Supplementary Text S4: Hotspot Predictor Predictions and Performance

All hotspot prediction algorithms and performance measures in this section are related to how well the hotspot predictors are able to detect
AAGs of single-point alanine mutations which satisfy AAG > 2kcal/mol i.e. the prediction of hotspots. Though RFSpot, RFSpot_KFC2, KF2a,
KFC2b, RFHotpoint1 and RFHotpoint2 are subsequently used for the generation of hotspot descriptors which are then used for the prediction of
off-rate mutations, this supplementary section does not show any predictions or performance analysis for off-rate mutations. Table S10
summarizes each hotspot predictors analyzed. Table S16 shows the classification performance of each hotspot predictor on SKEMPI Alanine
AAG Data. Note however that performance values for each predictor are not comparable as each predictor’s performance is calculated on
different subsets of mutations according to what was available or presented in their original works. Performance comparison on intersections
of mutations, are however shown in Table S13 for RFSpot vs. other hotspot predictors (Table S12) and Table S14 for RFspot_KFC2 vs. other
hotspot predictors (Table S12). Table S15 shows the comparison between server predictions from Hotpoint with that of RFhotpoint1 and
RFHotpoint2 on their intersection of predictions. Table S16 shows the list of predictions of every hotspot predictor considered on SKEMPI
alanine data, for which predictions where available in the original work and for predictions on mutations which were not used in the model
training in the case of servers (i.e KFC2a, KFC2b and Hotpoint).

Table $10. Hotspot Predictors Analyzed in this section.

Hotpot Predictor Description and Source of Predictions

RFSpot*: Random Forest Model trained on SKEMPI alanine data, with molecular features.
RFSpot_KFC2*: Random Forest Model trained on SKEMPI alanine data, with molecular features and features from KFC2a

RFSpot and KFC2b for which KFC2a and KFC2b Features from KFC2 server where available. Random Forest threshold adjusted to
achieve same FPR of RFSpot for comparison.
KFC2a_Orig: uses predictions on ASEdB from [1]
KFC2 [1] KFC2b_Orig: uses predictions on ASEdB from [1]

KFC2a *: uses server predictions on SKEMPI alanine data which is not in ASEdB from KFC2 Server
KFC2b*: uses server predictions on SKEMPI alanine data which is not in ASEdB from KFC2 Server
Robetta [2] Robetta: uses predictions on ASEdB from [2]

Hotpoint_Orig: uses predictions on ASEdB from [3]

Hotpoint uses server prediction on SKEMPI alanine data which is not in ASEdB from Hotpoint Prediction Server
RFHotpoint1*: Random Forest Model trained on SKEMPI alanine data, with original Hotpoint Features for which Hotpoint
Features from Hotpoint server where available
RFHotpoint2*: Random Forest Model trained on SKEMPI alanine data , with Hotpoint Features for which Hotpoint Features
from server where available. Random Forest Threshold lowered to allow for more TPs

Hotpoint [3]

RFMirror [4] RFMirror: uses predictions on ASEdB from [4]
SVM score [5] SVM score: uses predictions on ASEdB from [5]
TSVM score [5] TSVM score: uses predictions on ASEdB from [5]

* Indicate Hotspot Predictors used for the generation of hotspot descriptors and further analyzed in main manuscript for off-rate prediction.

Table S11. Performance of Hotspot Predictors on SKEMPI.
Performance of Hotspot Predictors on intersection of original data used in original hotspot predictors and SKEMPI. Predictors are ranked according to MCC.

