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Table S1: PDB IDs for the crystal structures searched, as well as the type(s) of interactions identified and the residues involved.

Cys/Ser Nucleotide/Amino Acid Closet Energy Energy-Cationic
PDB ID YEAR Res. . A Type Contact . A
Res ID Chain Res # Res ID Chain Res # Distance Max Min Range Max Min Range

2WBS 2011 1.70 Ser a 415 His a 416 both 4.185 -1.8 -7.7 -9.8 10.3 -20.2 30.5
2XHI 2011 1.6 Ser a 115 His a 111 both 3.859 1.5 -11.5 -4.1 -1.7 -27.6 259
3HP6 2011 1.81 Ser d 785 Phe d 781 both 3.683 2 -8.3 -10.3

3HP6 2011 1.81 Ser a 742 Phe a 743 both 3.478 1.2 -15.5 -16.7

3HP6 2011 1.81 Ser a 785 Phe a 781 both 3.457 2.8 -12.1 -14.9

3HT3 2011 1.70 Ser d 785 Phe d 781 both 3.568 2.1 -9.5 -11.6

3HT3 2011 1.70 Ser a 785 Phe a 781 both 3.482 2.6 -11.8 -14.4

3NClI 2011 1.79 Cys a 845 Phe a 803 both 3.915 -2.5 -12.9 -10.4

3NCI 2011 1.79 Ser a 565 dG t 4 both 3.395 -5.2 -10.6 -5.4

3NCI 2011 1.79 Ser a 281 Tyr a 277 CH 3.430 -6.8 -18.8 -12

3NDK 2011 2.0 Cys a 845 Phe a 803 both 3.953 -3.4 -13.8 -10.4

3NDK 2011 2.0 Ser a 565 dG t 4 both 3.529 -3.6 -11.6 -8

3NDK 2011 2.0 Ser a 783 His a 804 both 3.456 0 -19 -20.3 5.2 -33.4 38.6
3NDK 2011 2.0 Ser a 281 Tyr a 277 CH 3.398 -6.9 -19.2 -12.3

30GU 2011 1.85 Cys a 239 Phe a 223 CH 3.559 -12.1 -15.5 -3.4

30SG 2011 2.00 Cys a 86 Phe a 78 both 4.053 -0.4 -7.1 -6.7

3PNC 2011 2.0 Cys a 477 Phe a 456 CH 3.505 -10.3 -15.2 -4.9

3PNC 2011 2.0 Cys a 300 Tyr a 296 both 3.761 -3.8 -9.5 -5.4

3PNC 2011 2.0 Ser a 439 His a 434 both 3.704 10 -3.8 -15.2 25.4 -8 334
3P04 2011 1.80 Ser a 644 Trp a 645 both 3.611 3.9 -8.4 -12.3

3PV8 2011 1.52 Ser a 785 Phe a 781 both 3.610 2.1 -10.6 -12.7

3PV8 2011 1.52 Ser d 785 Phe d 781 both 3.816 2 9.1 -11.1

3PX0 2011 1.73 Ser a 785 Phe a 781 both 3.544 1.9 -10.4 -12.3

3PX0 2011 1.73 Ser d 785 Phe d 781 both 3.828 2.3 -9.5 -11.8

3QEP 2011 1.80 Cys a 845 Phe a 803 both 3.850 -3 -14 -11

3QEP 2011 1.80 Ser a 783 His a 804 both 3.415 0 -17.8 -19.2 5.7 -31.8 37.5
3QEP 2011 1.80 Ser a 281 Tyr a 277 CH 3.557 -6.6 -17.8 -11.2

3QER 2012 1.96 Cys a 845 Phe a 803 both 3.953 -3.2 -13.6 -10.4

3QER 2012 1.96 Ser a 119 His a 131 both 3.154 -6.1 -18.2 -22.1 17.6 -38.2 55.8
3QER 2012 1.96 Ser a 783 His a 804 both 3.428 -0.5 -18.3 -20.2 6.6 -31.8 38.4
3QER 2012 1.96 Ser a 281 Tyr a 277 CH 3.508 -5.9 -17.9 -12

3QNN 2012 1.92 Cys a 845 Phe a 803 both 3.885 -3 -13.7 -10.7

3QNN 2012 1.92 Ser a 119 His a 131 both 3.125 -3 -17.7 -21 18 -39.6 57.6
3QNN 2012 1.92 Ser a 783 His a 804 both 3.334 -0.2 -19 -20 5.3 -34.1 39.4
3RIG 2012 2.00 Cys a 239 Phe a 223 CH 3.527 -11.1 -14.9 -3.8

