Table 4. Helicoidal parameters for average structures of MD simulations.

MD Rise | Prop Twst | Roll | Minor | Major Incli | Twist R P'.
adius

ALOL 347 | -116 26 | 113 | 203 | 45 | 328 | 101

' 029 | (43) | 27) | 04) | (05 | 46) | (26) | (0.6)

702 341 | -140 17 | 110 | 205 | 30 | 331 | 102

' 0.06) | (23) | (20) | (03) | (0.9) | (36) | 2.1) | (0.3)

AL03 336 | -149 11 | 106 | 202 | 1.9 | 337 | 101

' 0.04) | (L7) | @5 | 02) | (05 | 27) | 12 | (03)

04 344 | -132 18 | 106 | 201 | 33 | 332 | 100

' 024) | (50) | (19) | 02) | (08 | (36) | (33) | (0.2)

A0 337 | -125 14 | 112 | 209 | 26 | 325 | 102

' 0.08) | (15 | (13) | (0.3) | (0.4) | 26) | (1L4) | (0.3)

7202 334 | -13.7 16 | 109 | 205 | 28 | 334 | 101

' 0.08) | (23) | (18 | (02) | (0.7) | 31 | (1.8) | (0.3)

AT101 328 | -113 42 | 124 | 207 | 71 | 316 | 104

' 0.12) | (12) | (45) | 03) | (02) | (76) | (26) | (05)

AT10.2 328 | -126 31 | 117 | 200 | 53 | 320 | 102

' 0.18) | (34) | (42) | 03) | (06) | (7.4) | (1) | (0.7)

Laio(NMRY | 345 | -15.0 43 | 131 | 168 | 70 | 351 | 95

gp(NMR) 1 008y | @7) | 54 | 1a) | ©2) | 89 | a8 | (0.3)

LaioMDy | 33 | 111 31 | 11.6 | 195 | 67 | 323 | 99

gipMD)" | 014y | 4 | @7 | a2 | 071 | @6 | 55 | (©06)

Helicoidal parameters calculated using 3DNA. Numbers in parentheses are standard

deviations.

"NMR structural model of Drew-Dickerson DNA, d(CGCGAATTCGCG), [Protein Data
Bank entry ID code 1gip; Kuszewski, J., Schwieters, C. & Clore, G. M. (2001) J. Am.

Chem. Soc. 123, 3903-3918].
"A 4-ns MD simulation of Drew-Dickerson DNA starting from 1gip structure, with the

same condition as simulation A10.3. SXD patterns shown in Fig. 10.