Predictor Intersection with SKEMPI TPR FPR Mcc F1 Acc Spec Prec
TSVM score TSVM score 0.673 0.136 0.508 0.619 0.823 0.864 0.574
RFSpot_KFC2* RFSpot_KFC2* 0.490 0.083 0.452 0.560 0.814 0.917 0.652

SVM score SVM score 0.615 0.152 0.438 0.566 0.798 0.848 0.525
RFMirror RFMirror 0.500 0.094  0.434  0.545 0.816  0.906  0.600
KFC2a* KFC2a* 0.734 0.279 0.402 0.568 0.724 0.721 0.463
KFC2b KFC2b 0.452 0.103 0.383 0.509 0.789  0.897 0.583
Hotpoint_Orig Hotpoint_Orig 0.552 0.196 0.368 0.593 0.707  0.804  0.640
KFC2b* KFC2b* 0.436 0.129 0.328 0.477 0.764 0.871 0.526

Robetta Robetta 0.458 0.155 0.295 0.440 0769  0.845 0.423

RFSpot* RFSpot* 0.268 0.083 0.237 0.350 0.761 0.917 0.506
RFHotpoint1* RFHotpoint1* 0.319 0.125 0.229 0.395 0.711 0.875 0.517
RFHotpoint2* RFHotpoint2* 0.504  0.277 0.218 0.466  0.658  0.723 0.433

KFC2a_Orig KFC2a_Orig 0.258 0.124 0.159 0.314 0.727 0.876 0.400

Hotpoint Hotpoint 0.500  0.379 0.113 0.424 0584 0.621  0.368

* Indicate Hotspot Predictors used for the generation of hotspot descriptors and further analyzed in main manuscript for off-rate prediction.



Supplementary Text S4: Hotspot Predictor Predictions and Performance

Table $12. Performance of Hotspot Predictors on SKEMPI.
Performance of Hotspot Predictors on intersection of original data used in original hotspot predictors and SKEMPI. Positioned for comparison with Table $13 and
Table S14.

Predictor Intersection with SKEMPI TPR FPR Mcc F1 Acc Spec Prec
RFSpot_KFC2* RFSpot_KFC2* 0.490 0.083 0.452 0.560 0.814 0.917 0.652
RFSpot* RFSpot* 0.268 0.083 0.237 0.350 0.761 0.917 0.506
KFC2a* KFC2a* 0.734 0.279 0.402 0.568 0.724 0.721 0.463
KFC2b* KFC2b* 0.436 0.129 0.328 0.477 0.764 0.871 0.526
Hotpoint Hotpoint 0.500 0.379 0.113 0.424 0.584 0.621 0.368
RFHotpoint1* RFHotpoint1* 0.319 0.125 0.229 0.395 0.711 0.875 0.517
RFHotpoint2* RFHotpoint2* 0.504 0.277 0.218 0.466 0.658 0.723 0.433
KFC2a_Orig KFC2a_Orig 0.258 0.124 0.159 0.314 0.727 0.876 0.400
KFC2b_Orig KFC2b_Orig 0.452 0.103 0.383 0.509 0.789 0.897 0.583
Robetta Robetta 0.458 0.155 0.295 0.440 0.769 0.845 0.423
Hotpoint_Orig Hotpoint_Orig 0.552 0.196 0.368 0.593 0.707 0.804 0.640
RFMirror RFMirror 0.500 0.094 0.434 0.545 0.816 0.906 0.600
SVM score SVM score 0.615 0.152 0.438 0.566 0.798 0.848 0.525
TSVM score TSVM score 0.673 0.136 0.508 0.619 0.823 0.864 0.574

* Indicate Hotspot Predictors used for the generation of hotspot descriptors and further analyzed in main manuscript for off-rate prediction.

Table S13. RFSpot and Hotspot Predictors.
Performance of RFSpot on intersection of original data used in original hotspot predictors and SKEMPI. Highlighted in Blue are instances where RFSpot performs
better than respective hotspot predictor, as compared with values from Table S12.

