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Table S1. Helicoidal Analysis of the Oligodeoxynucleotide Duplex Containing the Tg®G"

Mismatch.

(a) Global Base-Axis Parameters

Residue Xdisp  Ydisp  Incline Tip Residue Xdisp  Ydisp  Incline Tip

(dx) (dy) (eta) (theta) (dx) (dy) (eta) (theta)
G' -1.18  -0.13  -8.04 -1.14 C* -1.11 0.09 0.18  -12.59
T 084 064 -100 -514 A 072 0.65 097  -11.64
G’ 122 -0.18  -069 -1.82 C* -131 021 426 -12.69
ct 093  -077 -7.84  -10.16 G* 086  0.83 1.10 -10.24
G’ -1.66 037 154 498 c”? 149 0.44 824  -4.73
Tg® 0.64 058  -10.62 -2057 G" 2129 113 929  -14.89
G’ -1.76  -058  -740 -1.00 C® -1.59  0.69 1.32 -20.78
T® -120  -063 946  -1.17 A" 099  0.82 1.00 -12.02
T’ 159 078  0.33 314 A" 132 0.84 1.85 -14.29
T -1.40 048 890 134 AP 121 061 835  -18.64
G'" 139 068  -1061 -042 C" -1.41 086 8.15 -10.24
T" -1.53 =075 0.79 8.24 AP 137 0.75 2.73 -11.05

(b) Global Base pair - Axis Parameters
Residues Xdisp  Ydisp Incline Tip
(dx) (dy) (eta) (theta)

G-c* -1.15 -0.11 411 573
T>-A®  -078 -065 -549 325
G-C*  -127  -0.19 247 543
c'-G* 090 -080 -337 0.04
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G-Cc*  -158  -041 335  4.86
Tg*-G"”  -033  -086 -996  -2.84
G-c® 168 063 -3.04 989
™AY 109 072 423 542
T-A'"" 146  -0.81 1.09 5.57
TIA® 130  -055 028 8.65
G'-c"* 140 077 -123 491

T2.A® 145  -0.75 1.76 9.65

Average: -1.2 -0.6 -2.84 5.05

(c) Global Base-Base Parameters

Residues Shear  Stretch Stagger Buckle Propeller Opening

(5x) Sy) (Sz) (kappa) (omega) (sigma)

G-Cc* -007 -005 -004 -7.87 -13.73 047
T-A” 0.1  0.01 054 903 -16.78  -0.11
G-C*  0.08 0.03 0.07 3.58 1451 -1.38
c'-G*  -007 0.06 0.32 894 2041  -1.92
G-c* 016 007 0 9.78 0.5 -0.44
Tg>-GY  1.93 0.55 1.36 133 3546 27.57
G'-c™ -0.17 0.1 0.05 873 2178 1.72
A"  -021  0.19 0.22 1046  -13.18  4.95
T-A" 028  0.06 048  -1.51  -1742 229
T-A”  -0.19 0.3 042 1725  -1998 283

G'-c*  0.02 0.18 0.13  -1877 -10.67  2.87



TZ-A®  -017 0 0 -1.94 281 0.51
Average: 0.05 0.11 0.12 316  -1554 3.8
(d) Global Inter-Base Parameters
Shift Slide Rise Tilt Roll Twist
(Dx) (Dy) (Dz) (taw)  (tho)  (Omega)
G/T* 021 -0.55  3.80 -0.88  -3.48 3631
TG  -067 041 2.90 1174 2.90 32.23
G/C' 019  -054 3.6 620  -1.84 3443
c''G> 034 062 271 890 2515 27.34
GITg® 297 037  5.01 -6.60  -2343 5239
Te/GT 313 055 2.54 6.56 2553  15.61
G'/T*  0.02 026 349 1.96 5.25 27.65
™1  -033 -016 276 1400  4.49 31.3
™1 0.19 054 286 1154 1124 327
T'/G" 0.10 036 4.45 -15.84  3.06 40.1
G'Y/T? 023  -028  3.08 1426  9.24 27.89
Shift Slide Rise Tilt Roll Twist
(Dx) (Dy) (Dz) (tau) (tho) (Omega)
C*/A® 025 0.60 3.22 0.28 0.43 36.88
APIC? -086  -039  3.36 086  -0.63  33.50
Cc*?/G* -003  0.57 3.51 6.32 -4.06 3498
G*/Cc* 024  -061 304 983 -449 2586
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CA"® 0.88 0.85 3.65 451 -12.29 2438
A®IC® 2103 0.11 3.84 13.95  -11.85 41.46
c®/A"  0.06 0.34 3.32 3.69 3.35 24.42
AIA' 2026  0.03 3.47 5.06 873 33.96
A'7AP 0.10 046  2.80 722 <1379 32.16
AP/IC* 2011 040 4.15 20.18  6.25 40.06
c/A® 005 010 295 256 -138 3025
(e) Global Inter-Base Parameters

