Supplementary Material

Supplementary Tables

Supplementary Table I

The list of protein chains of DBP-123 dataset (PDB id_Chain id)

1A02_J 1EFA_A  1IGN_A  1L3L_A 1P7TD_A  1TDZ_ A 2BNW_A 205C_A  3C2I_A 3FSI_A
1A31_A 1IEGW_A 11V_A 1ILLM_C  1P7H_L IWOU_A 2BSQ_E  2PYJA 3CMW_A  3G9M_A
1A3Q_ A  1EWN_A 1J3E_A 1LMB_3  1PP7_U IWB9_A  2E52_A 2Q0J_Z 3COQ_A  3GFIA
1AIS_B 1EYG_A  1JE8_A 1LQI.A  1QRV_A 1X9M_A 2EX5 A 2R L 3CVU_A  3GNA_A
1B01_A 1IFLO_A  1LEY_A IMNN_A 1QZH_A  1XO00_A  2EZV_.A  2RBA_A  3DFX_A  3GOX_A
1BC8_C 1FZP_B 1IFI_A IMUS_A 1R7TM_A  IXYI_A  2FR4 B 2RBF_A  3DLB_A  3HOD_A
1BDT_A 1GD2_E  1JFI_B INKP_A  1REP_C  1YRN_A 2H7G_X 2VLA A 3DVO_A

1BF5_A 1IGDT_A 1JKO_C  10DH_A 1RH6_A 1YTF.C 2HDD_A 2VOA A 3ERE_D

1BLO_A  1GU4_A  1K78_A 10E4_A  1RIO_H 1ZS4_A 2HEO_A  2W7N_A  3EYI_A

1ICEZ A 1H6F. A  1KX5_.A  10RN_A 1RXW_A 1ZX4 A  2I06_A 2Z3X_A  3F27_D

1CF7_B IHLV_A  1KX5 B  10SB_A  1SA3_A  2A07_F 2IRF_G 3BM3_A  3F2B_A

1D02_A 1131_A 1KX5_C  10Z] A 1SKN_P  2A3V_A  2IS6_A 3BRD_A  3FDE_A

IDC1_A  1IC8_A 1KX5_.D  1P71_A 1TC3_C 2AXY_A  204A_A  3BSI_A 3FDQ_A
Supplementary Table II

The list of protein chains of HOLO-83 and APO-83 datasets (PDB id_Chain id)

HOLO-83 APO-83  HOLO-83 APO-83 HOLO-83 APO-83  HOLO-83 APO-83 HOLO-83 APO-83
1A73_A 1IEVX_ A 1MIOA I1CMC A 1ZRF A 1G6N_A  2IH2_A 1AQI A  2YVH A 2YVEA
1B3T_A IVHILA  INOP_.A 1IMU7 A 2ACOA  20CJ A  2IHN_A 1TFR_A  3B39 A 1EQN_A
1IDFM_A  1ES8 A 10DG_A 1VSR.A  2BZF A 1Cl14_A 2ITL_A 21T A 3BEP.A  3DIG_A
1IEMH_A  3FCIA 1QNA_ A 1VOK_A 2C5R F 2BNK B 2IVK_A 10UO_ A 3BKZ A 3I3Q A
1EON.A 1RVE_A 1QPLA 2VKE_A  2C7P_A 1IHMY_A 2NQJ. A  2NQH A 3C25 A 3BVQ_A
1IESG A 1BAM A 1R8D A 1JBG A 2DNJA  3DNILA  20AA A 20A9 A 3C46 A 2P04_A
1F4K_A 1J0R_A 1SAX_ A 10KR_A 2DP6 A 2D3Y_A  20DI_A 20DH_ A 3CLC_A  3G5G_A
1IFOK_A  2FOK_ A 1SXQ A 2BGU A 2DTU A 1IH7 A 20FI_A 20FK_A  3E6C C 3E6D_A
1IGXP_A  1GXQ A 1T9LA 207M_A  2EIC_A 1RI7_A 2Q2U_ A 1PSL_A  3EI2.B 3EI3 B
1H9D A 1E50 R 1TROLA  3WRP_A 2FCCA 2END_ A 2QSH A  2QSF.A 3GX4 X  3GVA A
1AW A  1EVZ.A 1USRA  1FX7. A  2FIO A 2FIP_A 2RGR_A 1BJT. A 3GZ6A  3GZ5 A
1JEY_B 1JEQ B 1UUT_A  1IM55 A 2FKCA  1YNM_A 2VE9 A 2VES A 3I8D_A 1ZBF_A
1J34_A 1F9F_A 1V15_A 1VI3 A 2FR4_A 1XF4 L 2VIV.A  2A6M_A 3PVIA 1K0Z_A
1JT0_A 3BT9. A 1IWTELA IWTD A 2GIP A 20RE_F  2VS7_A 1B24 A 6CRO_A  5CRO_A
1IX4_A 3FDS_ A IXPX A  1IMUA 2GIG_A 2AUD A 2W36 A  3HDOA 9ICW A  1BPE A
1K3X_ A  1Q39 A  1Y8Z A 1IXV5 A 2HAX A 1C90_ A  2W42 A 1W9H A

