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Chart S1. Representation of compounds 1-40 with negative electron affinities (EAs)
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Chart S2. Representation of compounds 38-61 with negative EAs
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Table S1. List of experimental EAs of
compounds 1-37 in chart S1, and their

experimental references

molecule
1-1-dichloroethylene
1-3-cyclohexadiene
2-bromo-1-propene
3-bromo-1-propene
acetaldehyde
acetone
adenine
bromoethylene
chloroethylene
cis-1-2-dichloroethylene
cis-1-2-difluorethylene
cis-1-bromo-2-butene
cyclobutanone
cyclopentadiene
cyclopropene
cytosine (vertical)
(adiabatic)
ethylene
fluorethylene
furan
isothiazole
isoxazole
naphthalene
oxazole
pyrazine
pyridazine
pyrimidine
thiazole
thiophene
thymine
trans-1-2-
dichloroethylene
trans-1-2-difluorethylene
trans-1-bromo-2-butene
trichloroethylene

uracil (vertical)
(adiabatic)

ethyl-radical (adiabatic)
isopropyl-radical
(adiabatic)
t-butyl-radical
(adiabatic)

EA Exp
-0.76
-0.8
-1.31
-0.6
-1.19
-1.51
-0.54
-1.17
-1.28
-1.11
-2.18
-0.68
-1
-1.19
-1.73
-0.32
-0.06
-1.78
-1.91
-1.76
-0.63
-1.09
-0.19
-1.44
-0.07
-0.32
-0.25
-0.8
-1.17
-0.29

-0.80
-1.84
-0.68
-0.59
-0.22;-
0.19
0.15
-0.26

-0.32

-0.16

Reference
[1]
[2]
[3]
[3]
[4]
[4]
[5]
[3]
[1]
[1]
[6]
[3]
[3]
[7]
[8]
[5]
[2]
[6]
[4]
[3]
[3]
[4]
[3]
[9]
[9]
[9]
[3]
[4]
[5]

[1]

[6]

[3]

[1]

[5], [10]
[11]

[11]

[11]
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Table S2. List of experimental EAs of

compounds 38-61 in chart S2, and their
experimental references

38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60

Molecule
1-4-cyclohexadiene
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allene

butyrolactone
cis-1-bromo-1-propene
cis-2-butene
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cyclopentene
dimethylformamide
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methyl-vinyl-ether
propene

propiolactone
trans-1-bromo-propene
trans-1-chloro-1-propene
trans-2-butene

ethyl isocyanate
acetonitrile
tetrafluorethylene

2-butyne

EA exp.
(ev)
-1.75
-1.8
-1.90
-1.98
-1.49
-2.22
-2
-2.14
-2.4
-2
-2.05
-1.4
-2.13
-2.3
-1.99
-1.9
-1.3
-1.49
-2.1
-2.63
-2.84
-3
-3.34

Reference
[2]
[12]
[13
[14]
[3]
[2
[8
[8]
[12]
[15
[16]

[5], [10]
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Reference list for compounds in Tables S1-S2
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1976,98 (23), p. 7189.
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resonances.” The Journal of Chemical Physics, 1999, 110 (23), p. 11376.

15. Modellj, A. y Galasso, V. “Dissociative Electron Attachment to Di-tert-butylperoxide,
Artemisinin, and B-Artemether.” The Journal of Physical Chemistry A,2007,111 (32), p. 7787.

16. Seydou, M. “Electron attachment to strongly polar clusters.” Eur. Phys. J. D, 2005, 35 (2),
p. 199.

17. Bulliard, C.; Allan, M. y Grimme, S. “Electron energy loss and dissociative electron
attachment spectroscopy of methyl vinyl ether and related compounds.” International Journal of
Mass Spectrometry, 2001, 205 (1-3), p. 43.
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Chart S3a. Representation of compounds 1-62 employed in the calculation of Redox

Potentials.
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Chart S3b. Representation of compounds 1-62 employed in the calculation of Redox

Potentials.
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Table S3. List of experimental Reduction Potentials of compounds 1-62 in charts S-3ab, and
their experimental references

Redox-
potential
Molecule V) Reference
1 buta-1,3-diene -2.56 [1]
2 cyclohexa-1,3-diene -2.71 [1]
3 acrylaldehyde -1.19 [2]
4  benzaldehyde -1.38 [2]
5 acetophenone -1.55 [2]
6 dimethyl maleate -1.29 [3]
7  methyl acrilate -1.86 [3]
8 2-methyl-2-nitropropane -1.545  [4]
9  1l-nitrobutane -1.43 [4]
10 nitroethane -1.4 [4]
11 nitromethane -1.385  [4]
12 nitrobenzene -0.95 [4]
13 1-methyl-4-nitrobenzene -0.97 [4]
14 1,2,4-triazine -1.39 [5]
15 3-methyl-1,2,4-triazine -1.46 [5]
16 methyl 1,2,4-triazine-3-carboxylate -1.18 [5]
methyl 5,6-dimethyl-1,2,4-triazine-3-
17 carboxylate -1.42 [5]
18 1,2,4,5-tetrazine -0.63 [5]
19 3,6-dimethyl-1,2,4,5-tetrazine -0.79 [5]
21 methyl phenyl radical -1.21 [6]
22 2-phenyl,2-propyl radical -1.49 [7]
23 1,1.diphenyl methyl radical -0.9 [6]
24 1-N.N-dimethylamine, methyl radical -1.76 [7]
25 1-phenyl ethyl radical -1.36 [7]
26 1,1-diphenyl ethyl radical -1.1 [7]
27 1-methoxy methyl radical -1.06 [7]
28 9 fluorenyl radical -0.52 [7]
29  1-N.N-methyl phenylamine, methyl radicai -1.79 [7]
30 (4-methoxyphenyl) methyl radical -1.51 [8]
31 (4-methylphenyl) methyl radical -1.38 [8]
32 (3-methylphenyl) methyl radical -1.26 [8]
33 (4-fluorophenyl) methyl radical -1.26 [8]
34  (4-chlorophenyl) methyl radical -1.16 [8]
35 (4-acetylphenyl) methyl radical -0.47 [8]
36 (4-cyanophenyl) methyl radical -0.53 [8]
37 (3-cyanophenyl) methyl radical -0.87 [8]
38 (3-trifluoromethyl-phenyl) methyl radical -0.96 [9]
40 (E)-1,2-diphenylethene -1.96 [10]
41 1-(p-tolyl)ethanone -1.96 [10]
42 methyl benzoate -2.13 [10]
43 ethyl benzoate -2.16 [10]
44 naphthalene -2.42 [11]
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45 phenanthrene -2.38 [11]

46 pyrene -1.98 [11]

47 pyrimidine -2.1 [12]

48 benzo[h]quinoline -1.968  [12]

49 isoquinoline -1.98 [12]

50 pyridine -2.396  [12]

52 2,3,5,6-tetrachloro terephthalonitrile -0.71 [13]

53 1,2,4,5-tetrachloro benzene -0.5 [13]

54 9,10 dicyano anthracene -0.65 [13]

2,3,5-trimethyl cyclohexa-2,5-diene-1,4-

57 dione -0.51 [13]

58 2,6-dimethyl cyclohexa-2,5-diene-1,4-dione -0.39 [13]

59 2-methyl cyclohexa-2,5-diene-1,4-dione -0.34 [13]

60 benzoquinone -0.23 [13]

61 2-chloro benzoquinone -0.1 [13]

62 2,6-dichloro benzoquinone 0.06 [13]
Reference list of compounds in Tables S-3
1. Breslow, R.; Johnson, R.W. y Krebs, A. “Electrochemical oxidation and reduction of a
tetraalkylated cyclobutadiene.” Tetrahedron Letters, 1975, 16 (40), p. 3443.
2. Loutfy, R.0. y Loutfy, R.0. “Correlation between the n,.pi.* triplet energy of some ketones
and aldehydes and their electroreduction potential.” The Journal of Physical Chemistry, 1973, 77
(3), p- 336.
3. Tyssee, D.A. y Baizer, M.M. “Electrocarboxylation. II. Electrocarboxylative dimerization
and cyclization” The Journal of Organic Chemistry, 1974, 39 (19), p. 2823.
4. Hojo, M. “The Specific Effects of Tetraalkylammonium and Alkali Metal lons on the

Polarographic Reduction of Nitroalkanes and Nitrobenzenes in Acetonitrile.” Bulletin of the
Chemical Society of Japan, 1986, 59 (12), p. 3815.

5. Troll, T. “Reduction potentials of substituted as-triazines and s-tetrazines in acetonitrile.”
Electrochimica Acta, 1982, 27 (9), p.- 1311.

6. Wayner, D.D.M. y Griller, D. “Oxidation and reduction potentials of transient free
radicals.” Journal of the American Chemical Society, 1985, 107 (25), p. 7764.

7. Wayner, D.D.M.; McPhee, D.J. y Griller, D. “Oxidation and reduction potentials of transient
free radicals.” Journal of the American Chemical Society, 1988, 110 (1), p. 132.

8. Sim, B.A; Griller, D. y Wayner, D.D.M. “Reduction potentials for substituted benzyl

radicals: pKa values for the corresponding toluenes.” Journal of the American Chemical Society,
1989, 111 (2), p. 754.

9 Hapiot, P.; Konovalov, V.V. y Saveant, ].-M. “Application of Laser Pulse Photoinjection of
Electrons from Metal Electrodes to the Determination of Reduction Potentials of Organic
Radicals in Aprotic Solvents.” Journal of the American Chemical Society, 1995, 117 (4), p. 1428.
10. Fukuzumi, S. “Energetic comparison between photoinduced electron-transfer reactions
from NADH model compounds to organic and inorganic oxidants and hydride-transfer reactions
from NADH model compounds to p-benzoquinone derivatives.” Journal of the American Chemical
Society, 1987,109 (2), p. 305.

11. Koper, C.; Sarobe, M. y Jenneskens, L.W. “Redox properties of non-alternant cyclopenta-
fused polycyclic aromatic hydrocarbons: The effect of peripheral pentagon annelation.” Physical
Chemistry Chemical Physics, 2004, 6 (2), p. 319.

12. Millefiori, S. “Polarographic reduction of azines in acetonitrile.” Journal of Heterocyclic
Chemistry, 1970, 7 (1), p. 145.

13. Speelman, A.L. y Gillmore, ].G. “Efficient Computational Methods for Accurately
Predicting Reduction Potentials of Organic Molecules.” The Journal of Physical Chemistry A, 2008,
112 (25), p. 5684.

SI-8



Table S4. References for the DFT and ab initio methods employed in this article.

Functional Reference
BLYP 1-3.
BPWI1 1,4-8
PWI1 4-8
B97D 9
B3PWI1 4-8, 10
B3LYP 2,3,10
B3LYP-D 2,3,10,9, 11
CAM-B3LYP 12
LC-BLYP 1-3, 13
BHandHLYP 1-3,14
®-B97 15
0-B97X 15
®-B97XD 16
PBE0 17-19
LC- o PBE 20-22
TPSS 23
TPSSh 23
Mo06 24
M06-2X 25,26
MO06-L 27
MO06-HF 25,26
B2PLYP 28
mPW2PLYP 29

HF 30-32
MP2 33-37

Reference List:

1) A.D. Becke, “Density-functional exchange-energy approximation with correct
asymptotic-behavior,” Phys. Rev. A, 38 (1988) 3098-100.

2) C.Lee, W.Yang, and R. G. Parr, “Development of the Colle-Salvetti correlation-
energy formula into a functional of the electron density,” Phys. Rev. B, 37 (1988)
785-89.
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3) B. Miehlich, A. Savin, H. Stoll, and H. Preuss, “Results obtained with the
correlation-energy density functionals of Becke and Lee, Yang and Parr,” Chem.
Phys. Lett., 157 (1989) 200-06.

4) ].P.Perdew, in Electronic Structure of Solids ‘91, Ed. P. Ziesche and H. Eschrig
(Akademie Verlag, Berlin, 1991) 11.

5) J. P. Perdew and Y. Wang, “Accurate and Simple Analytic Representation of the
Electron Gas Correlation Energy,” Phys. Rev. B, 45 (1992) 13244-49.

6) J.P.Perdew,]. A. Chevary, S. H. Vosko, K. A. Jackson, M. R. Pederson, D. |. Singh,
and C. Fiolhais, “Erratum: Atoms, molecules, solids, and surfaces - Applications of
the generalized gradient approximation for exchange and correlation,” Phys. Rev.
B, 48 (1993) 4978.

7) J.P. Perdew, K. Burke, and Y. Wang, “Generalized gradient approximation for the
exchange-correlation hole of a many-electron system,” Phys. Rev. B, 54 (1996)
16533-39.

8) Burke, ]J. P. Perdew, and Y. Wang, in Electronic Density Functional Theory: Recent
Progress and New Directions, Ed. . F. Dobson, G. Vignale, and M. P. Das (Plenum,
1998).

9) S.Grimme, “Semiempirical GGA-type density functional constructed with a long-
range dispersion correction,” J. Comp. Chem., 27 (2006) 1787-99.

10) A. D. Becke, “Density-functional thermochemistry. I1I. The role of exact
exchange,” J. Chem. Phys., 98 (1993) 5648-52.

11) S. Grimme, ]. Comput. Chem., 2004, 25, 1463-1473.

12) T. Yanai, D. Tew, and N. Handy, “A new hybrid exchange-correlation functional
using the Coulomb-attenuating method (CAM-B3LYP),” Chem. Phys. Lett., 393
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Figures SO —-Comparision of the fit of experimental EAs with V and NV anions. Calculated
with B3PW91 functional.

Circles represent V states and triangles NV states. Black circles represent the EAs of
compounds for which only a V state was found, whereas blue circles represent
compounds for which two states were found (V and NV). The energies for the
compounds were two states were found are included in the table in the next page.
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Energies of the molecules for which two anionic states were found, included in Figure SO

for the B3PW91 Functional with the folloejwing basis at 6-311+G(2df,p) t the

geometries obtained with 6-31+G* basis set.

3) Use the procedure published in reference 27 and 28. Solvation and extrapolation,

1) Use of a V guess (i.e. B3LYP in water) for compounds that gave NV states.
those energies are marked in red.

For finding the V and NV states three procedures were employed:
2) Use of a NV guess (TPSS or BLYP in gas phase

dS- (d4pZ)O+11£-9/T6MJES

*O+T1€-9/T6MJES
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Table S5. Results of the calculations of the E4s of compounds from chart S-1 with different

DFT functionals.

Functional MAD (eV)*  Vratio® Range (eV)¢  Slope® y-intercept’ R’

BLYP 0.11 0.45 0.60 0.960 0.020 0.90
BPWI1 0.09 0.65 0.49 1.006 0.005 0.95
PWI1 0.12 0.48 0.49 0.971 -0.105 0.94
B97D 0.12 0.56 0.53 0.962 0.029 0.97
B3PWI1 0.10 0.90 0.36 1.043 0.094 0.97
B3LYP 0.10 0.95 0.52 1.073 0.078 0.96
B3LYP-D 0.09 0.90 0.43 1.046 0.047 0.97
CAM-B3LYP 0.12 0.90 0.32 1.050 0.164 0.98
LC-BLYP 0.20 0.85 0.54 1.000 0.199 0.97
BHandHLYP 0.31 0.87 0.34 1.029 0.341 0.98
-B97 0.27 0.92 0.57 0.922 0.181 0.97
-B97X 0.29 0.95 0.41 1.003 0.290 0.92
-BI7XD 0.20 0.95 0.32 0.980 0.180 0.98
PBEO( 0.12 0.95 0.38 1.056 0.153 0.98
LC- o PBE 0.17 0.87 0.50 0.963 0.119 0.98
TPSS 0.11 0.52 0.47 0.980 0.063 0.95
TPSSh 0.15 0.87 0.39 0.963 0.235 0.97
Mo06 0.11 0.80 0.32 0.967 0.066 0.97
Mo06-2X 0.18 0.90 0.37 0.981 0.160 0.98
Mo06-L 0.27 0.87 0.40 0.963 0.235 0.97
MO06-HF 0.16 0.82 0.47 0.922 0.048 0.97
B2PLYP 0.38 0.95 0.47 1.063 0.482 0.97
mPW2PLYP 0.38 0.95 0.44 1.073 0.482 0.97
HF 0.60 0.83 1.14 1.031 1.106 0.96
MP2 0.89 0.87 1.02 0.957 0.810 0.86
CCSDh 0.75 0.94 0.43 0.996 0.740 0.96
CCSD(T) 0.74 0.94 0.62 0.959 0.666 0.94

"MAD of the calculated vs. experimental E4 values for V anions. ° V state anions over total

number of compounds.® Difference between the biggest and smallest deviation to measure the

dispersion of the calculated values. ¢ Results of the plots of calculated vs. experimental EAs.

All the extrapolations are included in the supporting information, figures S2.1 to S2.24. The

rows are colored grouping the functionals, from top to bottom: pure GGA (white), hybrid

GGA(light grey), meta-GGA (grey), double hybrids (dark grey) and ab initio (white).
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Spin density

1-1-dichloroethylene

Figures S1.1 to S1.36. Residuals of the predicted vs calculated EA for each DFT
functional. The spin density of the two anionic states is represented on the right.
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Spin density

Valence Anion

acetaldehyde
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Figures S2.1 to S2.24. Plots of the correlation between the predicted and experimental
EA values for the different functionals. The black line shows the ideal correlation, the red
one represents the linear fit of the data. The residuals are presented in the inset.

PW91

BPW91

SI-24

0.5 0.5
Equation’ y=a+bx Equation y=a+bx
Adj ReSquare 0.93953 Ad) RSauare. 094685
Value st Eror Vaue st Eror
0.0 intercept 010523 0.04342 0.0+ jntercept 0.00505 0.03901 .
siope o715 005798 Siope 0603 00476t .
-0.54 -0.54
< = " .
> >
) )
~ 1.0 ~— 104
o Qo
X y X [
[ - J— [}
< " a < //’
w 1.5 y w -154
. g Y o
2.0 [ 2.0
L= LT
AEA
25 T T T T T -2.5 T T T T T
-25 -20 1.5 -1.0 0.5 0.0 05 -25 -20 -1.5 -1.0 -05 0.0 05
EAcalc (eV) EAcalc (eV)
B3LYP o
0.5 Equation y=a+bx
Ad) RSauare 096634
Equaton — y=a iR
Adj. R-Square 096273 = 00 |Vaue St Enror
0.04 Value Standard Error -0 |imtercept 004735 003412 -
] imtercept 007843 003677 L] siope 104678 003209 . %
Siope 107385 00352 - .
. )
05 0.5
2 =
S ) s
Q ~
=< 104 -1.04
o 1.0 35 o
X 30 x
< ] e
] 52 <
1.5 £x w -1.54
E 15
10
-2.04 5 - 204
L] Y
04 02 00 o2
AEA
-25 T T T T T 25 r r . r .
-25 2.0 -1.5 -1.0 -0.5 0.0 05 25 20 15 10 05 0.0 05
EAcalc (eV)
EAcalc (eV)
05 05
Equaton  y=a b Eqwton  y=a E%
Adj RSquare 098288 Adj RSauare 097148
Velue St Enor Vae St Eror
0.0 Intercept 0.16471 0.02813 0.0+ Intercept 0.0945 0.03189
Siope 105201 002382 siope 104316 003065| -
-0.5 r -0.54
> >
® @
~ -1.04 ~ -1.04
o 0] [<%
x x
Q Q
< <<
w 154 = w 154 P
® y
ey L]
-2.04 2.0 /
o
SEA SEA
-2.5 T T T T T -25 T T T T T
-25 -20 -1.5 -1.0 0.5 0.0 0.5 -25 2.0 -1.5 -1.0 -0.5 0.0 05
EAcalc (eV) EAcalc (eV)
05 05
Equation y=a+bx Equation y=a+bx
Adj RSquars 0.89856 Ad) RSauare. 096507
Value st Eror Vaiue st Eror
0.0 intercept 001838 006002 anm 0.0 inercept 01991 003871 -
-
Siope ossi2  oo7era D Siope 10004 00383 (]
. o
-0.5 7 -0.5 g
-
< - <)
> >
® 0
~ 1.0 ~ .10
o ) o
x [ 2 x
[ 7 [}
< <
w 154 sl w 154
-2.0 -204
o
€A
25 T T T T T 25 T T T T T
-25 -20 1.5 -1.0 0.5 0.0 05 -25 -20 -1.5 -1.0 0.5 0.0 05
EAcalc (eV) EAcalc (eV)



EAexp (eV)

EAexp (eV)

EAexp (eV)

EAexp (eV)

»wB97

0.5
Equation y=a+bx
Adj. R-Square  0.96973
Value St. Error
0.0+ Intercept 0.18187 0.03695
Slope 0.92289 0.02755
-0.5 4
-1.0 4
1.5 N
2.0 N 1
02 00 : 02
AEA
-2.5 T T T T T
-2.5 -2.0 -1.5 -1.0 -0.5 0.0 05
EAcalc (eV)
oB97-D
0.5
Equation y=a+bx
Adj. R-Square 0.982
Value St. Error
0.0+ Intercept 0.18066 0.02759
Slope 0.98021 0.02211
-0.5
-1.0 4 [ ]
A
m
-1.5 4
-2.0 )
L}
-2.5 T T T T T
-2.5 -2.0 -1.5 -1.0 -0.5 0.0 0.5
EAcalc (eV)
0.5
Equation y=a+bx
Adj. R-Square  0.95023
Value St. Error
0.0+ Intercept 0.06311 0.0445 "
Slope 0.98041 0.0501 ™
-0.5 4
-1.0 4
-1.5 4
-2.0 o
2.5 T T T T T
-25 -2.0 -1.5 -1.0 -0.5 0.0 0.5
EAcalc (eV)
0.5
Equation y=a+bx
Adj. R-Square  0.97632 v
Value St. Error y /
0.0+ Intercept 0.15344 0.0311 '
Slope. 1.05669 0.02742 ."’
-0.5 4
-1.0 4
-1.5
-2.0
AEA
-2.5 T T T T T
-25 -2.0 -1.5 -1.0 -0.5 0.0 05
EAcalc (eV)

0.5

0.0

-0.5

-1.0

EAexp (eV)

-1.5

-2.0

0.5

0.0

-0.5

-1.0

EAexp (eV)

-1.5

-2.0

0.5

0.0

-0.5

-1.0

EAexp (eV)

-1.5

-2.0

0.5

0.0

-0.5

-1.0

EAexp (eV)

-1.5

-2.0

SI-25

B97-D

Equation y=a+bx
Adj. R-Square  0.9241
Value St Error )
1 intercept 0.02936 0.04845
Slope 0.96199 0.06005 -
T T T T T
-2.5 -20 -1.5 -1.0 -0.5 0.0 0.5
EAcalc (eV)
®B97X-D
Equation y=a+bx
Adj. R-Square 0.982
Value St. Error
1 |intercept 0.18066 0.02759
Slope 0.98021 0.02211

0.5

T T T T T
-2.5 -2.0 -1.5 -1.0 -0.5 0.0
EAcalc (eV)
Equation y=a+bx
Adj. R-Square  0.96793
Value St. Error
7| Intercept 0.14467 0.03429
Slope 1.01311 0.03258

T T T T T
-2.5 -20 -1.5 -1.0 -0.5 0.0 05
EAcalc (eV)

LC-oPBE
Equation y=a+bx
Adj. R-Square  0.97295
Value st Eror
7] intercept 0.11977 0.03444
Slope 0.96357 0.02795 .'
o
T T T T T
-2.5 -20 -1.5 -1.0 -0.5 0.0 0.5
EAcalc (eV)



EAexp (eV)

EAexp (eV)

EAexp (eV)

EAexp (eV)

MO06

0.5
Equation y=a+bx
Adj R-Square  0.9667
Value St Eror /
0.0 Intercept 0.06637 0.03215 ™
Slope 0.96773 0.03277 "
-0.5 4
-1.04
-1.54
-2.04
-25 T T T T T
-25 -2.0 -1.5 -1.0 -0.5 0.0 0.5
EAcalc (eV)
0.5
Equaton  y=avb%
Adj R-Square  0.97668
Vae st Eror
0.0 Intercept 0.16074 0.03237
Slope 0.98141 0.026
-0.5 4
-1.0 4 o
154 € s | I
] i
8 e A S
204
o o o
AEA
-25 T T T T T
-25 -20 -1.5 -1.0 -0.5 0.0 05
EAcalc (eV)
05
Equation y=a+bx
Adj. R-Square  0.9706
Value St. Error
0.0 Intercept 0.48246 0.04242
Slope 1.07314 0.03069
-0.5 4
-1.0 %
ot "
L ]
1
1.5 o 0
/ 3
e s
a 4 N
204
L 06 -04 02 0o
AEA
-25 T T T T T
-25 -2.0 -1.5 -1.0 -0.5 0.0 0.5
EAcalc (eV)
BHandHLYP
0.5
Equation y=a+b'x
Adj R-Square  0.97975
vae st Eror
0.0 Intercept 0.34178 0.034
Slope 1.02951 0.02576
-0.5 4
-1.0 4
-1.5 m €
]
8
-2.04
-
-25 T T T T T
-25 -20 -1.5 -1.0 -05 0.0 05

EAcalc (eV)

EAexp (eV)

EAexp (eV)

EAexp (eV)

EAexp (eV)

SI-26

MO06-L

05
Equation y=a+bx
Adj. R-Square  0.96639
Value St. Error
0.0+ Intercept 02351 0.03749
Slope 0.96382 0.03127
0.5
-1.0
-1.5
= N
-2.04 \ ‘
Ef) o2 o
AEA
-2.5 T T T T T
25 20 15 1.0 05 0.0 05
EAcalc (eV)
0.5
Equation y=a+bx
Adj. R-Square  0.97104
Value St. Error
0.0+ Intercept 0.04816 0.03316
Slope 0.92224 0.02859
0.5
-1.0
1.5
-2.0
ol
s o2 o0 02
AEA
-25 T T T T T
25 2.0 -15 -1.0 0.5 0.0 0.5
EAcalc (eV)
mPW2PLYP
05
Equation y=a+bx
Adj. R-Square  0.97185
Value St. Error
0.0 Intercept 0.45674 0.04252
Slope 1.06337 0.03058
0.5
.
-1.0
1
1.5 £
H
8
s
-2.0 J ’
L 08 0.4 02 00
AEA
-2.5 T T T T T
25 2.0 15 -1.0 0.5 0.0 0.5
EAcalc (eV)
T T T T T i
-3 -2.5 -2 -1.5 ® u]
=0.5
y=0.9252x+0.3782
. R? = 0.87657
-1
=1.5
<2
2.5
=3

EAcalc (eV)



EAexp (eV)

EAexp (eV)

HF

-3.

