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Fig. 3.21 500 MHz proton NMR spectra of 22 mM d-CpG, 2.5 mM Lys-Phe-Lys

and a mixture of 5.0 mM d-CpG and 2.5 mM Lys-Phe-Lys in
D,O solution (pH=7.0) containing 0.125 mM EDTA at 297 K.
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Table 7.3 : Partitioning of stacking energies (kcal/mole) for intercalation of Trp, Tyr, Phe within base pairs
C-G and G-C for different distances fora = 36°

TEp.

Iy r

Phe

Distance between
C-G & G-C base
pairs of model

o

E

TOT

system d-CpG (in A)

(B A) 62

-19.8044
-20.7680
=20.7268
-20.1024

=19 1261

-18.1434
=18.7698
-18.5588
-17.8685

—16.8823

-13.5524
-14.9472
-14.7868
-14.4742

=il 359494

=22 1994
-2.0051
=l 6009
~1.6122

= 1S 10AS

-4.7330
-4.3451
=329900
=3 .6663

-3.3627

-0.4029
—05.3936
=12 1002
=-1.0522

=0:9632

-24.0973

-3.6432

-2.8907

=2.3566

-1.9885

-1.3672

~1.1243

=0.9393

-0.7976

-0.6637

-1.6493
=2.0198
=121021
=0 072

=02 7269

rep

'~35.0888

~30.2398

-27.5455

-24.5483

=24, 7932

2958901

=202 13

=20.569 7/

-19.8676

-17.4470

=27 .0019
-24.3432
~21.9661
=19:531 73

=1.7:22198

Edisp

21 .58
15,1201
11:33102
8.4148

6.1734

17.8469
Y25:7209
9.0690
6.4631

4.5910

15 +5016
11.8094
9. 381.7
6.8125

4.9910

Distance

minimum configuration

(in. A

(d) for

)

> T



Table 7.4 : Partitioning of stacking energies for Trp, Tyr and Phe intercalated between base pair C-G and G-C
for relative rotations of bases, 36° and 61°

Distance (d)
for minimum
configyration

System|Angle of rotation Q.= 36° Q=617 (Aa)
: E E F E E
Eel Epol E"dlsp Erep ETOT el pol disp rep NOT

d-CpG

+ -2.0051 -3.6432 -30.2398 15.1201 -20.7680| -2.5473 -1.6507 -33.0261 17.0676 -20.1564 3.2
Trp
d-CpG

+ -4.,3451 =1.1243 -26.0213 12.7209, -18.7698] =3.6914:-0.8964 =25.350011.7233 =18.2146] . :: 8.2
Tyr
d-CpG

+ -0.3936 -2.0198 -24.3432 11.8094 -14.9472| -1.3829 =0.7072 -24.9526 12.3214 -14.7214 S
Phe

LGe
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Fig. 7.8 Stacking of Trp, Tyr and Phe between C-G and

a= 38°
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Fig. 7.8 Stacking of Trp, Tyr and Phe between C-G and G-C base pairs for
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Fig. 7.9 Stacking of Trp,
a= 61°
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