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TABLE S1: Values of Backbone Torsional Angles (deg.) in Deoxydinucleoside Monophosphates
containing Natural dG*

b

Cytosine Thymine Guanine Adenine Average Exp
5’ 3 5 3 5’ 3 5’ 3 5’ 3
anti
x5' 242.1 227.8 244.8 2189 253.5 2535 2519 256.2 248.1 239.1 -
x3' 237.8 287.1 218.1 280.1 265.3 265.3 270.8 266.8 248.0 274.8 -

y5' 48.1 509 498 50.6 49.7 49.7 46.6 498 486 50.2 48%11
65" 146.4 1449 148.2 137.2 149.0 149.0 146.8 149.7 147.6 1452 128+13
€5’ 189.6 2029 186.4 199.5 188.4 188.4 195.7 187.6 190.0 194.6 184+11
¢ 275.7 2835 2769 277.8 277.0 277.0 277.8 277.7 276.9 279.0 265%10
o 295.7 291.6 295.7 2975 297.1 297.1 290.5 296.6 294.8 295.7 298+ 15
B3’ 165.9 173.6 164.1 1743 166.2 166.2 171.1 166.8 166.8 170.2 176+9
vy3’ 554 517 566 586 53.1 531 46.7 516 529 53.7 48z%11
63" 1123 148.0 86.6 152.8 137.1 137.1 137.1 138.3 118.3 1440 128+13
€3’ 188.1 1764 193.4 176.2 180.5 180.5 180.9 180.5 185.7 178.4 184+11
syn
x5 76.2 2240 88.0 2253 885 239.7 86.7 236.8 849 2315
x3' 239.8 781 2533 788 2639 66,5 2614 652 2546 72.2
y5'  45.7 483 488 48.1 49.2 484 498 485 484 483
65" 138.2 138.3 139.3 140.5 1429 1419 143.1 142.2 1409 140.7
€5’ 165.0 201.1 158.5 199.1 159.4 179.8 149.0 182.4 158.0 190.6
¢ 265.2 2829 12659 2823 266.3 268.6 268.7 272.5 266.5 276.6
o 298.1 2949 303.1 295.2 301.2 306.9 304.4 306.5 301.7 300.9
B3’ 185.9 173.0 180.2 172.3 179.6 171.0 185.5 167.8 182.8 171.0
v3’ 604 509 625 512 655 550 60.0 559 62.1 533
63" 143.7 143.6 146.9 1434 152.8 136.5 151.4 133.8 148.7 139.3
€3’ 1765 176.4 176.5 176.4 174.2 179.1 175.6 179.8 175.7 177.9

¥ M06-2X/6-31G(d,p) optimized geometries. All angles are defined in Figure 2. ® Taken from Reference
85. “Average value for purine nucleobases is 258 + 14° and 241 + 8° for pyrimidines.



TABLE S2: Values of Backbone Torsional Angles (deg.) in Deoxydinucleoside Monophosphates
containing the 0-PhOH-dG adduct.?

