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Model DART (values in kcal/mol)

MAE RMSE # structures
Test case 1 (overall) 4.77 6.16 427
Test set Ga-46 10.13 10.81 48
Test set Ga-57 3.59 4.82 197
Test set Ga-60 4.63 5.77 182

Table 1: Performance of DART model on first test case which has total of 427 structures in the test set

consisting of Ga - 46, 57, and 60 size clusters.

Model DART (values in kcal/mol)

MAE RMSE # structures
Test case 2 (overall) 4.76 6.02 436
Test set Ga-46 7.45 8.07 48
Test set Ga-57 4.15 5.59 197
Test set Ga-66 4.72 5.84 191

Table 2: Performance of DART model on second test case which has total of 436 structures in the test set

consisting of Ga - 46, 57, and 66 size clusters.

Model DART (values in kcal/mol)

MAE RMSE # structures
Test case 3 (overall) 4.34 5.58 570
Test set Ga-57 3.69 4.78 197
Test set Ga-60 4.93 6.15 182
Test set Ga-66 4.45 5.77 191

Table 3: Performance of DART model on third test case which has total of 570 structures in the test set

consisting of Ga - 57, 60, and 66 size clusters.