3RR7 2012 1.95 Ser a 699 Phe a 700 both 3.777 1.5 -12.7 -14.2

3RZG 2012 1.62 Ser a 125 Phe a 124 both 4.596 1.7 -6.5 -8.2

3S9H 2011 1.95 Cys a 845 Phe a 803 both 3.866 -2.5 -13.3 -10.8

3S9H 2011 1.95 Ser a 281 Tyr a 277 CH 3.444 -7.4 -18.4 -11

3SM4 2011 1.88 Cys b 66 Phe b 219 both 3.548 -4 -10.9 -6.9

3SM4 2011 1.88 Cys a 66 Phe a 219 both 3.580 -3.2 -12.2 -9

3SM4 2011 1.88 Cys c 66 Phe c 219 both 3.493 -1.9 -7.5 -5.6

3SM4 2011 1.88 Ser a 96 Phe a 92 both 3.689 0.6 -14.9 -15.5




Cys/Ser Nucleotide/Amino Acid Closet Energy Energy-cationic

PDB ID YEAR Res. Res ID Chain Res # Res ID Chain Res # Type I;:i(;:::z:: Max Min Range Max Min Range
3SM4 2011 1.88 Ser c 96 Phe c 92 both 3.669 -0.2 -15.2 -15

3SM4 2011 1.88 Ser b 96 Phe b 92 both 3.695 0.6 -15.1 -15.7

35Q0 2011 2.00 Cys a 845 Phe a 803 both 3.664 -2.5 -12.6 -10.1

35Q0 2011 2.00 Ser a 281 Tyr a 277 CH 3.948 -5.8 -16.8 -11

35v4 2012 1.99 Ser a 699 Phe a 700 both 3.663 0.4 -10.3 -10.7

3TAN 2011 1.53 Ser a 785 Phe a 781 both 3.456 13 -9.5 -10.8

3THV 2011 1.61 Ser a 785 Phe a 781 both 3.557 1.5 9.4 -10.9

3TIO 2011 1.62 Ser a 785 Phe a 781 both 3.510 2 -11.3 -13.3

3UBY 2012 2.00 Cys a 167 Tyr a 159 CH 4.026 -8.9 -12.8 -7.9

3UilQ 2012 1.88 Cys a 845 Phe a 803 both 3.868 34.1 23.6 -10.5

3ulQ 2012 1.88 Ser a 565 dA t 4 both 3.331 -7.5 -13.3 -5.8

3ulQ 2012 1.88 Ser a 783 His a 804 both 3.517 -0.6 -17.4 -19.5 6.3 -31.1 374
3uUiQ 2012 1.88 Ser a 119 His a 131 both 3.187 -4.4 -16.9 -21 16.9 -38.1 55
3VAJ 2013 1.90 Ser a 281 PHE a 282 both 3.441 2.6 -9.9 -12.5

3ZVM 2011 2.00 Cys a 446 Phe a 494 CH 4.292 -10.1 -12.8 -2.7

4B21 2013 1.45 Cys a 31 Trp a 200 both 3.752 -4.1 -16.4 -12.3

4B21 2013 1.45 Cys a 31 Tyr a 7 both 3.767 -3.6 -14.1 -10.6

4B22 2013 1.90 Cys a 31 Tyr a 7 both 3.708 -3.6 -13.9 -10.3

4B23 2013 2.00 Cys a 31 Tyr a 200 both 3.656 -4 -16.3 -12.3

4B23 2013 2.00 Cys a 31 Tyr a 7 both 3.779 -3.6 -13.9 -10.3

4B9S 2013 1.73 Ser a 785 Phe a 781 both 3.538 2.4 -10.7 -13.1

4B9V 2013 2.00 Ser a 785 Phe a 781 Ip 3.392 1.5 -9.6 -11.1

4DIH 2012 1.80 Cys h 122 Tyr h 208 CH 4.604 -5.8 -9.2 -4.8

4DIH 2012 1.80 Ser | 14i Tyr | 14j both 4.195 1.6 -4.8 -7.4

4DL4 2012 2.00 Cys a 72 Phe a 57 both 3.817 -2.1 -13.4 -11.3

4D0C 2012 1.95 Cys a 239 Phe a 223 CH 3.604 -11 -14.9 -3.9

4DQl 2012 1.69 Ser d 785 Phe d 781 both 3.760 1.5 -8 -9.5

4DpQl 2012 1.69 Ser a 785 Phe a 781 both 3.774 2 -11.3 -13.3

4DS4 2012 1.68 Ser a 785 Phe a 781 both 3.719 2.2 -12.3 -14.5

4DS4 2012 1.68 Ser d 785 Phe d 781 both 3.725 2 -9.7 -11.7

4DT) 2012 1.90 Cys a 845 Phe a 803 both 3.870 -2.7 -13.5 -10.8

4DT) 2012 1.90 Ser a 783 His a 804 both 3.514 0 -17.5 -19.2 5.7 -31.3 37
4DT) 2012 1.90 Ser a 281 Tyr a 277 CH 3.520 -6.3 -17.8 -11.5