Predictor Intersection with SKEMPI TPR FPR Mcc F1 Acc Spec Prec
RFSpot RFSpot_KFC2* 0.268 0.083 0.237 0.350 0.761 0.917 0.506
RFSpot RFSpot* 0.268 0.083 0.237 0.350 0.761 0.917 0.506
RFSpot KFC2a* 0.255 0.080 0.230 0.340 0.756 0.920 0.511
RFSpot KFC2b* 0.255 0.080 0.230 0.340 0.756 0.920 0.511
RFSpot Hotpoint 0.279 0.118 0.199 0.361 0.698 0.882 0.511
RFSpot RFHotpoint1* 0.291 0.110 0.223 0.374 0.713 0.890 0.526
RFSpot RFHotpoint2* 0.291 0.110 0.223 0.374 0.713 0.890 0.526
RFSpot KFC2a_Orig 0.323 0.072 0.316 0.417 0.781 0.928 0.588
RFSpot KFC2b_Orig 0.323 0.072 0.316 0.417 0.781 0.928 0.588
RFSpot Robetta 0.417 0.062 0.418 0.500 0.835 0.938 0.625
RFSpot Hotpoint_Orig 0.310 0.087 0.287 0.429 0.680 0.913 0.692
RFSpot RFMirror 0.296 0.079 0.272 0.376 0.784 0.921 0.516
RFSpot SVM score 0.269 0.073 0.252 0.350 0.786 0.927 0.500
RFSpot TSVM score 0.269 0.073 0.252 0.350 0.786 0.927 0.500

* Indicate Hotspot Predictors used for the generation of hotspot descriptors and further analyzed in main manuscript for off-rate prediction.

Table S14. RFSpot_KFC2 and Hotspot Predictors.
Performance of RFSpot_KFC2 on intersection of original data used in original hotspot predictors and SKEMPI. Highlighted in Blue are instances where
RFSpot_KFC2 performs better than respective hotspot predictor, as compared with values from Table S12.

Predictor Intersection with SKEMPI TPR FPR mcc F1 Acc Spec Prec
RFSpot_KFC2 RFSpot_KFC2* 0.490 0.083 0.452 0.560 0.814 0.917 0.652
RFSpot_KFC2 RFSpot* 0.490 0.083 0.452 0.560 0.814 0.917 0.652
RFSpot_KFC2 KFC2a* 0.500 0.098 0.436 0.556 0.803 0.902 0.627
RFSpot_KFC2 KFC2b* 0.500 0.098 0.436 0.556 0.803 0.902 0.627
RFSpot_KFC2 Hotpoint 0.535 0.133 0.424 0.582 0.765 0.867 0.639
RFSpot_KFC2 RFHotpoint1* 0.511 0.113 0.431 0.574 0.776 0.887 0.655
RFSpot_KFC2 RFHotpoint2* 0.511 0.113 0.431 0.574 0.776 0.887 0.655
RFSpot_KFC2 KFC2a_Orig 0.452 0.082 0.419 0.528 0.805 0.918 0.636
RFSpot_KFC2 KFC2b_Orig 0.452 0.082 0.419 0.528 0.805 0.918 0.636
RFSpot_KFC2 Robetta 0.583 0.052 0.583 0.651 0.876 0.948 0.737
RFSpot_KFC2 Hotpoint_Orig 0.483 0.087 0.451 0.596 0.747 0.913 0.778
RFSpot_KFC2 RFMirror 0.500 0.063 0.495 0.581 0.841 0.937 0.692
RFSpot_KFC2 SVM score 0.519 0.068 0.499 0.587 0.844 0.932 0.675
RFSpot_KFC2 TSVM score 0.519 0.068 0.499 0.587 0.844 0.932 0.675

* Indicate Hotspot Predictors used for the generation of hotspot descriptors and further analyzed in main manuscript for off-rate prediction.

Table S15. Performance comparison of RFHotpointl and RFHotpoint2 with server prediction of Hotpoint on SKEMP.

Hotpot Predictor TPR FPR McC F1 Acc Spec Prec
Hotpoint 0.500 0.379 0.113 0.424 0.584 0.621 0.368
RFHotpoint1 0.360 0.128 0.268 0.437 0.715 0.872 0.554

RFHotpoint2 0.570 0.303 0.253 0.505 0.658 0.697 0.454
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Table $16. Hotpot predictor predictions on intersection with SKEMPI. 20-Fold CV results presented for hotspot predictors developed in this work: RFSpot,

RFSpot_KFC2, RFHotpoint1 and RFHotpoint2. Source of predictions and description of hotspot predictors listed in Table S10. Performance results for predictions

listed in TableS11-S14. 1: Hotspot, -1:Non-Hotspot, -: Prediction not available.