Shift ~ Slide  Rise  Tilt Roll Twist

(Dx) (Dy) (Dz) (tau) (rho) (Omega)
G'/T 0.23 057 3.51 030  -1.95  36.59
TG 077 04 3.13 5.44 1.77 32.86
Gct 011 -055 364  0.06 1.11 34.7
Cc'IG’ 029  0.62 2.88 047 1482 266
G/Tg®  1.93 0.61 433 -1.05  -557  38.38
Tg®/G" 208  -033  3.19 1025  18.69  28.54
G’/ 0.04 030 3.41 2.82 095 26.03
T/71° 029  -0.09 3.1 9.53 6.61 32.63
™ 0.14 0.50 2.83 2.16 1251 3243
T/G"  -001 -038 430 2.17 -1.60  40.08
G/ 014 -019  3.02 5.85 5.31 29.07
Average: -0.12  -0.14  3.39 332 479 32.54
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(f) Local Inter-Base Parameters

Shift ~ Slide  Rise  Tilt Roll  Twist
(Dx) (Dy) (Dz) (tau) (tho) (Omega)
G'/T>  0.64 -1.67 358 1.16 -8.89  36.03
™G -032  -047  2.87 1329  -0.19  31.48
G/IC* 053 -1.34 376 236 397 3527
Cc'/G>  0.03 025 3.00 10.14  23.06  28.02
G/Tg® 394  -0.80 457 1.84 254 5395
TG’ 251  -1.04 295 1055 2222 14.95
G'IT® 037 -1.46  3.40 2.69 1.07 28.06
™1  0.10 -1.10 2.80 1499  1.96 31.37
/' 0.55 -0.08  3.10 1275 1358  31.63
T'/%G"  0.81 -1.37 442 -1399 23 40.66
G/t 016 -129 296 1205 647 28.95
Shift ~ Slide  Rise  Tilt Roll  Twist
(Dx) (Dy)  (Dz)  (tar)  (tho)  (Omega)
C*/A” -0.18  -1.18 325 730 -0.74  36.18
APIC? <122 -036  3.15 7.66 -0.94  32.58
C*/G*" -049 -126 356 084 321 35.67
G*/c* 030 -0.09 325 -12.8  3.03 25.03
C*/A"  0.63 -1.90  3.53 0.03 8.98 24.94
A®/IC® 2154 156 354 -068 897  43.87
c®/A"7 060 -077 339 341 254 2429
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AIAY 054 064  3.52 291 9.59 34.06
AAY 023 045  3.02 -16.05 1175 29.57
ABICH* 077 -1.18 415 8.66 -5.58  43.98

c'%aA® 013 -057 3.02 784 422 29.14

(g) Local Inter-Base pair Parameters

Shift Slide Rise Tilt Roll Twist

(Dx) (Dy) (Dz) (tau) (rho) (Omega)

G'/T 0.20 141 3.44 312 481 36.60
TG’ 075 042  3.03 284  -065  32.18
GIct 0 131 3.69 -1.66 036 3595
Cc'IG’ 012 -0.17  3.10 138 13.02 2642
G/Tg® 209  -120 431 3.06  -8.04 3876
TG’ -190  -1.38  3.04  4.03 16.19  30.10
G'/T 012  -1.10 345 040  -0.68 2621
T/1° 0.18  -088  3.17 6.20 5.97 33.07
™" 0.5 026 3.07 173 1324 30.77
T/%G" 0 125 434 282 -197 4243

G'YT? 015 093  3.00 2.10 5.44 28.75

Average: -0.07 -0.94 342 0.65 34 32.84

(h) Global Axis Curvature

Ax Ay Ainc Atip Adis Angle  Path

GYT* 014  -0.04 1.07 0.52 0.14 1.19 3.51
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TG -028  -0.06 243 041 029 2.46 3.14
G/IC* 048  0.05 0.96 6.50 0.48 6.57 3.66
CG> 039 023  -049 1001 045 1002 2.90
G’/Tg®  0.68 0.16 556 213 070 595 438
Tg/G' -073  -055  3.33 5.96 0.92 6.83 3.31
G'/T®  -055 -021  4.02 5.41 0.59 6.74 3.45
™1  0.07 0 421 6.46  0.07 7.71 3.11
/T  -0.01 023 2.97 9.43 0.23 9.89  2.83
T/%G" 009  -015 3.68 2.15 0.17 426 430

G'"WT? 009  -021 2.86 0.57 0.23 2.92 3.02

(i) Backbone Parameters

C1'-C2" C2-C3' Phase  Amplitude Pucker CI' c2 C3'

