(@ 1e-5-1.133 Hz

0.725

Training Point
Testing Point
e  Exact Energy

0.730 0.735 0.740 0.745
Atomic Separation (A)

(b)

-0.7607

-0.7608

-0.7609

-0.7610

-0.7611

-0.7612

-0.7613

1.49

1.50

LiH

151 152 153
Atomic Separation (A)

1.54

1.55

(c)

-0.0036
-0.0038
-0.0040
-0.0042
-0.0044
-0.0046
-0.0048
-0.0050

-0.0052

-1.611e1 PN

1.46 1.47 1.48 1.49 1.50
Atomic Separation (A)



