® PC-elec Train, RMSD = 16.51, R? = 0.9960
6001 .  pcoelec Test, RMSD = 17.03, R? = 0.9966
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® PC+GS-elec Train, RMSD = 3.26, R? = 0.9998 /
6001 . pc+GS-elec Test, RMSD = 5.1, R? = 0.9997
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COULOMB (kJ/mol)
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® PC-allelec Train, RMSD = 20.43, R =0.99
+  PC-allelec Test, RMSD = 21.82, R? = 0.99
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® PC+GS-allelec Train, RMSD = 9.76, R? = 0.9986 4
+ PC+GS-allelec Test, RMSD = 8.60, R? = 0.9991
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