
SR .
B
— N
)

Piatachio pathway, score: -11.915, ranking: 1, Patent No: US09573899

ASKCOS pathway, score: -17.347, ranking: 2, group: 1

ASKCOS pathway, score: -18.007, ranking: 3, group: 2

HO = NH,

HN —

e O
— '

ASKCOS pathway, score: -18.584, ranking: 4, group: 3

ASKCOS pathway, score: -19.499, ranking: 9, group: 4

ASKCOS pathway, score: -19.536, ranking: 10, group: 5

ASKCOS pathway, score: -20.171, ranking: 13, group: 6

ro Er

ASKCOS pathway, score: -20.520, ranking: 17, group: 7

HO
N’ @ W,

HoN =
2 N

ASKCOS pathway, score: -20.759, ranking: 19, group: 8

P Br

ASKCOS pathway, score: -20.827, ranking: 21, group: 9



Model ranks patent pathway as top-1: Example 17

F / o
3

¢
— N 0 F
o \N’NW
o=( 1 R
=N

/ F

MNH,

Piatachio pathway, score: -14.001, ranking: 1, Patent No: US20150111925A1

MH4

ASKCOS pathway, score: -23.066, ranking: 2, group: 1

—OH

— OH

— OH

P F N—pNH
_ F 9] / P F
N
F F Oﬁ/o_l \N’N \ ; 0 F
NH NH-N Br O
2
NJ"\N)J\N/%
ASKCOS pathway, score: -23.105, ranking: 3, group: 2 \—/ L-:N
N—
0 ) MNH .
— o
—0 E F

MH4

ASKCOS pathway, score: -23.890, ranking: 4, group: 3

NH
2 PPN

NN
ASKCOS pathway, score: -23.966, ranking: 5, group: 4 N\____’__J Q

NH
2 PPN

NN
ASKCOS pathway, score: -24.547, ranking: 6, group: 5 N\_;___j Q

3 / o
:
.
— N= 0 F
N —
o:< VN
o
/ F HoN
FoF 27NH N= Br
N ]
—( °F & Sy
o, o °

MNH, .
o 0, N N N
ASKCOS pathway, score: -24.896, ranking: 7, group: 6 XH; N @B, o
&\N/U\N/S
N
\:.:-"J L":.N
h""\-. “"\.‘
N
6O \—/N N 02O \_,N N I
<O SO,

0, 0. N-.
F F TH:I n \ 2~ Br 0
MNH
2
N‘?\‘N).LN/%
ASKCOS pathway, score: -25.368, ranking: 8, group: 7 \_,;-J L-:N
| I

MNH,

ASKCOS pathway, score: -25.376, ranking: 9, group: 8

F / o

/
jﬁ:\\%@ N=—2Zn—=N %N)kw/‘%
o=( 1 M
o . \_";'.J EN

MH,

ASKCOS pathway, score: -25.378, ranking: 10, group: 9

— OH

— OH

—OH

—OH

— OH

— OH



Model ranks pa

cl
A Lo

Do

Piatachio pathway, score: -7.773, ranking: 1, Patent No: US20190241554A1 \=,

%@m\% b

ASKCOS pathway, score: -14.562, ranking: 2, group: 1

ASKCOS pathway, score: -17.652, ranking: 3, group: 2

ASKCOS pathway, score: -18.016, ranking: 4, group: 3

g@@ﬁ@xw O

ASKCOS pathway, score: -18.040, ranking: 5, group: 4

O, Bt

ASKCOS pathway, score: -18.143, ranking: 6, group: 5

(6@4@% @rmk&%

ASKCOS pathway, score: -18.314, ranking: 8, group: 6

ASKCOS pathway, score: -18.543, ranking: 13, group: 7

o

ASKCOS pathway, score: -18.584, ranking: 14, group: 8

T@QN—«NH{\?I‘XOH S% O\\(O\NHJOLNHL’NHQH

ASKCOS pathway, score: -18.696, ranking: 18, group: 9

tent path

way as top-1: Example 18

FEE

Iy O\CN{, 7L

HzNJ\NH‘k\NOH

o 5 \
HzNANHJ{-—HOH

oH

HO

HO

g

S

OH

ik O\CNHz
s ii/

HO

/=N
s

HO\CN\{,%\

Br——mmn

Br———

i

HzN/&MO)\

cl



Model ranks patent pathway as top-1: Example 19
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Model ranks pagent pathway as top-1: Example 20
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Model ranks patent pathway as top-1: Example 21
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Model ranks ngsznt pathway as top-1: Example 22
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Model ranks patent pathway as top-1: Example 24
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Model ranks patent pathway not as top-1: Example 2
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Model ranks patent pathway not as top-1: Example 3
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Model ranks patent pathway not as top-1: Example 4
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Model ranks patent pathway not as top-1: Example 5
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Model ranks patent pathway not as top-1: Example 6
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Model ranks patent pathway not as top-1: Example 7
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Model ranks patent pathway not as top-1: Example 8
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Model ranks patent pathway not as top-1: Example 9
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Model ranks patent pathway not as top-1: Example 10
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