
ANI-1ccx
Median R2 : 0.638R2  A

NI
-1

cc
x 

vs
 D

LP
NO

-C
CS

D(
T)

0

0.2

0.4

0.6

0.8

1.0

DLPNO-CCSD(T) Energy Window (kcal/mol)
0 5 10 15 20 25

ANI-1x
Median R2 : 0.594R2  A

NI
-1

x 
vs

 D
LP

NO
-C

CS
D(

T)

0

0.2

0.4

0.6

0.8

1.0

DLPNO-CCSD(T) Energy Window (kcal/mol)
0 5 10 15 20 25

BATTY/#atoms
Median R2 : 0.467

R2  B
AT

TY
/#

at
om

s 
vs

 D
LP

NO
-C

CS
D(

T)

0

0.2

0.4

0.6

0.8

1.0

DLPNO-CCSD(T) Energy Window (kcal/mol)
0 5 10 15 20 25

BOB
Median R2 : 0.319

R2  B
O

B 
vs

 D
LP

NO
-C

CS
D(

T)

0

0.2

0.4

0.6

0.8

1.0

DLPNO-CCSD(T) Energy Window (kcal/mol)
0 5 10 15 20 25

(A)

(C)

(B)

(D)


