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1. Amino Acids: Chemical Reactivity Indices for Indi-
vidual Classes

Table 1: Mean, maximum and minimum values of the electronegativity y, the
chemical hardness 7 and the electronphilicity w for the individual amino acid
classes he', me’, me™ and se”. The values for the amino acids MET and TRP

which are not part of any class are also shown.

Property he™ me’ me" se- MET TRP

(x) 285 317 259 348 283 3.30
Xmin  2.68 3.08 254 347 - -
Ymae 298 330 265 349 - -
() 534 485 479 4.16 447 3.70
Dmin 517 458 473 4.02 - -
Dmax 547 4.99 484 430 - -
(w) 075 1.04 070 145 089 147
wmm  0.69 096 067 141 - -
Wmax 085 1.18 0.74 150 - -




2. Nucleobases: Chemical Reactivity Indices for Indi-
vidual Classes

Table 2: Mean, maximum and minimum values of the electronegativity y, the
chemical hardness 7 and the electronphilicity w for the individual nucleobase
classes Nset, Nse’ and Nse~.

Property Nse™ Nse” Nse~
) 236 333 395

Ymin - 3.0
X max — — 4.15

) 3.0 3.39 3.90
TJmin - - 3.79
o - — 398
W) 090 1.63 2.00
Wanin - — 184
Wana - — 214




3. Transferred Charge between Amino Acids and Water

Molecules
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Figure 1: Transferred charge Agq, between the amino acids and water molecules.



4. Interaction Energies
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Figure 2: Heatmap of interaction energies
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5. Electrophilicity Values for Nucleobase Pairs
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Figure 3: Heatmap of product electrophilicities wyy for all pairs of nucleobases X and Y.



