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Fig. 1. Optimized geometries of GCN trimers (MP2/6-31G*).
In each case, dotted arrow shows the dipole moment of the trimer; solid arrow shows the dipole moment
of N or GC base pair. The magnitude of each dipole moment is shown near the arrow in Debye.

Table 1. BSSE-corrected total binding energy and its components in kcal/mol

Major groove recognition complex (complex-1I) Minor groove recognition complex (complex-II)
X Y 7 Ll:n\d,r E_I\_\ 7 Hz\_\'_x !:\-)“\'_'.'_/_ X Y 7 Lh\m\llz E_I\_\ i d L__‘\\ Z L}‘t i/
G C N 3669 584 -3940 —3.14 G C N -3009 508 -3552 035
G C — -228 502 -27.89 — G C — -=2324 467 -2791 —
G N — =229 380 —6.09 = G N — —039 301 -3.39 —
C N — 255 286 -5.42 — C N — —173 248 —4.2] —

GC N — -1273 191 -l1464 — GC N — 6.09  1.16 7.25 —

complex-1 & complex-11 [FEHERED/AF—2ELTIXREILTHY .. REEICSEVDHLBWLESIZRZ S,
LAL.BSSE #ZELIFEDHER. TEAHLSOBEEADIFZSHRIERMNISOREERAKVL.
BEEIRILF—IZHELTHE 7 kcal/mol BRE(-36.7 vs -30.)THY. KEGELNH S EMHM T
(Table 1), ZADHEEERITRILF—IELH 4 keal/mol (-39.4 vs -35.5), ZEDHEE/ERIRILE—IE
#9 4 kcal/mol( =3.14 vs + 0.35), complex-I DIF5H complex-1l KYRETH D, ZhE=ADHEEER
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ZIAROEEERIRILE—ESN A, complex-1 DIESH, complex-1l KYHEITKELN-14.6 vs -7.25
kcal/mol), ESCN MiELME, BABFE—AU D AEEDZENZE>THEATES(Fig. 1),

EI=)

ZHROBREEAIRILY—A, EEHELDNA LOHBEERICEVWTEEZTH L EN MO TRENT=,
FEASSDEEERAERBANSDEEERADENEZEL(RIRT H=-HIZ1F. ZHKEZIFTIFEL,
ZARDOEEERIIOVWTHELGHE T 2R ENH LMD oT=,

[Reference]
T. Yoshida and M. Aida, Chem. Lett., 36, 124-125 (2007).