000

-2.500

-2.000 -1.500

00 Equation y=a+bx ]
Adj. R-Square 095501
Value St Error ]
-0.5 { |intercept 1.10564 0.09276
Siope 103062 004301
1.0 4
1.5 4
204 .
N 5
8
-2.5
-3.0
-?:.0 -2‘.5 -2‘.0 -1‘.5 1‘,0 -(;.5
EAcalc (eV)
CCSD
0
“0.5
y =1.02x + 0.559 &
R*=10.95502
=1
<15
=2
@
=2.5
. | . . . a3
-3.000 -2.500 -2.000 -1.500 -1.000 -0.500 0.000
EAcalc (eV)
cCsD(T)
T T T T T 1#]
“0.5
=1
<1.5
=2
2.5
=3

0.0

-1.000 -0.500 0.000
EAcalc (eV)

SI-27



SI-28

o—

Ko A 1120 910~ Lo 816Z¥EL LGL- 6LLLY. LGL- £92.£89°/GL- 8/9169°/GL- [eoipel-|Aing-}
< A 9¢20 ze0- 120 SEYOVZy 8LL- ¥6629¢¥'8LL- L26E8E8LL- L00L86E8LL- [edipeJ-|Ado.dos
- A 8610 9z'0- GZ'0- 9/G6961L°6.- 80ZLL0EL 6.~ 89088060°6.- 99¥8Z10L 6.~ |eoipel-|Ayle
g N 220°L GL'0 zs°0- Y6EETG8 YL 9/8€LI8 VLIt Z6¥09LL VL ovLGLEL YL ofjeqelpe - |1oein
2] A ZLe0 90°0- GL0- 6G.2.56'76€- 866096 ¥6€- 916628 V6E- 8G906£8"76¢- onegelpe - suisojAo
M N 220°L 120" zs0- Y6E£ZS8 VL~ Z06ELL8 VLI GSOLL YL ovLGLEL VL [BOIBA-[10B.IN
© 8G°0- L0°L- 696.E° LGV L~ 60LLY LGYL- €Z1892 LG L- 8¥81L6Z LGYL- auajAyjeoio|yoLy
< N 1680 ¥8°1L- S 98¥£90°L.2- v0.l22LL 112 111116912 LLLLL20LL2- auajAyjelonyip-z-1-suel
50 N G090 z8°0- 180~ 221911166 1666508°L66~ Z60££89°166- SYGLYLL /66~  BuUdJAYIB0IO|YdIP-Z-L-suel

. m A G6G0 Leo- 8z'0- ZvTTsol vsh- G6YGGL L YGh- 6€921L0"¥GH- 60S0€0" ¥~ auwAyy

= A 6LE0 LV L- 62 L- 8106+56°25G- 165€£200°€SS- LE0Y0.8°2GS- 9256026°25G- auaydoiyy
m A 68G°0 80 18°0- 9Z¥0Z£0°69G- G/1¥90°69G- 6895€16°895- 1£€€6/6°89G- ajozely)
5 A ¥0€°0 GZ'0- 0G°0- 186220€ 92" ¥19202¢¥92- 85022 ¥92- ZL12Zsve v9z- aupiwuAd
m A 0620 ze0- 62°0- G1129/2'¥92- £601.82'¥92- 8222861 ¥92- YT LLT ¥IT- auizepuAd
S A 10€0 10°0- 12°0- 1812S0€ v92- 6.86VLE¥92- 826922 ¥92- GGSY6ET ¥9T- auizelid
= N 20560 v L- ¥eL- 9/60v0°9%2- Z£21L060°9Y2- 1985€96°G7e- LYEYYLO9vE- 8|0zexo
o A 1220 z0- 0€°0- 1661628°G8¢- 6929£8°G8¢- £6€LY1 L G8E- GZ6982.°G8¢- aus|eydeu
o) N ¥vL0 60°L- 66°0- S9L¥1L209%e- 9/69.50°9v2- ZyLeTye sie- £89286°GY2- 8|0zexos|
o A ¥Z€0 €9°0- 110 G861L££0'69G- 9825190696~ 6GG9216°89G- 98/G€/6°89G- 8|0zelyjos!
m N 650°L 9L~ vZ'L- 2219816'622- ¥16L¥20°0€2- 5095006'622- 8Y/G256'622- ueuny

s N 960 16" L- 6t'L- LGGZE6L LLL- 6888.18°LLL- 20vS82L LLL- GOE.88.°LLL- ausjAyjelonyy
.0 A LOv'0 8.1~ zLL- 1280805 8.~ G¥29Z1L15 8L~ GZ68G8.1'8.- LL90ZY 1S 8L~ ausjhyie
o0 N GGL0 9¢°0- G0 8E¥G0G6 768~ 8GG0/96'¥6¢- 1626618 6¢E- 8G906£8"¥6¢- [BO1}4BA-BUISO}AD
o N 2060 €LL- LL- YrL68YSOLL- £169009°9LL- ¥819605°9LL- 876895911~ suadoudodho
) A ¥v20 6LL- 0z'L- 9Z¥2TZ0v6L- GLLE990' V6L~ Y1L8Y196°C6L- 808£800° V61~ aus|pejuado|oAo
2 N 6¥5°0 b- G6°0- Ly6LL8L LET- 6¥6GL2 L EC- Z8.vS0L°LET- 189/tYL°LET- auouejnqojoAo
e A 8zZ€0 89°0- £€°0- zL98L2°08.2- 1¥80€.°0€.2- ZvL0ST 8zLe- 811692°82.2- 8U8JNQ-Z-0Wo.Ig-|-SIo
1S) ) N 888°0 8Lz vLL- 8911110112 2619€LL° L2 1¥G1116°9/2- L10220°LL2- auajAyjeionyip-z-|-sio
5 3 N €810 zLL- 160" Zv£80.L. 166" L¥1€908 266" £G029.9° 166 9E0VYL L L66" ausjAyjeo.o|yolp-z-1-sio
=2 X N 8290 Ge'0- cLL- 19/0890°00G- £¥69601°00G- ¥8£91L0°00G- ¥22£290°00G- wilojolo|yo

g 2 N 8890 62 L~ 8z L- LEVLYYL 8ES- 1666061"8€G- £6£66.0°8EG- LY991LEL 8ES- ausjAyjeolo|yo 6
o m N ¥29°0 LLL- 90°L- 6.0580°2592- ¥60vZ L 2592- 9G628€9°6192- 6¥8.96¥92- ausjAyjeowolq g
L 5 N €LL0 ¥9°0- 6G°0- 1202€2€° L9~ GLGBYYE L9t GZZBLL L9V €.0¥0Z L9t~ auluepe /
s v N ZLL0 G- 20°L- 9/68601°€6L- GZ8ZLY L EBL- SLYLy0'E6L- 969/¥80°€61- auojeoe 9
o & A 9¢€0 6LL- 0g'L- 806688.°€GL- ¥9/9€8°€G1- 1929G€2°€G - 682098.°€GL- apAysplejedce g
D. b5 A Z820 90 zeo- ¥Z19LY°1692- 9¢£8/2v'1L692- 81856°8892- 8602.6°'8892- susdoud-|-owoiq-¢
© & N v.20 LEL- 06°0- 60E€.L6€°1692- €LE0EY"1L692- 9/0v6°'8892- 6€..6°8892- susdoud-|-owolg-Z ¢
N = N 8960 80 cLL- 1T¥9zE°€€T- 601189¢°€€Z- ¥£.16192°€€2- 8¥Z6862°€£2- aualpexayofoho-g-| ¢
— N 699°0 6.0 8.0 Y08YG.L. 166" 9£€£Z08° 166~ 19€€ 189166 6V.9LLL 166" aus|Ayjeolo|yolp-1-| |
% D a a\ﬁ uoliuy ‘qliuod m._®QU>N_ dxe Y3 J|ed 3 IXo-uolue-3 Xo-elinau-3 uolue-3 |elinau-3 B|NO3|ON
o hm (d4pz)O+LLE-9 108 siseq O+L€-9 188 siseq [euonoung dA1g
— (0]

=

= S



>>Z2>>2Z2Z2>>ZZZ>2Z>>2Z>2ZZ>2Z>2Z>>2>2>2>2>2Z2Z>>>>>2>>2>

‘& 04} uoluy

86¥2°0
¢0/1¢0
cyorLo
¥.59G2°0
G668¢°0
966620
144744Y
G6.¥°0
L1¥68°0
669990
8G¥9¢€°0
9010€0
620
19¥8¢°0
1€G12°0
269820
€250
10S2°0
8¢¢8L°0
GGeleo
L99v0°L
6¢¢€60
L010v°0
[A43N0]
818210
86220
1846950
2842e0
€v¢60
€1818°0
¥evl90
G698¢€°0
99/1v°0
EVEVL0
Ev.1LL0
LEOYE0
1€662°0
¢G29.L0
L€8YC0

8/99¢€0
‘quu09o BiagpAy

91°0-
2e0-
92°0-
I0]
90°0-
1C0-
8G°0-
89°0-
¥871-
280"
L€0-
Ll)L-
8°0-
STAVy
AN 0
10°0-
124%
AV
60°L-
€9°0-
9/'L-
167L-
8/.L-
9¢°0-
elL’L-
6l°L-
—‘I
89°0-
8l1°¢-
4
Geo-
62 L-
LL')L-
79°0-
1GL-
6l7L-
9°0-
LeL-
8°0-
GL0-
dxa y3

1606¥1°0-
605¥6¢°0-
€2¢6€9¢°0-
§6¢G51°0
81800} °0-
818€9¢°0-
96¥58.°0-
cveGl90-
8G898¢’L-
¥29998°0-
68168¢°0-
LGS9VC -
1160680~
80G/.¢v0-
8¥¥6¢C 0-
¥26.61°0-
cyv.L0€’L-
6C1¥81°0-
6.¥696°0-
1899€L°0-
98G2¢C’L-
9¢s8eY’L-
L90¥99°L-
14 7A4 4%
9166.G°L-
980621} °1L-
8659680~
6G806€°0-
LIVEVLL-
€916¢0°L-
80CLLL L
G62E0€e’L-
vLEGL L-
1996960~
18€.66°0-
665.9C°L-
61119€°0-
9096€6°0-
216G€e8°0-
¢9/88°0-
oleo y3

189¢G08°LGL-
G6¢9..¥'8L1L-
¥2GG9GG1°6.1-

LG62E6 VLT
L€160€0°56¢-
L6v9€C6 VIY-
LC6GSY LGP L-
Y6.vv9°6C.C-
CLivllO Ll
G/1/G8¢8°L66-
8L1CSYC VSY-
18.¥¢20°€SS-
6652680699~
6¢1029€¥9¢-
¢08G8SECv9C-
Y9.EV9E V9
€89.180°91¢-
66151 Y6°G8¢-
981.¥90°91¢-
¥9G2260°695-
6¢106¢0°0€¢C-
LY8EGLY LLL-
29¢G98¢€9'8.-
96€2¢¢c0'G6¢E-
G/18€8G9lL1-
¢200260'v61-
L6Llyve LEC-
16G1€6°0€L¢C-
GE0EY80°LLC-
89/8¢¢8°L66-
8¢/0%01°009-
€GYLv81'8€G-
€0619¢°¢59¢-
oveE06LY L9V
9/6/8G1°€61-
¥€29028°€GL-
981119'169¢-
Cyev6G 169¢-
899112Y'eee-

G096G28°L66-
}X8-uojue-gJ

Y2eLELB LGL-
GE080617'8LL-
069229176/~
Chveeee viv-
G1698€0°G6¢-
Cryeeee viy-
88.v8Y LSYL-
¥0v.99°6¢.¢-
€c0.Lvel LLe
1650098266~
€G¥8GGC VG-
¢88¢890°€GG-
1206221695~
GECLLLEYIC-
C286EYE VI
66791.E¥9¢-
6508¢€L 9v¢-
G91€156°G8¢-
88.6660°91¢-
68¢€611'69G-
¥2601.0°0€¢C-
961¢898°LLL-
Y8€€665°8.L-
G1698€0°G6¢-
9€98L¥9°9lL1L-
YS6vEEL VoL -
G8¢lLlT L EC
196G¥6°0€L¢-
€ece9cl’LLe
661.098°.66-
680611 00S-
G0¥02€C 8€ES-
8¢¥0€'¢59¢-
G6966EY° LoV~
60G¥S61°€61-
€6€8998°€G1-
6.9v29°169¢-
¢11829°169¢-
6G9881SYv'€Ece-

8G8G8°/66-
IXe-esnau-3

(d4pz)o+1LLE-9 188 siseq

Y€0€8GL°LGL-
GE0EOVP 8LL-
G0S098¢C1°6.-
L06EV08 VLY~
G1¢/806'v6€-
G68.L26L VIV~
¥9G.€€° LGV L-
clesl lele
€G1686'9.¢-
LGY16€.L 66"
yvevolL vSi-
8G8YL¥6°CSS-
L€19500°69G-
€211882¥9¢-
G9/819¢'v9¢-
986€062'79¢-
L€1601L0°9¥¢C-
62€.0¥8°G8¢E-
86¥£886°G¢-
€€.¥00°69G-
686.£G6°6¢¢C-
INAZAS Y INA N
8G/€111G78.-
965268 'v6¢-
GL61.¥S9LL-
926.vE0 V61~
vieceell e
¢Le89v'8¢Le-
G86¢€66'9.C-
99¢81€.°L66-
L16G150°00G-
8€CCYCl 8ES-
G09918°6¥9¢-
6¢8608¢° L9V~
L¥8€60°C61-
€CIr€9.L°€GL-
¥80.G1°689¢-
18LL11°689¢-
A FRARIRANA

¥.0¥9€.L .66~
uolue-3

I¥91892°/G1-
L08GSY'8LL-
Lv/I0LEVL6.L-
1229508 VL~
8G89916'V6¢-
1229508 VL~
rvr9E LGV L-
€¢6.0¢ Lcle
184¢.€0°LL¢C-
Ye0veLL L66-
Cc0CLLV)V VS
806.066°¢SS-
64801¥0°695-
91€990€¥9¢-
€0€6¢.C°v9¢-
€¥0900€ ¥9¢-
G€69090°91¢-
890¥158°G8¢-
19/¥8¢0°9v¢-
€G191r€0°699-
ceYr900°0€e-
12¢212L8LLL-
V6€€LY .G '8.-
8G89916°V6¢-
1186209°91LL-
1€696.0°V61-
LoootLielee-
va6v8Y'8C.LC-
ceveE8EN’LLC
G900€..°L66-
€696660°005-
68G09.1°8€S-
G/9198'6¥9¢-
919€G0¢€ L9V~
8.6/9€1°€61-
€0./6818°€GL-
¥8.¢/.1°689¢-
G€96.1°689¢-
1G2088¢e°€ee-

8.¥10L.L .66~
[esnau-3

*9+1€-0 19s siseg

|edipel-|Aing-}
[eoipe.l-jAdoudosi
[eaipes-jAyie

oljeqelpe - [1oein
oljeqgelpe - auisojAo
|esilaA-[10BIN
aus|Ayleoio|yoLy
aus)ng-g-owolg-|-suel
auajAyjaionyip-z-1-suel}
aua|Ay}o010|yoIp-Z- | -suel
aulwAy)

auaydoiy}

ajozely}

aulpiwAd

auizeplAd

auizeiAd

8]0Zex0

aus|ejydeu

8]0Zexos|

a|ozelyjosl

uelany

ausjAyjaionyy

ausjAyle
|e211JaA-8uIS0}AD
auadouidojoho
auslpejuado[oho
auouengqooAo
aua)Ng-z-owolg- | -sIo
auajAyialonjip-z-1-sio
aua|Ay}e0.0|yoIp-g-L-SIo
wliojolojyo
aus|Ay}20.0|yo
ausjAyaowoliq

auluspe

auojeoe

apAyap|ejeoe
auadold-|-owoig-¢
auadoud-|-owoig-g
aualpexayojoho-g-|
aus|Ayjeolo|yolp-|-|

8|No3Io|\
leuolldoung L6Md9

L€
9€
9€
ve
9l
123
€€
4%
L€
0¢
6¢
8¢
LZ
9¢
14
144
€¢
44
¥4
0¢
6l
8l
Ll
9l
Sl
14
€l
¢l
L
ol

TANOTOOMNOOO®

SI-29



6520
9220
€510
6820
(4340
€20'L
4290
S9v'0
6480
GEE'0
1650
80€°0
vOL°L
v62°0
£€82°0
8620
9l80
0920
9810
800'L
w0l
7€6°0
98€°0
aZAY
1680
260
9vs'0
ove’0
0160
6280
2990
LI€°0
2040
€90
Z2LL0
€EE0
662°0
6080
8960
€9€°0

> ZZ>20Z2ZZ22>5222>2Z2222>2Z22Z22>>2>2>222222>222>22Z2>2>2>22>>

‘a0 uowwy  -quauod Biagphy

910
ce0-
92'0-
SL°0
90°0-
120
85°0-
89°0-
¥8’L-
280-
LE0-
AN
80

G20
ce0-
L0°0-
Py L-
c0

60°L-
€9°0-
9L’}
L6}~
8L}~
9€'0-
€L}
6L°L-

Pl

89°0-
8l'e-
clL-
GE'0-
62}~
AN
¥9°0-
LS'}-
6L°L-
90-

LE'L-
80

SL0-

dxay3

€L0°0-
061°0-
LLV0
8120
8L0°0-
88€°0-
0v9'0-
0€S0-
€2t}
LE6°0-
9vL0-
0LL"L-
€16°0-
Pre0-
LyL'0-
60170~
€€’ L-
€0L°0-
988°0-
160~
ovL’L-
SLE}-
L09°L-
Pre0-
982’1~
2oLl
0L8°0-
90€°0-
6v0°L-
vE€6°0-
8507}~
ove'L-
866°0-
6.¥°0-
€06°0-
L8171
L62°0-
£68°0-
2s0’L-
180~
J|ed v3

LL004SL°LS)-
8.E6EV'BLL-
¢€.02821 6.
8ECLSYS VIV
LSY62Y6 v6E-
9280.28° VL1~
9269€° LGP L-
Ly¥S9G°62.2-
€€98€20°LL2-
192vS. 166-
6822.LYL vS-
226.56°2SS-
2200610°69S-
€yE8962 v92-
¢€L10L2'v92-
22eEYe6e v9e-
L¥2820°9ve-
8EVZEY8 GBE-
¥8.8.00°9¥2-
126/.10°69S-
629€€.6°62¢-
C8ESLLLLL-
S82S1LLG 8-
¢S605E6 V6E-
8G€09GS'9LL-
L0Sv2E0 V6L
2229s8l Lee-
LE00S80€L2-
PLZ6LED LLC-
960€SG5.266-
Lv€G90°008-
CPEESEL 'BES-
1519022592~
9ELZYLE L9
LS0LB0L'EBL-
168918L°ESL-
LEBOYS L692-
L09¥25°1L692-
8EECBEYEEEL-

¥219.G. 166
1Xa-uolue-3

LEGED9L LS~
LS8V '8LL-
6169G9€1°6.-
8SELYE VLY
SYELLYE VBE-
8SELYE VLY
8.26€°LSYL-
L6¥85°62.2-
261890242
¥8988.°/66-
G6.G2S L vS-
816000°€SS-
192950695~
16SY60E ¥9e-
G98GG.2'¥9¢2-
8.LEVE0EVIC-
LIPSELO'OVE-
82€09¥8°G8E-
€Lyv0v0"9ve-
8125150°69S-
1€12S10°0€e-
LE€26G28°LLL-
192.€0.5°82-
SYELLYE VEE-
€LLEE0S'9LL-
8SLLGL0v6L-
€LeSLe e
¢62198'0€L2-
G29v0.0°LL2-
92968.°L66-
8E¥ZP0L 00S-
806181°'8€G-
6182v2'2S92Z-
918LEE L9V
LELZZYLEBL-
8901G28ESL-
6151585°1692-
LE6SSS 1L692-
150628€E°EEe-

61528166~
IXa-eqnau-3

(d'1pz)O+11£-9 188 siseq

SOP660L LS L
GEEBLOV'BLL-
GECZLLO0L64-
LSYOSLL VLY
911028 ¥6€E-
6E09969 VL~
€699v2 LSPL-
L/9€01° 1212
GE0SSE6'9L2-
€92.699°266-
L6S00°vS-
P¥199.8°25G-
8LELSE6'89G-
G/€9¢222v9¢-
G296l v9eZ-
SLSLS2evae-
¢S60vS6'She-
GEYZ8EL GBE-
OYEVLEB SYE-
8GGE6E6'89G-
£82868°62¢-
SOLYELL 2LV
¥920L¥8Y'8.-
¢9.5608 v6€E-
8LLEBLSOLL-
Cv69896°E6L-
PLEBELL LEE-
220188242
GSOLLv6 9.2
€£€97€99°/66-
2215107006
PSESZL0'8ES-
8€€29.°6¥92-
LESSLL L9V
YELOYPO'EBL-
9G6SPZLESL-
690.80°6892-
6¥91.0°6892-
L02S.82°€Ee-

1812199°L66-
uojue-3

CLBLYVL ISL-
00SELY'8LL-
GZyeveLL 64-
SLIBZLL YLV
€9E6728 V6E-
SLIBZLL YLV
6860.L2°LSVL-
SLiGevLeLe-
2251186'9.¢2-
Ov66669°L66-
LL2LELOPSY
£€6226'2SS-
22182.6'895-
€L16.€2'v9¢-
9€0L 02 v92-
¥2861E2 ¥92-
SLLL00"9ve-
104Sy.L°G8E-
1529896°Gve-
6952996'89G-
cviv6'6ee-
LL6969LLLL-
891L/5v5'8.-
€9E6VZ8 v6E-
G/9€E69S 9L
9EPELZO V6L~
p2eSsyL LES-
96v00¥'82.2-
6862286'9.¢2-
911600. 266~
¥88850°00G-
¢L0¥SZ1L 8ES-
L1€008°6¥92-
€2€961° L9
60.VEB0°E6L-
POLLLLESL-
¥9.660'6892-
¥S6901°6892-
C26S8LEEET-

7.80869°L66-
|esnau-3

«O+1E-919s siseq

[edipes-AIng-} 2€
|eaipes-|Adoidosi ¢
[edipes-iAyie 9g
Jneqeipe - |IoeIn $€
oneqeipe - auisoifo g|
[eDILBA-|I0RIN $E
aua|Ay}s0I0|yoL} £¢
audINg-zZ-0WoIg-|-suel) Ze
auajAyjaionyyip-z-|-suel} Le
auajAy}e0J0|yoIp-Z-L-sues O
aulwAY) 62
auaydoiy) 8z
aj0zely) 2z
aulpiwuAd 9z
auizepuid gz
auizelid vz
9]|0ZEX0 £
aus|eyydeu zz
aj0zZexos| Lz
ajozeiyjos! 0z
ueiny g
auajAylaiony gL
ausjhuyie /|
|eoIUBA-8UIS0)AD g|
auadoidojoho G|
aualpejuadofo |
auouengopfo g1
aulaING-Z-0Woiq-1-sio Z|
ausjAyjaionyip-z-|-sio ||
8uajAy}a0Jo|yoIp-Z-1-S1d 0L
wJojolojyo
8UsJAy}B0I0|Y0 6
auajAyleowoiq g
aujuape /
auojaoe g
apAyspjejaoe g
auadoid-|-0WwoIq-¢€ ¥
auadoud-|-o0woiq-Z €
aualpexayoho-g-| Z
auajAyie0lo|yoip-1-| |
ETRRET
|euoioung L6Md

SI-30



920
8220
»SL°0
192°0
£82°0
SEO'L
LvS0
8210
10670
2090
SEE0
080°L
980
1120
2i20
6.2°0
€20°L
1520
1690
262’0
ov0’L
L€8°0
L9E0
LE€S°0
0280
€120
£86°0
€vZ0
6260
2990
»¥9°0
8680
Pve0
1290
L1990
226'0
1220
€990
ove'o
0190

Z2>2Z2>5Z2Z2Z2>>22Z2ZZ22>522Z2>>2>22Z22Z2>52Z2Z2>2Z2>>2>2Z22>522>2Z2>2>2Z2>>>>>

|a0A uowy  -quau0d Biagpiy

910
ce0-
92'0-
SL0
90°0-
120
85°0-
89°0-
v8’L-
28’0
LE0-
AN
8'0-

G20
ce0-
L0°0-
vy L-
0

60°L-
€9°0-
9L’}
L6}~
8L}
9€°0-
€L}
6L°L-

Fl

89°0-
8l'¢-
120
GE'0-
62°}L-
AN
¥9°0-
LS°}-
6L
90-

LEL-
8°0-

SL0-

dxay3

v0L°0-
v.i2°0-
Sve0-
16070
6vL°0-
6.0~
LE8°0-
205’
125’1
evo'L-
19€°0-
89" |-
€621~
88¥°0-
982'0-
6v2'0-
6y L-
2se o
1oL~
88.°0-
825"}~
€69°L-
828}~
265°0-
Sy9'L-
L0Z'L-
88Y°L-
oy 0-
ey’ L-
8G2'L-
€2e’L-
209’L-
L0€°}-
S0L°0-
0sZ'L-
SpS°L-
£6€°0-
891°}-
868°0-
820°L-
J|ed V3

€66G.2¢2.L°4S)-
L8LEBLY'BLL-
1812691164
LLLLOBS VLY
PSLGEBL VEE-
929299 v

SSPLEV LSYL-
G8EELL0ELE-
6SE2YY6'9.2-
CY8EL6.L 166~
G82086°ESY-

GS0V0L6°2SS-
220v296'89G-
LOELYBL VI2-
1662891 ¥92-
€G0€.L61°¥92-
2S69LEB'SYE-
62€5.69°GBE-
65.9806°Gve-
688€9.6'89G-
€.£0088°62¢-
SyeSeeL LLL-
7998816¥'8.-
1S8Y18. ¥6E-
60LEELSOLL-
2802696°€61-
¥9EGZ60°LES-
90v.86°LELE-
L12\6¥6°9.¢2-
1900061 266~
€€GE680°00G-
¥6.L.071 BES-
¢0p2SE'eS92-
8G18211° L9V
826E6V0°E6L-
¥890E€LESL-

6¥5989°269¢2-
2v5199°269¢2-
6229082°€EC-

GG6196.L°L66-
IXe-uoiue-3

S8YLYEL LSL-
GZL0EV'BLL-
1086812161~
6.52169' VI
G0GZE08 ¥6E-
6.52169' VL
666.9Y°LSYL-
€.1859°0€L2-
ZhyL000°LL2-
6./9G€8° 166~
PYSLEBE ESY-
62VEY96°2SG-
62¥¥800°695-
¢.89212'v9¢-
186/8.1°¥9¢2-
8¥S¥902 ¥9¢2-
SLEBY86'SYe-
188/90.°G8E-
6YEELSB'SYE-
€62€500°69G-
12619€6°62¢-
80€.4G8L°LLL-
¢.L.506S5'8.-
G0SZE08 ¥6E-
9€LLELSQLL-
68GEELOVEL-
L2eeLyL LEe-
2§2200'¢eLe-
€2LL100°LL2
G2229¢€8° 166~
8656.€1°00G-
1999661 8ES-
¥2y00¥ ' €592-
B6YELEYL L9V
6¥2ES60°E6L-
1S.v18L°€SL-
16600.2692-
¥9v¥0.L2692-
LVESELEEET-

9896€£E£8°L66-
IXa-eJnau-3

(d'1pZ)O+11£-9 188 siseq

€90.619°4S}-
EVLPO8EBLL-
Y2yS680°6.L-
LBEBOSS VI
¥8E0.L9V6E-
Ly600ES VLI
€69.1LE°LSYI-
£286ve'82.LC-
99/2v58'9.¢2-
G62.80.° 266~
9/82.LE8°ESY
6950S€8°2SS-
7€89688°89G-
9198611 ¥9¢2-
1/89€60'¥9¢-
6€.222\ v92-
£€25868°Gve-
GZy.L16G°G8E-
LYOLES'SYE-
8628888'89G-
8895108°6¢¢-
Lv2099°LLL-
6LLL8ESY'8L-
8G¥1GG9'V6E-
¥S80.L¥'9LL-
PYOLLE'EGL-
289160 LEC-
S0SLes6eLe-
821€968°9/¢2-
9681969°266-
96866£0°00S-
£876980'8€S-
902.06°059¢2-
GZ106.6"99%-
612867261
98yS89°ESL-
6900€2°0692-
196902°0692-
vLESLIZ EEL-

PEEES0L L66-
uolue-3

12€2.189°/SL-
OYELYEEBLL-
Pr8LEOL'6.L-
89819S VL1
60.86.9 V6€-
89819S° VL1
80€0SELSYL-
18L961'82.2-
6LLLLL6'9.2-
LISYBY.L 166~
SOP9ESE ESH
9669988°25G-
¥0.26°89S-
289G0¥ 1 ¥92-
S089901 "¥92-
82EEYEL " ¥IC-
8518LL6'Sve-
9G291709°G8E-
L0..8.8°Gve-
L€G/026'89G-
LEEL08622-
28.182L° L1V
99108€ES 8.
6048619 ¥6€-
LLLLBES OLL-
28.G8G6'E6L-
92616.0°LEC-
LSB8ES62.L2
¥96.216°9.¢2-
69667, 166~
£v2S€60°00S-
9180v¥L 8ES-
968556°059¢2-
8186.00°29%
CSGEGEN'EBL-
86G8EL'ESL-
8692 0692
281£52°069¢2-
CLBY8YZ EEe-

S0L0LVL L66-
|esinau-3

«O+1€-919S siseqg

|edipes-Aing-} L€
|eoipes-|Adoidosi go¢
[edipes-jAule 9g
Jneqelpe - |loein ¢
oneqelpe - auIsojfo g|
[E2ILBA-|I0BIN pE
aua|jAyle0i0|you} £€
BUaINg-Z-0WO0IG-|-SUBl} ZE
ausjAyjaionyip-z-L-sues Lg
auajAyleolo|yoIp-z-|-sues} O
aulwiyl 62
auaydoily} 82
sjozely} /2
aulpiwuAd 9z
auizepuid gz
auizelid vz
9|0ZeX0 €7
aus|eyydeu zz
2|0Zexos! |z
sjozelyjosi 0z
uein} 61
auajfylalony gL
ausjAyle /|
|e2IUBA-BUIS0)AD g
suadoidopfo gL
aualpejuadojofo |
auouenqopfo g1
BaUBING-Z-0WO0Iq-|-SI10 Z|
ausjAyjaionyip-z-1-sio L
8uajAy}80Jo|yoIp-Z-1-Sd 0L
WI0J0I0|Y0
ausjAyla0Io|yd 6
auajAylsowolq g
suluape 2
auo}aoe g
apAyspjelsoe g
auadoid-}-0WoIg-¢ ¢
auadolid-1-o0woiq-Z £
auaIPExXayo[oAd-g-| Z
auajAyieoiolyaip-1-| |
a|n23jo|
leuonjdoung q.69

SI-31



Ce-1IS

B3PW91 Functional
Molecule
1 1-1-dichloroethylene
2 1-3-cyclohexadiene
3 2-bromo-1-propene
4 3-bromo-1-propene
5 acetaldehyde
6 acetone
7 adenine
8 bromoethylene
9 chloroethylene
chloroform
10 cis-1-2-dichloroethylene
11 cis-1-2-difluorethylene
12 cis-1-bromo-2-butene
13 cyclobutanone
14 cyclopentadiene
15 cyclopropene
16 cytosine-vertical
17 ethylene
18 fluorethylene
19 furan
20 isothiazole
21 isoxazole
22 naphtalene
23 oxazole
24 pyrazine
25 pyridazine
26 pyrimidine
27 thiazole
28 thiophene
29 thymine
30 trans-1-2-dichloroethylene
31 trans-1-2-difluorethylene
33 trichloroethylene
34 uracil-vertical
16 cytosine - adiabatic
34 uracil - adiabatic
36 ethyl-radical
36 isopropyl-radical
37 t-butyl-radical

Basis set 6-31+G*

E-neutral
-997.6443767
-233.3394864
-2688.976886
-2688.970175
-153.7777238
-193.0904264
-467.1617164
-2649.664252
-538.1057838
-500.0431544
-997.6475797
-276.9595227
-2728.276694
-231.1530675
-194.0358458
-116.5800136
-394.7970116
-78.55967872
-177.7651208

-229.941817
-568.9336479
-245.9491859

-385.755253
-245.9849363
-264.2223939
-264.1931077

-264.229183
-568.9406844
-552.9026873

-453.983207

-997.64693
-276.9584676
-1457.183429
-414.6765829
-394.7970116
-414.6765829
-79.13277908
-118.4397155
-157.7464762

E-anion
-997.6072266
-233.3023766
-2688.931743
-2688.947923

-153.725886
-193.0351146
-467.131953
-2649.617513
-538.0525016
-499.9931303
-997.5969636
-276.8833496
-2728.253386
-231.1078379
-193.988687
-116.5163001
-394.7726434
-78.4933635
-177.6956804
-229.87538
-568.9033684
-245.9009419
-385.7418086
-245.9315148
-264.2118023
-264.1811195
-264.2092844
-568.9041869
-552.8525402
-453.968075
-997.6048718
-276.8879781
-1457.150267
-414.6625526
-394.7900803
-414.6760748
-79.1154228
-118.4206883
-157.7326784

Basis set 6-311+G(2df,p)

E-neutra-ext
-997.73083
-233.401899
-2691.430664
-2691.426699
-153.8251098
-193.148308
-467.29541
-2652.11181
-538.1605101
-500.0870568
-997.7332555
-277.0466394
-2730.741982
-231.2185356
-194.0885879
-116.6134474
-394.9182182
-78.58382015
-177.8205614
-230.0086324
-569.0167943
-246.0201717
-385.8535889
-246.0564635
-264.2927846
-264.2635399
-264.2996606
-569.020429
-552.978205
-454.1203052
-997.7325587
-277.044988
-1457.301017
-414.8033977
-394.9182182
-414 8033977
-79.15633472
-118.4737502
-157.7908283

E-anion-ext
-997.6975594
-233.3686359
-2691.387643
-2691.406396
-153.7759669
-193.0978714

-467.268903
-2652.067738
-538.1110237
-500.0436032
-997.6878789

-277.002156
-2730.720696
-231.1782713
-194.0446462
-116.5524052
-394.8968404
-78.52028559
-177.7537136
-229.9445174
-568.9890971
-245.9743823
-385.8438597
-246.0047212
-264.2849632
-264.2539603

-264.282392
-568.9863196
-552.9312591

-454.107899

-997.695158
-276.9762515
-1457.272856
-414.7923822
-394.9108813
-414 8033714
-79.14188858
-118.4570532
-157.7785094

EAcalc
-0.905
-0.905
-1.171
-0.552
-1.337
-1.372
-0.721
-1.199
-1.347
-1.182
-1.235
-1.210
-0.579
-1.096
-1.196
-1.661
-0.582
-1.729
-1.819
-1.745
-0.754
-1.246
-0.265
-1.408
-0.213
-0.261
-0.470
-0.928
-1.277
-0.338
-1.018
-1.870
-0.766
-0.300
-0.094
0.167
-0.345
-0.394
-0.256

EA exp

0.75
0.8
.31
0.6
.19
1.51
0.64
117
.29
0.35
1.12
-2.18
0.68
E
.19
1.73
0.36
1.78
1.91
1.76
0.63
-1.09
0.2
1.44
0.07
0.32
0.25
0.8
117
0.31
0.82
1.84
0.58
0.21
-0.06
0.15
0.26
0.32
0.16

Rydberg contrib.