C2'-

G' 25.89  -21.79 146.11 25.81 endo 100.8 112.0 101.6
or1'-

T 14.21 2.22 85.48 2891 endo 103.7 108.1 104.9
C2'-

G’ 31.85  -31.78 162.66 33.66 endo 104.0 103.8 103.0
or1'-

ct 11.85 452 80.64  28.22 endo 103.7 108.2 105.2
C2'-

G’ 36.80  -34.41 156.84 37.85 endo 103.3  103.0 102.7

Tg® -2.95 2463  51.19  39.79 C4'-exo 1049 1055 102.4
C2'-

G’ 2845  -27.68 159.64 29.72 endo 104.0 1049 103.9

T -3.94 1838  47.22  27.08 C4'-exo 103.8 109.7 103.7
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or1'-
T’ 6.24 4.42 75.7 18.07 endo 103.6 1113 104.9
C2'-
T 3242  -30.79 15798 33.56 endo 103.7 103.9 103.3
G" -4.89 21.16  46.51 31.04 C4'-exo 1043 108.4 103.2
T" -10.77  25.61 36.41 32.26 C4'-exo 104.8 107.2 101.1
Chi Gamma Delta Epsilon Zeta Alpha  Beta
CI-N (C5-C4' (C4-C3' C3-03' 03-p P-O5 05-C5
G' -134.41 -174.37 132.03 -168.86 -90.08 -76.62 177.21
T -140.37 62.11 101.78 -173.28 -92.95 -68.83 178.92
G’ -111.12  64.78 141.78 -174.71 -98.81 -7691 178.97
ct -135.23 57.70 100.26 -158.97 -84.65 -80.24 175.59
G’ -106.31 62.44 142.01 -177.25 -91.25 -67.53 167.46
Tg® -146.28 76.68 81.32  -168.77 -91.09 -75.17 -170.79
G’ -115.91 60.65 138.03 -166.50 -108.8 124.65 -165.23
T -152.99 -171.89 96.99  -162.78 -79.83 -77.60 175.30
T’ -132.81 66.74 108.14 -164.28 -84.70 -74.75 176.17
T -106.08 66.31 140.26 -174.29 -101.79 -85.01 175.95
G" -152.41 61.23 90.56  -160.39 -78.31 -80.70 177.39
T" -140.43 6140  90.14
C1'-C2'" C2-C3' Phase  Amplitude Pucker CI' c2 C3'
or1'-
c* 18.15  -2.40 9437  29.13 endo 103.1  109.7 101.4
AP 29.38  -2597 15042 29.97 oo 1034 105.2 104.2
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endo

c* 39.07 -30.58 14142 39.46 Cl-exo 101.6 103.9 1029
C2-

G*! 31.89 3474 169.51 35.49 endo 103.5 103.3  103.1

c® 23.92 927 108.06 29.88 Cl-exo 102.0 111.1  103.3
Ol1'-

AP 1879  -7.19 107.14  24.20 endo 103.2 1094 1054
C2-

c'® 3742 3359 152.68 38.15 endo 102.7 103.1  102.8
C2-

Al 37.89  -32.99 150.31 38.39 endo 102.8 1029  103.0
C2-

A6 2936  -32.50 17155 33.08 endo 1044 1040 1034
C3'-

AP -16.53 2998 2580  33.62 endo 105.0 105.8 1025

cH 33.40 -25.13  137.82 34.01 Cl-exo 1022 106.0 103.1
C2-

Al 25.10 -22.56 152.61 25.50 endo 103.3 107.3  103.1

Chi Gamma Delta Epsilon Zeta Alpha  Beta
CI-N (C5-C4 C4-C3' (C3-03' 03-P P-05 05-C5

c* -121.47 5898  107.19

A% -150.01 168.36 136.50 -151.82 -83.08 -93.83 177.43

c® -109.14 50.17  134.81 -14621 -73.21 -107.58 66.46

G*! -136.79 166.25 148.89 -160.18 -84.96 -87.20 -177.72

c? 213274 5640 11478 -127.44 -71.07 -106.64 65.39

AP -141.67 -173.94 11521 -163.74 -85.63 -81.47 -177.89
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-154.27

-100.40

-113.16

-151.13

-114.24

-109.97

171.61

50.27

71.58

59.41

64.38

-175.85

143.70
140.50
146.17
87.57

128.12

129.76

-153.35

-147.61

-168.56

-163.13

-178.68

-173.21

-83.40

-78.98

-94.50

-76.18

-103.53

-98.45

111.82

-101.57

-79.94

-69.35

-81.54

-75.29

-175.06

65.21

-173.37

177.54

178.81

172.04
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