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(a) Reaction Type (USPTO-190)

0 500 1000 1500 2000

Step

0.80

0.85

0.90

0.95

V
al

id
at

io
n 

R
2

(b) Tanimoto Similarity (USPTO-190)
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(c) Reaction Type (USPTO-50k)
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(d) Tanimoto Similarity (USPTO-50k)