PDB_MUT ID Truth DDG RFSpot_KFC2* RFSpot* KFC2* KFC2* Hotpoint RFHotpoint1* RFHotpoint2* KFC2a_Orig KFC2b_Orig Robetta Hotpoint_Orig RFMirror SVM score TSVM score
1A22.pdb_AC182A -1 1.010 -1 -1 -1 -1 1 -1 -1 - - - - - - -
1A22.pdb_AD171A -1 0.791 -1 -1 - - - -1 -1 - - 1 - 1 1 1
1A22.pdb_AE174A -1 -0.925 -1 -1 - - - - - - - 1 - 1 1 1

1A22.pdb_AE56A -1 0.411 -1 -1 - - - -1 -1 - - 1 - 1 1 1
1A22.pdb_AE65A 1 -0.473 El -1 - - - - - - - 1 . 1 1 1
1A22.pdb_AF176A -1 0.411 -1 -1 - E E - - - - E - 1 a a
1A22.pdb_AF191A -1 0.191 -1 -1 -1 -1 - - - - - - - - - -
1A22.pdb_AF25A -1 -0.447 -1 -1 - - - - - - - -1 - -1 1 Kl
1A22.pdb_AH18A -1 -0.486 -1 -1 - - - -1 -1 - - 1 - 1 1 1
1A22.pdb_AH21A -1 0.155 1 -1 - - - 1 1 - - -1 - -1 -1 -1
1A22.pdb_AI179A -1 0.806 -1 -1 - - - 1 1 - - -1 - -1 -1 -1
1A22.pdb_AK168A -1 -0.155 -1 -1 - - - 1 1 - - 1 - 1 -1 -1
1A22.pdb_AK172A 1 2.015 1 -1 - - - -1 -1 - - -1 - -1 -1 -1
1A22.pdb_AL45A -1 1.225 -1 -1 - E E 1 1 - - -1 - 1 -1 -1
1A22.pdb_AN63A 1 0.314 1 1 - - - - - . . 1 - 1 1 1
1A22.pdb_AP48A -1 0.411 -1 -1 -1 -1 -1 -1 -1 - - - - - - -
1A22.pdb_AP61A -1 1.209 -1 -1 -1 -1 - - - - - - - - - -
1A22.pdb_AQ22A -1 -0.220 -1 -1 - - - -1 -1 - - -1 - -1 -1 -1
1A22.pdb_AQ46A -1 0.108 -1 -1 - - - -1 -1 - - 1 - 1 1 1
1A22.pdb_AQ68A -1 0.588 -1 -1 - - - -1 -1 - - 1 - 1 1 1
1A22.pdb_AR167A -1 0.278 -1 -1 - - - 1 1 - - -1 - -1 -1 -1
1A22.pdb_AR178A 1 2.426 1 -1 - - - -1 -1 - - -1 - -1 -1 -1
1A22.pdb_AR183A -1 0.543 -1 -1 - - - - - - - -1 - -1 - -
1A22.pdb_AR64A -1 1.643 1 1 - - - -1 -1 - - 1 - -1 1 1
1A22.pdb_AS51A -1 0.348 -1 -1 - - - E - - - 1 . 1 1 1
1A22.pdb_AS62A 1 0.155 1 -1 - - - 1 1 - - 1 - 1 1 1
1A22.pdb_AT175A -1 1.907 -1 -1 - - - -1 1 - - 1 - 1 1 -1
1A22.pdb_AY164A -1 0.348 -1 -1 - - - -1 -1 - - -1 - -1 -1 -1
1A22.pdb_AY42A -1 0.199 -1 -1 - - - -1 -1 - - 1 - -1 -1 -1
1A22.pdb_BC308A -1 0.000 -1 -1 -1 -1 1 1 1 - - - - - - -
1A22.pdb_BC322A -1 0.000 -1 -1 1 -1 1 -1 1 - - - - - - -
1A22.pdb_BD326A -1 0.994 -1 -1 - - - - - - - - - -1 1 =
1A22.pdb_BD364A -1 1.487 -1 -1 - - - -1 -1 - - - - -1 -1 1
1A22.pdb_BE244A -1 1.693 -1 -1 - - - -1 -1 - - - - -1 -1 -1
1A22.pdb_BE275A -1 -0.094 -1 -1 - - - -1 -1 - - - - -1 -1 -1
