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3.
aug-cc-pCVXZ (X=D,T,Q) 5 MP2
Tablel pcV (56)Z
MP2-GTG  MP2-STG aug-cc-pCvDZz 2
KJmol MP2 MP2 i-
pcV6Z 1 KJmol f-
aug-cc-pCvVTZ STG GTG

Table |. MP2 components of reaction energies (KJmol) with the aug-cc-pCV XZ basis sets 2

Method Reaction X=D (|]AE)) X=T (|AE)) X=Q (JAE)) pcV6Z (|AE])  pcV(56)Z

mMp2"” R13 23.2 (1.8) 217 (3.3 232 (1.8 244 (0.6) 25.0
R14 673 (12.) 752 (4.2) 776 (1.8) -789 (0.5) -79.4
R15 280  (134) 213 (6.7 164 (1.8) 155 (0.9) 14.6
R16 -1434  (225)  -1558 (10.1) -1616 (4.3) -1644 (15  -1659
R17 2312 (282 2125 (9.5) 2056 (2.6 2043 (1L3) 203.0
Ave. 15.6 6.8 25 1.0

MP2-GTG” R13 184 (6.6) 235 (15) 253  (0.3) - - 25.0
R14 -79.8 (0.4) =798 (0.4) =790  (0.4) - - -79.4
R15 132 (1.4 147 (0.) 146 (0.0) - - 14.6
R16 -164.8 (1L1) -1650 (09) -1653 (0.6) - - -165.9
R17 204.1 (1.2 202.4 (0.6 2035 (0.5 - - 203.0
Ave. 21 0.7 0.4

MP2-STG  R13 237 1.3 257 (0.7) 258 (0.8) - - 25.0
R14 -78.7 (0.7) -789 (0.5) =790  (0.4) - - -79.4
R15 15.4 (0.8) 143 (0.3) 143 (0.3) - - 14.6
R16 -164.3 (16) -1650 (09) -1657 (0.2) - - -165.9
R17 206.6 (3.6) 2032 (0.2 2039 (0.9) - - 203.0
Ave. 16 0.5 0.5

3 The numbersin the parentheses are absol ute displacements from the two-point extrapolation results, pcV (56)Z.

®) The result of numerical MP2 and MP2-GTG [4]
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