4EOD 2012 1.58 Ser a 785 Phe a 781 both 3.754 2.1 -10.3 -12.4

4E9F 2012 1.79 Ser a 544 Tyr a 540 Ip 3.729 2.1 -8.4 -6.9

4ECQ 2012 1.50 Cys a 72 Phe a 57 both 3.743 -3.6 -15.3 -11.7

4EDO 2012 1.65 Cys a 72 Phe a 57 both 3.821 -3.4 -15.2 -11.8

4E)Y 2013 2.00 Cys B 225 Phe B 121 CH 3.938 -7.2 -14 -6.8

4F1H 2012 1.66 Cys a 322 Phe a 324 CH 3.573 -11.1 -13.1 -2

4F1H 2012 1.66 Ser b 225 Phe b 224 both 2.939 3.1 -13 -16.1

4F5N 2012 1.80 Cys a 239 Phe a 223 CH 3.500 -11.5 -15.1 -3.6

4FF2 2013 2.00 Ser b 280 Phe b 281 both 3.731 2.6 -9.7 -12.3

4F)7 2013 1.90 Cys a 845 Phe a 803 both 3.948 -1.6 -11.8 -10.2

4F)7 2013 1.90 Ser a 119 His a 131 both 3.206 -6.1 -17.6 -21 17.2 -37 54.2
4F)7 2013 1.90 Ser a 783 His a 804 both 3.477 0.2 -17.9 -19.3 5.3 -31.9 37.2




Cys/Ser Nucleotide/Amino Acid Closet Energy Energy-cationic
PDB ID YEAR Res. Res ID Chain Res # Res ID Chain Res # Type I;:i(;:::z:: Max Min Range Max Min Range
4F)7 2013 1.90 Ser a 281 Tyr a 277 CH 3.529 -7 -18.1 -11.1
4FJ9 2013 1.97 Cys a 845 Phe a 803 both 3.950 -3.8 -14.4 -10.6
4FJ9 2013 1.97 Ser a 119 His a 131 both 3.265 -1.7 -18.5 -20.1 17.2 -37 54.2
4FJ9 2013 1.97 Ser a 783 His a 804 both 3.575 0.4 -17 -18.7 5.7 -30.7 36.4
4FJ9 2013 1.97 Ser a 281 Tyr a 277 CH 3.506 -6.8 -17.8 -11
4F)) 2013 1.99 Cys a 845 Phe a 803 both 3.944 -3.9 -14.8 -10.9
4F)) 2013 1.99 Ser a 783 His a 804 both 3.458 1.2 -17.5 -19.7 5.5 -32.4 37.9
4F)) 2013 1.99 Ser a 119 His a 131 both 3.359 -5.7 -17.2 -19.3 14.6 -33.5 48.1
4F)) 2013 1.99 Ser a 281 Tyr a 277 CH 3.425 -6.5 -18 -11.5
4FJK 2013 2.00 Cys a 845 Phe a 803 both 3.931 -3.5 -14.1 -10.6
4FJK 2013 2.00 Ser a 783 His a 804 both 3.320 -0.3 -18.6 -19.5 5.6 -33.5 39.1
4FJK 2013 2.00 Ser a 119 His a 131 both 3.319 -6.1 -16.3 -19.2 16.3 -34.2 50.5
4FJK 2013 2.00 Ser a 281 Tyr a 277 CH 3.579 -7.3 -16.7 9.4
4FK2 2013 1.98 Cys a 845 Phe a 803 both 3.783 -2.8 -14.1 -11.3
4FK2 2013 1.98 Ser a 783 His a 804 both 3.426 0.3 -17.7 -19 5.5 -31.6 37.1
4FPV 2012 1.73 Cys a 239 dT C 1 both 3.850 1.1 -9.8 -10.9
4FPV 2012 1.73 Cys b 322 Phe b 324 CH 3.611 -10.4 -13.6 -3.2
4FPV 2012 1.73 Cys a 322 Phe a 324 CH 3.649 -11.3 -14.1 -2.8
4FPV 2012 1.73 Ser b 225 Phe b 224 both 3.074 1.5 -15.4 -16.9
4G92 2012 1.80 Ser c 77 His c 80 both 4.323 -2.5 -10.8 -8.6 12.7 -12.9 25.6
4GLX 2012 1.90 Cys a 112 Phe a 269 CH 4.440 -3 -4.3 -1.3
4GLX 2012 1.90 Ser a 254 Phe a 223 CH 4.812 -6.1 -7.8 -1.7
4HSB 2013 1.9 Cys a 191 TRP a 21 both 3.397 1.8 -12.5 -14.3
4HSB 2013 1.9 Cys a 31 TRP a 200 both 3.713 -3.1 -15.7 -12.6
4HSB 2013 1.9 Cys a 31 Tyr a 7 both 3.659 -3.1 -13.8 -10.8
41BU 2013 1.7 Cys b 182 His b 178 Ip 2.956 6.5 -10.3 -8.3 -18.2 -24.5 6.3
41BU 2013 1.7 Cys d 182 His d 178 Ip 3.422 -2.4 -15.1 -6.3 -22.1 -28.6 6.5
41BU 2013 1.7 Cys c 182 His c 178 Ip 3.638 -1.9 -12.1 -8.3 -22.5 -27.3 4.8
41BU 2013 1.7 Ser b 106 Tyr b 107 both 3.552 0.8 -11.3 -9.9
41BU 2013 1.7 Cys b 229 Trp b 146 CH 3.830 -15.7 -23.8 -8.1
41BU 2013 1.7 Ser d 106 Tyr d 107 both 3.306 0.8 -13.4 -11.4
4J9L 2013 1.9 Cys a 72 Phe a 57 both 3.763 -3.3 -14.2 -10.9
4J9L 2013 1.9 Ser a 288 His a 289 Ip 3.588 1 -11.9 -3 -8.3 -23.9 15.6
4JRP 2013 2.0 Cys a 51 Phe a 84 CH 3.739 -8.3 -14.1 -5.8
4JRP 2013 2.0 Ser b 127 Trp b 126 CH 4.246 -8.7 -13.9 -5.2
4JWM 2013 2.0 Cys a 239 Phe a 223 CH 3.612 -10.9 -14.6 -3.7
4K98 2013 1.9 Cys a 419 His a 422 both 3.674 -2.3 -17 -6.2 0.0 -28.7 28.7
4K98 2013 1.9 Cys a 459 Phe a 455 both 3.496 -1.4 -10.1 -8.7
4KLD 2013 1.9 Cys a 239 Phe a 223 CH 3.724 -10.7 -14.2 -3.5
4L5R 2013 1.9 Ser c 238 Phe c 221 both 4.130 -1.5 -9.8 -8.3
2XZF 2011 1.80 no interaction
30QG 2011 1.8 no interaction
30R3 2011 2.0 no interaction
3Q8P 2011 2.0 no interaction
3Q77 2011 2.0 no interaction