1IM3Q A 1KO9 A 1763 A 1Z6A_A  2HHV_A  I1XWL_ A 2WIW B 2WCZB




Supplementary Table I
The list of protein chains of PDNA-62 for performance comparison between our method and

DISPLAR (PDB id_Chain id)

1A02F  1BF5.A ICMAA 1GCC_A 1HWT D 1IMDY_A 1PARB 1REP.C 1UBD_C 2DRP_D
1A02_J 1BHM_A 1D02 A  1GDT A 1IF1A IMEY_F  IPDN_C 1SRS A 1XBR.A 2GLIA

1A02N  1BLO.A  1D66_A  1HCQ A 1IGN.A  1IMHD A 1PERL 1SVCP 1YRN_A 2HDC_A
1A74. A 1COW B  1DP7_P IHCR_ A 1IHF.A  IMNM_A 1PNR.A 1TC3.C 1YRN.B  3CRO_L
IAAY A 1CDW A 1ECRA 1HDD C 1IHF B IMNM_C 1PUEE 1TF3A  1YSAC

1AZQ A ICFT.A  1FILA IHLO_A  1J59_A IMSE C  1PVI.B  1TRO_A 1YULA

1IB3ST A 1CIGA  1GAT A 1HRY.A 1LMB 4 10CT.C  1PYLA 1TSR A 2BOP A

Supplementary Table IV

The P-values of the comparison of packing density at different cutoff distance of definition of
DNA-binding residues and packing density. The average packing density values of
DNA-binding and non-binding residues were obtained on DBP-123. The P-values were

computed from the Kolmogorov-Smirnov test.

Interface threshold (A) PD threshold (A)* . ,.Ave.rage PP _ Avgra_ge PD _ P-value
in binding residues in non-binding residues

5.5 1.73 1.87 2.2E-05

3.5 6.0 2.78 3.03 4.4E-06
6.5 3.89 4.18 6.1E-06

5.5 1.74 1.87 1.4E-05

4.0 6.0 2.77 3.04 9.0E-09
6.5 3.91 4.19 7.6E-06

5.5 1.73 1.88 4.5E-06

4.5 6.0 2.77 3.04 4.0E-11
6.5 3.91 4.19 6.1E-07

5.5 1.73 1.88 5.9E-07

5.0 6.0 2.78 3.05 2.8E-11
6.5 3.92 4.20 3.2E-08

®PD stands for pack density.



Supplementary Table V

Performance Comparison of the structural windows based on nearest spatial surface

neighbors in our method and the structural window derived from closest spatial neighbors

adopted by DISPALR.! These comparisons were performed on the data sets of DBP-123,

HOLO-83 and APO-83, respectively.

Dataset Window SN (%) SP (%) PR(%0) Fi AUC
DBP-123 All 741465 73.9+3.7 35.846.5 0.479+0.068 0.808
Surface 76.7t4.3  74.9+3.7 37.5+6.7 0.500+0.068 0.822

HOLO-83 All 67.0£20.7 76.2+14.3 38.74£19.9 0.459+0.180 0.791
Surface 68.9+18.5 77.9+13.8 41.1+20.0 0.483+0.177 0.807

APO-83 All 67.5+20.4 76.7+15.1 38.7+20.2 0.457+0.181 0.790
Surface 70.1+18.0 77.8+15.1 41.1+19.8 0.482+0.174 0.810




Supplementary Figures
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Supplementary Figure 1

Conservation Score

The relative frequency of DNA-binding and non-binding residues on the different range of

conservation scores on DBP-123.
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