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FIGURE 2-15 Calculated energies for = eleciron excited states of adenine. Linear
combination of atomic orbitals selfconsistent field calculations (LCAG-SCF) from
‘H. Barthod, C. Giessner-Pretuee, and A. Pullman, Theorer. Chim. Aeta, 8, 53 (19&6);
LCAO-SCF-configuration i i letikati from the ame awthors, fnfer. J
Quanrumt Chem., 1,123 (1967).
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FHGLRE 2-16 Comparivon of experimental apectra with calculazed tzansitions and
mimiiles of their oscillator sieengths, Tie length of each bar iv praporinmal to the
halited ositlator sireagih. The experimental spectea are fsom 1). You! of Wy
Beigndvters, 1, 193 (1963); 1he calcwtared values are from II. Berthad, C. Gicssner-
Petiee and A IiMman, iver. S, Quarttiew Chem,, |, $23 (19671,
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TAULE 2-5  THL SPFCTRA OF NUCLEOSIUES IN NEUTRAL AQUEOUS

A

LYLNLS € inax A max £ max A mix & max
Adennsine 25 5 14,500 206.3 11,200 190 14,416
Lot nesine T S9N 2525 13,710 188.3 16,8111
Cylidine 17 ! 9,100 pati) 4,200 194 132
Unehine 2ut 10,1010 s 9,800 .
Thy miidhne N ) 0,70 065 9401

Y Voer, Wy, siralzer, R AL Cox, and P, Ly, Hiopotymers, 1,193 114615,
The maxumun: wavelengh (A msx) &5 given in nanomelers and the [LNETHTET
Jb.u)lplivm',.t_r maxle viven in liers per mole cenhimeter. -
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MEASURED DIPOLE MOMENTS OF NUCLEIC ACID BASES

Dipule
" momeat
Compoulu Solvent {Pebye) Ref.
Pysimiding Dioxane 24 4
9-bBuiylpuc.ne Diarane 4.1 -]
9-Burylaucuine ca, 1u b
1, 3-Disnthy lutaci Dioxune 39 b
1-dethy ), o bramourasil Dinxane 4.3 b

44 Sy eh, Dielcotric Behaviur vad Siructure, Muraw-1hit, Now ¥ atk (19551,
O 0 BeNow sl B, Tinoew, lr., J. Mol. Hivl,, 4, Sul (1962).

! CALCULATER® DIPOLE MOMEN1S OF
P | MUCLEIC ACID BASES

: . Total dipoke

-Ir vuinpound moment (Debye) Directivw af x¥

i Adenine ’ 16 - o4 )

. e 6.5 . -

t Uy dosing 6.4 94
Thymine 33 3 LLO %)

- “E, Gemenld, Jéall. Andes, M. C. Andre, D Klin, zod 1.

“roy Holg, Aeia Piys, 27, 493 (1969). ~ .
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