1A22.pdb_BE320A -1 -0.182 -1 -1 - - - -1 -1 - - - - -1 -1 -1
1A22.pdb_BE327A -1 0.971 -1 -1 - - - -1 1 - - - - -1 -1 -1
1A22.pdb_BI303A -1 1.608 -1 -1 - - - -1 -1 - - - - -1 -1 -1
1A22.pdb_BI305A -1 1.942 -1 -1 - - - - - - - - - 1 = =
1A22.pdb_BI365A 1 2,131 -1 -1 - - - -1 -1 - - - - -1 -1 -1
1A22.pdb_BK310A -1 0.043 -1 -1 -1 -1 - - -- - - - - - - -
1A22.pdb_BK321A -1 0.081 -1 -1 - - - - - - - - - -1 1 =
1A22.pdb_BK367A -1 -0.018 -1 -1 - - - -1 -1 - - - - -1 -1 -1
1A22.pdb_BK415A -1 0.785 -1 -1 1 1 - - - - - - - - - -
1A22.pdb_BN418A -1 0.296 -1 -1 - - - 1 1 - - - - -1 1 -1
1A22.pdb_BP306A 1 3.306 -1 -1 1 -1 -1 1 1 - - - - - . .
1A22.pdb_BQ274A 1 0.000 1 1 - = = 1 -1 - - - - 1 1 1
1A22.pdb_BQ366A -1 0.017 -1 -1 - - - -1 -1 - - - - -1 -1 -1
1A22.pdb_BQ416A -1 0.891 -1 -1 - - - - - - - - - 1 - -
1A22.pdb_BR243A 1 2.116 1 -1 - - - -1 -1 - - - - 1 1 1
1A22.pdb_BR271A -1 0.536 -1 -1 - - - -1 1 - - - - 1 -1 -1
1A22.pdb_BR417A -1 0.274 -1 -1 - - - -1 -1 - - - - -1 -1 -1
1A22.pdb_BS298A 1 -0.055 El 1 - - - - - - - . - 1 1 1
1A22.pdb_BS302A 1 -0.182 1 1 - - - - - . - - - 1 1 1
1A22.pdb_BS324A -1 0.274 -1 -1 - - - - - - - - - 1 = =
1A22.pdb_BS419A -1 0.034 -1 -1 - - - -1 -1 - - - - -1 -1 -1
1A22.pdb_BT301A 1 1.762 1 -1 1 1 - - - . - - . - 1 1
1A22.pdb_BT395A -1 -0.094 -1 -1 -1 -1 - - - - - - - - - -
1A22.pdb_BV371A 1 -0.617 1 1 - - - 1 1 - - - - 1 1 1
1A22.pdb_BW276A 1 0.514 1 1 - - - 1 1 - - - - 1 1 1
1A22.pdb_BW280A -1 -0.018 1 1 - - - - - - - - - 1 ~ .
1A4Y.pdb_AD435A 1 3.486 -1 1 - - - -1 -1 -1 1 -1 -1 1 1 1
1A4Y.pdb_AE344A -1 0.179 -1 -1 - - - -1 -1 -1 -1 -1 1 -1 -1 -1
1A4Y.pdb_AE401A -1 0.884 -1 -1 - - - -1 -1 -1 -1 -1 - -1 -1 -1
1A4Y.pdb_AI459A -1 0.679 -1 -1 - - - -1 -1 -1 -1 -1 - -1 -1 -1
1A4Y.pdb_AK320A E} -0.310 -1 -1 - - - E} E} -1 -1 E} -1 -1 -1 -1
1A4Y.pdb_AS289A -1 0.042 -1 -1 - - - 1 1 -1 -1 -1 -1 -1 -1 -1
1A4Y.pdb_AW261A 1 0.101 1 1 - - - - - 1 1 1 1 1 1 1
1A4Y.pdb_AW263A E} 1171 -1 1 - - - E} 1 -1 -1 1 - -1 -1 -1
1A4Y.pdb_AW318A -1 1.501 -1 -1 - - - -1 1 -1 -1 1 - -1 -1 -1
1A4Y.pdb_AW375A -1 1.035 -1 -1 - - - 1 1 -1 -1 1 - 1 -1 -1
1A4Y.pdb_AY434A 1 3.262 -1 1 - - - -1 1 -1 -1 1 1 1 1 1