0.351
0.250
0.490
0.314
0.306
0.431
0.812
0.388
0.371
0.721
0.262
0.961
0.347
0.321
0.231
0.419
0.325
0.392
0.451
0.502
0.316
0.345
0.265
0.531
0.290
0.280
0.287
0.293
0.300
0.361
0.315
0.485
0.303
0.302
0.288
0.263
0.137
0.197
0.240
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MP2/6-311+G(2d,p)//BILYP/6-31+G"

Molecule

[
12

adening
cis-1-bromo-Z-butene
T1-1-dichloroaihyleng
1-3-cyclonexadiens
acelaldehyde

acetone

bromoethylene
chlaroethylene
cis-1-2-dichloroethylens
cig-1-2-difluorethylens
cyclopentadiensa
Cyclopropensa
cylosine-vartical
athylene

fluorethylens

furan

Eodhiazaha

EoxAazole

naphtalene

oxazole

pyrazing

pyridazing

pyrimidine

Hiazole

thiophene

Tyrnine
trans-1-2-dichloroathyleng
trans-1-2-difluorethyiens
trans-1-bromo-2-bulene
trichloroathylansa

Meutral
-466. 2647
-2728.68
-996.5115
-232.7813
-153.4805
-192.6541
-2648 839
-536.9857
-896.5126
-276.5543
-193.5765
-116.2966
-394.0583
-78.36156
-177.4634
-229 481
-568.1205
-245. 4865
-384 8822
-245.524
-263.6818
-263.6519
-263.6875
-568.1248
-552.0883
-568. 1248
-996.5116
-276.5527
-2T27.342
-1455.583

SI-52

Anion
-466.2269
-2728.638
-996.4657

-232.739
-153.4164
-192.6257
-2648.759
-536.9006
-896.4532
-276.4619

-193.522
-116.2209

-394.025
-TH 28324
-177.3803
-229.4022
-568.0815
-245.4276
-384 8838

-245.455

-263.666
-263.6331
-263.6615

-568.075

-552.03

-568.076
-896.4614
-2TEAGTE
-2727.381

-1455.54

Mp2-TZ

-1.029493
-1.155588
-1.247418
-1.153188
-1.7450:25
-1.861435
-2.163317
-2.315887
-1.615165
-2.514365
-1.481321
-2.058548
-0.905328
-2.131306
-2 262524
-2.144147
-1.061559
-1.601796
-0.488538
-1.678138
-0.431231
-0.511053
-0.708697
-1.327035
-1.587872
-1.327035
-1.363711
-2.311438

1.335424
-1.181569

EAexp | Anion tyd=

H64 N
06BN
0.7 v
0.8V
=118 W
1910
147
1.28 v
112 W
=218 W
=118 W
173N
0.36 V
-1.78 W
181 Y
76 W
0.63 V
.09 W
0.2V
144 Y
0.07 vV
0.32 W
0.25
0.8V
17
0.31 v
0.82 v
-1.84 W
0.68 V
-0.58 W

0.89354 84



Molecule
7 adenine
12 cis-1-bromo-2-butene
1 1-1-dichloroethylene
2 1-3-cyclohexadiene
5 acetaldehyde
6 acetone
8 bromoethylene
9 chloroethylene
10 cis-1-2-dichloroethylene
11 cis-1-2-difluorethylene
14 cyclopentadiene
15 cyclopropene
16 cytosine-vertical
17 ethylene
18 fluorethylene
19 furan
20 isothiazole
21 isoxazole
22 naphtalene
23 oxazole
24 pyrazine
25 pyridazine
26 pyrimidine
27 thiazole
28 thiophene
29 thymine
30 trans-1-2-dichloroethylene
31 trans-1-2-difluorethylense
32 trans-1-bromo-2-butene
33 trichloroethylene

6-311+G(2d,p 6-31+G"

MP2
-1.029
-1.156
-1.247
-1.153
-1.745
-1.861
-2.163
-2.316
-1.615
-2.514
-1.481
-2.058
-0.905
-2.131
-2.263
-2.144
-1.062
-1.602
-0.498
-1.878
-0.431
-0.511
-0.708
-1.327
-1.588
-1.327
-1.364
-2.3N
-1.335
-1.182

-1.157
-1.240
-1.640
-1.701
-2.045
-2.195
-1.886
-2.098
-2.046
-2.730
-1.964
-2.391
-1.187
-2.462
-2.534
-2.382
-1.392
-1.905
-1.069
-2.039
-0.796
-0.866
-1.076
-1.625
-1.972
-0.993
-1.793
-2.572
-0.928
-1.564

SI-53

-1.114
-1.210
-1.6581
-1.665
-2.042
-2.182
-1.883
-2.102
-2.078
-2.737
-1.83%
-2.378
-1.212
-2.456
-2.537
-2.364
-1.410
-1.920
-1.018
-2.016
-0.800
-0.874
-1.076
-1.638
-1.879
-0.995
-1.816
-2.581
-0.972
-1.608

F311+G(2d,p  6-31+G*
CCSD  CCSD(T)

CCsD
-1.029
-1.086
1717
-1.398
-1.819
-1.895
-1.687
-1.832
-1.717
-2.563
-1.673
-2.169
-0.939
-2.225
-2.320
-2.193
-1.157
-1.680
-0.752
-1.B89
-0.555
-0.625
-0.831
-1.383
-1.702
0.755
-1.481
-2.382
-1.128
-1.259

6-311+G(2d,p)
CCSD(T)
-0.982
1.045
1.736
1.344
-1.806
-1.868
1.652
1.825
1.736
-2.565
-1.630
-2.140
0.946
2.209
2.315
-2.166
1.162
1.685
0.677
1.856
0.545
0.615
0.811
1.378
-1.693
0.743
-1.502
-2.385
1.190
1.289

EA exp
.64 N
0.668 N
-0.75 |‘~.f

0.8V
-1.19 v
-1.51 Vv
147V
-1.29 v
112V
-2.18 vV
118V
173V
-0.36 V
-1.78 WV
191V
-1.76 V
-0.63 Vv
-1.09 v

0.2 v
-1.44 W
-0.07 v
032 v
-0.25 vV

0.8 Y
147V
031V
-0.82 v
-1.84 v
-0.68 vV
-0.58 v



Figure S3. Plots of the fit of eq. 8 to get EAs by extrapolation method. Formamide was
selected as an example. Red line corresponds to a linear fit, blue line corresponds to a
quadratic fit

Fitting plots for Formamide with PW91
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Table S7. Results of the calculations of the EA4s of compounds
from chart S-2 with different DFT functionals.

MAD \Y% AE vs. 1/¢ Limitting

Functional (eV)* ratio” Fitting value
BLYP 0.16 0.43 linear -2.1
BPWI1 0.14 0.61  quadratic -3.0
PWI1 0.17 0.61 linear -2.3
B97D 0.15 0.35  quadratic -2.1
B3PWI1 0.23 0.70 linear -3.4
B3LYP 0.15 0.70  quadratic -2.2
B3LYP-D 0.14 0.61  quadratic -2.3
CAM-B3LYP 0.11 0.57  quadratic -2.4
LC-BLYP 0.09 0.65  quadratic -2.3
BHandHLYP 0.14 0.65  quadratic -2.4
®-B97 0.19 0.43  quadratic 2.3
®-B97X 0.13 0.56  quadratic 2.3
®-B97XD 0.11 0.56  quadratic -2.3
PBE( 0.09 0.61  quadratic -3.0
LC- oPBE 0.10  0.65 quadratic -2.8
TPSS 0.14 0.61 linear -2.4
TPSSh 0.09 0.57  quadratic -2.3
MoO6 0.13 0.57  quadratic -2.2
M06-2X 0.12 0.65  quadratic -2.3
MO6-L 0.15 0.61  quadratic -2.3
MO06-HF 0.12 0.74  quadratic -2.8

*MAD of the calculated vs. experimental EA4 values. The EAs
obtained for V anions were employed for these calculations.

PV state anions over total number of compounds. All the

calculated EA4s are included in the SI, tables S-8.1 to S-8.21.
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Tables S8.1-21. Detailed values of the energies employed for computing the EAs in table 2 for each DFT method employed. The values in red

correspond to N anions or V anions with EAs with high deviation and are not considered for the computation of MAD.

BLYP Exp (eV) Quad Fit Linear Fit Corr.Coef. QF Corr.Coef. LF  MAD - QF MAD - LF
54 transbromopropene -1.3 -1.10966 -1.54057 1 0.9998 0.190 0.241
49 guanine -1.4 -0.95901 -1.56909 1 0.99836 0.441 0.169
55 transcloropropene -1.49 -1.30744 -1.55288 1 0.9993 0.183 0.063
42 cis-bromopropeno -1.49 -0.76128 -1.2596 1 0.99632 0.729 0.230
38 1-2-cyclohexadiene -1.75 -1.63909 -1.91934 1 0.99989 0.111 0.169
39 acetic-acid -1.8 -0.75343 -1.38328 1 0.99889 1.047 0.417
40 allene -1.88 -1.45606 -1.76998 1 0.99883 0.424 0.110
53 propiolactone -1.9 -0.68861 -1.7484 0.99967 0.99945 1.211 0.152
41 butirolactone -1.93 -0.21465 -1.57286 1 0.99913 1.715 0.357
52 Propene -1.99 -1.64558 -2.26678 1 0.99969 0.344 0.277
47 diterbutylperoxide -2 0.77536 -1.69359 0.99998 0.99796 2.775 0.306
44 cyclobuteno -2 -0.92046 -1.95654 0.9997 0.98696 1.080 0.043
48 formamide -2.05 -0.73937 -1.38462 0.99906 0.99083 1.311 0.665
56 trasnbuteno -2.1 -0.60028 -1.77517 0.99999 0.99786 1.500 0.325
50 imidazole -2.13 - -2.2565 -- -- 0.127
45 cyclopenteno -2.14 -1.0216 -1.67466 0.99968 0.99904 1.118 0.465
43 cis-2-buteno -2.22 -1.16125 -1.25737 1 0.99974 1.059 0.963
51 methylvynilether -2.3 -0.91887 -1.38045 0.99944 0.99423 1.381 0.920

46 dimethylformamide -2.4 0.72057 -1.74274  -- 0.99986 3.121 0.657
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BPW91
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.16678
-0.79619
-1.29308
-1.42405
-1.63909
-2.01646
-1.42684
-1.78819
-0.70745
-2.09855

0.20718
-1.92434
-2.10117

0.48965
-1.76256
-2.03648
-2.21656
-2.09855
-1.15506
-0.82095
-0.96236

-2.7882
-0.90695

Linear Fit
-1.44789
-1.42035
-1.55922
-1.67306
-1.91934

-2.2261
-1.65027
-2.11616
-2.09888
-2.56645
-2.56012
-2.29798
-2.45655

0.39605
-2.17404
-2.46237
-2.64332
-2.56645
-2.16253
-1.24139
-0.95543

-2.7517
-1.53895

SI-57

Corr.Coef. QF
1

1

1

1
0.99999
1

1

1
0.99991
1
0.99999
1

1
0.9991
1
0.99999
0.99999
1

1
0.99999
1

1
0.99985

Corr.Coef. LF

0.99916
0.9996
0.99928
0.99937
0.99898
0.99968
0.99961
0.99917
0.99705
0.9983
0.9982
0.99889
0.99911
0.9866
0.9982
0.99852
0.99854
0.9983
0.99893
0.99726
1

1
0.99157

MAD
V ratio

MAD - QF
0.133
0.604
0.197
0.066
0.111
0.216
0.453
0.112
1.223
0.109
2.207
0.076
0.051
2.590
0.367
0.104
0.003
0.201
1.245
1.809
1.858
0.212
2.523

0.140
0.61

MAD - LF
0.148
0.020
0.069
0.183
0.169
0.426
0.230
0.216
0.169
0.576
0.560
0.298
0.407
2.496
0.044
0.322
0.423
0.266
0.237
1.389
1.865
0.248
1.891

0.264
0.78



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
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PW91
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit

-0.70902
-0.80851
-1.09076
-1.14975
-1.63909
-0.80711
-1.36485

0.16781
-0.43629
-0.29216

1.05132
-0.94636

0.16986
-0.55436

-0.7996
-0.04724

-0.29216
0.45657
-0.50738
-0.8298
-1.07619
-0.727

Linear Fit
-1.27065
-1.53561
-1.42901
-1.76722
-1.91934
-1.26747
-1.69496
-1.58634
-1.37168
-2.02964
-1.70105
-1.93972
-2.04025
-1.82519
-0.84012
-1.90475
-1.74406
-2.02964
-1.62603
-1.06585
-0.83614
-1.11629
-1.27696

SI-58

Corr.Coef. QF Corr.Coef. LF

0.99989
1
1

0.99993
0.99997
1
0.99999
0.99998
1
0.99998
0.99997
1
0.99999
1
1

1
1
1
0.99999
1
0.99972

0.99605
0.99984
0.99873
0.99999
0.99129
0.99663
0.99879

0.996
0.99769
0.99953

0.998
0.98975
0.99933
0.99796
0.99994
0.99895

0.99953

0.9992
0.99942
0.99999
0.99996
0.99231

MAD
V ratio

MAD - QF
0.591
0.591
0.399
0.340
0.111
0.993
0.515
2.068
1.494
1.698
3.051
1.054
2.220
1.546
1.330
2.093

2.008
2.857
2.123
1.990
1.924
2.703

0.111
0.04

MAD - LF
0.029
0.136
0.061
0.277
0.169
0.533
0.185
0.314
0.558
0.040
0.299
0.060
0.010
0.275
1.290
0.235
0.476
0.270
0.774
1.564
1.984
1.884
2.153

0.169
0.61
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B97D
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit

-1.06
-0.97996
-1.41164
-1.36956
-1.63909
-1.14818
-1.63553
-1.31425
-0.77887
-1.8689
-0.20585
-1.96374
-0.96724
-1.18339
-1.8732
-1.24164
-1.00539
-0.72592
0.48614
-0.99491
-0.9177
-1.5749
-1.04001

Linear Fit

-1.4892
-1.51652
-1.64809
-1.87405
-1.91934
-1.84566
-1.9503
-2.10765
-1.77154
-2.25952
-1.84088
-2.43979
-2.545
-2.19802
-2.44126
-2.20132
-1.97761
-2.02487
1.43594
-1.41169
-1.28671
-1.66225
-2.28527

SI-59

Corr.Coef. QF Corr.Coef. LF

0.99997

0.99999
0.99998

1
0.99998

1
0.98323
0.99983

0.99999
0.99954
0.99895
0.9601
0.99999
0.99836
1

0.99771
0.99969
0.99938
0.99996
0.99912
0.99849
0.99893
0.99867
0.98768
0.99867
0.99446
0.99965
0.98267
0.98717
0.99995
0.98936
0.98415

0.9747
0.92231
0.99715
0.99381
0.99982
0.99967

MAD
V ratio

MAD - QF
0.240
0.420
0.078
0.120
0.111
0.652
0.244
0.586
1.151
0.121
1.794
0.036
1.083
0.917
0.257
0.898
1.215
1.574
2.886
1.635
1.902
1.425
2.390

0.151
0.35

MAD - LF
0.189
0.117
0.158
0.384
0.169
0.046
0.070
0.208
0.158
0.270
0.159
0.440
0.495
0.098
0.311
0.061
0.242
0.275
3.836
1.218
1.533
1.338
1.145

0.214
0.65
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B3PW9I1
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

Quad Fit

-1.19948
-1.12884
-1.32401
-1.46929
-1.63909
-2.10237
-1.53728
-1.79421
-0.23656
-1.77651
-0.00962
-1.95518
-2.09127
-2.01123

-1.7303
-2.06158

-2.2586
-2.11891
-1.16569
-0.80017
-2.23743
-1.29265

Linear Fit
-1.47367
-1.68008
-1.58401

-1.7133
-1.91934
-2.32636
-1.87824
-2.18241
-2.22595
-2.20649
-1.31903
-2.32791
-2.48968
-2.46158
-2.15714
-2.48331
-2.68112
-2.58471
-1.91297
-1.20091
-3.08849
-1.32635
-3.14925

0.99965

SI-60

Corr.Coef. QF Corr.Coef. LF

1
1
1
1
0.99999
1
1
1
0.99996
1
0.95243
1
1
0.99999
1
0.99999
0.99999
1
0.99999
0.99999
0.99999

0.99919
0.99965

0.9993
0.99939
0.99903
0.99963
0.99881
0.99878
0.99884
0.99851
0.90705
0.99888
0.99883
0.99822
0.99794
0.99853
0.99855
0.99827
0.99345
0.99721

0.9994
0.99997

MAD
V ratio

MAD - QF
0.101
0.271
0.166
0.021
0.111
0.302
0.343
0.106
1.693
0.213
1.990
0.045
0.041
0.089
0.400
0.078
0.039
0.181
1.234
1.830
0.583
1.707

0.126
0.65

MAD - LF
0.174
0.280
0.094
0.223
0.169
0.526
0.002
0.282
0.296
0.216
0.681
0.328
0.440
0.362
0.027
0.343
0.461
0.285
0.487
1.429
0.268
1.674
0.281

0.227
0.70
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B3LYP Exp (eV) Quad Fit Linear Fit MAD - QF MAD - LF
transbromopropene -1.3 -1.17995 -1.42863 0.120 0.129
guanine -1.4 -1.15807 -1.54005 0.242 0.140
transcloropropene -1.49 -1.40954 -1.744 0.080 0.254
cis-bromopropeno -1.49 -1.29132 -1.53769 0.199 0.048
1-2-cyclohexadiene -1.75 -2.06795 -1.9841 0.318 0.234
acetic-acid -1.8 -2.02578 -2.24181 0.226 0.442
allene -1.88 -1.66688 -1.66688 0.213 0.213
propiolactone -1.9 -1.66648 -2.1056 0.234 0.206
butirolactone -1.93 -1.72578 -1.49224 0.204 0.438
Propene -1.99 -1.75167 -2.1607 0.238 0.171
diterbutylperoxide -2 -1.86269 -2.38007 0.137 0.380
cyclobuteno -2 -2.06026 -2.42817 0.060 0.428
formamide -2.05 -1.96216 -2.39975 0.088 0.350
trasnbuteno -2.1 -2.10035 -2.10035 0.000 0.000
imidazole -2.13 -2.05687 -2.45191 0.073 0.322
cyclopenteno -2.14 -2.13976 -2.73477 0.000 0.595
cis-2-buteno -2.22 -2.10429 -2.54133 0.116 0.321
methylvynilether -2.3 -1.17124 -1.83649 1.129 0.464
dimethylformamide -24 -0.72593 -1.08366 1.674 1.316
ethylisocianate -2.63 0.16797 -1.82696 2.798 0.803
acetonitrile -2.82 -0.88448 -0.89465 1.936 1.925
tetrafluorethylene -3 -1.86857 -1.94737 1.131 1.053
2butyne -3.43 -0.9825 -1.38054 2.448 2.049
MAD 0.145 0.199
V ratio 0.65 0.70

SI-61
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B3LYP-D
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.17108
-0.27892
-1.28868
-1.45821
-1.63909
-2.01865

-1.71
-1.65633
-2.0747
-1.69602
-1.84958
-1.93122
-2.06113
-1.9603
-2.17815
-2.04758
-2.1265
-2.12037
-1.05386
-0.73286
-0.88489
-1.86992
-0.98375

Linear Fit
-1.43194
-0.47553
-1.53398
-1.69038
-1.91934
-2.25238
-1.66635
-2.10864

-2.0747
-2.24511
-1.84958
-2.28887

-2.4198

-2.3914
-2.17815
-2.43952
-2.75069
-2.79683
-2.02235
-1.08141
-0.89303
-1.94932
-1.38139

SI-62

Corr.Coef. QF
1
0.99999
1

1
0.99999
1

1
0.99999
0.99999
1
0.99993
1

1
0.99999
1
0.99999
1

1

1
0.99999
1

1
0.99994

Corr.Coef. LF

0.99921
0.9996
0.99934
0.99942
0.99908
0.99958
0.99961
0.99825
0.99885
0.99956
0.99707
0.99891
0.99901
0.99823
0.99952
0.99865
0.99964
0.99961
0.99884
0.99781
1
0.99987
0.99628

MAD
V ratio

MAD - QF
0.129
1.121
0.201
0.032
0.111
0.219
0.170
0.244
0.145
0.294
0.150
0.069
0.011
0.140
0.048
0.092
0.094
0.180
1.346
1.897
1.935
1.130
2.446

0.137
0.74

MAD - LF
0.132
0.924
0.044
0.200
0.169
0.452
0.214
0.209
0.145
0.255
0.150
0.289
0.370
0.291
0.048
0.300
0.531
0.497
0.378
1.549
1.927
1.051
2.049

0.188
0.57
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CAM-B3LYP
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit

-1.26959

-1.1794
-1.38513
-1.52843
-1.63909
-2.14993
-1.50416

-1.9065
-2.14574

-1.9065
-0.61395
-1.52843
-2.29961
0.48965

-1.9628
-2.16031
-2.37328
-2.26004
-1.50559
-0.90397

-2.3887
-2.10532
-4.32352

Linear Fit
-1.52474
-1.76552
-1.62503
-1.75444
-1.91934
-2.33758
-1.71725
-2.29862
-2.33648
-2.29862
-1.85361
-1.75444
-2.56236

0.39605
-2.32043
-2.55805
-2.76375
-2.68037
-2.15881
-1.29232

-3.1059
-2.18652
-2.25492

SI-63

Corr.Coef. QF
1

1

1

1
0.99999
1

1

1
0.99986
1

1

1

1
0.9991
1
0.99999
0.99999
1

1
0.99999
1

1
0.9959

Corr.Coef. LF
0.99928
0.99967
0.99939
0.99946
0.99907
0.99974
0.99963
0.99876
0.99961
0.99876
0.96193
0.99946
0.99952

0.9866
0.99865
0.99868
0.99875
0.99862
0.99574
0.99741
0.99609
0.99987
0.10414

MAD
V ratio

MAD - QF
0.030
0.221
0.105
0.038
0.111
0.350
0.376
0.007
0.216
0.083
1.386
0.472
0.250
2.590
0.167
0.020
0.153
0.040
0.894
1.726
0.431
0.895
0.894

0.111
0.56

MAD - LF
0.225
0.366
0.135
0.264
0.169
0.538
0.163
0.399
0.406
0.309
0.146
0.246
0.512
2.496
0.190
0.418
0.544
0.380
0.241
1.338
0.286
0.813
1.175

0.216
0.48
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LC-BLYP
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

Quad Fit
-1.27596
-1.33308
-1.39906
-1.49764
-1.63909
-2.07601
-1.49592
-1.98935
-2.27044
-2.00362
-1.77301
-2.10655
-2.33276
-2.23798
-2.13046
-2.21325
-2.32504
-2.33427
-1.93926
-1.09448
-1.17486
-2.34285
-1.50284

Linear Fit

-1.53552

-1.7286
-1.64077
-1.72758
-1.91934

-2.2465

-1.7063
-2.22488
-2.39837
-2.37567

-3.3736
-2.44846
-2.52756
-2.64075
-2.42959
-2.61611
-2.88144

-2.7317
-2.41016
-1.54327
-1.17677
-2.43417

-1.9594

SI-64

Corr.Coef. QF
1

1

1

1
0.99999
1

1

1
0.99999
1
0.99967
1

1
0.99999
1
0.99999
1

1

1

1
0.99999
1
0.99996

Corr.Coef. LF

0.9993
0.99967
0.99942
0.99947
0.99904

0.9998
0.99965

0.9996

0.9999
0.99897
0.99945
0.99911
0.99975
0.99869
0.99918
0.99873
0.99959
0.99887
0.99827
0.99721
0.99999
0.99984
0.99604

MAD
V ratio

MAD - QF
0.024
0.067
0.091
0.008
0.111
0.276
0.384
0.089
0.340
0.014
0.227
0.107
0.283
0.138
0.000
0.073
0.105
0.034
0.461
1.536
1.645
0.657
1.927

0.095
0.65

MAD - LF
0.236
0.329
0.151
0.238
0.169
0.447
0.174
0.325
0.468
0.386
1.374
0.448
0.478
0.541
0.300
0.476
0.661
0.432
0.010
1.087
1.643
0.566
1.471

0.200
0.48
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BHandHLYP
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.398
-1.491
-1.526
-1.649
-1.639
-2.275
-1.589
-2.148
-2.038
-2.052
-1.773
-2.145
-2.474
-2.292
-2.075
-2.326
-2.445
-2.385
-1.667
-1.000
-1.097
-2.216
-1.280

Linear Fit
-1.657
-2.053
-1.771
-1.877
-1.919
-2.493
-1.804
-2.390
-2.602
-2.458
-3.374
-2.634
-2.756
-2.713
-2.468
-2.731
-3.004
-2.823
-2.483
-1.402
-1.108
-2.298
-1.716

SI-65

Corr.Coef. QF

0.99999
1
1
1
0.99999
0.99999
1
0.99995

Corr.Coef. LF

0.99927

0.9986
0.99938
0.99947
0.99904
0.99994
0.99963
0.99957
0.99992
0.99871
0.99945
0.99967

0.9999
0.99852
0.99842
0.99866
0.99957
0.99854
0.99897
0.99726
0.99999
0.99986
0.99589

MAD
V ratio

MAD - QF
0.098
0.091
0.036
0.159
0.111
0.475
0.291
0.248
0.108
0.062
0.227
0.145
0.424
0.192
0.055
0.186
0.225
0.085
0.733
1.630
1.723
0.784
2.150

0.135
0.65

MAD - LF
0.357
0.653
0.281
0.387
0.169
0.693
0.076
0.490
0.672
0.468
1.374
0.634
0.706
0.613
0.338
0.591
0.784
0.523
0.083
1.228
1.712
0.702
1.714

0.242
0.48



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

wB97
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.424
-1.243
-1.547
-1.640
-1.639
-2.299
-1.588
-2.194
-2.311
-2.148
-0.893
-2.243
-2.545
-1.385
-2.296
-2.330
-1.158
-2.501
-2.130
-1.270
-2.299
-2.535
-1.676

Linear Fit
-1.687
-1.789
-1.791
-1.873
-1.919
-2.470
-1.799
-2.429
-2.538
-2.517
-3.441
-2.584
-2.750
-1.625
-2.591
-2.730
-2.642
-2.901
-2.599
-1.783
-2.470
-2.661
-2.192

SI-66

Corr.Coef. QF

0.99999
0.99841

O T S N SN

0.99998

Corr.Coef. LF
0.99929
0.99958
0.99942
0.99946
0.99909
0.99979
0.99965

0.9996
0.99969
0.99901
0.99924
0.99912
0.99973
0.99939

0.9992
0.99876

0.9782
0.99887
0.99829
0.99637
0.99979
0.99969

0.995

MAD
V ratio

MAD - QF
0.124
0.157
0.057
0.150
0.111
0.499
0.292
0.294
0.381
0.158
1.107
0.243
0.495
0.715
0.166
0.190
1.062
0.201
0.270
1.360
0.521
0.465
1.754

0.194
0.43

MAD - LF
0.387
0.389
0.301
0.383
0.169
0.670
0.081
0.529
0.608
0.527
1.441
0.584
0.700
0.475
0.461
0.590
0.422
0.601
0.199
0.847
0.350
0.339
1.238

0.187
0.17



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

wB97X
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.381
-1.323
-1.504
-1.603
-1.639
-2.268
-1.557
-2.155
-2.049
-2.087
-0.810
-2.194
-2.490
-2.311
-2.228
-2.286
-0.787
-2.437
-2.011
-1.218
-1.311
-2.509
-1.622

Linear Fit
-1.645
-1.912
-1.751
-1.838
-1.919
-2.443
-1.773
-2.393
-2.437
-2.464
-3.353
-2.541
-2.710
-2.714
-2.537
-2.690
-2.542
-2.846
-2.516
-1.690
-1.255
-2.624
-2.144

