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[0045] [& 1]

. Molecular Optimization Performance on QED dataset
llethod Success Property Similarity Novelty Total Score™
MMPA® 32.9% - = 00.0% =
GCPN 0.4% = = 100% =
VSeq2Seq” 58.5% - = 09.6% =
JT-VAE 0.6% 0.789 0.473 100% 0.380
UGMMT 27 .8% 0.633 0.257 100% 0.461
VITNN 58.3% 0.902 0.307 04.7% 0.625
VITNN+GAN 59.5% 0.902 0.307 04.7% 0.628
STONED 55.3% 0.936 0.300 100% 0.627
Ours 59.6% 0.833 0.354 090.8% 0.647

* Results of MMPA, GCPN and VSeq2Seq are from Barshatski, G. and BRadinsky, K. 2021, husust.
Unpaired Generative Molecule—to-Molecule Translation for Lead Optimization. In Proceedinegs of
the Z7th ACH SIGEDD Conference on Enovledse Discovery & Data Minin (pp. 2BB4-2BE4) .

" Total score is the geometric mean of success, property, similarity, and novelty.

32-19



2023-01-11

[0046] [& 2]

— Molecular Optimization Performance on DRDZ dataset _
Success Property Similarity Novelty Total Score
MUPA" 46. 4% - = 09.9% =
GCPN” 4.4% - = 100% —
VSeq2Seq” 75.0% - = 79.7% =
JT-VAE 3.3% 0.001 0.465 100% 0.193
UGMMT 21.3% 0.506 0.182 38.6% 0.363
VITNN 74 .8% 0.803 0.343 62.3% 0.599
VITNNHGAN 73.3% 0.787 0.324 62.4% 0.584
STONED 51.3% 0.958 0.206 100% 0.618
Ours 82.2% 0.544 0.206 99.9% 0.642

* Results of MMPA, GCPN and VSea2Sea are from Barshatski, G. and Radinsky., K. 2021, August
Unpaired Generative Molecule—to-Molecule Translation for Lead Optimization. In Proceedinss of
the 27th ACM SIGEDD Conference on Knowledee Discovery & Data Minin (pp. 2B54-2564)

™ Total score is the geometric mean of success, property, similarity. and novelty.
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