1A4Y.pdb_AY437A
1A4Y.pdb_BE108A
1A4Y.pdb_BH114A
1A4Y.pdb_BH13A
1A4Y.pdb_BH84A
1A4Y.pdb_BHSA
1A4Y.pdb_BN68A
1A4Y.pdb_BQ12A
1A4Y.pdb_BR31A
1A4Y.pdb_BR32A
1A4Y.pdb_BRSA
1A4Y.pdb_BW89A
1AHW.pdb_CL176A
1AHW.pdb_CT167A
1AHW.pdb_CT170A
1AHW.pdb_CT197A
1AHW.pdb_CV198A
1AHW.pdb_CY157A
1AK4.pdb_DG489A
1AK4.pdb_DH487A
1AK4.pdb_DI491A
1AK4.pdb_DP485A
1AK4.pdb_DP490A
1AK4.pdb_DP493A
1AK4.pdb_DV486A
1BRS.pdb_AE60A
1BRS.pdb_AE73A
1BRS.pdb_AH102A
1BRS.pdb_AK27A
1BRS.pdb_AN58A
1BRS.pdb_ARS59A
1BRS.pdb_AR87A
1BRS.pdb_DD35A
1BRS.pdb_DD39A
1BRS.pdb_DE76A
1BRS.pdb_DESOA
1BRS.pdb_DT42A
1BRS.pdb_DY29A
1CBW.pdb_IG12A
1CBW.pdb_IG36A
1CBW.pdb_IG37A
1CBW.pdb_lI18A
1CBW.pdb_lI19A
1CBW.pdb_IK15A
1CBW.pdb_IP13A
1CBW.pdb_IR17A
1CBW.pdb_IR39A
1CBW.pdb_IT11A
1CBW.pdb_IV34A
1CHO.pdb_IE19A
1CHO.pdb_IG32A
1CHO.pdb_IK13A
1CHO.pdb_IL18A
1CHO.pdb_IN36A
1CHO.pdb_IP14A
1CHO.pdb_IR21A
1CHO.pdb_IT17A
1CHO.pdb_IY20A
1DAN.pdb_HM175A
1DAN.pdb_TD44A
1DAN.pdb_TD58A
1DAN.pdb_TD61A
1DAN.pdb_TE24A
1DAN.pdb_TF50A
1DAN.pdb_TF76A
1DAN.pdb_TG43A
1DAN.pdb_TI22A
1DAN.pdb_TK15A
1DAN.pdb_TK20A
1DAN.pdb_TK41A
1DAN.pdb_TK46A
1DAN.pdb_TK48A
1DAN.pdb_TN18A
1DAN.pdb_TQ37A
1DAN.pdb_TS42A
1DAN.pdb_TS47A
1DAN.pdb_TT17A
1DAN.pdb_TW45A
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1DAN.pdb_TY51A
1DAN.pdb_TY78A
1DAN.pdb_UE128A
1DAN.pdb_UE208A
1DAN.pdb_UF140A
1DAN.pdb_UL133A
1DAN.pdb_UN138A
1DAN.pdb_UP92A
1DAN.pdb_UQ110A
1DAN.pdb_UR131A
1DAN.pdb_UR135A
1DAN.pdb_UT132A
1DAN.pdb_UT203A
1DAN.pdb_UV207A
1DAN.pdb_UY94A
1DQJ.pdb_AN31A
1DQ).pdb_AN32A
1DQJ.pdb_AS91A
1DQJ.pdb_AY50A
1DQ).pdb_AY96A
1DQJ.pdb_BD32A
1DQJ.pdb_BW9BA