SI-67

Corr.Coef. QF

0.99999
1
0.99999
0.99732
1
1
0.99999
1
1
0.99997

Corr.Coef. LF
0.99927
0.99968

0.9994
0.99945
0.99908
0.99979
0.99963
0.99958
0.99886
0.99894
0.99922
0.99908
0.99968
0.99869
0.99911
0.99872

0.9674
0.99879
0.99793
0.99686
0.99986
0.99974
0.99507

MAD
V ratio

MAD - QF
0.081
0.077
0.014
0.113
0.111
0.468
0.323
0.255
0.119
0.097
1.190
0.194
0.440
0.211
0.098
0.146
1.433
0.137
0.389
1.412
1.509
0.491
1.808

0.127
0.61

MAD - LF
0.345
0.512
0.261
0.348
0.169
0.643
0.107
0.493
0.507
0.474
1.353
0.541
0.660
0.614
0.407
0.550
0.322
0.546
0.116
0.940
1.565
0.376
1.286

0.163
0.17



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

wB97XD
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.350
-1.323
-1.378
-1.586
-1.639
-2.255
-1.549
-2.114
-2.012
0.436

2.899
-2.142
-2.402
-2.246
-2.104
-2.244
-2.359
-2.362
-1.776
-1.124
-1.213
-2.387
-1.505

Linear Fit
-1.621
-1.912
-1.771
-1.826
-1.919
-2.439
-1.769
-2.370
-2.508
0.399
-3.368
-2.499
-2.669
-2.664
-2.444
-2.656
-2.925
-2.788
-2.530
-1.555
-1.158
-2.493
-2.034

SI-68

Corr.Coef. QF
1
0.99999
1

1
0.99999
1

1

1

1
0.99815
0.99615
1

1
0.99999
1
0.99999
1

1

1
0.99999
1

1
0.99997

Corr.Coef. LF
0.99923
0.99867
0.99936
0.99942
0.99906
0.99976
0.99962
0.99952
0.99969
0.99623
0.99213
0.99901
0.99952
0.99856
0.99887
0.99865
0.99957
0.99865
0.99948
0.99721
0.99988
0.99978
0.99493

MAD
V ratio

MAD - QF
0.050
0.077
0.112
0.096
0.111
0.455
0.331
0.214
0.082
2.426
4.899
0.142
0.352
0.146
0.026
0.104
0.139
0.062
0.624
1.506
1.607
0.613
1.925

0.105
0.61

MAD - LF
0.321
0.512
0.281
0.336
0.169
0.639
0.111
0.470
0.578
2.389
1.368
0.499
0.619
0.564
0.314
0.516
0.705
0.488
0.130
1.075
1.662
0.507
1.396

0.173
0.17



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

PBEO
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.230
-1.223
-1.360
-1.502
-1.639
-2.159
-1.598
-1.859
0.437
-1.819

1.835
-2.006
-2.185
-2.048
-1.779
-2.093
-2.303
-2.176
-1.123
-0.809
-0.938
-3.084
-1.144

Linear Fit
-1.504
-1.772
-1.620
-1.746
-1.919
-2.389
-1.935
-2.246
-1.925
-2.247
-1.698
-2.374
-2.562
-2.496
-2.212
-2.517
-2.723
-2.638
-2.100
-1.196
-0.941
-3.054
-2.869

SI-69

Corr.Coef. QF Corr.Coef. LF

1
1
1
1
0.99999
1
1
1
0.99992
1
0.99858
1
1
0.99999
1
0.99999
0.99999
1
1
0.99999
0.99999

0.99997

0.99918
0.99955
0.99931
0.99939
0.99902
0.99961
0.99884
0.99878
0.98919
0.99853
0.98928
0.99891
0.99896
0.99824
0.99787
0.99852
0.99856
0.99831
0.99819
0.99732
0.99999

1
0.99589

MAD
V ratio

MAD - QF
0.070
0.177
0.130
0.012
0.111
0.359
0.282
0.041
2.367
0.171
3.835
0.006
0.135
0.052
0.351
0.047
0.083
0.124
1.277
1.821
1.882
0.084
2.286

0.089
0.61

MAD - LF
0.204
0.372
0.130
0.256
0.169
0.589
0.055
0.346
0.005
0.257
0.302
0.374
0.512
0.396
0.082
0.377
0.503
0.338
0.300
1.434
1.879
0.054
0.561

0.132
0.26



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

LC-wPBE
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.264
-1.300
-1.395
-1.468
-1.639
-2.182
-1.432
-2.026
-2.021
-1.977
-1.421
-2.075
-2.377
-2.216
-2.142
-2.174
-2.365
-2.321
-1.934
-1.107
-3.033
-2.366
-2.946

Linear Fit
-1.538
-1.708
-1.651
-1.712
-1.919
-2.410
-1.648
-2.268
-2.362
-2.362
-3.189
-2.429
-2.586
-2.630
-2.447
-2.594
-2.770
-2.737
-2.439
-1.586
-3.313
-2.482
-3.751

SI-70

Corr.Coef. QF

0.99999
1
0.99999
0.99999
1
1
0.99999
1
1
0.99997

Corr.Coef. LF
0.99925
0.99862
0.99938
0.99943
0.99906
0.99994
0.99965
0.99959
0.99921
0.99895
0.99652
0.99908
0.99972
0.99869
0.99917
0.99868

0.9988

0.9988
0.99806
0.99682
0.99951
0.99974
0.99474

MAD
V ratio

MAD - QF
0.037
0.100
0.095
0.022
0.111
0.382
0.448
0.126
0.091
0.013
0.579
0.075
0.327
0.116
0.012
0.034
0.145
0.021
0.466
1.523
0.213
0.634
0.484

0.102
0.65

MAD - LF
0.238
0.308
0.161
0.222
0.169
0.610
0.232
0.368
0.432
0.372
1.189
0.429
0.536
0.530
0.317
0.454
0.550
0.437
0.039
1.044
0.493
0.518
0.321

0.211
0.39



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

TPSS
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.245
-1.136
-1.373
-0.388
-1.639
-0.836
-1.560
-1.233
0.312
-1.233
0.779
-1.256
-0.720
-1.773
-1.624
-1.805
-1.162
-1.918
-0.897
-0.795
-1.006
-1.286
0.130

Linear Fit
-1.512
-1.717
-1.627
-1.398
-1.919
-1.570
-1.907
-2.117
-1.903
-2.117
-2.020
-2.212
-1.321
-1.947
-2.400
-2.712
-1.444
-2.893
-2.201
-1.209
-0.990
-1.338
-1.865

SI-71

Corr.Coef. QF Corr.Coef. LF

1

1

1
0.98659
0.99981
0.9994
1
0.99975
1
0.99975
1
0.99956
1
0.99819

1
0.99999
0.99999

1

1

0.9992

0.9995
0.99932

0.9736
0.99481
0.99212
0.99872
0.99264
0.99823
0.99264
0.99753

0.9911
0.99938
0.99841
0.99999
0.99991
0.99997
0.99999
0.99977
0.99718
0.99998
0.99994
0.99907

MAD
V ratio

MAD - QF
0.055
0.264
0.117
1.102
0.111
0.964
0.320
0.667
2.242
0.757
2.779
0.744
1.330
0.327
0.506
0.335
1.058
0.382
1.503
1.835
1.814
1.714
3.560

0.137
0.17

MAD - LF
0.212
0.317
0.137
0.092
0.169
0.230
0.027
0.217
0.027
0.127
0.020
0.212
0.729
0.153
0.270
0.572
0.776
0.593
0.199
1.421
1.830
1.662
1.565

0.161
0.65



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

TPSSh
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.284
-1.186
-1.415
-1.544
-1.639
-2.122
-1.506
-1.845
-0.240
-1.861
0.710
-2.046
-2.214
-2.099
-1.763
-2.047
-2.205
-2.138
-1.107
-0.807
-1.041
-1.347
-0.206

Linear Fit
-1.550
-1.733
-1.667
-1.783
-1.919
-2.400
-1.728
-2.292
-2.220
-2.287
-2.295
-2.411
-2.653
-2.535
-2.355
-2.637
-2.875
-2.768
-2.111
-1.369
-1.017
-1.392
-1.627

SI-72

Corr.Coef. QF Corr.Coef. LF

1

1

1
0.98659
0.99981
0.9994
1
0.99975
1
0.99975
1
0.99956
1
0.99819

1
0.99999
0.99999

1

1

0.9992

0.9995
0.99932

0.9736
0.99481
0.99212
0.99872
0.99264
0.99823
0.99264
0.99753

0.9911
0.99938
0.99841
0.99999
0.99991
0.99997
0.99999
0.99977
0.99718
0.99998
0.99994
0.99907

MAD
V ratio

MAD - QF
0.016
0.214
0.075
0.054
0.111
0.322
0.374
0.055
1.691
0.129
2.710
0.046
0.164
0.001
0.367
0.093
0.015
0.162
1.293
1.823
1.779
1.653
3.224

0.084
0.61

MAD - LF
0.250
0.333
0.177
0.293
0.169
0.600
0.152
0.392
0.290
0.297
0.295
0.411
0.603
0.435
0.225
0.497
0.655
0.468
0.289
1.261
1.803
1.608
1.803

0.252
0.48



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

MO06-L
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit

Linear Fit
-1.489
-1.293
-1.602
-1.678
-1.639
-2.535
-1.545
-2.168
0.027
-2.058
7.605
-2.128
-2.264
-2.313
-1.938
-2.204
-2.325
-2.232
-1.743
-1.301
-1.436
-2.051
-1.934

SI-73

-1.750
-1.649
-1.861
-1.905
-1.919
-2.660
-1.749
-2.530
-2.347
-2.456
-2.766
-2.536
-2.810
-2.857
-2.536
-2.778
-2.971
-3.006
-2.629
-1.639
-1.374
-2.226
-2.563

Corr.Coef. QF
1

[ T S T SN

0.99999
1
1
0.99981
1
0.99983

O S O O N =

0.99988
1
1
0.99999

Corr.Coef. LF

0.9993
0.99961
0.99935
0.99949
0.99928
0.99997
0.99968

0.9999
0.99507
0.99877
0.98856
0.99868
0.99961
0.99958
0.99935
0.99954

0.9996
0.99985
0.99977
0.99784
0.99985
0.99936
0.99923

MAD
V ratio

MAD - QF
0.189
0.107
0.112
0.188
0.111
0.735
0.335
0.268
1.957
0.068
9.605
0.128
0.214
0.213
0.192
0.064
0.105
0.068
0.657
1.329
1.384
0.949
1.496

0.145
0.61

MAD - LF
0.450
0.249
0.371
0.415
0.169
0.860
0.131
0.630
0.417
0.466
0.766
0.536
0.760
0.757
0.406
0.638
0.751
0.706
0.229
0.991
1.446
0.774
0.867

0.195
0.48



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

MO06
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit

-1.228
-1.594
-1.348
-1.508
-1.639
-1.077
-1.585
-1.884
-0.962
-1.897

-1.930
-2.302
-2.162
-1.891
-1.957
-2.145
-1.784
-1.514
-1.006
-1.183
-1.564
-1.204

Linear Fit
-1.489
-1.677
-1.601
-1.666
-1.919
-2.157
-1.889
-2.256
-2.155
-2.270
-2.965
-2.419
-2.649
-2.492
-2.317
-2.529
-2.769
-2.676
-2.321
-1.347
-1.158
-1.647
-1.990

SI-74

Corr.Coef. QF Corr.Coef. LF

1
0.99972
1

0.99999
0.99888
1
1
0.99997
1

1
1
0.99998
1
1
1
0.99998
1
0.99984
1
1
0.99526

0.99927
0.99967
0.99934
0.99986
0.99916
0.98865
0.99905

0.9998

0.9977
0.99888

0.99966
0.99984
0.99904
0.99967
0.99952
0.99972

0.9994
0.99945
0.99752
0.99998
0.99984

0.9858

MAD
V ratio

MAD - QF
0.072
0.194
0.142
0.018
0.111
0.723
0.295
0.016
0.968
0.093

0.070
0.252
0.062
0.239
0.183
0.075
0.516
0.886
1.624
1.637
1.436
2.226

0.130
0.56

MAD - LF
0.189
0.277
0.111
0.176
0.169
0.357
0.009
0.356
0.225
0.280
0.965
0.419
0.599
0.392
0.187
0.389
0.549
0.376
0.079
1.283
1.662
1.353
1.440

0.170
0.43



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

MO06-L
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

Quad Fit

-1.214
-1.227
-1.367
-1.481
-1.639
-2.224
-1.673
-1.946
-1.883
-2.284
-1.335
-2.086
-2.314
-2.113
-2.041
-2.139
-2.355
-2.284
-1.367
-0.472
-3.090
-1.840

Linear Fit
-1.508
-1.678
-1.646
-1.744
-1.919
-2.416
-1.908
-2.209
-2.277
-2.719
-3.480
-2.464
-2.522
-2.575
-2.435
-2.599
-2.801
-2.719
-2.203
-1.105
-3.429
-1.944
-3.898

SI-75

Corr.Coef. QF Corr.Coef. LF

0.99999
0.99999
1
1
0.99999

O T S N SN

0.99998
1
1
0.99999
1
0.99999
0.99999
1
0.98994
0.99996
1
1

0.99911
0.99838
0.99925
0.99932
0.99886
0.99975
0.99957
0.99953
0.99896
0.99866

0.9972
0.99894
0.99972
0.99851
0.99858
0.99841
0.99852
0.99866
0.98524

0.9946
0.99928
0.99979

MAD
V ratio

MAD - QF
0.086
0.173
0.123
0.009
0.111
0.424
0.207
0.046
0.047
0.294
0.665
0.086
0.264
0.013
0.089
0.001
0.135
0.016
1.033
2.158
0.270
1.160

#iVALOR!

0.116
0.74

MAD - LF
0.208
0.278
0.156
0.254
0.169
0.616
0.028
0.309
0.347
0.729
1.480
0.464
0.472
0.475
0.305
0.459
0.581
0.419
0.197
1.525
0.609
1.056
0.468

0.212
0.39



54
49
55
42
38
39
40
53
41
52
47
44
48
56
50
45
43
51
46
57
58
59
60

MO06-2X
transbromopropene
guanine
transcloropropene
cis-bromopropeno
1-2-cyclohexadiene
acetic-acid

allene
propiolactone
butirolactone
Propene
diterbutylperoxide
cyclobuteno
formamide
trasnbuteno
imidazole
cyclopenteno
cis-2-buteno
methylvynilether
dimethylformamide
ethylisocianate
acetonitrile
tetrafluorethylene
2butyne

Exp (eV)
-1.3
-1.4
-1.49
-1.49
-1.75

-1.8
-1.88

-1.9
-1.93
-1.99

-2.63
-2.82

-3.43

Quad Fit
-1.316
-1.358
-1.443
-1.586
-1.950
-2.368
-1.616
-2.130
-2.046
-1.976
0.689
-2.143
-2.362
-2.214
-1.917
-2.209
-2.460
-2.270
-1.339
-0.680
-1.015
-2.162
-2.445

Linear Fit
-1.593
-1.754
-1.708
-1.827
-2.264
-2.546
-1.834
-2.374
-2.533
-2.394
-2.277
-2.509
-2.662
-2.649
-2.391
-2.632
-2.863
-2.746
-2.391
-1.291
-0.988
-2.280
-3.931

SI-76

Corr.Coef. QF
1

0.99999

1

1

0.99999

O N S N X

0.94353
1
1
0.99999
1
0.99999
0.99999
1
1
0.99989
1
1
1

Corr.Coef. LF
0.99919
0.99868
0.99929
0.99941

0.999
0.99978
0.99963
0.99956
0.99969
0.99865
0.85256
0.99895
0.99938
0.99843
0.99768
0.99857
0.99872
0.99827
0.99825
0.99347
0.99997
0.99972
0.99977

MAD
V ratio

MAD - QF
0.016
0.042
0.047
0.096
0.200
0.568
0.264
0.230
0.116
0.014
2.689
0.143
0.312
0.114
0.213
0.069
0.240
0.030
1.061
1.950
1.805
0.838
0.985

0.122
0.65

MAD - LF
0.293
0.354
0.218
0.337
0.514
0.746
0.046
0.474
0.603
0.404
0.277
0.509
0.612
0.549
0.261
0.492
0.643
0.446
0.009
1.339
1.832
0.720
0.501

0.194
0.26



Table S9. Results of the calculations of the Eg,; and Egy .4 potentials of co

chart S-3ab with different DFT functionals.

. MAD Range . (Eq. 9) 5
Functional . b Slope . . R
V) V) y-intercept

BLYP 0.13 0.59 1.010 -4.21 0.956
BPWI1 0.15 0.55 1.019 -4.39 0.967
PWI1 0.15 0.56 1.017 -4.44 0.966
B97D 0.14 0.57 1.027 -4.34 0.964
B3PWI1 0.14 0.57 0.980 -4.29 0.954
B3LYP 0.13 0.69 0.963 -4.20 0.942
B3LYP-D 0.13 0.69 0.967 -4.21 0.942
CAM-B3LYP 0.15 0.80 0.935 -4.09 0.924
LC-BLYP 0.17 0.97 0.902 -4.00 0.897
BHandHLYP 0.18 1.01 0.900 -3.82 0.884
»-B97 0.14 0.76 0.961 -4.12 0.928
®-B97X 0.14 0.74 0.951 -4.11 0.929
®-B97XD 0.13 0.69 0.955 -4.13 0.941
PBEO( 0.14 0.54 0.978 -4.24 0.952
LC-oPBE 0.17 0.77 0.958 -4.22 0.919
TPSS 0.14 0.62 1.008 -4.29 0.959
TPSSh 0.14 0.58 0.985 -4.21 0.950
Mo06 0.13 0.63 0.996 -4.32 0.956
MO06-2X 0.12 0.74 0.940 -4.16 0.949
MO06-L 0.14 0.62 1.012 -4.26 0.968
MO06-HF 0.17 0.78 0.873 -4.08 0914
*MAD of the calculated (by using eq. 12) vs. experimental E gxp Red- ® Differenc

biggest and smallest deviation of the calculated E| gxp req to measure the dispers
calculated values. ¢ Results of the plot of calculated absolute Ep,; vs. experin
(Eq. 9).? Results of the plot of calculated relative E9,,; vs. experimental EQ,

the extrapolations are included in the supporting information, figures S-4.1 to ¢

SI-77



Tables $10.1-21. Detailed values of the energies employed for computing the EJ,, in table 3
for each DFT method employed.

FUNCTIONAL BLYP
Molecule EE Neutral Th.Correc. EE Anion Th.Correc. AG (Ha) Eabs(V) EOCalc(V) EOexp(V) MAD(V)

1 -155.967388 0.055960 -156.027483 0.047835 42.808592 1.856 -2.420 -2.56 0.140

2 -233.371051 0.090108 -233.424226 0.083949 37.232790 1.615 -2.662 -2.71 0.048

3 -191.933275 0.033483  -192.027410 0.029241 61.732382 2.677 -1.599 -1.19 0.409

4 -345.573449 0.075575  -345.665136 0.072073 59.732426 2.590 -1.686 -1.38 0.306

5 -384.880819 0.100636  -384.966360 0.096816 56.074539 2.432 -1.845 -1.55 0.295

6 -534.405693 0.096278 -534.509832 0.093050 67.374001 2.922 -1.355 -1.29 0.065

7 -306.496005 0.061034 -306.577305 0.056133 54.091920 2.346 -1.931 -1.86 0.071

8 -362.985662 0.097277 -363.090215 0.095469 66.742044 2.894 -1.382 -1.55 0.163

9 -362.983402 0.098482  -363.090560 0.094524 69.726304 3.024 -1.253 -1.43 0.177
10 -284.385225 0.046650 -284.493081 0.043920 69.393279 3.009 -1.267 -1.40 0.133
11 -245.082567 0.021354  -245.192238 0.018529 70.592060 3.061 -1.215 -1.39 0.170
12 -436.803108 0.067341  -436.924343 0.063435 78.527312 3.405 -0.871 -0.95 0.079
13  -476.107824 0.092048 -476.226331 0.088198 76.780431 3.330 -0.947 -0.97 0.023
14 -280.355523 0.034612  -280.454712 0.030796 64.636359 2.803 -1.474 -1.39 0.084
15 -319.664518 0.058277 -319.760484 0.054585 62.536140 2.712 -1.565 -1.46 0.105
16 -508.268684 0.068523  -508.374300 0.063637 69.341121 3.007 -1.270 -1.18 0.090
17 -586.886736 0.117495 -586.984530 0.111989 64.821327 2.811 -1.466 -1.42 0.046
18 -296.374953 0.022664 -296.503810 0.020390 82.285769 3.568 -0.708 -0.63 0.078
19 -374.994731 0.068906 -375.116315 0.065011 78.739337 3.415 -0.862 -0.79 0.072
21 -270.875271 0.081595 -270.983684 0.078715 69.837276 3.029 -1.248 -1.21 0.038
22 -349.461126 0.130694  -349.543857 0.131336 51.511490 2.234 -2.043 -1.49 0.553
23  -501.908868 0.154002 -502.021381 0.154040 70.579158 3.061 -1.216 -0.90 0.316
24 -173.787997 0.075501 -173.869466 0.074986 51.445678 2.231 -2.046 -1.76 0.286
25 -310.178550 0.106257  -310.278965 0.104647 64.021145 2.776 -1.500 -1.36 0.140
26 -541.203806 0.178705 -541.308523 0.177758 66.305140 2.875 -1.401 -1.10 0.301
28 -500.723975 0.135091  -500.851965 0.134586 80.632100 3.497 -0.780 -0.52 0.260
29 -365.517487 0.121530 -365.604250 0.119825 55.514447 2.407 -1.869 -1.79 0.079
30 -385.412819 0.109780 -385.511948 0.105131 65.121655 2.824 -1.453 -1.51 0.057
31 -310.178468 0.106349 -310.282463 0.100787 68.747840 2.981 -1.295 -1.38 0.085
32 -310.178041 0.105523  -310.285223 0.103481 68.538979 2.972 -1.304 -1.26 0.044
33  -370.153669 0.071901  -370.259888 0.068749 68.631298 2.976 -1.300 -1.26 0.040
34 -730.495388 0.069811 -730.605826 0.066118 71.618217 3.106 -1.171 -1.16 0.011
35 -423.544476 0.112673  -423.674516 0.111646 82.245745 3.567 -0.710 -0.47 0.240
36 -363.150792 0.077660 -363.278153 0.076334 80.751945 3.502 -0.775 -0.53 0.245
37 -363.147253 0.077279  -363.263596 0.075484 74.132486 3.215 -1.062 -0.87 0.192
38 -608.024715 0.078437 -608.138641 0.078410 71.506246 3.101 -1.176 -0.96 0.216
40 -540.635439 0.169704  -540.712171 0.165069 51.058724 2.214 -2.062 -1.96 0.102
41 -424.184695 0.124093  -424.266914 0.121534 53.198998 2.307 -1.970 -1.96 0.010
42 -460.136621 0.104142  -460.213102 0.099012 51.211430 2.221 -2.056 -2.13 0.074
43 -499.440740 0.128936  -499.516599 0.124720 50.247541 2.179 -2.098 -2.16 0.062
44  -385.840817 0.111495 -385.902820 0.105273 42.811492 1.857 -2.420 -2.42 0.000
45 -539.467639 0.153182  -539.530237 0.146979 43.173292 1.872 -2.404 -2.38 0.024
46 -615.695462 0.165345 -615.770936 0.159290 51.160225 2.219 -2.058 -1.98 0.078
47 -264.333082 0.047346  -264.401311 0.041188 46.678745 2.024 -2.252 -2.10 0.152
48 -555.528982 0.142253  -555.601092 0.135540 49.462331 2.145 -2.132 -1.97 0.164
49 -401.899758 0.100286 -401.973105 0.094780 49.481081 2.146 -2.131 -1.98 0.151
50 -248.273793 0.058689  -248.327366 0.051596 38.068790 1.651 -2.626 -2.40 0.230
52 -2255.194718 0.015122 -2255.312776 0.011586 76.301317 3.309 -0.968 -0.71 0.258
53 -601.280911 0.054230 -601.408829 0.049892 82.992104 3.599 -0.678 -0.50 0.178
54 -723.999413 0.143648 -724.117469 0.141697 75.305599 3.266 -1.011 -0.65 0.361
57 -499.414186 0.125105  -499.549916 0.124714 85.416993 3.704 -0.572 -0.51 0.062
58 -460.113264 0.101757  -460.252503 0.100484 88.172688 3.824 -0.453 -0.39 0.063
59 -420.807077 0.076237  -420.949882 0.074929 90.432739 3.922 -0.355 -0.34 0.015
60 -381.500594 0.051477  -381.646831 0.051302 91.874905 3.984 -0.292 -0.23 0.062
61 -841.117016 0.039877 -841.267511 0.038279 95.439285 4.139 -0.138 -0.10 0.038
62 -1300.731708 0.027613 -1300.886356 0.026953 97.457268 4.226 -0.050 0.06 0.110
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FUNCTIONAL BPW91

Molecule

O N OO Ul W NP

11
12
13
14
15
16
17
18
19
21
23
24
25
26
28
29
30
31
32
33
34
35
36
37
38
40
41
42
43
44
45
46
47
48
49
50
52
53
54
57
58
59
60
61
62

EE Neutral
-156.018685
-233.455140
-191.967413
-345.651371
-384.977299
-534.482634
-306.548500
-363.063724
-284.430357
-245.109869
-436.879014
-476.201994
-280.404283
-319.731561
-508.341969
-586.996773
-296.416475
-375.072845
-270.959630
-502.060274
-173.850640
-310.281488
-541.374801
-500.872767
-365.630682
-385.514680
-310.281168
-310.280753
-370.229778
-730.592369
-423.652865
-363.237764
-363.234385
-608.102223
-540.798192
-424.299539
-460.233085
-499.554917
-385.956462
-539.626970
-615.874613
-264.389551
-555.680286
-402.007165
-248.337959

-2255.325493
-601.363543
-724.164132
-499.528995
-460.209076
-420.884376
-381.559345
-841.189080

-1300.817037

Th.Correc.
0.056310
0.090729
0.033750
0.076118
0.101279
0.097148
0.061529
0.099304
0.047418
0.021843
0.068055
0.092897
0.035103
0.058871
0.069224
0.118545
0.023058
0.068594
0.082137
0.155035
0.076271
0.106866
0.179747
0.136035
0.122227
0.110400
0.107026
0.106155
0.072528
0.070446
0.113390
0.078249
0.077873
0.079242
0.170466
0.124480
0.104805
0.129963
0.112215
0.154088
0.166451
0.047789
0.143217
0.101005
0.059169
0.016023
0.054615
0.145869
0.125472
0.102260
0.076772
0.051897
0.040411
0.028326

EE Anion
-156.085399
-233.514989
-192.067249
-345.749360
-385.069058
-534.591911
-306.635255
-363.170907
-284.537783
-245.219079
-437.003005
-476.323257
-280.508263
-319.832422
-508.453295
-587.100191
-296.549451
-375.198698
-271.074002
-502.180004
-173.935408
-310.387841
-541.486574
-501.008559
-365.721722
-385.618979
-310.391263
-310.393931
-370.341334
-730.708522
-423.788806
-363.371422
-363.356756
-608.221931
-540.882776
-424.387979
-460.315553
-499.636784
-386.026072
-539.697463
-615.958343
-264.463423
-555.759886
-402.087902
-248.397523

-2255.450166
-601.499161
-724.290653
-499.671574
-460.355080
-421.033903
-381.712302
-841.346069

-1300.977989

Th.Correc.
0.049291
0.084758
0.029577
0.072627
0.097613
0.094043
0.057039
0.095287
0.044580
0.019034
0.064327
0.089250
0.031356
0.055279
0.064698
0.113328
0.020949
0.067470
0.078502
0.154985
0.075633
0.105438
0.178904
0.135701
0.120429
0.106124
0.102123
0.104352
0.069443
0.067317
0.112410
0.076956
0.076150
0.079337
0.166699
0.120675
0.100104
0.125805
0.106164
0.148183
0.160504
0.041752
0.136583
0.095632
0.052172
0.013013
0.050501
0.142902
0.125425
0.101004
0.075471
0.051788
0.038918
0.027764

SI-79

AG (Ha)
46.267869
41.302953
65.266390
63.679347
59.880086
70.520454
57.256978
69.779345
69.191758
70.293007
80.145212
78.382208
67.599518
65.545503
72.698147
68.169235
84.767247
79.678977
74.050648
75.163004
53.593399
67.633549
70.667573
85.420151
58.257148
68.131772
72.162614
72.151620
71.938397
74.850716
85.919413
84.682663
77.869755
75.058206
55.440616
57.884454
54.699161
53.981758
47.477813
47.940109
56.273269
50.143558
54.112482
54.034547
41.767683
80.122068
87.682640
81.255106
89.499282
92.406614
94.646064
96.050506
99.448790

101.351376

Eabs(V)
2.006
1.791
2.830
2.761
2.597
3.058
2.483
3.026
3.001
3.048
3.476
3.399
2931
2.842
3.153
2.956
3.676
3.455
3.211
3.259
2.324
2.933
3.065
3.704
2.526
2.955
3.129
3.129
3.120
3.246
3.726
3.672
3.377
3.255
2.404
2.510
2.372
2.341
2.059
2.079
2.440
2.174
2.347
2.343
1.811
3.475
3.802
3.524
3.881
4.007
4.104
4.165
4.313
4.395

EOCalc(V)
-2.472
-2.688
-1.649
-1.717
-1.882
-1.421
-1.996
-1.453
-1.478
-1.431
-1.003
-1.080
-1.547
-1.636
-1.326
-1.523
-0.803
-1.024
-1.268
-1.219
-2.155
-1.546
-1.414
-0.775
-1.953
-1.524
-1.350
-1.350
-1.359
-1.233
-0.753
-0.807
-1.102
-1.224
-2.075
-1.969
-2.107
-2.138
-2.420
-2.400
-2.039
-2.304
-2.132
-2.136
-2.668
-1.004
-0.677
-0.955
-0.598
-0.472
-0.375
-0.314
-0.166
-0.084

