Table S1. Tanimoto similarity and docking scores of the XP screened compounds

S.No COCONUT Docking score Tanimoto S.No COCONUT Docking Tanimoto
ID (kcal/mol) similarity ID score(kcal/mol) similarity
1 CNP0288601 -12.829 0.269363 100 CNP0236854 -7.084 0.234263
2  CNP0241232 -12.618 0.270499 101 CNP0259163 -7.058 0.341994
3 CNP0080250 -12.185 0.331072 102 CNP0114165 -7.045 0.299689
4 CNP0080249 -11.916 0.318373 103 CNP0240862 -7.023 0.323723
5 CNP0344609 -11.068 0.317335 104 CNP0117051 -7.016 0.288316
6 CNP0166854 -10.974 0.288668 105 CNP0222481 -6.985 0.326354
7 CNP0177079 -10.890 0.317212 106 CNP0195111 -6.974 0.301049
8  CNP0238550 -10.690 0.27046 107 CNP0232867 -6.973 0.309019
9  CNP0332060 -10.593 0.214164 108 CNP0240588 -6.961 0.326817
10 CNP0080252 -10.395 0.320113 109 CNP0295922 -6.952 0.402075
11 CNP0232558 -10.393 0.333106 110 CNP0304960 -6.920 0.312691
12 CNP0276275 -10.368 0.355526 111 CNP0186752 -6.905 0.24359
13 CNP0173564 -10.260 0.274763 112 CNP0148528 -6.904 0.294248
14 CNP0266349 -10.050 0.341146 113 CNP0172039 -6.889 0.383917
15  CNP0124430 -10.040 0.219614 114 CNP0181244 -6.863 0.303806
16 CNP0166031 -9.907 0.219064 115 CNP0377574 -6.842 0.321651
17  CNP0234527 -9.674 0.22471 116 CNP0162563 -6.779 0.297872
18 CNP0172795 -9.639 0.317824 117 CNP0276082 -6.766 0.244136
19  CNP0250275 -9.541 0.216736 118 CNP0235256 -6.765 0.260073
20 CNP0294756 -9.516 0.307692 119 CNP0257836 -6.756 0.231598
21  CNP0208621 -9.457 0.312265 120 CNP0138077 -6.724 0.259901
22  CNP0232386 -9.307 0.340489 121 CNP0292123 -6.718 0.246954
23 CNP0220888 -9.283 0.332893 122 CNP0134072 -6.718 0.311867
24  CNP0184011 -9.236 0.25852 123 CNP0243617 -6.718 0.275454
25 CNP0080230 -9.197 0.258333 124 CNP0244532 -6.717 0.305671
26  CNP0229395 -9.127 0.225514 125 CNP0309058 -6.715 0.30459
27  CNP0334271 -9.121 0.304665 126 CNP0131308 -6.700 0.346774
28  CNP0293269 -9.093 0.224558 127 CNP0373108 -6.681 0.359356
29  CNP0259095 -9.068 0.216736 128 CNP0300897 -6.654 0.271923
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