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ADDITIONS AND CORRECTIONS

2005, Volume 109A TABLE 5: Mean Errors (kcal/mol) for the NHTBH38/04
and HTBH38/04 Databases

Yan Zhao, Niria Gonzalez-Garcia, and Donald G. non-hydrogen
Truhlar*:  Benchmark Database of Barrier Heights for Heavy transfer (38) total (76) weighted average
Atom Transfer, Nucleophilic Substitution, Association, and
. ’ . . ! R ! methods MSE MUE MSE MUE MSE MUE
Unimolecular Reactions and its Use to Test Theoretical Methods
Pure DFT or Meta DFT

Pages 20152016. In Tables 4 and 5, when we calculated VSXC -4.82 521 —-484 504 -463 5.00
the total MSE and MUE for the NHTBH38/04 database, we TPSSKCIS —782 792 -741 747 -750  7.60
accidentally excluded the barrier heights of thesGHFCI — mPWKCIS —791 795 -7.69 771 -773 7.8

BBQS —-8.11 8.22 —-8.13 8.18 —7.93 8.03
CHgzF + Cl reaction. In addition, footnote was in the wrong BLY 8929 841 —791 796 -794 804
place in Table 5. Here, we give the corrected columns of these Mpwpwgl —843 853 —843 848 —832 842
tables. TPSS -8.71 883 —-821 827 -839 850
BP86 —8.90 895 —-9.03 9.06 -8.85 8.90
PBE —9.06 9.09 —-9.19 920 -894 8.97
mPWLYP —9.36 9.40 —-896 898 —9.03 9.06
TABLE 4: Mean Errors (kcal/mol) for the NHTBH38/04 LSDA —12.35 12.55 —15.04 15.13 —13.72 13.90
Database Hybrid DFT
total (38) MPW1K 0.46 1.77 —0.07 155 0.16  1.73
BHandHLYP 0.62 2.07 0.79 2.40 0.68 2.28
methods MSE MUE B97-2 ~143 223 -226 274 -176 254
Pure DFT or Meta DFT mPW1PW91 —-2.75 323 —-3.15 339 -293 3.37
VSXC —4.82 5.21 B98 —2.96 340 —356 3.78 -—-3.15 3.57
mPWKCIS —7.82 7.92 B97-1 —3.05 347 —-372 393 -3.25 3.65
BB95 —-7.91 7.95 PBE1PBE —3.03 352 —3.63 3.87 —3.33 3.76
TPSSKCIS —-8.11 8.22 X3LYP —4.27 444 —-412 426 —4.19 4.38
MPWPW91 —8.29 8.41 B3LYP —4.42 458 —428 440 —432 4.50
PBE —8.43 8.53 O3LYP —-1.78 5.07 —2.88 457 —2.66 4.76
BP86 —8.71 8.83 Hybrid Meta DFT
PSS ~890 8.95 BB1K 044 142 —006 129 013 137
BLYP —9.06 9.09 MPWB1K 035 146 -025 137 000 145
mPWLYP 936 9.40 MPWKCISIK 038 166 026 168 030 173
LSDA —12.35 12.55 B1B95 -2.05 227 —242 253 -227 245
Hybrid DFT MPW1B95 —1.94 231 —-248 266 —2.24 2.54
MPW1K 0.46 1.77 MPWI1KCIS  —4.54 4.74 —4.47 457 —445 464
BHandHLYP 0.62 2.07 TPSS1KCIS —535 554 -502 511 -5.06 5.24
B97-2 —1.43 2.23 TPSSh -6.84 692 —6.40 6.44 —655  6.62
mPW1PW91 —2.75 3.23 Ab Initio WET
B98 ~2:96 3.40 QCISD(T) 014 098 065 111 047 102
B9/-1 ~305 347 QCISD 180 192 231 236 211 216
PBELPBE —3.03 3.52 MP4SDQ 412 414 401 402 425 426
X3LYP —4.27 4.44 MP2 527 546 448 480 523 552
B3LYP —4.42 4.58 MP3 596 596 520 520 570 570
O3LYP —1.78 5.07 HF 821 914 1075 11.40 938 10.25
BB1K Hybrid Meta0D4IZT 1.42 #This is calculated by using 1/4 times MSE (or MUE) for heavy-
MPWB1K 0235 1..46 atom transfer_ reaction barr!er heights pIus_1/4 times MSE (or MUE)
MPWKCIS1K 0.38 166 for Sy2 reaction barrier heights plus 1/4 times MSE (or MUE) for
B1B95 —2.05 2927 unimolecular and association reaction barrier heights plus 1/4 times
MPW1B95 ~1.94 2131 MSE (or MUE) for hydrogen transfer reaction barrier heights.
MPW1KCIS —4.54 4.74
TPSS1KCIS -5.35 5.54
TPSSh —6.84 6.92
Ab Initio WFT
QCISD(T) 0.14 0.98
QCISD 1.89 1.92
MP4SDQ 4.12 4.14
MP2 5.27 5.46

MP3 596 506 10.1921/jp061040d
HF 8.21 9.14 Published on Web 03/17/2006