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.088
0.022
0.459
0.337
0.332
0.131
0.136
0.023
0.078
0.046
0.053
0.110
0.157
0.176
0.146
0.103
0.173
0.234
0.058
0.319
0.395
0.186
0.314
0.255
0.163
0.014
0.030
0.090
0.099
0.073
0.283
0.277
0.232
0.264
0.115
0.009
0.023
0.022

0.020
0.059
0.204
0.164
0.156
0.272
0.294
0.177
0.305
0.088
0.082
0.035
0.084
0.066
0.144



FUNCTIONAL PW91

Molecule

O N O 1 B W N

11
12
13
14
15
16
17
18
19
21
23
24
25
26
28
29
30
31
32
33
34
35
36
37
38
40
41
42
43
44
45
46
47
48
49
50
52
53
54
57
58
59
60
61
62

EE Neutral

-155.968464
-233.385709
-191.916109
-345.561967
-384.876872
-534.362784
-306.473797
-362.974820
-284.364643
-245.055569
-436.777486
-476.089012
-280.335511
-319.651327
-508.227630
-586.860046
-296.347127
-374.980518
-270.881503
-501.923379
-173.798064
-310.191952
-541.227280
-500.738827
-365.531153
-385.413269
-310.191575
-310.191179
-370.138495
-730.493311
-423.541838
-363.139375
-363.135928
-607.974031
-540.650698
-424.187647
-460.120442
-499.430709
-385.851090
-539.484032
-615.714724
-264.321341
-555.536889
-401.901429
-248.270161
2255.135652
-601.215143
-723.981816
-499.405353
-460.096111
-420.782604
-381.468792
-841.077733
-1300.684877

Th.Correc.
0.057079
0.090769
0.033793
0.076192
0.101493
0.097303
0.061692
0.099301
0.047447
0.021890
0.068202
0.093026
0.035174
0.058889
0.069294
0.118941
0.023156
0.068786
0.082248
0.154921
0.076357
0.106845
0.179944
0.136092
0.122619
0.110320
0.107097
0.106241
0.072643
0.070558
0.113492
0.078369
0.077917
0.079325
0.170185
0.124074
0.104827
0.130034
0.112261
0.154479
0.166682
0.047856
0.143400
0.101060
0.059228
0.016140
0.052556
0.146321
0.126290
0.102415
0.076848
0.051979
0.040520
0.028487

EE Anion

-156.036811
-233.447573
-192.017671
-345.661813
-384.970585
-534.474583
-306.562416
-363.084387
-284.474328
-245.166958
-436.903546
-476.212293
-280.441204
-319.753989
-508.340979
-586.965451
-296.481786
-375.108233
-270.997965
-502.045176
-173.885063
-310.300486
-541.341318
-500.876604
-365.624252
-385.519377
-310.303655
-310.306517
-370.252045
-730.611408
-423.679930
-363.275078
-363.260474
-608.096047
-540.737170
-424.278001
-460.204816
-499.514527
-385.922360
-539.556138
-615.800016
-264.396957
-555.618223
-401.983838
-248.331466
2255.261975
-601.352745
-724.110041
-499.549993
-460.244153
-420.934145
-381.623746
-841.236673
-1300.847785

Th.Correc.
0.049365
0.084683
0.029603
0.072616
0.097693
0.094305
0.057196
0.095226
0.044616
0.019106
0.064544
0.089437
0.031402
0.055318
0.064774
0.113133
0.020997
0.067632
0.078872
0.155161
0.075789
0.105550
0.179145
0.135822
0.120804
0.106075
0.102221
0.104451
0.069458
0.067422
0.112382
0.077012
0.076249
0.079492
0.166852
0.120620
0.100249
0.125845
0.106237
0.148447
0.160672
0.041783
0.136728
0.095682
0.052222
0.013215
0.050493
0.143191
0.125279
0.100966
0.075458
0.051854
0.039014
0.027911

SI-80

AG (Ha)
47.729091
42.639084
66.360772
64.898082
61.190253
72.036225
58.430158
71.311273
70.604697
71.644376
81.399236
79.612201
68.690357
66.662214
73.963752
69.787736
85.854241
80.866767
75.199498
76.278193
54.948704
68.918407
72.060920
86.625662
59.558999
69.247725
73.390655
73.499138
73.252346
76.074883
87.350671
86.006092
79.200385
76.461266
56.353646
58.865336
55.818149
55.225390
48.502563
49.032635
57.292877
51.260497
55.225028
55.086694
42.865737
81.104082
87.640815
82.426727
91.397401
93.807500
95.965531
97.313570

100.681771
102.587669

Eabs(V)
2.070
1.849
2.878
2.814
2.654
3.124
2.534
3.092
3.062
3.107
3.530
3.452
2.979
2.891
3.207
3.026
3.723
3.507
3.261
3.308
2.383
2.989
3.125
3.757
2.583
3.003
3.183
3.187
3.177
3.299
3.788
3.730
3.435
3.316
2.444
2.553
2.421
2.395
2.103
2.126
2.485
2.223
2.395
2.389
1.859
3.517
3.801
3.574
3.963
4.068
4.162
4.220
4.366
4.449

EOCalc(V)
-2.454
-2.674
-1.646
-1.709
-1.870
-1.399
-1.989
-1.431
-1.462
-1.416
-0.993
-1.071
-1.545
-1.633
-1.316
-1.497
-0.800
-1.017
-1.262
-1.216
-2.140
-1.535
-1.398
-0.767
-1.941
-1.520
-1.341
-1.336
-1.347
-1.224
-0.735
-0.794
-1.089
-1.208
-2.080
-1.971
-2.103
-2.128
-2.420
-2.397
-2.039
-2.300
-2.128
-2.134
-2.664
-1.006
-0.723
-0.949
-0.560
-0.455
-0.362
-0.303
-0.157
-0.075

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.106
0.036
0.456
0.329
0.320
0.109
0.129
0.001
0.062
0.031
0.043
0.101
0.155
0.173
0.136
0.077
0.170
0.227
0.052
0.316
0.380
0.175
0.298
0.247
0.151
0.010
0.039
0.076
0.087
0.064
0.265
0.264
0.219
0.248
0.120
0.011
0.027
0.032

0.017
0.059
0.200
0.160
0.154
0.268
0.296
0.223
0.299
0.050
0.065
0.022
0.073
0.057
0.135



FUNCTIONAL B97D

Molecule

O N O A W N R

11
12
13
14
15
16
17
18
19
21
23
24
25
26
28
29
30
31
32
33
34
35
36
37
38
40
41
42
43
44
45
46
47
48
49
50
52
53
54
57
58
59
60
61
62

EE Neutral
-155.983993
-233.405368
-191.912887
-345.556291
-384.877105
-534.326426
-306.463296
-362.960675
-284.338464
-245.023626
-436.738314
-476.055372
-280.313335
-319.634918
-508.181042
-586.824385
-296.312409
-374.957001
-270.894543
-501.934975
-173.816576
-310.210420
-541.244108
-500.742599
-365.542029
-385.417292
-310.210152
-310.209875
-370.132578
-730.471216
-423.542860
-363.135870
-363.132929
-607.938397
-540.663393
-424.193467
-460.107503
-499.423782
-385.859135
-539.488958
-615.713464
-264.311926
-555.531169
-401.898652
-248.270914

-2254.971880
-601.160871
-723.951526
-499.394603
-460.080633
-420.761512
-381.442176
-841.015386

-1300.586937

Th.Correc.
0.059450
0.094246
0.035630
0.079420
0.105530
0.101759
0.064711
0.103349
0.049592
0.023735
0.071435
0.097011
0.037538
0.062008
0.073156
0.123782
0.025546
0.073400
0.085300
0.160502
0.079280
0.110716
0.186165
0.140945
0.126568
0.114250
0.110887
0.109992
0.075620
0.073503
0.117612
0.081480
0.081079
0.082967
0.179346
0.128828
0.109054
0.135019
0.116411
0.160093
0.172715
0.050286
0.148753
0.105033
0.061829
0.018517
0.056814
0.152582
0.131118
0.106712
0.080451
0.054674
0.043114
0.031034

EE Anion
-156.050492
-233.464961
-192.013509
-345.654439
-384.968575
-534.436285
-306.550659
-363.073565
-284.451460
-245.138377
-436.866761
-476.181335
-280.418871
-319.737624
-508.291294
-586.926932
-296.447925
-375.086287
-271.007966
-502.053509
-173.901887
-310.315634
-541.354195
-500.879064
-365.632832
-385.521379
-310.319240
-310.322350
-370.242969
-730.586614
-423.677126
-363.268508
-363.253742
-608.056793
-540.746404
-424.281613
-460.189503
-499.505237
-385.927457
-539.557339
-615.796049
-264.386223
-555.609083
-401.978460
-248.330979

-2255.097993
-601.296753
-724.079347
-499.539383
-460.228631
-420.912951
-381.596882
-841.174499

-1300.750454

Th.Correc.
0.051571
0.088138
0.031361
0.075786
0.101557
0.098222
0.060142
0.099278
0.046890
0.020721
0.067717
0.093328
0.033740
0.058379
0.068380
0.119353
0.023237
0.069154
0.081737
0.160752
0.078850
0.109538
0.185542
0.140928
0.125073
0.110774
0.105400
0.108146
0.072617
0.070500
0.116659
0.080296
0.079557
0.083332
0.172124
0.125462
0.104530
0.130837
0.110252
0.153860
0.166517
0.044210
0.141915
0.099600
0.054967
0.015743
0.053701
0.149098
0.130195
0.105040
0.078843
0.054555
0.041598
0.030464

SI-81

DG (Ha)
46.672763
41.228119
65.820326
63.869114
59.891344
71.156751
57.688462
73.393520
72.601534
73.898393
82.934354
81.354473
68.608191
66.726251
72.181024
67.128272
86.486466
83.792556
73.409758
74.224547
53.803309
66.761980
69.471713
85.643633
57.917714
67.497077
71.897304
71.737128
71.155442
74.297863
84.850992
83.974908
76.766558
74.065598
56.621909
57.424391
54.294656
53.738057
46.737432
46.820702
55.712135
50.434438
53.182728
53.489271
41.997295
80.877865
87.220170
82.394572
91.429360
93.919067
96.038250
97.154188

100.796135
102.965906

Eabs(V)
2.024
1.788
2.854
2.770
2.597
3.086
2.502
3.183
3.148
3.205
3.596
3.528
2.975
2.894
3.130
2911
3.750
3.634
3.183
3.219
2.333
2.895
3.013
3.714
2.512
2.927
3.118
3.111
3.086
3.222
3.680
3.642
3.329
3.212
2.455
2.490
2.354
2.330
2.027
2.030
2.416
2.187
2.306
2.320
1.821
3.507
3.782
3.573
3.965
4.073
4.165
4.213
4.371
4.465

EOCalc(V)
-2.423
-2.659
-1.592
-1.677
-1.850
-1.361
-1.945
-1.264
-1.298
-1.242
-0.850
-0.919
-1.472
-1.553
-1.317
-1.536
-0.696
-0.813
-1.263
-1.228
-2.114
-1.552
-1.434
-0.733
-1.935
-1.520
-1.329
-1.336
-1.361
-1.225
-0.767
-0.805
-1.118
-1.235
-1.991
-1.957
-2.092
-2.116
-2.420
-2.416
-2.031
-2.260
-2.140
-2.127
-2.626
-0.939
-0.664
-0.874
-0.482
-0.374
-0.282
-0.234
-0.076

0.018

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.137
0.051
0.402
0.297
0.300
0.071
0.085
0.166
0.102
0.143
0.100
0.051
0.082
0.093
0.137
0.116
0.066
0.023
0.053
0.328
0.354
0.192
0.334
0.213
0.145
0.010
0.051
0.076
0.101
0.065
0.297
0.275
0.248
0.275
0.031
0.003
0.038
0.044

0.036
0.051
0.160
0.172
0.147
0.230
0.229
0.164
0.224
0.028
0.016
0.058
0.004
0.024
0.042



FUNCTIONAL B3PW91

Molecule

60
61
62

EE Neutral

-155.983993
-233.405368
-191.912887
-345.556291
-384.877105
-534.326426
-306.463296
-362.960675
-284.338464
-245.023626
-436.738314
-476.055372
-280.313335
-319.634918
-508.181042
-586.824385
-296.312409
-374.957001
-270.894543
-501.934975
-173.816576
-310.210420
-541.244108
-500.742599
-365.542029
-385.417292
-310.210152
-310.209875
-370.132578
-730.471216
-423.542860
-363.135870
-363.132929
-607.938397
-540.663393
-424.193467
-460.107503
-499.423782
-385.859135
-539.488958
-615.713464
-264.311926
-555.531169
-401.898652
-248.270914
2254.971880
-601.160871
-723.951526
-499.394603
-460.080633
-420.761512
-381.442176
-841.015386
-1300.586937

Th.Correc.
0.059450
0.094246
0.035630
0.079420
0.105530
0.101759
0.064711
0.103349
0.049592
0.023735
0.071435
0.097011
0.037538
0.062008
0.073156
0.123782
0.025546
0.073400
0.085300
0.160502
0.079280
0.110716
0.186165
0.140945
0.126568
0.114250
0.110887
0.109992
0.075620
0.073503
0.117612
0.081480
0.081079
0.082967
0.179346
0.128828
0.109054
0.135019
0.116411
0.160093
0.172715
0.050286
0.148753
0.105033
0.061829
0.018517
0.056814
0.152582
0.131118
0.106712
0.080451
0.054674
0.043114
0.031034

EE Anion

-156.050492
-233.464961
-192.013509
-345.654439
-384.968575
-534.436285
-306.550659
-363.073565
-284.451460
-245.138377
-436.866761
-476.181335
-280.418871
-319.737624
-508.291294
-586.926932
-296.447925
-375.086287
-271.007966
-502.053509
-173.901887
-310.315634
-541.354195
-500.879064
-365.632832
-385.521379
-310.319240
-310.322350
-370.242969
-730.586614
-423.677126
-363.268508
-363.253742
-608.056793
-540.746404
-424.281613
-460.189503
-499.505237
-385.927457
-539.557339
-615.796049
-264.386223
-555.609083
-401.978460
-248.330979
2255.097993
-601.296753
-724.079347
-499.539383
-460.228631
-420.912951
-381.596882
-841.174499
-1300.750454

Th.Correc.
0.051571
0.088138
0.031361
0.075786
0.101557
0.098222
0.060142
0.099278
0.046890
0.020721
0.067717
0.093328
0.033740
0.058379
0.068380
0.119353
0.023237
0.069154
0.081737
0.160752
0.078850
0.109538
0.185542
0.140928
0.125073
0.110774
0.105400
0.108146
0.072617
0.070500
0.116659
0.080296
0.079557
0.083332
0.172124
0.125462
0.104530
0.130837
0.110252
0.153860
0.166517
0.044210
0.141915
0.099600
0.054967
0.015743
0.053701
0.149098
0.130195
0.105040
0.078843
0.054555
0.041598
0.030464

SI-82

DG (Ha)
46.672763
41.228119
65.820326
63.869114
59.891344
71.156751
57.688462
73.393520
72.601534
73.898393
82.934354
81.354473
68.608191
66.726251
72.181024
67.128272
86.486466
83.792556
73.409758
74.224547
53.803309
66.761980
69.471713
85.643633
57.917714
67.497077
71.897304
71.737128
71.155442
74.297863
84.850992
83.974908
76.766558
74.065598
56.621909
57.424391
54.294656
53.738057
46.737432
46.820702
55.712135
50.434438
53.182728
53.489271
41.997295
80.877865
87.220170
82.394572
91.429360
93.919067
96.038250
97.154188

100.796135
102.965906

Eabs(V)
2.024
1.788
2.854
2.770
2.597
3.086
2.502
3.183
3.148
3.205
3.596
3.528
2.975
2.894
3.130
2911
3.750
3.634
3.183
3.219
2.333
2.895
3.013
3.714
2.512
2.927
3.118
3.111
3.086
3.222
3.680
3.642
3.329
3.212
2.455
2.490
2.354
2.330
2.027
2.030
2.416
2.187
2.306
2.320
1.821
3.507
3.782
3.573
3.965
4.073
4.165
4.213
4.371
4.465

EOCalc(V)
-2.423
-2.659
-1.592
-1.677
-1.850
-1.361
-1.945
-1.264
-1.298
-1.242
-0.850
-0.919
-1.472
-1.553
-1.317
-1.536
-0.696
-0.813
-1.263
-1.228
-2.114
-1.552
-1.434
-0.733
-1.935
-1.520
-1.329
-1.336
-1.361
-1.225
-0.767
-0.805
-1.118
-1.235
-1.991
-1.957
-2.092
-2.116
-2.420
-2.416
-2.031
-2.260
-2.140
-2.127
-2.626
-0.939
-0.664
-0.874
-0.482
-0.374
-0.282
-0.234
-0.076

0.018

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.137
0.051
0.402
0.297
0.300
0.071
0.085
0.166
0.102
0.143
0.100
0.051
0.082
0.093
0.137
0.116
0.066
0.023
0.053
0.328
0.354
0.192
0.334
0.213
0.145
0.010
0.051
0.076
0.101
0.065
0.297
0.275
0.248
0.275
0.031
0.003
0.038
0.044

0.036
0.051
0.160
0.172
0.147
0.230
0.229
0.164
0.224
0.028
0.016
0.058
0.004
0.024
0.042



FUNCTIONAL B3LYP

Molecule EE Neutral Th.Correc. EE Anion Th.Correc. Dg (Ha) Eabs(V) EOCalc(V)  EOexp(V) MAD(V)
1 -156.051841 0.058500 -156.115899 0.050823 45.014156 1.952 -2.410 -2.56 0.150
2 -233.498177 0.093959 -233.555203 0.087738 39.688449 1.721 -2.641 -2.71 0.069
3 -191.995870 0.035524  -192.094759 0.031195 64.770208 2.809 -1.553 -1.19 0.363
4  -345.699924 0.079167 -345.795914 0.075491 62.541705 2.712 -1.650 -1.38 0.270
5 -385.034855 0.105265 -385.124204 0.101213 58.609587 2.542 -1.821 -1.55 0.271
6 -534.545982 0.101399 -534.654606 0.097898 70.359431 3.051 -1.311 -1.29 0.021
7 -306.590756 0.064356 -306.676548 0.059639 56.794864 2.463 -1.899 -1.86 0.039
8 -363.104426 0.102082 -363.217727 0.099940 72.441447 3.141 -1.221 -1.55 0.324
9 -363.101496 0.102977 -363.217271 0.098869 75.227478 3.262 -1.100 -1.43 0.330
10 -284.449601 0.049111 -284.565846 0.046604 74.518077 3.231 -1.131 -1.40 0.269
11  -245.120107 0.023389 -245.238121 0.020414 75.921316 3.292 -1.070 -1.39 0.315
12 -436.913796 0.071073 -437.043294 0.067188 83.699073 3.630 -0.733 -0.95 0.217
13 -476.245157 0.096560 -476.372166 0.092725 82.106033 3.561 -0.802 -0.97 0.168
14  -280.429303 0.037250 -280.533824 0.033419 67.992174 2.948 -1.414 -1.39 0.024
15 -319.765215 0.061719 -319.866811 0.057995 66.089175 2.866 -1.496 -1.46 0.036
16 -508.389079 0.072758 -508.497621 0.067705 71.281744 3.091 -1.271 -1.18 0.091
17  -587.060928 0.123543  -587.161894 0.118648 66.428898 2.881 -1.481 -1.42 0.061
18 -296.434560 0.025271 -296.569620 0.022897 86.240781 3.740 -0.622 -0.63 0.008
19 -375.107797 0.073321 -375.236487 0.069126 83.386889 3.616 -0.746 -0.79 0.044
21 -271.005757 0.085053 -271.117730 0.082187 72.062297 3.125 -1.237 -1.21 0.027
22 -349.645962 0.136045 -349.732066 0.136858 53.520640 2.321 -2.041 -1.49 0.551
23 -502.139469 0.159900 -502.255534 0.160275 72.596373 3.148 -1.214 -0.90 0.314
24 -173.885703 0.078912 -173.971449 0.078495 54.067773 2.345 -2.017 -1.76 0.257
25 -310.335728 0.110402 -310.439477 0.109116 65.910376 2.858 -1.504 -1.36 0.144
26 -541.461880 0.185717 -541.569574 0.184943 68.064631 2.952 -1.411 -1.10 0.311
28 -500.942375 0.140398 -501.075886 0.140279 83.854481 3.636 -0.726 -0.52 0.206
29 -365.688671 0.126473 -365.779275 0.124917 57.831206 2.508 -1.854 -1.79 0.064
30 -385.573644 0.114089 -385.676849 0.110168 67.222326 2.915 -1.447 -1.51 0.063
31 -310.335622 0.110565 -310.443128 0.107723 69.244406 3.003 -1.359 -1.38 0.021
32 -310.335333 0.109734 -310.446313 0.107717 70.906410 3.075 -1.287 -1.26 0.027
33 -370.281386 0.075309 -370.390808 0.072242 70.587781 3.061 -1.301 -1.26 0.041
34 -730.634870 0.073172 -730.748984 0.069912 73.652776 3.194 -1.168 -1.16 0.008
35 -423.716295 0.117330 -423.849205 0.116126 84.157805 3.650 -0.713 -0.47 0.243
36 -363.290041 0.081212 -363.420997 0.079968 82.956921 3.597 -0.765 -0.53 0.235
37 -363.286965 0.080780 -363.406296 0.079193 75.877118 3.290 -1.072 -0.87 0.202
38 -608.177028 0.082494  -608.294115 0.082778 73.294847 3.178 -1.184 -0.96 0.224
40 -540.884725 0.175427  -540.964326 0.171757 52.253456 2.266 -2.096 -1.96 0.136
41  -424.365463 0.128690 -424.451441 0.124998 56.268856 2.440 -1.922 -1.96 0.038
42  -460.295482 0.108741 -460.375528 0.103971 53.222880 2.308 -2.054 -2.13 0.076
43 -499.626520 0.134514 -499.706015 0.130254 52.557056 2.279 -2.083 -2.16 0.077
44  -386.015746 0.116043 -386.080819 0.109745 44.785992 1.942
45 -539.706336 0.159630 -539.771182 0.153314 44.654715 1.936 -2.426 -2.38 0.046
46  -615.959413 0.172130  -616.038224 0.165834 53.405512 2.316 -2.046 -1.98 0.066
47  -264.421304 0.050045 -264.493872 0.043874 49.409313 2.143 -2.220 -2.10 0.120
48  -555.755511 0.148269 -555.830329 0.141425 51.243899 2.222 -2.140 -1.97 0.172
49  -402.062417 0.104673 -402.139180 0.099136 51.644288 2.240 -2.123 -1.98 0.143
50 -248.373589 0.061572 -248.431665 0.054648 40.788013 1.769 -2.593 -2.40 0.197
52 -2255.361118 0.017957 -2255.484762 0.015034 79.421825 3.444 -0.918 -0.71 0.208
53 -601.428551 0.057755 -601.561061 0.053377 85.898409 3.725 -0.637 -0.50 0.137
54  -724.254721 0.151709 -724.378669 0.148364 79.877727 3.464 -0.898 -0.65 0.248
57 -499.596975 0.131016 -499.739188 0.129525 90.175258 3.910 -0.452 -0.51 0.058
58 -460.269243 0.106531 -460.414758 0.104825 92.382038 4.006 -0.356 -0.39 0.034
59 -420.935966 0.080204 -421.084957 0.078597 94.501651 4.098 -0.264 -0.34 0.076
60 -381.602492 0.054481 -381.754789 0.054305 95.678032 4.149 -0.213 -0.23 0.017
61 -841.227643 0.042821 -841.384485 0.041247 99.407138 4311 -0.051 -0.10 0.049
62 -1300.851166 0.030586 -1301.012512 0.029944 101.649122 4.408 0.046 0.06 0.014

SI-83



FUNCTIONAL B3LYP-D

Molecule

O N O B~ W N R

10
11
12
13
14
15
16
17
18
19
21
23
24
25
26
28
29
30
31
32
33
34
35
36
37
38
40
41
42
43
a4
45
46
47
48
49
50
52
53
54
57
58
59
60
61

EE Neutral

-156.057494
-233.509477
-191.999638
-345.710784
-385.050364
-534.562737
-306.598435
-363.116485
-284.456017
-245.122949
-436.924509
-476.260208
-280.433140
-319.772362
-508.399107
-587.079849
-296.437450
-375.117198
-271.016426
-502.164200
-173.895370
-310.350570
-541.494130
-500.963487
-365.708546
-385.590104
-310.350536
-310.350345
-370.292521
-730.646700
-423.735124
-363.302750
-363.299689
-608.193430
-540.911084
-424.385271
-460.310526
-499.644953
-386.031989
-539.732742
-615.989852
-264.426131
-555.779325
-402.077192
-248.379667
2255.377780
-601.444742
-724.287081
-499.620310
-460.286655
-420.948910
-381.611012
-841.237191
-1300.861744

Th.Correc.
0.059393
0.093911
0.035558
0.079132
0.105516
0.102420
0.064789
0.103399
0.049694
0.023681
0.071045
0.095804
0.037189
0.062267
0.072997
0.124283
0.025219
0.074550
0.085084
0.160172
0.079300
0.110927
0.186007
0.140311
0.126641
0.113719
0.109890
0.110408
0.075339
0.073205
0.117403
0.081247
0.080759
0.082690
0.178499
0.130169
0.109023
0.135112
0.115962
0.159621
0.172179
0.049983
0.148279
0.104602
0.061507
0.017995
0.057700
0.151716
0.132294
0.106884
0.080397
0.054416
0.042766
0.030583

EE Anion

-156.121289
-233.566721
-192.098316
-345.806816
-385.139780
-534.671958
-306.684141
-363.232090
-284.572284
-245.240956
-437.054121
-476.387257
-280.537811
-319.874116
-508.507830
-587.180842
-296.572623
-375.246043
-271.128317
-502.279677
-173.981392
-310.454285
-541.601786
-501.097068
-365.799025
-385.692672
-310.457808
-310.461274
-370.401828
-730.760720
-423.868007
-363.433625
-363.418963
-608.310480
-540.990691
-424.471161
-460.390682
-499.724555
-386.097171
-539.797670
-616.068690
-264.498933
-555.854259
-402.154038
-248.437993
2255.501465
-601.577315
-724.410937
-499.762568
-460.432053
-421.097706
-381.763053
-841.393826
-1301.022925

Th.Correc.
0.050901
0.087739
0.031158
0.075464
0.101914
0.098799
0.060086
0.099296
0.046667
0.020526
0.067174
0.091987
0.033367
0.058521
0.067987
0.119651
0.022851
0.071683
0.082131
0.160291
0.078739
0.109276
0.185228
0.140294
0.125063
0.110998
0.107047
0.108302
0.072176
0.069872
0.116884
0.079930
0.079187
0.080202
0.171938
0.126655
0.104266
0.130715
0.109729
0.153303
0.165837
0.043821
0.141446
0.099097
0.054627
0.014963
0.053293
0.148357
0.129877
0.105053
0.078806
0.054244
0.041184
0.029878

SI-84

DG (Ha)
45360518
39.793805
64.682164
62.562607
58.369253
70.809523
56.732482
75.117377
74.858364
76.030299
83.762021
82.119541
68.080330
66.201712
71.368378
66.280970
86.308491
82.650718
72.065151
72.388443
54.331935
66.117544
68.044188
83.834364
57.767168
66.069631
69.097974
70.930216
70.576377
73.640158
83.711145
82.951423
75.832086
75.010951
54.071350
56.101540
53.284072
52.710034
44.814084
44.707457
53.450923
49.550906
51.309595
51.675911
40.916892
79.516221
85.956557
79.828724
90.784670
92.387738
94.369254
95.514896
99.282475

101.584922

Eabs(V)
1.967
1.726
2.805
2.713
2.531
3.071
2.460
3.257
3.246
3.297
3.632
3.561
2.952
2.871
3.095
2.874
3.743
3.584
3.125
3.139
2.356
2.867
2.951
3.635
2.505
2.865
2.996
3.076
3.061
3.193
3.630
3.597
3.288
3.253
2.345
2.433
2.311
2.286
1.943
1.939
2.318
2.149
2.225
2.241
1.774
3.448
3.728
3.462
3.937
4.006
4.092
4.142
4.305
4.405

EOCalc(V)
-2.396
-2.638
-1.558
-1.650
-1.832
-1.293
-1.903
-1.106
-1.117
-1.066
-0.731
-0.802
-1.411
-1.493
-1.268
-1.489
-0.621
-0.779
-1.238
-1.224
-2.007
-1.496
-1.413
-0.728
-1.858
-1.498
-1.367
-1.287
-1.303
-1.170
-0.733
-0.766
-1.075
-1.111
-2.019
-1.931
-2.053
-2.078
-2.420
-2.425
-2.045
-2.215
-2.138
-2.122
-2.589
-0.915
-0.636
-0.902
-0.426
-0.357
-0.271
-0.221
-0.058

0.042

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.164
0.072
0.368
0.270
0.282
0.003
0.043
0.324
0.283
0.319
0.219
0.168
0.021
0.033
0.088
0.069
0.009
0.011
0.028
0.324
0.247
0.136
0.313
0.208
0.068
0.012
0.013
0.027
0.043
0.010
0.263
0.236
0.205
0.151
0.059
0.029
0.077
0.082

0.045
0.065
0.115
0.170
0.142
0.193
0.205
0.136
0.252
0.084
0.033
0.069
0.009
0.042
0.018