1DQJ.pdb_BY33A
1DQJ.pdb_BY50A
1DQ).pdb_BY53A
1DQJ.pdb_CD101A
1DQJ.pdb_CK96A
1DQJ.pdb_CK97A
1DQ).pdb_CL75A
1DQJ.pdb_CN93A
1DQ).pdb_CR21A
1DQ).pdb_CS100A
1DQ).pdb_CT89A
1DQ).pdb_CW62A
1DQ).pdb_CW63A
1DQ).pdb_CY20A
1DVF.pdb_AH30A
1DVF.pdb_AS93A
1DVF.pdb_AW92A
1DVF.pdb_AY32A
1DVF.pdb_AY49A
1DVF.pdb_AY50A
1DVF.pdb_BD100A
1DVF.pdb_BD54A
1DVF.pdb_BD58A
1DVF.pdb_BE9SA
1DVF.pdb_BNS6A
1DVF.pdb_BRIIA
1DVF.pdb_BT30A
1DVF.pdb_BW52A
1DVF.pdb_BY32A
1DVF.pdb_CY49A
1DVF.pdb_DD52A
1DVF.pdb_DH33A
1DVF.pdb_DI101A
1DVF.pdb_DK30A
1DVF.pdb_DN55A
1DVF.pdb_DQ104A
1DVF.pdb_DR106A
1DVF.pdb_DY102A
1EAW.pdb_AD106A
1EAW.pdb_AD230A
1EAW.pdb_AD62A
1EAW.pdb_AF107A
1EAW.pdb_AF65A
1EAW.pdb_AH153A
1EAW.pdb_AI41A
1EAW.pdb_AQ38A
1EAW.pdb_AR63A
1EAW.pdb_AT108A
1EAW.pdb_AT160A
1EAW.pdb_AY67A
1EFN.pdb_AI96A
1EMV.pdb_AC23A
1EMV.pdb_AD51A
1EMV.pdb_AE30A
1EMV.pdb_AE41A
1EMV.pdb_AG49A
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-1 0.741 -1 -1 -1 -1 - -

-1 -0.041 -1 -1 -1 -1 - -

-1 -1.063 -1 -1 -1 -1 -1 -1 1
-1 0.724 -1 -1 -1 -1 -1 -1 -1
-1 0.175 -1 -1 -1 -1 - - -
-1 1.776 -1 -1 -1 -1 -1 -1 -1
-1 0.452 -1 -1 -1 -1 - - -
-1 1.019 -1 -1 1 -1 -1 -1 -1
-1 1.223 -1 -1 -1 -1 -1 -1 -1
-1 -2.572 -1 -1 -1 -1 -1 -1 -1
1 2.989 -1 -1 1 1 1 1 1
-1 0.331 -1 -1 -1 -1 -1 -1 -1
-1 -0.189 -1 -1 -1 -1 -1 -1 -1
-1 0.054 -1 -1 -1 -1 -1 -1 1
1 3.592 1 -1 1 -1 -1 -1 1
-1 1.944 1 1 1 1 1 1 1
1 2.326 1 -1 1 -1 1 -1 -1 -

* Indicate Hotspot Predictors used for the generation of hotspot descriptors and further analyzed in main manuscript for off-rate prediction.
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