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Figure S1: Scattergrams of dihedral angles of the G2:G6:G10:G13 (quartet 1) of c-kit promoter
GQ observed in the 10 ys long Simulation 1. (a) aly, (b) x vs sugar pucker and (c) €/C are
shown. The pink and black asterisk, cyan and red triangle and blue circle in the figures indicate
values observed in GQ A and B of X-ray crystal structure 3QXR, GQ A and B of X-ray crystal
structure 4W0O2 and model 1 of NMR structure 203M, respectively. The color bar indicates time

in microseconds.



(a) 360 360, 360 360 10
300 300 300 300 e s
%5 240 % 20 T 240 F 20
& 180 A g‘* E 180 S 180 o E 180
S 3 ] S
© 120 * g ] = 4
44 g 120 g 120 % 120
" ® - -, - - - e )
o
b e o om0 w0 % e 120 180 260 300 % e0 120 180 240 300 360 % 60 120 180 240 360 °
, Alpha(®) dG, Alpha(°’) dG,, Alpha(°) dG,, Alpha(°)
(b) o 360 360 360 10
300 300 300 300 b
~ 240 pe 3 ~ 240 i B = 240 =~ 260
< £ e : £ = 3
S 180 & S 180 O, 180 O 180 Wﬂw P
o ~ x & R
o o [Y) o 4
T 120 T 120 T 120 T 120 2
60 60 60 60 2
% 360 % 60 % 60 360 % 60 00 360 0

60 120 180 240 300 120 180 240 300 120 180 240
dGa Sugar pucker(®) dG, Sugar pucker(®) dGu Sugar pucker(°®)

(C) 360 360 360 360 10
300 300 300 300 m s
oa " ] .
= 260 e = 240 v T 240 < 240
1 : k] 2 3 I
& 180 & 180 N_ 180 N 180
i ; . 4 * ] 4
. k. o
€ e 8 % Q 120 T 120
2
60 60 60 60 i
[) o
% e 120 180 240 300 360 0 60 120 180 240 w0 0 e 120 180 240 %0 % e 120 180 260 360
d(;3 Epsilon(°) dG, Epsilon(°) dG,, Epsilon(°) dG,, Epsilon(’)

Figure S2: Scattergrams of dihedral angles of G3:G7:G21:G14 (quartet 2) of c-kit promoter GQ
observed in the 10 ps long Simulation 1. (a) aly, (b) x vs sugar pucker and (c) €/C are shown.

The symbols are described in the legend to Figure S1.
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Figure S3: Scattergrams of dihedral angles of G4:G8:G22:G15 (quartet 3) of c-kit promoter GQ
observed in the 10 ps long Simulation 1. (a) aly, (b) x vs sugar pucker and (c) €/C are shown.

The symbols are described in the legend to Figure S1.
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Figure S4: Scattergrams of dihedral angles of (a) terminal base Al (b) single nucleotide

propeller loop A5 and (c) single nucleotide propeller loop C9 of c-kit promoter GQ observed in

the 10 us long Simulation 1. The aly, x vs sugar pucker and €/ are shown. The symbols are

described in the legend to Figure S1.

0



360 360
>y 300 300 s
T~ 240 = 240
[
£ ; 2 ¢
W O 180" N 180
- o: - i
T 120 % 120
60 NN 60 2
[ ! . o * [ . 0
0 60 120 180 240 300 360 % 60 120 180 240 300 360 0 60 120 180 240 300 360
Hon(®
(b) dC,, Alpha(’) dC,, Sugar pucker(®) dC_, Epsilon(°)
360 360 : 360
300 300 300 s
=
g 240 o M0 T 240 s
E £ | g
S 180 °~18° N 180
] £ * ‘
"E 120 T 120 "5 120
60 60 60 12
0 . : ,
0 60 1231_ .;kslnh 240 300 360 % 60 120 180 240 300 360 % 60 120 180 240 300 360 °
12 AP a(’) dT,, Sugar pucker(°) dT,, Epsilon(°)

Figure S5: Scattergrams of dihedral angles of lateral loop bases (a) C11 and (b) T12 of c-kit
promoter GQ observed in the 10 ys long Simulation 1. The aly, x vs sugar pucker and €/ are

shown. The symbols are described in the legend to Figure S1.
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Figure S6: Scattergrams of dihedral angles of LP loop of of c-kit promoter GQ observed in the
10 ps long Simulation 1. The (a) aly, (b) x vs sugar pucker, (c) €/C of the A16, G17, G18, and
A19 are shown. (d) shows dihedral angles of G20. The symbols are described in the legend to
Figure S1.