FUNCTIONAL CAM-B3LYP

Molecule EE Neutral Th.Correc. EE Anion Th.Correc. Dg (Ha) Eabs(V) EOCalc(V)  EOexp(V) MAD(V)
1 -155.947718 0.059339  -156.010309 0.052114 43.810279 1.900 -2.402 -2.56 0.158
2 -233.352681 0.095547 -233.407916 0.089274 38.597370 1.674 -2.628 -2.71 0.082
3 -191.897989 0.036250 -191.996508 0.031941 64.525490 2.798 -1.503 -1.19 0.313
4 -345.514920 0.080582 -345.610169 0.077014 62.008900 2.689 -1.612 -1.38 0.232
5 -384.825836 0.107064 -384.913895 0.103018 57.796940 2.506 -1.795 -1.55 0.245
6 -534.320563 0.103431  -534.427523 0.100221 69.132453 2.998 -1.303 -1.29 0.013
7 -306.450014 0.065726 -306.535052 0.061040 56.302956 2.442 -1.860 -1.86 0.000
9 -362.931270 0.104023  -363.049747 0.100570 76.512304 3.318 -0.983 -1.43 0.447
10 -284.329718 0.049441 -284.448250 0.047577 75.549570 3.276 -1.025 -1.40 0.375
11 -245.025094 0.024216 -245.145391 0.021161 77.404008 3.357 -0.945 -1.39 0.440
12 -436.709004 0.072574 -436.840565 0.068715 84.977328 3.685 -0.616 -0.95 0.334
13 -476.015125 0.098386 -476.144477 0.094531 83.588135 3.625 -0.677 -0.97 0.293
14 -280.294133 0.038358  -280.399452 0.034604 68.444369 2.968 -1.333 -1.39 0.057
15 -319.605198 0.063175 -319.707777 0.059449 66.707785 2.893 -1.409 -1.46 0.051
16 -508.169334 0.074478  -508.275883 0.069782 69.807045 3.027 -1.274 -1.18 0.094
17 -586.791500 0.125870 -586.890755 0.121535 65.003266 2.819 -1.483 -1.42 0.063
18 -296.301196 0.026372  -296.437747 0.024058 87.139123 3.779 -0.523 -0.63 0.107
19 -374.924406 0.075093 -375.055232 0.071262 84.498427 3.664 -0.637 -0.79 0.153
21 -270.838701 0.086330 -270.948922 0.083585 70.887207 3.074 -1.227 -1.21 0.017
23 -501.837151 0.162267 -501.950373 0.162872 70.668418 3.065 -1.237 -0.90 0.337
24 -173.781335 0.079993  -173.866560 0.079955 53.503472 2.320 -1.981 -1.76 0.221
25 -310.143545 0.111967 -310.245162 0.110973 64.389202 2.792 -1.509 -1.36 0.149
26 -541.135733 0.188272 -541.239989 0.187898 65.656171 2.847 -1.454 -1.10 0.354
28 -500.646677 0.142523  -500.779466 0.142859 83.115477 3.604 -0.697 -0.52 0.177
29 -365.474920 0.128207 -365.564280 0.126855 56.922568 2.468 -1.833 -1.79 0.043
30 -385.362126 0.115446  -385.463833 0.112265 65.818192 2.854 -1.447 -1.51 0.063
31 -310.143449 0.112139 -310.249108 0.109424 68.005248 2.949 -1.352 -1.38 0.028
32 -310.143254 0.111259  -310.252675 0.109439 69.804849 3.027 -1.274 -1.26 0.014
33 -370.098036 0.076573 -370.205577 0.073688 69.293346 3.005 -1.296 -1.26 0.036
34 -730.471398 0.074501 -730.583801 0.071519 72.405219 3.140 -1.162 -1.16 0.002
35 -423.482814 0.118896 -423.612652 0.117931 82.079914 3.559 -0.742 -0.47 0.272
36 -363.082289 0.082522 -363.210883 0.081415 81.388864 3.529 -0.772 -0.53 0.242
37 -363.079664 0.082089  -363.196607 0.080735 74.232406 3.219 -1.082 -0.87 0.212
38 -607.937926 0.083957 -608.052999 0.084623 71.791666 3.113 -1.188 -0.96 0.228
40 -540.558675 0.181670  -540.634791 0.175048 51.918780 2.251 -2.050 -1.96 0.090
41 -424.131313 0.130248 -424.216027 0.127035 55.174914 2.393 -1.909 -1.96 0.051
42 -460.067808 0.110546  -460.146369 0.106014 52.141729 2.261 -2.040 -2.13 0.090
43 -499.373958 0.136546 -499.452011 0.132487 51.525553 2.234 -2.067 -2.16 0.093
44 -385.784539 0.117922 -385.847311 0.111556 43.384596 1.881 -2.420
45 -539.388103 0.162608 -539.449961 0.156034 42.941255 1.862 -2.439 -2.38 0.059
46 -615.599866 0.175188 -615.676270 0.168699 52.016144 2.256 -2.046 -1.98 0.066
47 -264.284366 0.051137 -264.357173 0.045067 49.495662 2.146 -2.155 -2.10 0.055
48 -555.440185 0.150905 -555.512474 0.143988 49.702399 2.155 -2.146 -1.97 0.178
49 -401.834056 0.106514  -401.909205 0.100980 50.629248 2.196 -2.106 -1.98 0.126
50 -248.233345 0.062734 -248.291438 0.056038 40.655447 1.763 -2.538 -2.40 0.142
52 -2255.152540 0.019510 -2255.275377 0.016812 78.774518 3.416 -0.885 -0.71 0.175
53 -601.124047 0.059492 -601.254528 0.054848 84.792309 3.677 -0.624 -0.50 0.124
54 -723.854263 0.155216  -723.978086 0.151580 79.981301 3.468 -0.833 -0.65 0.183
57 -499.343297 0.133078 -499.485391 0.132049 89.810905 3.895 -0.407 -0.51 0.103
58 -460.040230 0.108520  -460.185459 0.106625 92.321654 4.004 -0.298 -0.39 0.092
59 -420.731718 0.081802 -420.880265 0.080098 94.283500 4.089 -0.213 -0.34 0.127
60 -381.423094 0.055694 -381.574769 0.055578 95.250047 4.131 -0.171 -0.23 0.059
61 -841.051595 0.044125  -841.207934 0.042596 99.063103 4.296 -0.005 -0.10 0.095
62 -1300.678553 0.032040 -1300.839614 0.031446 101.439967 4.399 0.098 0.06 0.038

SI-85



FUNCTIONAL LC-BLYP

Molecule

61

EE Neutral
-155.5384824
-232.7545161
-191.4798626
-344.7119939
-383.9236715
-533.2784578
-305.8233318
-362.1904031
-283.7906448
-244.5864881
-435.7881328
-474.9938094
-279.6837349
-318.8947655
-507.1433475

-585.565572
-295.6844368

-374.107067
-270.1441956
-500.5596651

-173.363606
-309.3484049
-539.7589401
-499.3802027
-364.5764248
-384.4576424
-309.3484802
-309.3483581
-369.2860195

-729.514331
-422.4820139
-362.1917649
-362.1893571
-606.7907396

-539.181977
-423.1286965
-459.0564775
-498.2620562
-384.8036936
-538.0234397
-614.0481074
-263.6800065
-554.0711418
-400.8488129
-247.6329377
-2253.115603
-599.7438992
-722.0966109
-498.2331328
-459.0291382
-419.8206196
-380.6120562
-839.9777259

-1299.34195

Th.Correc.
0.061605
0.097638
0.037188
0.082417
0.109387
0.105784

0.06751

0.10487
0.050911
0.025223
0.074482

0.10074

0.03966
0.064968
0.076713
0.127881
0.027598
0.077093
0.087919
0.165073
0.081589
0.114133
0.191778
0.145131
0.130806
0.117331
0.114145
0.113218
0.078155
0.076156
0.120893
0.084214
0.083776
0.085861
0.185059
0.132259
0.113113
0.139362
0.120253
0.166027
0.179063
0.052451
0.154216
0.108815
0.064171
0.021516
0.059564
0.159512

0.13575
0.111125
0.083836
0.057284
0.045823
0.034029

EE Anion
-155.60045
-232.80855
-191.57956
-344.80885
-384.01268
-533.38521
-305.90909
-362.31349
-283.91331
-244.71096
-435.92465
-475.12822
-279.79211
-319.00054
-507.25064
-585.66556
-295.82531
-374.24288

-270.2538
-500.67135
-173.44831
-309.44907
-539.86119
-499.51366
-364.66474
-384.55844
-309.45321
-309.45742
-369.39267
-729.62606
-422.61101
-362.31987
-362.30508
-606.90501
-539.25707
-423.21433
-459.13597
-498.34112
-384.86586
-538.08465
-614.12383
-263.75534
-554.14344
-400.92462
-247.69299
-2253.2402
-599.87533
-722.22194
-498.37525
-459.17503
-419.96968
-380.76407
-840.13449
-1299.5036

Th.Correc.
0.053763
0.091365
0.032961

0.07886
0.105241
0.102574
0.062715
0.102705
0.048983
0.022107
0.070768

0.09696
0.036065
0.061294
0.072279
0.124897
0.025471
0.073363
0.085152
0.166235
0.081947
0.113503
0.191774
0.146176
0.130264
0.114958
0.111664
0.111795

0.07555
0.073817
0.120198
0.083415
0.082839
0.084218

0.17841

0.12978
0.108804
0.135391

0.11386
0.159452
0.172356
0.046562
0.147193
0.103408
0.057808
0.019141
0.056755
0.155932
0.135379
0.109005
0.082106
0.057188
0.044294
0.033377

SI-86

DG (Ha)
43.8043382
37.8444466

65.211632
63.0095843
58.4521935
69.0027948
56.8242626
78.5962164
78.1854653
80.0607427
87.9976001
86.7152554

70.261719
68.6773774
70.1103739
64.6174669
89.7330867
87.5675117
70.5141514
69.3514074
52.9300396
63.5612978
64.1638946
83.0891789
55.7600933
64.7421982
67.2753108
69.3320801
68.5562167
71.5759626
81.3826594
80.8861711
73.2027815
72.7367287
51.2967228
55.2930528
52.5882731
52.1074676
43.0244417
42.5359774
51.7239912
50.9686134
49.7724357
50.9632294
41.6749428

79.658308
84.2387233

80.893619
89.4110441
92.8814663
94.6205058
95.4474315
99.3318547
101.855811

Eabs(V)
1.89958
1.64113
2.82791
2.73242
2.53479
2.99232
2.46419
3.40834
3.39052
3.47184
3.81603
3.76042
3.04691

2.9782
3.04035
2.80215
3.89129
3.79738
3.05786
3.00743
2.29532
2.75634
2.78248
3.60317
2.41804
2.80755

2.9174
3.00659
2.97295

3.1039
3.52917
3.50764
3.17445
3.15424
2.22449
2.39779

2.2805
2.25965
1.86576
1.84458
2.24302
2.21026
2.15839
2.21003
1.80724
3.45439
3.65302
3.50796
3.87732
4.02782
4.10323
4.13909
4.30754
4.41699

EOCalc(V)
-2.386
-2.645
-1.458
-1.553
-1.751
-1.293
-1.822
-0.877
-0.895
-0.814
-0.470
-0.525
-1.239
-1.308
-1.245
-1.484
-0.394
-0.488
-1.228
-1.278
-1.990
-1.529
-1.503
-0.683
-1.868
-1.478
-1.368
-1.279
-1.313
-1.182
-0.757
-0.778
-1.111
-1.132
-2.061
-1.888
-2.005
-2.026
-2.420
-2.441
-2.043
-2.075
-2.127
-2.076
-2.479
-0.831
-0.633
-0.778
-0.408
-0.258
-0.183
-0.147

0.022
0.131

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.174
0.065
0.268
0.173
0.201
0.003
0.038
0.553
0.505
0.571
0.480
0.445
0.151
0.152
0.065
0.064
0.236
0.302
0.018
0.378
0.230
0.169
0.403
0.163
0.078
0.032
0.012
0.019
0.053
0.022
0.287
0.248
0.241
0.172
0.101
0.072
0.125
0.134

0.061
0.063
0.025
0.159
0.096
0.083
0.121
0.133
0.128
0.102
0.132
0.157
0.083
0.122
0.071



FUNCTIONAL BHandHLYP

Molecule EE Neutral Th.Correc. EE Anion Th.Correc. DG (Ha) Eabs(V) EOCalc(V) EOexp(V)  MAD(V)
1 -155.942382 0.062620  -155.998326 0.054019 40.502700 1.756 -2.360 -2.56 0.200
2 -233.342910 0.098714  -233.391828 0.092290 34.727104 1.506 -2.610 -2.71 0.100
3 -191.878467 0.038011  -191.970743 0.033462 60.758127 2.635 -1.481 -1.19 0.291
4 -345.490466 0.083519  -345.579381 0.079723 58.177279 2.523 -1.593 -1.38 0.213
5 -384.798950 0.110710 -384.880469 0.106249 53.953304 2.340 -1.776 -1.55 0.226
6 -534.245217 0.107437 -534.345990 0.103822 65.504875 2.841 -1.275 -1.29 0.015
7 -306.411723 0.068556  -306.490406 0.063498 52.548171 2.279 -1.837 -1.86 0.023
9 -362.873551 0.108351  -362.989800 0.104181 75.563595 3.277 -0.839 -1.43 0.591
10 -284.275469 0.054338  -284.392048 0.049505 76.186650 3.304 -0.812 -1.40 0.588
11 -244.972902 0.025818  -245.091255 0.022521 76.336469 3.310 -0.806 -1.39 0.579
12 -436.650391 0.075373 -436.779605 0.071273 83.656105 3.628 -0.488 -0.95 0.462
13 -475.954353 0.101853 -476.081367 0.097760 82.270984 3.568 -0.548 -0.97 0.422
14 -280.258761 0.040288  -280.358659 0.036416 65.116780 2.824 -1.292 -1.39 0.098
15 -319.567554 0.065828  -319.664852 0.061996 63.459760 2.752 -1.364 -1.46 0.096
16 -508.097954 0.077704  -508.197596 0.071558 66.383040 2.879 -1.237 -1.18 0.057
17 -586.715401 0.129900 -586.807638 0.126041 60.300843 2.615 -1.501 -1.42 0.081
18 -296.255543 0.028080 -296.387579 0.025648 84.380341 3.659 -0.457 -0.63 0.173
19 -374.873907 0.077922  -375.000688 0.074239 81.867387 3.550 -0.566 -0.79 0.224
21 -270.832540 0.089091  -270.932928 0.086379 64.696361 2.806 -1.310 -1.21 0.100
23 -501.822919 0.166823  -501.926863 0.167791 64.618416 2.802 -1.314 -0.90 0.414
24 -173.765379 0.082914  -173.843202 0.082762 48.930413 2.122 -1.994 -1.76 0.234
25 -310.134855 0.115391  -310.226808 0.114476 58.275819 2.527 -1.589 -1.36 0.229
26 -541.118267 0.193828 -541.213300 0.193580 59.789938 2.593 -1.523 -1.10 0.423
28 -500.632537 0.146650  -500.756355 0.147141 77.388882 3.356 -0.760 -0.52 0.240
29 -365.452191 0.132342  -365.533808 0.130968 52.077062 2.258 -1.858 -1.79 0.068
30 -385.336409 0.119031  -385.428734 0.116055 59.802078 2.593 -1.523 -1.51 0.013
31 -310.134936 0.115591  -310.230714 0.112875 61.805783 2.680 -1.436 -1.38 0.056
32 -310.134826 0.114661 -310.234575 0.112895 63.701108 2.762 -1.354 -1.26 0.094
33 -370.074073 0.079202 -370.171377 0.076358 62.843738 2.725 -1.391 -1.26 0.131
34 -730.449070 0.077040  -730.551630 0.073941 66.302368 2.875 -1.241 -1.16 0.081
35 -423.457290 0.122693  -423.577840 0.121531 76.375234 3.312 -0.804 -0.47 0.334
36 -363.065793 0.085283  -363.185164 0.084321 75.509933 3.274 -0.842 -0.53 0.312
37 -363.063194 0.084869  -363.169994 0.083561 67.838584 2.942 -1.174 -0.87 0.304
38 -607.879720 0.087141 -607.984664 0.085010 67.190590 2.914 -1.202 -0.96 0.242
40 -540.540623 0.187105  -540.610536 0.179514 48.634752 2.109 -2.007 -1.96 0.047
41 -424.102196 0.134399  -424.180412 0.130814 51.330992 2.226 -1.890 -1.96 0.070
42 -460.024578 0.114463  -460.096535 0.109696 48.144748 2.088 -2.028 -2.13 0.102
43 -499.328776 0.141192  -499.400223 0.136566 47.736958 2.070 -2.046 -2.16 0.114
44 -385.772279 0.121595 -385.828012 0.115001 39.110673 1.696 -2.420
45 -539.370872 0.167410 -539.425712 0.160549 38.717895 1.679 -2.437 -2.38 0.057
46 -615.581054 0.180306  -615.650628 0.173572 47.883651 2.076 -2.040 -1.98 0.060
47 -264.259585 0.053260  -264.325832 0.047015 45.489488 1.973 -2.143 -2.10 0.043
48 -555.414113 0.155530  -555.479859 0.148482 45.678350 1.981 -2.135 -1.97 0.167
49 -401.812876 0.109989  -401.881194 0.104272 46.458025 2.015 -2.101 -1.98 0.121
50 -248.216876 0.065058 -248.268738 0.058276 36.799726 1.596 -2.520 -2.40 0.124
52 -2255.056966 0.021040 -2255.175052 0.018306 75.816001 3.288 -0.828 -0.71 0.118
53 -601.073106 0.060285  -601.199140 0.057247 80.993824 3.512 -0.604 -0.50 0.104
54 -723.815326 0.160358  -723.932955 0.156341 76.333936 3.310 -0.806 -0.65 0.156
57 -499.297477 0.137369  -499.432259 0.136534 85.100643 3.690 -0.426 -0.51 0.084
58 -459.996305 0.112297  -460.135198 0.110196 88.474907 3.837 -0.279 -0.39 0.111
59 -420.690029 0.084945  -420.832300 0.083037 90.473556 3.923 -0.193 -0.34 0.147
60 -381.383642 0.058089 -381.529103 0.057849 91.429191 3.965 -0.151 -0.23 0.079
61 -840.995729 0.046316  -841.146095 0.044623 95.418073 4.138 0.022 -0.10 0.122
62 -1300.606236 0.034059 -1300.761590 0.033299 97.962978 4.248 0.132 0.06 0.072

SI-87



FUNCTIONAL ©~B97

Molecule EE Neutral Th.Correc. EE Anion Th.Correc. DG (Ha) Eabs(V) EOCalc(V)  EOexp(V) MAD(V)
1 -156.000728 0.060547  -156.061059 0.052487 42.916372 1.861 -2.419 -2.56 0.141
2 -233.441155 0.096219  -233.494443 0.090053 37.307641 1.618 -2.663 -2.71 0.047
3 -191.947953 0.036390  -192.044174 0.032173 63.025644 2.733 -1.547 -1.19 0.357
4 -345.619034 0.080630  -345.713026 0.077228 61.115203 2.650 -1.630 -1.38 0.250
5 -384.948298 0.107565 -385.035141 0.103606 56.979009 2.471 -1.810 -1.55 0.260
6 -534.451462 0.105232 -534.555424 0.101101 67.829183 2.941 -1.339 -1.29 0.049
7 -306.527366 0.066198  -306.610058 0.061837 54.626334 2.369 -1.912 -1.86 0.052
9 -363.037345 0.105564  -363.152297 0.101745 74.530065 3.232 -1.049 -1.43 0.381
10 -284.401179 0.052692  -284.515912 0.048376 74.704225 3.240 -1.041 -1.40 0.359
11 -245.079212 0.024566  -245.195536 0.021703 74.790700 3.243 -1.037 -1.39 0.348
12 -436.827558 0.072917 -436.956451 0.069216 83.203957 3.608 -0.672 -0.95 0.278
13 -476.150942 0.099053 -476.277902 0.095252 82.053552 3.558 -0.722 -0.97 0.248
14 -280.371943 0.038580  -280.476795 0.035032 68.021890 2.950 -1.331 -1.39 0.059
15 -319.700239 0.063445  -319.802742 0.059779 66.621638 2.889 -1.391 -1.46 0.069
16 -508.299318 0.074705  -508.403289 0.069997 68.196946 2.957 -1.323 -1.18 0.143
17 -586.956591 0.125754 -587.053687 0.122416 63.023470 2.733 -1.548 -1.42 0.128
18 -296.379521 0.026517 -296.515443 0.024477 86.572386 3.754 -0.526 -0.63 0.104
19 -375.036804 0.075922  -375.167983 0.072972 84.167201 3.650 -0.631 -0.79 0.159
21 -270.932698 0.086405  -271.041565 0.083276 70.278645 3.048 -1.233 -1.21 0.023
23 -502.014156 0.162335  -502.125301 0.163165 69.223876 3.002 -1.279 -0.90 0.379
24 -173.839730 0.080820  -173.927301 0.080761 54.988963 2.385 -1.896 -1.76 0.136
25 -310.255329 0.112387 -310.355574 0.111435 63.501934 2.754 -1.527 -1.36 0.167
26 -541.332390 0.189296 -541.434578 0.188626 64.544387 2.799 -1.482 -1.10 0.382
28 -500.821811 0.142383  -500.954335 0.143065 82.732262 3.588 -0.693 -0.52 0.173
29 -365.599517 0.128773  -365.689866 0.128045 57.151509 2.478 -1.802 -1.79 0.012
30 -385.482724 0.115481  -385.582914 0.112672 64.632786 2.803 -1.478 -1.51 0.032
31 -310.254935 0.112447  -310.359301 0.108368 68.049887 2.951 -1.330 -1.38 0.050
32 -310.254787 0.110419 -310.363180 0.110736 67.818271 2.941 -1.340 -1.26 0.080
33 -370.198350 0.076579 -370.304276 0.073986 68.096810 2.953 -1.328 -1.26 0.068
34 -730.551087 0.074706  -730.661975 0.072236 71.133274 3.085 -1.196 -1.16 0.036
35 -423.619480 0.118456  -423.746881 0.117733 80.398919 3.487 -0.794 -0.47 0.324
36 -363.200550 0.082579  -363.327360 0.081695 80.128863 3.475 -0.806 -0.53 0.276
37 -363.198205 0.081943  -363.313159 0.080777 72.866303 3.160 -1.121 -0.87 0.251
38 -608.069687 0.083962 -608.183064 0.084525 70.791635 3.070 -1.211 -0.96 0.251
40 -540.748529 0.182084 -540.823248 0.174159 51.859942 2.249 -2.032 -1.96 0.072
41 -424.271147 0.130919 -424.354872 0.128042 54.343836 2.357 -1.924 -1.96 0.036
42 -460.199427 0.110574  -460.276783 0.105983 51.422315 2.230 -2.051 -2.13 0.079
43 -499.522513 0.136589  -499.599468 0.132815 50.658020 2.197 -2.084 -2.16 0.076
44 -385.918248 0.118134 -385.980254 0.111768 42.903848 1.861 -2.420
45 -539.577324 0.163000 -539.638658 0.156458 42.592901 1.847 -2.433 -2.38 0.053
46 -615.814866 0.175395 -615.890663 0.168900 51.638892 2.239 -2.041 -1.98 0.061
47 -264.362019 0.051279 -264.434822 0.045464 49.333597 2.139 -2.141 -2.10 0.041
48 -555.627632 0.151052  -555.699136 0.144126 49.215602 2.134 -2.146 -1.97 0.178
49 -401.966230 0.106675  -402.041197 0.101340 50.390315 2.185 -2.095 -1.98 0.115
50 -248.311514 0.062912  -248.369896 0.056560 40.621346 1.762 -2.519 -2.40 0.123
52 -2255.228253 0.020324 -2255.350250 0.017756 78.166035 3.390 -0.891 -0.71 0.181
53 -601.301936 0.059257  -601.430737 0.054640 83.721461 3.631 -0.650 -0.50 0.150
54 -724.092144 0.154527  -724.216113 0.151256 79.844029 3.462 -0.818 -0.65 0.168
57 -499.499351 0.134595  -499.638463 0.133349 88.076053 3.819 -0.461 -0.51 0.049
58 -460.177130 0.109036  -460.319842 0.107414 90.571154 3.928 -0.353 -0.39 0.037
59 -420.850938 0.081750  -420.996533 0.080169 92.354501 4.005 -0.276 -0.34 0.064
60 -381.524646 0.055855 -381.673022 0.055859 93.105291 4.038 -0.243 -0.23 0.013
61 -841.139214 0.044426 -841.292243 0.042963 96.945124 4.204 -0.076 -0.10 0.024
62 -1300.752124 0.032539 -1300.909969 0.032042 99.361036 4.309 0.028 0.06 0.032

SI-88



FUNCTIONAL ©~B97X

Molecule

60
61

EE Neutral
-155.992745
-233.425463
-191.933567
-345.594365
-384.920262
-534.403486
-306.502063
-363.002842
-284.372762
-245.053907
-436.790045
-476.110396
-280.347481
-319.672744
-508.252593
-586.903630
-296.351031
-375.002451
-270.916086
-501.982027
-173.827546
-310.235693
-541.296741
-500.788898
-365.574650
-385.455341
-310.235246
-310.235079
-370.172744
-730.532327
-423.588158
-363.174275
-363.171878
-608.022773
-540.714748
-424.240066
-460.163799
-499.483880
-385.894217
-539.542214
-615.773859
-264.341577
-555.589260
-401.938799
-248.294801

-2255.185592
-601.249655
-724.037674
-499.456900
-460.138762
-420.815732
-381.492570
-841.104987

-1300.715653

Th.Correc.
0.060528
0.096069
0.036366
0.080681
0.107405
0.103912
0.066136
0.105444
0.052537
0.024464
0.072982
0.099019
0.038584
0.063046
0.074670
0.126290
0.026520
0.075588
0.086522
0.162476
0.080580
0.112183
0.189292
0.142566
0.128827
0.115437
0.112507
0.112454
0.076747
0.074762
0.118353
0.082692
0.082035
0.084080
0.182106
0.132383
0.110566
0.139001
0.118177
0.162971
0.175556
0.051313
0.151168
0.106710
0.062951
0.020104
0.059154
0.154912
0.133741
0.108966
0.081660
0.055909
0.044391
0.032443

EE Anion
-156.053614
-233.479298
-192.030080
-345.688159
-385.006920
-534.508134
-306.585031
-363.117580
-284.487364
-245.170109
-436.918670
-476.237012
-280.451830
-319.774660
-508.356905
-587.000966
-296.486308
-375.132701
-271.025948
-502.094272
-173.914817
-310.336800
-541.399874
-500.921951
-365.665250
-385.556593
-310.340661
-310.344340
-370.279700
-730.644336
-423.716501
-363.302030
-363.288091
-608.137218
-540.789533
-424.323541
-460.240906
-499.560562
-385.956234
-539.603389
-615.849708
-264.413683
-555.660660
-402.013462
-248.352504

-2255.307632
-601.378916
-724.161806
-499.597721
-460.282478
-420.962450
-381.642220
-841.259298

-1300.874794

Th.Correc.
0.052390
0.089769
0.032116
0.077243
0.103258
0.100752
0.061618
0.101204
0.048205
0.021597
0.069236
0.095165
0.034925
0.059292
0.069964
0.122240
0.024343
0.072384
0.083902
0.163190
0.080467
0.111186
0.188548
0.143067
0.127940
0.112368
0.107359
0.110591
0.074019
0.072043
0.119169
0.081666
0.080753
0.084541
0.174765
0.127500
0.106170
0.132578
0.111789
0.156435
0.169052
0.045372
0.144250
0.101278
0.056433
0.017415
0.054714
0.151395
0.129645
0.107169
0.079858
0.055876
0.042896
0.031894

SI-89

DG (Ha)
43.302162
37.735228
63.229466
61.013528
56.981018
67.650641
54.898785
74.659929
74.631938
74.717015
83.063567
81.871197
67.776345
66.308801
68.409752
63.620789
86.253786
83.743624
70.583104
69.986686
54.833973
64.071318
65.183408
83.177309
57.408490
65.462431
69.379584
69.731368
68.827604
71.992981
80.024086
80.810678
73.728981
71.525899
51.535065
55.445377
51.143948
52.149373
42.925280
42.489610
51.677501
48.975257
49.144959
50.260178
40.299489
78.268451
83.898467
80.100815
90.936843
91.311120
93.197748
93.927435
97.769468

100.207257

Eabs(V)
1.878
1.636
2.742
2.646
2.471
2.934
2.381
3.238
3.236
3.240
3.602
3.550
2.939
2.875
2.967
2.759
3.740
3.632
3.061
3.035
2.378
2.778
2.827
3.607
2.490
2.839
3.009
3.024
2.985
3.122
3.470
3.504
3.197
3.102
2.235
2.404
2.218
2.261
1.861
1.843
2.241
2.124
2.131
2.180
1.748
3.394
3.638
3.474
3.943
3.960
4.042
4.073
4.240
4.346

EOCalc(V)
-2.404
-2.645
-1.540
-1.636
-1.810
-1.348
-1.901
-1.044
-1.045
-1.041
-0.679
-0.731
-1.342
-1.406
-1.315
-1.523
-0.541
-0.650
-1.221
-1.246
-1.904
-1.503
-1.455
-0.674
-1.792
-1.443
-1.273
-1.258
-1.297
-1.159
-0.811
-0.777
-1.084
-1.180
-2.047
-1.877
-2.064
-2.020
-2.420
-2.439
-2.040
-2.158
-2.150
-2.102
-2.534
-0.887
-0.643
-0.808
-0.338
-0.322
-0.240
-0.208
-0.042

0.064

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.156
0.065
0.350
0.256
0.260
0.058
0.041
0.386
0.355
0.344
0.271
0.239
0.048
0.054
0.135
0.103
0.089
0.140
0.011
0.346
0.144
0.143
0.355
0.154
0.002
0.067
0.107
0.002
0.037
0.001
0.341
0.247
0.214
0.220
0.087
0.083
0.066
0.140

0.059
0.060
0.058
0.182
0.122
0.138
0.177
0.143
0.158
0.172
0.068
0.100
0.022
0.058
0.004