Cys/Ser Nucleotide/Amino Acid Closet Energy Energy-cationic
PDB ID YEAR Res. Res ID Chain Res # Res ID Chain Res # Type C.ontact Max Min Range Max Min Range
Distance
3RAX 2011 1.89 no interaction
3RH4 2011 1.92 no interaction
3RTV 2012 1.90 no interaction
35857 2012 1.60 no interaction
3SAR 2012 1.95 no interaction
3SPD 2011 1.91 no interaction
3T3F 2012 1.90 no interaction
3TED 2011 2.00 no interaction
3U6C 2012 1.80 no interaction
3U7F 2011 1.80 no interaction
3veT 2012 1.85 no interaction
3VoW 2012 1.70 no interaction
3VK8 2012 2.00 no interaction
3VKE 2012 1.77 no interaction
3VOK 2012 2.00 no interaction
3VXV 2013 2.00 no interaction
3ZDA 2013 1.50 no interaction
3ZDB 2013 1.47 no interaction
3zZDC 2013 1.53 no interaction
3ZDD 2013 1.50 no interaction
4A75 2012 1.75 no interaction
4AIK 2012 1.85 no interaction
4BW) 2013 1.55 no interaction
4C8L 2013 1.70 no interaction
4C8M 2013 1.57 no interaction
4C8N 2013 1.88 no interaction
4C80 2013 1.75 no interaction
4DF8 2012 2.00 no interaction
4EA4 2012 2.00 no interaction
4ELU 2012 1.80 no interaction
4F4AW 2013 1.90 no interaction
4FBT 2013 2.00 no interaction
4FF3 2013 2.00 no interaction
4G40 2013 2.0 no interaction
4G71 2012 1.50 no interaction
4HC9 2012 1.60 no interaction
41X7 2013 1.6 no interaction
4K1G 2013 1.9 no interaction
4LB5 2013 2.0 no interaction
4R 2013 1.8 no interaction
4M9V 2013 1.0 no interaction
4MDE 2013 1.8 no interaction
ANDH 2013 1.9 no interaction




Cartesian Coordinates of MP2/6-31G(d) optimized monomers.
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