Cytosine Thymine Guanine Adenine Average
5’ 3 5’ 3 5’ 3 5’ 3 5’ 3

anti
x5' 241.6 222.4 238.0 236.2 254.3 260.6 245.3 262.7 244.8 2455
x3' 252.0 257.2 244.1 256.7 256.5 2458 267.5 248.6 255.0 252.1
y5" 541 515 551 512 550 494 524 524 541 511
65' 879 1458 874 147.4 875 150.6 81.0 1525 85.95 149.1
€5’ 166.2 215.0 154.5 207.6 162.3 191.1 170.8 191.1 163.4 201.2
¢ 2747 290.6 2753 281.6 273.6 275.1 266.0 276.5 272.4 2809
a 311.8 276.1 318.6 284.3 315.2 293.8 310.5 293.6 314.0 287.0
B3’ 168.5 159.6 167.3 159.8 164.7 160.6 169.7 159.5 167.6 159.9
v’ 569 527 610 539 581 575 609 578 59.2 555
63" 1399 921 1421 915 1459 90.7 152.6 91.6 1451 915
€3’ 178.8 1949 178.0 193.5 176.7 193.7 1745 193.7 177.0 193.9
syn
x5' 84.0 2251 943 2209 973 2259 689 2283 86.1 2251
x3' 250.4 89.8 2411 89.9 271.1 90.9 279.5 92.8 260.5 90.9
y5' 475 486 485 479 500 480 459 483 48.0 48.2
65" 139.1 140.7 140.3 140.9 145.0 143.7 1343 1442 139.7 1424
€5’ 1744 199.6 169.8 199.5 1659 199.8 179.2 198.6 172.3 199.4
¢ 2709 284.2 266.4 283.7 263.8 283.5 265.2 284.5 266.6 284.0
o 301.1 292.2 303.2 2924 303.1 291.8 308.2 290.6 3039 291.8
B3’ 168.9 1729 1715 1715 1783 1724 164.1 173.6 170.7 172.6
v3" 655 501 682 508 644 501 671 502 663 503
63" 138.3 145.8 140.6 145.3 1539 146.3 153.9 146.9 146.7 146.1
€3’ 1775 1758 1774 175.8 175.6 176.0 175.1 175.7 176.4 175.8

¥ M06-2X/6-31G(d,p) optimized geometries. All angles are defined in Figure 2.



TABLE S3: Values of Backbone Torsional Angles (deg.) in Deoxydinucleoside Monophosphates
containing the p-PhOH-dG adduct.?

Cytosine Thymine Guanine Adenine Average
5’ 3 5’ 3 5’ 3 5’ 3 5’ 3

anti
x5' 246.1 227.3 241.5 234.0 247.0 2329 248.1 240.1 245.7 233.6
x3' 247.8 261.2 245.7 264.0 261.1 263.3 248.0 280.7 250.7 267.3
y5’ 555 50.6 548 525 552 515 452 51.7 527 516
65" 86.1 1440 86.6 150.0 85.5 149.8 137.6 150.6 99.0 148.6
€5’ 160.4 219.8 153.4 207.7 167.4 2146 187.0 199.9 167.1 210.5
¢ 276.2 289.3 275.5 287.3 273.0 295.2 225.2 284.6 262.5 289.1
a 313.1 279.0 316.6 283.7 315.2 275.6 304.5 290.1 3124 282.1
B3’ 166.7 158.0 167.1 163.2 165.1 163.2 177.6 168.1 169.1 163.1
vy’ 578 516 61.2 524 615 517 53.0 526 584 521
63" 136.4 90.0 1421 89.5 151.3 89.7 151.3 140.8 145.3 1025
€3’ 179.3 193.3 177.7 194.6 175.2 1939 176.0 178.5 177.1 190.1
syn
x5' 914 2241 939 2203 89.6 2285 88.3 2324 90.8 226.3
x3' 236.2 82.2 2427 86.5 2643 874 2512 955 2486 879
v5' 47.8 496 484 485 485 480 475 501 48.1 491
65" 142.2 142.7 139.8 140.8 140.7 1439 141.0 1479 1409 143.8
€5’ 1709 195.6 169.1 199.2 170.5 198.8 169.4 204.1 170.0 199.4
{ 257.5 285.0 257.0 283.0 258.8 283.7 250.4 293.7 2559 286.4
o 300.7 295.3 305.3 292.6 305.0 292.2 305.7 284.2 304.2 291.1
B3’ 175.1 1739 1715 1713 170.6 173.1 172.2 1699 1724 172.1
v3" 616 497 63.7 514 657 504 608 544 63.0 515
63" 140.7 1442 1429 1441 1515 1451 148.2 146.4 145.8 145.0
€3’ 1765 175.0 176.1 176.2 1759 175.8 176.1 175.3 176.2 175.6

¥ M06-2X/6-31G(d,p) optimized geometries. All angles are defined in Figure 2.