FUNCTIONAL ®~B97XD

Molecule EE Neutral Th.Correc. EE Anion Th.Correc. Dg (Ha) Eabs(V) EOCalc(V)  EOexp(V) MAD(V)
1 -155.986084 0.060238  -156.047764 0.052005 43.871062 1.902 -2.402 -2.56 0.158
2 -233.412682 0.095508 -233.467351 0.089145 38.298071 1.661 -2.644 -2.71 0.066
3 -191.921308 0.036107  -192.017898 0.031859 63.276675 2.744 -1.561 -1.19 0.371
4 -345.569924 0.080257 -345.663671 0.076764 61.019160 2.646 -1.659 -1.38 0.279
5 -384.894043 0.106851  -384.980776 0.102475 57.171751 2.479 -1.825 -1.55 0.275
6 -534.363854 0.103462 -534.469025 0.099597 68.421553 2.967 -1.338 -1.29 0.048
7 -306.480780 0.065500  -306.563925 0.061125 54.919313 2.382 -1.923 -1.86 0.063
9 -362.979685 0.105163 -363.093061 0.101015 73.747712 3.198 -1.107 -1.43 0.323
10 -284.351938 0.052129  -284.465415 0.047831 73.904941 3.205 -1.100 -1.40 0.300
11 -245.034763 0.024080 -245.149948 0.021343 73.997430 3.209 -1.096 -1.39 0.289
12 -436.755322 0.072573  -436.883139 0.068795 82.577125 3.581 -0.724 -0.95 0.226
13 -476.074500 0.098454 -476.200158 0.094502 81.331190 3.527 -0.778 -0.97 0.192
14 -280.323301 0.038206  -280.427014 0.034474 67.422585 2.924 -1.381 -1.39 0.009
15 -319.646774 0.063939 -319.747898 0.060338 65.716436 2.850 -1.455 -1.46 0.005
16 -508.208821 0.074183  -508.313785 0.069057 69.082587 2.996 -1.309 -1.18 0.129
17 -586.857297 0.125613 -586.955009 0.121191 64.090202 2.779 -1.525 -1.42 0.105
18 -296.323308 0.026104  -296.457810 0.023862 85.808091 3.721 -0.584 -0.63 0.046
19 -374.971393 0.074685 -375.100365 0.071195 83.121114 3.605 -0.700 -0.79 0.090
21 -270.899057 0.086218  -271.010419 0.082028 72.509950 3.144 -1.160 -1.21 0.050
23 -501.948947 0.162119 -502.062840 0.162416 71.282400 3.091 -1.213 -0.90 0.313
24 -173.821088 0.080252  -173.907696 0.079795 54.633855 2.369 -1.935 -1.76 0.175
25 -310.217434 0.111634 -310.320033 0.110491 65.098860 2.823 -1.482 -1.36 0.122
26 -541.263099 0.188665  -541.367926 0.187425 66.558335 2.886 -1.418 -1.10 0.318
28 -500.754140 0.141986 -500.888327 0.142301 84.006351 3.643 -0.662 -0.52 0.142
29 -365.553159 0.128097  -365.643884 0.126845 57.716190 2.503 -1.802 -1.79 0.012
30 -385.430659 0.115164 -385.533287 0.113717 65.308066 2.832 -1.473 -1.51 0.037
31 -310.216946 0.112104  -310.323913 0.107231 70.180841 3.043 -1.261 -1.38 0.119
32 -310.216764 0.111967 -310.327335 0.110030 70.599546 3.062 -1.243 -1.26 0.017
33 -370.147916 0.076516  -370.256305 0.073667 69.803053 3.027 -1.278 -1.26 0.018
34 -730.513075 0.074410 -730.626596 0.071547 73.031910 3.167 -1.138 -1.16 0.022
35 -423.559115 0.117574  -423.689212 0.118665 80.952729 3.511 -0.794 -0.47 0.324
36 -363.145976 0.082368 -363.275351 0.081250 81.885821 3.551 -0.754 -0.53 0.224
37 -363.143483 0.081623  -363.261563 0.080224 74.974150 3.251 -1.053 -0.87 0.183
38 -607.979786 0.083699 -608.095769 0.083979 72.604623 3.149 -1.156 -0.96 0.196
40 -540.679449 0.181437 -540.755355 0.173281 52.749835 2.288 -2.017 -1.96 0.057
41 -424.212612 0.131423 -424.296056 0.126187 55.647366 2.413 -1.891 -1.96 0.069
42 -460.130467 0.109939  -460.207692 0.105485 51.254258 2.223 -2.082 -2.13 0.048
43 -499.449019 0.137915 -499.525738 0.133601 50.848771 2.205 -2.100 -2.16 0.060
44 -385.868950 0.117959 -385.931547 0.111299 43.459845 1.885 -2.420
45 -539.505205 0.161725 -539.567173 0.155496 42.794222 1.856 -2.449 -2.38 0.069
46 -615.730985 0.174761  -615.807505 0.168386 52.017010 2.256 -2.049 -1.98 0.069
47 -264.320831 0.050953 -264.392264 0.044922 48.609520 2.108 -2.197 -2.10 0.097
48 -555.548863 0.150475 -555.620919 0.143504 49.590668 2.151 -2.154 -1.97 0.186
49 -401.910165 0.106172 -401.985128 0.100695 50.477175 2.189 -2.116 -1.98 0.136
50 -248.277540 0.062590  -248.334700 0.055945 40.037992 1.736 -2.568 -2.40 0.172
52 -2255.138425 0.019404 -2255.260653 0.016518 78.510004 3.405 -0.900 -0.71 0.190
53 -601.190188 0.058869  -601.320411 0.054268 84.603504 3.669 -0.636 -0.50 0.136
54 -723.979144 0.153894 -724.103557 0.150315 80.316093 3.483 -0.822 -0.65 0.172
57 -499.421743 0.133573  -499.563186 0.132295 89.558994 3.884 -0.421 -0.51 0.089
58 -460.104659 0.108215 -460.249103 0.106360 91.803940 3.981 -0.324 -0.39 0.066
59 -420.783062 0.080870  -420.930634 0.078510 94.083758 4.080 -0.225 -0.34 0.115
60 -381.461303 0.055524 -381.612000 0.055505 94.575744 4.101 -0.203 -0.23 0.027
61 -841.071577 0.043920  -841.226841 0.042410 98.377498 4.266 -0.038 -0.10 0.062
62 -1300.679946 0.031856 -1300.839992 0.031314 100.769989 4.370 0.065 0.06 0.005

SI-90



FUNCTIONAL PBEO

Molecule

62

EE Neutral
-155.842830
-233.203155
-191.761403
-345.285049
-384.571050
-533.938232
-306.230990
-362.682729
-284.131236
-244.851601
-436.417113
-475.698901
-280.103294
-319.389617
-507.815055
-586.388235
-296.097823
-374.671766
-270.666637
-501.522643
-173.662778
-309.947287
-540.797235
-500.339088
-365.239428
-385.108147
-309.946989
-309.946762
-369.852961
-730.136682
-423.204870
-362.844330
-362.841495
-607.521768
-540.218146
-423.852172
-459.755589
-499.036563
-385.543156
-539.053534
-615.222633
-264.106659
-555.090975
-401.577948
-248.070112

-2254.223587
-600.710663
-723.389265
-499.007509
-459.728275
-420.444160
-381.159841
-840.626575

-1300.091651

Th.Correc.
0.059017
0.094853
0.035954
0.079998
0.106287
0.102701
0.065414
0.102287
0.050105
0.024125
0.072092
0.097779
0.038008
0.062591
0.073915
0.126763
0.026023
0.074165
0.085845
0.161393
0.079754
0.111412
0.187212
0.141768
0.127573
0.114792
0.111534
0.110660
0.076167
0.074059
0.118286
0.082046
0.081621
0.083642
0.180442
0.131768
0.109874
0.135943
0.117117
0.161212
0.173814
0.050739
0.149767
0.105740
0.062304
0.019105
0.058582
0.153919
0.131957
0.107525
0.081106
0.055191
0.043662
0.031678

EE Anion
-155.907813
-233.261446
-191.860402
-345.381581
-384.660858
-534.046498
-306.316717
-362.794064
-284.242443
-244.964512
-436.543937
-475.823274
-280.207213
-319.490842
-507.923262
-586.488706
-296.231636
-374.799671
-270.777822
-501.639098
-173.746274
-310.050303
-540.905281
-500.474006
-365.328103
-385.209791
-310.053794
-310.057100
-369.960838
-730.249753
-423.336605
-362.974652
-362.959944
-607.637873
-540.299572
-423.938648
-459.835813
-499.116283
-385.609804
-539.120107
-615.303612
-264.179368
-555.167146
-401.656121
-248.128769

-2254.348272
-600.844978
-723.515952
-499.151033
-459.874939
-420.594224
-381.313146
-840.784309

-1300.253845

Th.Correc.
0.051046
0.088709
0.031659
0.076429
0.102301
0.099494
0.060718
0.100020
0.047383
0.021089
0.068446
0.094156
0.034202
0.058988
0.069137
0.120411
0.023693
0.069717
0.082523
0.161810
0.079513
0.110279
0.186797
0.141909
0.125948
0.111626
0.106251
0.108845
0.073189
0.071145
0.117387
0.080893
0.080193
0.084164
0.173947
0.126307
0.105434
0.131748
0.110975
0.154908
0.167595
0.044664
0.142879
0.100318
0.055484
0.016426
0.054175
0.150287
0.131298
0.105726
0.079430
0.055062
0.042136
0.031080

SI-91

DG (Ha)
45.779231
40.433537
64.818334
62.814075
58.856819
69.950144
56.741424
71.286745
71.491286
72.757760
81.871048
80.318330
67.598922
65.780098
70.899015
67.032688
85.430635
83.052537
71.854435
72.814988
52.545674
65.354488
68.060221
84.574144
56.664540
65.769039
70.336231
70.377092
69.563025
72.781605
83.228854
82.501898
75.223875
72.529487
55.171193
57.691009
53.127407
52.657149
45.676806
45.730744
54.717727
49.437673
52.120385
52.456920
41.087462
79.922445
87.049683
81.775914
90.476128
93.162051
95.218514
96.280927
99.937635

102.153439

Eabs(V)
1.985
1.753
2.811
2.724
2.552
3.033
2.461
3.091
3.100
3.155
3.550
3.483
2.931
2.853
3.075
2.907
3.705
3.602
3.116
3.158
2.279
2.834
2.951
3.668
2.457
2.852
3.050
3.052
3.017
3.156
3.609
3.578
3.262
3.145
2.393
2.502
2.304
2.283
1.981
1.983
2.373
2.144
2.260
2.275
1.782
3.466
3.775
3.546
3.924
4.040
4.129
4.175
4.334
4.430

EOCalc(V)
-2.416
-2.647
-1.590
-1.677
-1.848
-1.367
-1.940
-1.309
-1.301
-1.246
-0.850
-0.918
-1.469
-1.548
-1.326
-1.494
-0.696
-0.799
-1.285
-1.243
-2.122
-1.567
-1.449
-0.733
-1.944
-1.549
-1.351
-1.349
-1.384
-1.245
-0.792
-0.823
-1.139
-1.256
-2.008
-1.899
-2.097
-2.117
-2.420
-2.418
-2.028
-2.257
-2.141
-2.126
-2.619
-0.935
-0.626
-0.855
-0.477
-0.361
-0.272
-0.226
-0.067

0.029

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.144
0.063
0.400
0.297
0.298
0.077
0.080
0.121
0.099
0.139
0.100
0.052
0.079
0.088
0.146
0.074
0.066
0.009
0.075
0.343
0.362
0.207
0.349
0.213
0.154
0.039
0.029
0.089
0.124
0.085
0.322
0.293
0.269
0.296
0.048
0.061
0.033
0.043

0.038
0.048
0.157
0.173
0.146
0.223
0.225
0.126
0.205
0.033
0.029
0.068
0.004
0.033
0.031



FUNCTIONAL LC-®PBE

Molecule

62

EE Neutral
-155.924014
-233.326396
-191.853646
-345.436987
-384.748646
-534.195561
-306.382687
-362.873964
-284.272714
-244.968192
-436.603383
-475.909617
-280.222661
-319.533864
-508.039677
-586.662207
-296.220448
-374.843717
-270.791569
-501.741521
-173.769553
-310.096707
-541.041872
-500.547752
-365.416451
-385.290627
-310.096597
-310.096460
-370.015110
-730.281713
-423.400293
-363.000161
-362.997996
-607.782683
-540.453616
-424.054370
-459.966932
-499.272831
-385.708276
-539.278466
-615.470218
-264.222495
-555.320294
-401.747377
-248.181011

-2254.472739
-600.942981
-723.673421
-499.246145
-459.941784
-420.632961
-381.324019
-840.810168

-1300.294824

Th.Correc.
0.060975
0.096777
0.036706
0.081452
0.108113
0.104729
0.066681
0.104484
0.050932
0.024846
0.073486
0.099637
0.039040
0.064158
0.075616
0.126732
0.026964
0.076205
0.087012
0.163570
0.080907
0.113165
0.189895
0.143740
0.129505
0.116360
0.113144
0.112150
0.077232
0.075298
0.119848
0.083220
0.082837
0.084822
0.183210
0.131362
0.111768
0.137822
0.119445
0.164223
0.176813
0.051785
0.152475
0.107646
0.063487
0.020860
0.057718
0.157026
0.134140
0.109706
0.082758
0.056379
0.044947
0.033104

EE Anion
-155.990380
-233.385216
-191.955855
-345.536568
-384.840837
-534.303789
-306.471022
-362.992068
-284.390569
-245.087750
-436.736429
-476.040725
-280.332338
-319.641019
-508.148954
-586.764338
-296.361148
-374.979260
-270.902430
-501.855361
-173.855218
-310.199001
-541.146518
-500.683723
-365.506276
-385.392823
-310.203081
-310.206725
-370.122920
-730.394722
-423.529737
-363.129134
-363.114921
-607.897945
-540.533870
-424.143473
-460.049443
-499.354902
-385.775551
-539.345360
-615.551697
-264.300725
-555.397110
-401.827701
-248.244436

-2254.599920
-601.077421
-723.803276
-499.390850
-460.090020
-420.784227
-381.478111
-840.968911

-1300.458291

Th.Correc.
0.052528
0.090486
0.032512
0.077883
0.104248
0.101601
0.062083
0.101909
0.048474
0.021799
0.069685
0.095813
0.035411
0.060519
0.071230
0.123416
0.024870
0.072757
0.084282
0.164471
0.081151
0.112363
0.189676
0.144675
0.128945
0.113930
0.108672
0.110808
0.074669
0.073018
0.119450
0.082423
0.081824
0.085767
0.176513
0.128872
0.107476
0.134086
0.112699
0.157596
0.170417
0.045947
0.145155
0.102221
0.057025
0.018202
0.055677
0.153309
0.134024
0.107843
0.081069
0.056306
0.043457
0.032527

SI-92

AG (Ha)
46.945457
40.857518
66.769035
64.727453
60.276284
69.876910
58.316391
75.727169
75.497296
76.935469
85.873188
84.670515
71.100340
69.523962
71.324700
66.168551
89.604669
87.218079
71.279444
70.870367
53.602988
64.693658
65.803800
84.736359
56.717608
65.654043
69.626088
70.034536
69.260172
72.345090
81.476781
81.431959
74.007237
71.734720
54.562214
57.475097
54.469855
53.845067
46.448823
46.134683
55.142202
52.753386
52.796187
53.808121
43.854449
81.475304
85.642856
83.817421
90.876152
94.188653
95.980846
96.739510

100.547645
102.938798

Eabs(V)
2.036
1.772
2.895
2.807
2.614
3.030
2.529
3.284
3.274
3.336
3.724
3.672
3.083
3.015
3.093
2.869
3.886
3.782
3.091
3.073
2.325
2.805
2.854
3.675
2.460
2.847
3.019
3.037
3.003
3.137
3.533
3.531
3.209
3.111
2.366
2.492
2.362
2.335
2.014
2.001
2.391
2.288
2.290
2.333
1.902
3.533
3.714
3.635
3.941
4.085
4.162
4.195
4.360
4.464

EOCalc(V)
-2.398
-2.662
-1.539
-1.627
-1.820
-1.404
-1.905
-1.150
-1.160
-1.098
-0.710
-0.763
-1.351
-1.419
-1.341
-1.565
-0.549
-0.652
-1.343
-1.361
-2.110
-1.629
-1.581
-0.760
-1.975
-1.587
-1.415
-1.397
-1.431
-1.297
-0.901
-0.903
-1.225
-1.323
-2.068
-1.942
-2.072
-2.099
-2.420
-2.434
-2.043
-2.147
-2.145
-2.101
-2.533
-0.901
-0.720
-0.800
-0.493
-0.350
-0.272
-0.239
-0.074

0.030

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.162
0.048
0.349
0.247
0.270
0.114
0.045
0.280
0.240
0.287
0.240
0.207
0.039
0.041
0.161
0.145
0.081
0.138
0.133
0.461
0.350
0.269
0.481
0.240
0.185
0.077
0.035
0.137
0.171
0.137
0.431
0.373
0.355
0.363
0.108
0.018
0.058
0.061

0.054
0.063
0.047
0.177
0.121
0.137
0.191
0.220
0.150
0.017
0.040
0.068
0.009
0.026
0.030



FUNCTIONAL TPSS

Molecule

62

EE Neutral
-156.073293
-233.533776
-192.020289
-345.752440
-385.092543
-534.617829
-306.630775
-363.156852
-284.494315
-245.159307
-436.988664
-476.325462
-280.477836
-319.818773
-508.468805
-587.151172
-296.488514
-375.172067
-271.050230
-502.225019
-173.909678
-310.385962
-541.554227
-501.033343
-365.749089
-385.634384
-310.385579
-310.385281
-370.333147
-730.687520
-423.781739
-363.350282
-363.347037
-608.246943
-540.975401
-424.428637
-460.363789
-499.699889
-386.081176
-539.800039
-616.069142
-264.464536
-555.852293
-402.130914
-248.413908

-2255.464487
-601.528143
-724.381637
-499.670182
-460.335869
-420.997059
-381.658004
-841.292110

-1300.924401

Th.Correc.
0.057474
0.092249
0.034639
0.077397
0.103043
0.098768
0.063075
0.100812
0.048165
0.022447
0.069098
0.094297
0.035870
0.060002
0.070377
0.120731
0.023666
0.070745
0.083393
0.156836
0.077561
0.108446
0.182196
0.137845
0.124255
0.111846
0.108622
0.107861
0.073620
0.071538
0.115143
0.079413
0.079025
0.080299
0.172916
0.126144
0.106370
0.132109
0.113810
0.156458
0.168560
0.048697
0.145141
0.102453
0.060244
0.016327
0.055223
0.147863
0.127575
0.104159
0.078141
0.052865
0.041206
0.028985

EE Anion
-156.136257
-233.590555
-192.117475
-345.847554
-385.181695
-534.725540
-306.715105
-363.264596
-284.602553
-245.269286
-437.111651
-476.445895
-280.579985
-319.918044
-508.577591
-587.252390
-296.620272
-375.297254
-271.159816
-502.340449
-173.993514
-310.487883
-541.661940
-501.164944
-365.838171
-385.734218
-310.491090
-310.493844
-370.440129
-730.799267
-423.913537
-363.479416
-363.464418
-608.362020
-541.056011
-424.514641
-460.443427
-499.778967
-386.146678
-539.866270
-616.148848
-264.535690
-555.928084
-402.207886
-248.470485

-2255.587348
-601.660792
-724.504937
-499.811118
-460.479971
-421.144501
-381.808655
-841.447241

-1301.083926

Th.Correc.
0.046257
0.085996
0.030214
0.073637
0.099108
0.095764
0.058185
0.096682
0.045373
0.019558
0.065269
0.090526
0.032009
0.056244
0.065834
0.115319
0.021435
0.067002
0.080443
0.157018
0.076904
0.106903
0.181431
0.137442
0.122156
0.107258
0.105674
0.105608
0.070454
0.067636
0.114037
0.078049
0.077153
0.080326
0.168343
0.122324
0.101733
0.127747
0.107489
0.150112
0.162358
0.042483
0.138301
0.096860
0.053089
0.013220
0.051069
0.144628
0.127314
0.102542
0.076595
0.052649
0.039615
0.028305

SI-93

DG (Ha)
46.549661
39.553253
63.761552
62.044289
58.412427
69.474750
55.986661
70.202439
69.672527
70.825439
79.578248
77.939165
66.522493
64.651561
71.115208
66.911458
84.079361
80.904808
70.617338
72.319131
53.020321
64.924500
68.071120
82.833663
57.217195
65.525488
68.058573
69.537749
69.119055
72.570856
83.398337
81.889003
74.832516
72.195439
53.453227
56.365158
52.882955
52.359387
45.069217
45.542676
53.907492
48.549200
51.851638
51.810477
39.992779
79.046016
85.844870
79.401664
88.602440
91.439632
93.491363
94.670464
98.344446

100.530293

Eabs(V)
2.019
1.715
2.765
2.691
2.533
3.013
2.428
3.044
3.021
3.071
3.451
3.380
2.885
2.804
3.084
2.902
3.646
3.508
3.062
3.136
2.299
2.815
2.952
3.592
2.481
2.842
2.951
3.016
2.997
3.147
3.617
3.551
3.245
3.131
2.318
2.444
2.293
2.271
1.954
1.975
2.338
2.105
2.249
2.247
1.734
3.428
3.723
3.443
3.842
3.965
4.054
4.105
4.265
4.360

EOCalc(V)
-2.356
-2.659
-1.609
-1.684
-1.841
-1.362
-1.947
-1.330
-1.353
-1.303
-0.924
-0.995
-1.490
-1.571
-1.291
-1.473
-0.728
-0.866
-1.312
-1.238
-2.075
-1.559
-1.423
-0.782
-1.893
-1.533
-1.423
-1.359
-1.377
-1.227
-0.758
-0.823
-1.129
-1.244
-2.056
-1.930
-2.081
-2.104
-2.420
-2.399
-2.037
-2.269
-2.126
-2.128
-2.640
-0.947
-0.652
-0.931
-0.532
-0.409
-0.320
-0.269
-0.110
-0.015

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.204
0.051
0.419
0.304
0.291
0.072
0.087
0.100
0.047
0.082
0.026
0.025
0.100
0.111
0.111
0.053
0.098
0.076
0.102
0.338
0.315
0.199
0.323
0.262
0.103
0.023
0.043
0.099
0.117
0.067
0.288
0.293
0.259
0.284
0.096
0.030
0.049
0.056

0.019
0.057
0.169
0.158
0.148
0.244
0.237
0.152
0.281
0.022
0.019
0.020
0.039
0.010
0.075



FUNCTIONAL TPSSh

Molecule EE Neutral Th.Correc. EE Anion Th.Correc. DG (Ha) Eabs(V) EOCalc(V)  EOexp(V) MAD(V)
1 -156.056512 0.059310  -156.119076 0.049348 45.510836 1.974 -2.378 -2.56 0.182
2 -233.510952 0.093820  -233.567290 0.087550 39.287065 1.704 -2.648 -2.71 0.062
3 -191.996948 0.035472  -192.094096 0.031024 63.752728 2.765 -1.587 -1.19 0.397
4 -345.712841 0.078886  -345.807612 0.075109 61.839901 2.682 -1.670 -1.38 0.290
5 -385.050106 0.104952 -385.138668 0.100936 58.093411 2.519 -1.832 -1.55 0.282
6 -534.552855 0.100985 -534.660148 0.097694 69.392051 3.009 -1.342 -1.29 0.052
7 -306.594453 0.064515  -306.678620 0.059579 55.912703 2.425 -1.927 -1.86 0.067
9 -363.112324 0.102686  -363.221860 0.098554 71.327261 3.093 -1.258 -1.43 0.172
10 -284.455954 0.049165  -284.565876 0.046456 70.676664 3.065 -1.286 -1.40 0.114
11 -245.124054 0.023318  -245.235712 0.020351 71.928321 3.119 -1.232 -1.39 0.153
12 -436.931430 0.070676 -437.055858 0.066871 80.467269 3.489 -0.862 -0.95 0.088
13 -476.265040 0.096196 -476.387042 0.092434 78.917822 3.422 -0.929 -0.97 0.041
14 -280.441057 0.037003  -280.543399 0.033134 66.648071 2.890 -1.461 -1.39 0.071
15 -319.778924 0.061444  -319.878511 0.057710 64.834820 2.812 -1.540 -1.46 0.080
16 -508.403863 0.072230  -508.511526 0.067557 70.491946 3.057 -1.294 -1.18 0.114
17 -587.080036 0.123032  -587.180219 0.118126 65.943733 2.860 -1.492 -1.42 0.072
18 -296.447002 0.024841 -296.579330 0.022534 84.484470 3.664 -0.688 -0.63 0.058
19 -375.124252 0.072791  -375.250385 0.066606 83.031128 3.601 -0.751 -0.79 0.039
21 -271.021927 0.084807  -271.130499 0.081902 69.952405 3.033 -1.318 -1.21 0.108
23 -502.171621 0.159412  -502.285936 0.159656 71.580981 3.104 -1.247 -0.90 0.347
24 -173.892412 0.078854  -173.975603 0.078351 52.518382 2.277 -2.074 -1.76 0.314
25 -310.354464 0.110172 -310.455236 0.108764 64.118736 2.781 -1.571 -1.36 0.211
26 -541.497850 0.184973 -541.604170 0.184436 67.053272 2.908 -1.443 -1.10 0.343
28 -500.979565 0.140067  -501.111049 0.139848 82.644675 3.584 -0.767 -0.52 0.247
29 -365.709911 0.126386  -365.798111 0.124280 56.667738 2.457 -1.894 -1.79 0.104
30 -385.592294 0.113577  -385.691454 0.109537 64.758942 2.808 -1.543 -1.51 0.033
31 -310.354104 0.110352  -310.458564 0.107445 67.373203 2.922 -1.430 -1.38 0.050
32 -310.353863 0.109548 -310.461497 0.107407 68.884735 2.987 -1.364 -1.26 0.104
33 -370.293522 0.075017 -370.399333 0.071931 68.333814 2.963 -1.388 -1.26 0.128
34 -730.652559 0.072928  -730.763326 0.069235 71.824890 3.115 -1.237 -1.16 0.077
35 -423.735048 0.117031  -423.865341 0.116015 82.397635 3.573 -0.778 -0.47 0.308
36 -363.308000 0.080830  -363.436030 0.079595 81.146397 3.519 -0.832 -0.53 0.302
37 -363.305000 0.080479  -363.421053 0.078738 73.916940 3.205 -1.146 -0.87 0.276
38 -608.183153 0.082003 -608.296972 0.082203 71.297286 3.092 -1.259 -0.96 0.299
40 -540.917609 0.175509  -540.997137 0.171760 52.257428 2.266 -2.085 -1.96 0.125
41 -424.383032 0.127806  -424.468483 0.122276 57.091334 2.476 -1.875 -1.96 0.085
42 -460.311275 0.108341  -460.390230 0.103712 52.450155 2.275 -2.077 -2.13 0.053
43 -499.644340 0.134390  -499.722760 0.130047 51.933988 2.252 -2.099 -2.16 0.061
44 -386.040073 0.115721 -386.104701 0.109378 44.535110 1.931 -2.420
45 -539.742578 0.159146 -539.807527 0.152712 44.793546 1.942 -2.409 -2.38 0.029
46 -616.003115 0.171431 -616.082022 0.165138 53.463754 2.318 -2.033 -1.98 0.053
47 -264.432640 0.049843  -264.503585 0.043636 48.413987 2.099 -2.252 -2.10 0.152
48 -555.790958 0.147680  -555.865621 0.140776 51.183953 2.220 -2.132 -1.97 0.164
49 -402.085886 0.104300  -402.162138 0.098707 51.358685 2.227 -2.124 -1.98 0.144
50 -248.385592 0.061445  -248.442055 0.054396 39.854776 1.728 -2.623 -2.40 0.227
52 -2255.385646 0.017586 -2255.508595 0.014610 79.018776 3.427 -0.925 -0.71 0.215
53 -601.448200 0.056818  -601.580459 0.052629 85.622219 3.713 -0.638 -0.50 0.138
54 -724.295657 0.150959  -724.419236 0.147507 79.713054 3.457 -0.895 -0.65 0.245
57 -499.613464 0.130166  -499.754910 0.129568 89.133491 3.865 -0.486 -0.51 0.024
58 -460.282418 0.106185  -460.426949 0.104386 91.823045 3.982 -0.369 -0.39 0.021
59 -420.946643 0.079844  -421.094489 0.078144 93.841917 4.069 -0.282 -0.34 0.058
60 -381.610663 0.054155 -381.761669 0.053924 94.902537 4.115 -0.236 -0.23 0.006
61 -841.237935 0.042480  -841.393535 0.040880 98.644458 4.278 -0.074 -0.10 0.026
62 -1300.863457 0.030289 -1301.023606 0.028941 101.340739 4.395 0.043 0.06 0.017

SI-94



FUNCTIONAL MO06

Molecule EE Neutral Th.Correc. EE Anion Th.Correc. DG (Ha) Eabs(V) EOCalc(V)  EOexp(V) MAD(V)
1 -155.907695 0.058773  -155.972198 0.050825 45.463634 1.972 -2.453 -2.56 0.107
2 -233.296627 0.093481  -233.355325 0.087284 40.722293 1.766 -2.659 -2.71 0.051
3 -191.858129 0.035246 -191.955282 0.030872 63.708740 2.763 -1.662 -1.19 0.472
4 -345.440713 0.078838  -345.536201 0.075198 62.203921 2.697 -1.727 -1.38 0.347
5 -384.743124 0.104085  -384.832228 0.101085 57.795950 2.506 -1.919 -1.55 0.369
6 -534.225684 0.102460  -534.332991 0.099240 69.357211 3.008 -1.417 -1.29 0.127
7 -306.390483 0.064803 -306.475156 0.060049 56.116289 2.433 -1.991 -1.86 0.131
9 -362.857500 0.102262  -362.970069 0.098876 72.762822 3.155 -1.270 -1.43 0.160
10 -284.274269 0.049356  -284.386234 0.046918 71.788868 3.113 -1.312 -1.40 0.088
11 -244.978204 0.023035  -245.092055 0.020218 73.210705 3.175 -1.250 -1.39 0.135
12 -436.619609 0.070993 -436.747912 0.067175 82.907153 3.595 -0.830 -0.95 0.120
13 -475.917849 0.096175  -476.043665 0.092431 81.300078 3.526 -0.899 -0.97 0.071
14 -280.229684 0.036946  -280.335216 0.033148 68.606013 2.975 -1.450 -1.39 0.060
15 -319.532749 0.062321 -319.635607 0.058701 66.816292 2.897 -1.527 -1.46 0.067
16 -508.068880 0.072339  -508.177432 0.067321 71.266183 3.090 -1.334 -1.18 0.154
17 -586.675898 0.123591  -586.776722 0.119396 65.900536 2.858 -1.567 -1.42 0.147
18 -296.233212 0.024967  -296.370214 0.022787 87.338047 3.787 -0.637 -0.63 0.007
19 -374.840260 0.074784 -374.971681 0.072691 83.780952 3.633 -0.792 -0.79 0.002
21 -270.773062 0.084211 -270.887548 0.081546 73.513235 3.188 -1.237 -1.21 0.027
23 -501.721107 0.159344  -501.839245 0.159499 74.035274 3.211 -1.214 -0.90 0.314
24 -173.736788 0.077969  -173.829439 0.077998 58.121291 2.520 -1.904 -1.76 0.144
25 -310.070509 0.108582 -310.176706 0.108117 66.931447 2.902 -1.522 -1.36 0.162
26 -541.013182 0.184613  -541.122994 0.183844 69.390795 3.009 -1.416 -1.10 0.316
28 -500.532829 0.139415  -500.668480 0.139694 84.947446 3.684 -0.741 -0.52 0.221
29 -365.389277 0.125213  -365.484882 0.124375 60.519164 2.624 -1.800 -1.79 0.010
30 -385.277658 0.112202 -385.383209 0.110719 67.164768 2913 -1.512 -1.51 0.002
31 -310.069864 0.109557  -310.179801 0.106904 70.650894 3.064 -1.361 -1.38 0.019
32 -310.069592 0.109346  -310.183520 0.107528 72.631991 3.150 -1.275 -1.26 0.015
33 -370.021900 0.074713  -370.133422 0.071832 71.789262 3.113 -1.312 -1.26 0.052
34 -730.373856 0.072426 -730.490276 0.068532 75.497750 3.274 -1.151 -1.16 0.009
35 -423.392261 0.116693  -423.526474 0.116040 84.629377 3.670 -0.755 -0.47 0.285
36 -363.000197 0.080477  -363.133257 0.079353 84.201366 3.651 -0.773 -0.53 0.243
37 -362.997172 0.080015  -363.118770 0.078844 77.038632 3.341 -1.084 -0.87 0.214
38 -607.831545 0.082924  -607.951094 0.083447 74.690075 3.239 -1.186 -0.96 0.226
40 -540.432656 0.178030  -540.514275 0.171305 55.436486 2.404 -2.021 -1.96 0.061
41 -424.040632 0.130138  -424.126465 0.125760 56.608489 2.455 -1.970 -1.96 0.010
42 -459.973950 0.108396 -460.054129 0.104259 52.908782 2.294 -2.131 -2.13 0.001
43 -499.270707 0.133741 -499.350322 0.130143 52.216623 2.264 -2.161 -2.16 0.001
44 -385.694256 0.115135  -385.761915 0.109117 46.232998 2.005 -2.420
45 -539.265033 0.158709  -539.332338 0.152360 46.218551 2.004 -2.421 -2.38 0.041
46 -615.462409 0.171332 -615.543798 0.165053 55.012863 2.386 -2.039 -1.98 0.059
47 -264.223107 0.049458 -264.297166 0.043546 50.182791 2.176 -2.249 -2.10 0.149
48 -555.315099 0.147524  -555.391939 0.140704 52.497512 2.277 -2.148 -1.97 0.180
49 -401.741721 0.103915  -401.820953 0.098493 53.121429 2.304 -2.121 -1.98 0.141
50 -248.173859 0.060975 -248.233317 0.054211 41.555119 1.802 -2.623 -2.40 0.227
52 -2254.942920 0.018860 -2255.067130 0.015995 79.740738 3.458 -0.967 -0.71 0.257
53 -601.001853 0.057709  -601.135281 0.052819 86.795684 3.764 -0.661 -0.50 0.161
54 -723.701802 0.152322  -723.828067 0.148550 81.599425 3.539 -0.886 -0.65 0.236
57 -499.246197 0.132134 -499.387595 0.129495 90.384508 3.920 -0.505 -0.51 0.005
58 -459.949987 0.105746  -460.094530 0.103605 92.045274 3.992 -0.433 -0.39 0.043
59 -420.649149 0.080586  -420.796810 0.078703 93.840255 4.069 -0.356 -0.34 0.016
60 -381.348019 0.054378  -381.498705 0.054140 94.706579 4.107 -0.318 -0.23 0.088
61 -840.945800 0.043002 -841.101021 0.041382 98.419353 4.268 -0.157 -0.10 0.057
62 -1300.542149 0.030992 -1300.701900 0.030370 100.635482 4.364 -0.061 0.06 0.121

SI-95



FUNCTIONAL M06-2X

Molecule EE Neutral Th.Correc. EE Anion Th.Correc. DG (Ha) Eabs(V) EOCalc(V) EOexp(V)  MAD(V)
1 -155.963043 0.060034  -156.024434 0.052026 43.548473 1.888 -2.472 -2.56 0.088
2 -233.380855 0.095089  -233.436686 0.088636 39.083619 1.695 -2.665 -2.71 0.045
3 -191.902516 0.036121  -191.998207 0.031877 62.709919 2.719 -1.641 -1.19 0.451
4 -345.546980 0.080080  -345.641714 0.076853 61.471348 2.666 -1.695 -1.38 0.315
5 -384.862416 0.106207  -384.950550 0.102873 57.397064 2.489 -1.871 -1.55 0.321
6 -534.327412 0.103216  -534.435004 0.101128 68.825386 2.985 -1.376 -1.29 0.086
7 -306.454823 0.065192  -306.538253 0.060361 55.385033 2.402 -1.958 -1.86 0.098
9 -362.929217 0.104157 -363.044117 0.100708 74.264955 3.221 -1.140 -1.43 0.290
10 -284.320058 0.050000  -284.434800 0.048162 73.155160 3.172 -1.188 -1.40 0.212
11 -245.011404 0.023858  -245.127751 0.021098 74.740668 3.241 -1.119 -1.39 0.266
12 -436.729853 0.072421  -436.859636 0.068619 83.825666 3.635 -0.725 -0.95 0.225
13 -476.039822 0.098085  -476.167507 0.094301 82.497620 3.578 -0.783 -0.97 0.187
14 -280.314096 0.038200  -280.417276 0.034424 67.115802 2.910 -1.450 -1.39 0.060
15 -319.628483 0.061402  -319.729537 0.057680 65.747924 2.851 -1.509 -1.46 0.049
16 -508.190453 0.074477  -508.296023 0.069761 69.205882 3.001 -1.359 -1.18 0.179
17 -586.820447 0.125272  -586.919332 0.122187 63.986683 2.775 -1.585 -1.42 0.165
18 -296.317676 0.026173  -296.450857 0.023929 84.980395 3.685 -0.675 -0.63 0.045
19 -374.947366 0.076781  -375.076018 0.074271 82.304869 3.569 -0.791 -0.79 0.001
21 -270.871740 0.085831  -270.989539 0.083347 75.478364 3.273 -1.087 -1.21 0.123
23 -501.910291 0.161706  -502.031938 0.161720 76.326145 3.310 -1.050 -0.90 0.150
24 -173.785614 0.080244  -173.876234 0.080046 56.989002 2.471 -1.889 -1.76 0.129
25 -310.181215 0.111822  -310.291049 0.110732 69.605319 3.018 -1.342 -1.36 0.018
26 -541.215817 0.187654  -541.329524 0.187782 71.271990 3.091 -1.270 -1.10 0.170
28 -500.724189 0.142062  -500.866534 0.142229 89.218104 3.869 -0.491 -0.52 0.029
29 -365.516202 0.128040  -365.610881 0.126451 60.408944 2.620 -1.741 -1.79 0.049
30 -385.395720 0.114795  -385.504703 0.112552 69.795009 3.027 -1.334 -1.51 0.176
31 -310.180408 0.111488  -310.293920 0.108864 72.876263 3.160 -1.200 -1.38 0.180
32 -310.180368 0.111153  -310.297591 0.109540 74.570683 3.234 -1.126 -1.26 0.134
33 -370.120429 0.076314  -370.234946 0.073498 73.627045 3.193 -1.167 -1.26 0.093
34 -730.478882 0.074065  -730.598770 0.071748 76.684457 3.325 -1.035 -1.16 0.125
35 -423.521260 0.118724  -423.658259 0.118157 86.323776 3.743 -0.617 -0.47 0.147
36 -363.128073 0.081989  -363.264137 0.080971 86.019985 3.730 -0.630 -0.53 0.100
37 -363.125429 0.082193  -363.250224 0.080798 79.185369 3.434 -0.926 -0.87 0.056
38 -607.946593 0.084770  -608.069619 0.083144 78.220601 3.392 -0.968 -0.96 0.008
40 -540.641018 0.180397  -540.720576 0.173351 54.344757 2.357 -2.004 -1.96 0.044
41 -424.171827 0.131092  -424.256649 0.128829 54.646555 2.370 -1.990 -1.96 0.030
42 -460.100383 0.109829  -460.179608 0.105882 52.191418 2.263 -2.097 -2.13 0.033
43 -499.409671 0.136408  -499.488553 0.132530 51.932473 2.252 -2.108 -2.16 0.052
44 -385.843840 0.116878  -385.909229 0.110967 44.741730 1.940 -2.420
45 -539.475947 0.160839  -539.541233 0.154618 44871476 1.946 -2.414 -2.38 0.034
46 -615.704201 0.173770  -615.784023 0.168082 53.658041 2.327 -2.033 -1.98 0.053
47 -264.308242 0.050809  -264.379197 0.044582 48.432222 2.100 -2.260 -2.10 0.160
48 -555.523766 0.149704  -555.598361 0.142701 51.202920 2.220 -2.140 -1.97 0.172
49 -401.889151 0.105529  -401.965970 0.100313 51.477661 2.232 -2.128 -1.98 0.148
50 -248.260820 0.062402  -248.318652 0.055808 40.427657 1.753 -2.607 -2.40 0.211
52 -2255.111801 0.018219 -2255.236034 0.016102 79.285473 3.438 -0.922 -0.71 0.212
53 -601.205902 0.056708  -601.337339 0.053813 84.294109 3.655 -0.705 -0.50 0.205
54 -723.969009 0.153373  -724.095757 0.150069 81.608944 3.539 -0.821 -0.65 0.171
57 -499.378154 0.133003  -499.520573 0.131283 90.448371 3.922 -0.438 -0.51 0.072
58 -460.068993 0.108505  -460.214958 0.106529 92.834424 4.026 -0.334 -0.39 0.056
59 -420.755871 0.081458  -420.904935 0.079371 94.848318 4.113 -0.247 -0.34 0.093
60 -381.442665 0.055464  -381.594642 0.055334 95.448338 4.139 -0.221 -0.23 0.009
61 -841.046440 0.043616  -841.203207 0.042362 99.160019 4.300 -0.060 -0.10 0.040
62 -1300.648706 0.031752 -1300.810225 0.031183 101.711591 4.411 0.051 0.06 0.009

SI-96



FUNCTIONAL MO6-L

Molecule

60

62

EE Neutral
-156.014502
-233.452011
-191.959005
-345.642419
-384.972189
-534.467810
-306.538566
-363.044758
-284.409203
-245.085741
-436.853103
-476.178446
-280.385121
-319.715291
-508.318118
-586.979510
-296.390999
-375.052950
-270.954507
-502.055030
-173.843321
-310.279668
-541.374782
-500.864616
-365.622621
-385.506560
-310.278290
-310.278064
-370.217953
-730.565389
-423.647404
-363.231217
-363.228021
-608.081536
-540.792427
-424.296659
-460.222927
-499.546753
-385.950336
-539.621293
-615.867489
-264.376476
-555.670347
-401.996901
-248.328682

-2255.238673
-601.354773
-724.158525
-499.524646
-460.200688
-420.872734
-381.544382
-841.153427

-1300.760676

Th.Correc.
0.059190
0.094359
0.035345
0.078857
0.105827
0.101990
0.062774
0.104069
0.049999
0.022622
0.070706
0.096493
0.036925
0.062532
0.072340
0.123186
0.024563
0.074631
0.084738
0.160180
0.078677
0.111003
0.186604
0.140676
0.126752
0.113208
0.110466
0.110297
0.075043
0.072996
0.117429
0.080929
0.080650
0.083028
0.178871
0.131117
0.108257
0.134860
0.115829
0.160100
0.172034
0.049754
0.148035
0.104501
0.061427
0.019018
0.055846
0.152220
0.131295
0.106977
0.080606
0.054537
0.043204
0.031318

EE Anion
-156.077215
-233.507337
-192.054110
-345.735237
-385.058071
-534.572390
-306.620279
-363.147646
-284.511177
-245.190061
-436.973585
-476.295943
-280.486496
-319.813333
-508.424564
-587.076752
-296.523370
-375.177888
-271.065769
-502.170739
-173.930070
-310.381644
-541.481652
-500.996702
-365.714099
-385.605844
-310.384797
-310.388153
-370.325550
-730.678209
-423.779218
-363.361697
-363.346985
-608.197944
-540.872695
-424.378931
-460.299580
-499.622637
-386.015458
-539.686613
-615.946936
-264.446062
-555.744923
-402.073424
-248.383593

-2255.359578
-601.486756
-724.281698
-499.662987
-460.342282
-421.017944
-381.693099
-841.306397

-1300.917815

Th.Correc.
0.049975
0.088371
0.030997
0.075362
0.101659
0.099204
0.059338
0.098394
0.046890
0.020166
0.067527
0.093334
0.033202
0.058999
0.067437
0.117743
0.022627
0.073104
0.082142
0.160507
0.078978
0.109621
0.186097
0.140342
0.125300
0.110191
0.107850
0.108217
0.072196
0.070186
0.116998
0.079904
0.079086
0.080863
0.172025
0.127338
0.103673
0.130278
0.109817
0.153506
0.165904
0.043740
0.141276
0.099129
0.054522
0.016368
0.053341
0.148531
0.131161
0.105314
0.078973
0.054321
0.041676
0.030507

SI-97

DG (Ha)
45.135083
38.474713
62.407564
60.437223
56.507317
67.373046
53.432150
68.124436
65.941008
67.003085
77.598542
75.712823
65.950055
63.738700
69.872827
64.435730
84.278588
79.357769
71.446497
72.403139
54.246846
64.858123
67.380339
83.094492
58.314455
64.195336
68.475643
70.386921
69.304362
72.558970
82.984746
82.520575
75.632882
74.405085
54.664689
53.997683
50.976492
50.493284
44.637588
45.126642
53.699880
47.439484
51.038323
51.389943
38.790236
77.531517
84.392865
79.606811
86.894263
89.895647
92.145360
93.456877
96.948985
99.114582

Eabs(V)
1.957
1.668
2.706
2.621
2.450
2.922
2.317
2.954
2.860
2.906
3.365
3.283
2.860
2.764
3.030
2.794
3.655
3.441
3.098
3.140
2.352
2.813
2.922
3.603
2.529
2.784
2.969
3.052
3.005
3.147
3.599
3.579
3.280
3.227
2.371
2.342
2.211
2.190
1.936
1.957
2.329
2.057
2.213
2.229
1.682
3.362
3.660
3.452
3.768
3.898
3.996
4.053
4.204
4.298

EOCalc(V)
-2.398
-2.687
-1.649
-1.735
-1.905
-1.434
-2.039
-1.401
-1.496
-1.450
-0.991
-1.072
-1.496
-1.592
-1.326
-1.561
-0.701
-0.914
-1.257
-1.216
-2.003
-1.543
-1.434
-0.752
-1.827
-1.572
-1.386
-1.303
-1.350
-1.209
-0.757
-0.777
-1.076
-1.129
-1.985
-2.014
-2.145
-2.166
-2.420
-2.399
-2.027
-2.298
-2.142
-2.127
-2.674
-0.994
-0.696
-0.904
-0.588
-0.457
-0.360
-0.303
-0.152
-0.058

EOexp(V)
-2.56
-2.71
-1.19
-1.38
-1.55
-1.29
-1.86
-1.43
-1.40
-1.39
-0.95
-0.97
-1.39
-1.46
-1.18
-1.42
-0.63
-0.79
-1.21
-0.90
-1.76
-1.36
-1.10
-0.52
-1.79
-1.51
-1.38
-1.26
-1.26
-1.16
-0.47
-0.53
-0.87
-0.96
-1.96
-1.96
-2.13
-2.16

-2.38
-1.98
-2.10
-1.97
-1.98
-2.40
-0.71
-0.50
-0.65
-0.51
-0.39
-0.34
-0.23
-0.10

0.06

MAD(V)
0.162
0.023
0.459
0.355
0.355
0.144
0.179
0.029
0.096
0.065
0.041
0.102
0.106
0.132
0.146
0.141
0.071
0.124
0.047
0.316
0.243
0.183
0.334
0.232
0.037
0.062
0.006
0.043
0.090
0.049
0.287
0.247
0.206
0.169
0.025
0.054
0.015
0.006

0.019
0.047
0.198
0.174
0.147
0.278
0.284
0.196
0.254
0.078
0.067
0.020
0.073
0.052
0.118



FUNCTIONAL MO6-HF

Molecule

60

62

EE Neutral
-155.994544
-233.430179
-191.928208
-345.606755
-384.927186
-534.387632
-306.493582
-362.964105
-284.339040
-245.024664
-436.783998
-476.100041
-280.363260
-319.682314
-508.259829
-586.899893
-296.365226
-375.003965
-270.926330
-502.015039
-173.818435
-310.240897
-541.327243
-500.830626
-365.591786
-385.464401
-310.241228
-310.241230
-370.179869
-730.551062
-423.590294
-363.196798
-363.194204
-608.023824
-540.758043
-424.242858
-460.173185
-499.488090
-385.928126
-539.594708
-615.839995
-264.359398
-555.642134
-401.973229
-248.311333

-2255.256412
-601.309225
-724.111882
-499.447110
-460.131603
-420.812139
-381.492772
-841.113083

-1300.731938

Th.Correc.
0.060738
0.095144
0.036829
0.081498
0.108023
0.105209
0.067104
0.105704
0.052915
0.025527
0.073351
0.099161
0.039094
0.064533
0.077277
0.126238
0.027335
0.076264
0.086693
0.161816
0.081855
0.113018
0.186176
0.142848
0.127986
0.116198
0.112393
0.112901
0.077264
0.074881
0.119662
0.082942
0.083257
0.085803
0.182467
0.132573
0.112564
0.138381
0.118329
0.163373
0.174892
0.051706
0.150854
0.106131
0.063167
0.019230
0.058086
0.153721
0.133242
0.109535
0.080860
0.055996
0.043661
0.030694

EE Anion
-156.056373
-233.488764
-192.025989
-345.705374
-385.020486
-534.500281
-306.580700
-363.089280
-284.465312
-245.151918
-436.923718
-476.238276
-280.467848
-319.785611
-508.368452
-587.003603
-296.498088
-375.133995
-271.051092
-502.144103
-173.910882
-310.359612
-541.450281
-500.983733
-365.689227
-385.582853
-310.362488
-310.365795
-370.302348
-730.678262
-423.734529
-363.339704
-363.325628
-608.154128
-540.839364
-424.333291
-460.257886
-499.572638
-385.995848
-539.662819
-615.922352
-264.432562
-555.719638
-402.052446
-248.372827

-2255.385913
-601.444588
-724.244268
-499.596673
-460.283677
-420.966852
-381.649956
-841.275184

-1300.898993

Th.Correc.
0.053811
0.088867
0.032915
0.077362
0.102823
0.102916
0.062589
0.101197
0.048967
0.021871
0.069061
0.092684
0.035402
0.060807
0.073097
0.124389
0.024914
0.070673
0.084934
0.161957
0.080846
0.110968
0.187557
0.143356
0.128091
0.112818
0.109554
0.111466
0.075107
0.073273
0.118959
0.081610
0.081922
0.084751
0.176413
0.130098
0.108692
0.134702
0.111525
0.153335
0.168373
0.045373
0.143585
0.101114
0.056562
0.016015
0.054228
0.150605
0.132832
0.106041
0.080515
0.055728
0.042370
0.030911

SI-98

DG (Ha)
43.145522
40.701289
63.814449
64.479492
61.809385
72.127297
57.500999
81.376938
81.714582
82.147193
90.367844
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Figures S4.1 to S4.21. Plots of the correlation between the predicted and experimental
ngpRed values for the different functionals. The blue line represent the ideal fit
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Figure S5 Changes in the EQ, 4, ( and their components EAs and AAG (510, 45-a)) for
compounds 40-50 with the different functionals with respect to the B3LYP-D used as
reference.
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Tables S11.1-3 Changes in the EJ,, and their components EAs and AAG (so1v. 45 -4) for compounds 40-50 with the different functionals with
respect to the B3LYP-D used as reference.

Comp BLYP BPWS1 PWS1 BS7D B3PWS91 B3LYP B3LYP-D CAMB3LYP LC-BLYP BHHLYP wB97 wB397X wB97XD PBEIPBE LC-wPBE TPSS TPSSh M06 MO6L MO62X MOEHF
40 -0.064 0.143 0.199 0.041 0.107 0.012 0.000 -0.077 -0.102  -0.240 -0.106 -0.105 -0.069 0.063 0039 0.044 0.015 0.067 0.036 0.009 0.059
41 -0.093 0.071 0123 -0.013 0.063 0.006 0.000 -0.030 -0.008 -0.201 -0.065 -0.071 -0.067 0.015 0.087 0.008 -0.006 -0.008 -0.087 -0.027 0.126
42 -0.096 0.062 0.112 -0.016 0.048 -0.002 0.000 -0.045 -0.024 -0.220 -0.074 -0.084 -0.080 -0.001 0061 -0.013 -0.032 -0.008 -0.092 -0.034 0.110
43 -0.103 0.060 0.112 -0.018 0.050 -0.003 0.000 -0.043 -0.016 -0.216 -0.076 -0.086 -0.086 0.002 0.066 -0.013 -0.031 -0.004 -0.085 -0.026 0.122
44 -0.088 0.115 0.159 0.023 0.084 -0.002 0.000 -0.062 -0.076  -0.247 -0.082 -0.081 -0.061 0.038 0.070 0.010 -0.012 0.062 -0.008 -0.002 0.073
45 -0.065 0.145 0190 0.048 0.091 -0.002 0.000 -0.080 -0.096 -0.264 -0.096 -0.100 -0.083 0.043 0.058 0.037 0.003 0.063 0.013 0.005 0.079
46 -0.100 0.122 0.166 0.023 0.098 -0.002 0.000 -0.062 -0.073  -0.241 -0.077 -0.075 -0.063 0.055 0074 0.013 0001 0.067 0.011 0.027 0.101
47 -0.126 0.025 0.073 -0.037 0.038 -0.006 0.000 -0.002 0.063 -0.175 -0.008 -0.024 -0.040 -0.005 0.140 -0.044 -0.050 0.027 -0.092 -0.043 0.012
48 -0.081 0.120 0.168 0.031 0.080 -0.003 0.000 -0.070 -0.067 -0.244 -0.091 -0.094 -0.075 0.034 0.063 0.022 -0.006 0.051 -0.013 -0.006 0.078
49 -0.096 0.102 0.147 0.014 0.079 -0.002 0.000 -0.045 -0.030 -0.226 -0.055 -0.061 -0.051 0.034 0.094 0.005 -0.014 0.063 -0.012 -0.008 0.051
50 -0.127 0.035 0.082 -0.031 0.047 -0.006 0.000 -0.010 0036 -0.177 -0.011 -0.025 -0.037 0.007 0.130 -0.043 -0.047 0.029 -0.083 -0.021 0.077

Avg. -0.094 0091 0.139 0.006 0.071 -0.001 0.000 -0.048 -0.036 | -0.223 -0.067 -0.073 -0.065 0.026 0.080 | 0.003 -0.016 0.037 -0.040 -0.012 0.081

Changes in the EAs of compounds 40-50 with the different functionals with respect to the B3LYP-D used as reference.

Comp BLYP BPWS1 PWS91 B97D B3PWS1 B3LYP B3LYP-D CAMB3LYP LC-BLYP BHHLYP wB97 wB97X wB97XD PBE1PBE LC-wPBE TPSS TPSSh MO06 MO6L MO062X MOEHF
40 -0.018 -0.148 -0.231 -0.068 -0.041 -0.010 0.000 0.155 0.269 0.345 0289 0.262 0.202 0.008 0.180 -0.046 0.018 -0.033 0.004 0.103 0.164
41 -0.007 -0.085 -0.182 -0.027 0.004 -0.002 0.000 0.114 0190 0327 0.253 0.232 0.1%6 0.057 0.134 -0.018 0.041 0.016 0.116 0.155 0.807
42 0.010 -0.075 -0.162 -0.011 0.006 0.004 0.000 0.102 0.153 0319 0217 0205 0.180 0.058 0.107 0.008 0.064 0.023 0.120 0.139 0.682
43 0.669 -0.068 0.573 1.007 0.008 0.005 0.000 0.102 0.149 0317 0222 0211 0.19%1 0.058 0.110 0.011 0.067 0.018 0.127 0.134 0.623
44 0023 -0.092 -0.171 -0.027 -0.017 0.001 0.000 0.101 0.184 0314 0207 0.184 0.147 0.029 0.088 0.006 0.054 -0.028 0.073 0.100 0.551
45 -0.012 -0.136 -0.215 -0.068 -0.025 0.001 0.000 0.141 0.239 0.358 0.254 0234 0.194 0.029 0.138 -0.032 0.034 -0.032 0.026 0.106 0.691
46 0033 -0.105 -0.181 -0.036 -0.033 0.001 0.000 0.112 0.1% 0317 0211 0.188 0.154 0.013 0.098 -0.008 0.036 -0.043 0.026 0.070 0.107
47 0.052 -0.021 -0.105 0.037 0.017 0.005 0.000 0.037 0.018 0.252 0.108 0.111 0.115 0.059 -0.012 0.057 0.088 0.006 0.176 0.140 0.306
48 0.002 -0.118 -0.200 -0.053 -0.020 0.003 0.000 0.133 0226  0.344 0.256 0.233 0.186 0.032 0.136 -0.020 0.041 -0.027 0.047 0.116 0.883
49 0.021 -0.086 -0.176 -0.031 -0.013 0.001 0.000 0.094 0.161 0317 0197 0.178 0.145 0.030 0.081 0.002 0.051 -0.034 0.058 0.112 0.817
50 0.050 -0.018 0.114 0.521 0.018 0.005 0.000 0.052 0.066  0.252 0.136 0.132 0.129 0.056 0.027 0.061 0.094 0.457 0.187 0.127 -0.004

Avg 0.075 -0.087 -0.085 0.113 -0.008 0.001 0.000 0.104 0.168 0315 0.214 0.197 0.167 0.039 0.099 0.002 0.053 0.028 0.088 0.119 0.512

Changes in the EAs of compounds 40-50 with the different functionals with respect to the B3LYP-D used as reference.

Comp BLYP BPWS91 PWS91 B97D B3PWS1 B3LYP B3LYP-D CAMB3LYP LC-BLYP BHHLYP wB97 wB97X wB97XD PBEIPBE LC-wPBE TPSS TPSSh MO06 MO6L MO062X MOEHF
40 -0.106 0.003 -0.034 -0.034 0.087 0.001 0.000 0.089 0.195 0.132 0210 0.183 0.161 0.100 0.262 -0.005 0.041 0.018 -0.003 0.160 0.396
41 -0.116 -0.041 -0.085 -0.058 0.057 0.002 0.000 0.087 0.197 0.148 0.186 0.158 0.127 0.063 0.214 -0.033 0.041 0.005 -0.009 0.118 0.969
42 -0.102 -0.038 -0.076 -0.047 0.048 0.003 0.000 0.065 0.143 0125 0.149 0.127 0.106 0.051 0.168 -0.023 0.064 0.008 -0.003 0.107 0.852
43 0551 -0.033 0660 0970 0.051 0.002 0.000 0.066 0149 0126 0151 0123 0.109 0.053 0.174 -0.020 0.067 0.006 0.002 0.106 0.800
44 -0.080 0.025 -0.013 -0.009 0.081 -0.002 0.000 0.047 0.127 0.085 0.145 0.121 0.109 0.086 0.1950 0.016 0.054 0.024 0.039 0.125 0.743
45 -0.096 0.011 -0.027 -0.027 0.084 -0.001 0.000 0.072 0168 0.118 0.183 0.157 0.135 0.096 0.233 0.002 0.034 0.018 0.004 0.148 0.923
46 -0.087 0.017 -0.017 -0.021 0.082 -0.002 0.000 0.062 0.150 0.100 0.160 0.137 0.118 0.092 0211  0.007 0.036 0.011 0.001 0.135 0.367
47 -0.083 -0.018 -0.053 -0.017 0.046 -0.001 0.000 0.044 0106 0.091 0.108 0.094 0.079 0.044 0.133 -0.003 0.088 0.022 0.055 0.083 0.348
48 -0.094 -0.007 -0.043 -0.035 0.066 -0.001 0.000 0.074 0.185 0.121 0.186 0.158 0.129 0.076 0.225 -0.006 0.041 0.012 -0.001 0.131 1.079
49 -0.087 -0.007 -0.042 -0.028 0.060 -0.001 0.000 0.057 0.153 0.107 0.153 0.128 0.103 0.066 0.188 -0.004 0.051 0.014 0.012 0.111 0.945
50 -0.085 0.004 0.185 0.480 0.065 -0.001 0.000 0.049 0.120 0.087 0.134 0.115 0.100 0.063 0.166 0.011 0.084 0476 0.078 0.109 0.125

Avg -0.035 -0.008 0.041 0.107 0.066 0.000 0.000 0.065 0.155 0.113 0.160 0.137 0.116 0.072 0.197 -0.005 0.055 0.056 0.016 0.121 0.686
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