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Table S1. Fitting statistics for logistic regression models to predict donor acceptor co-ordination
derived in this work. The values represent how much better the optimised model equation (residual)
fits the sample data, compared with the independent model (null). “D. O. F.” is independent degrees
of freedom per sample, “P value” is the probability that one could obtain a given result randomly
assuming the null hypothesis is correct. The acceptance criterion was P < 0.05. “AIC” is Akaike’s
Information Criterion and is another estimate of the residual deviance associated with lost
information as a result of applying the model as a predictor of the complete data. “Area under ROC
(receiver operator characteristic) curve” is a measure of classification of predictions. It is desirable to

achieve a value as close to unity as possible, whereas 0.5 indicates a random predictor prestigious.

P value
Residual Null (log likelihood Area Under

Model name deviance D.O.F deviance D.O.F loglikelihood test) AlC Roc curve
Br_Br_a_1 66.6885 574 66.6885 574 -33.3442 0 68.6885 1
Br_ion_Br_a_1 22.2611 119 28.1081 120 -11.1306 0.00886732 26.2611 0.861582
Br_ion_Br_a_2 47.2159 119 160.723 120 -23.6079 8.43E-27 51.2159 0.971304
Br_ion_Br_a_3 38.639 119 117.695 120 -19.3195 3.06E-19 42.639 0.976043
Br_ion_Br_a_4 26.5183 119 58.9206 120 -13.2592 6.45E-09 30.5183 0.971239
Cl. Cla_1 282.326 1751 295.455 1753 -141.163 0.000704751 288.326 0.696132
Cl_ion_Cl_a_1 2.51E-09 432 0 432 -1.26E-09 0 2 1
Cl_ion_Cl_a_2 153.58 431 470.395 432 -76.7902 3.59E-71 157.58 0.968985
Cl_ion_Cl_a_3 273.751 431 585.771 432 -136.876 3.98E-70 277.751 0.943216
Cl_ion_Cl_a_4 198.314 431 392.857 432 -99.1568 1.63E-44 202.314 0.942884
Cl_ion_Cl_a_5 60.2204 431 109.724 432 -30.1102 1.01E-12 64.2204 0.939628
I_lLa_1 8.08019 146 12.0012 148 -4.0401 0.070395 14.0802 0.966216
I_ion_l_a_1 41.1898 57 50.3971 58 -20.5949 0.00131675 45,1898 0.782222
I_ion_l_a_2 34.9963 57 46.8321 58 -17.4982 0.000312031 38.9963 0.860294
|_ion_|_a 3 3.42E-10 58 0 58 -1.71E-10 0 2 1
TINHO_a_1 31.2866 48 50.9134 51 -15.6433 9.67E-05 39.2866 0.902381
TINHO_a_2 15.5893 48 28.2037 51 -7.79465 0.00258322 23.5893 0.921875
T10HO_a 1 791.218 733 882.139 738 -395.609 2.08E-18 803.218 0.725646
T10HO_a_2 447.532 732 876.536 738 -223.766 8.01E-90 461.532 0.931777
T2NHO_N.2_a 1 1262.81 1507 1620.21 1513 -631.405 1.96E-74 1276.81 0.822924
T2NHO_N.2_a 2 77.3623 1510 89.24 1513 -38.6811 0.00362295 85.3623 0.804342
T20H_0.3_a 1 335.013 340 376.044 344 -167.507 1.26E-08 345.013 0.725963
T20H_0.3_a 2 56.1167 342 83.3969 344 -28.0584 5.96E-07 62.1167 0.89881
T20H_0.3_d_1 110.961 340 230.827 344 -55.4803 2.80E-25 120.961 0.860752
T20H_0.3_d_2 98.2693 341 123.403 344 -49.1346 6.97E-06 106.269 0.836768
T20HO_a_1 337.047 616 429.306 621 -168.524 1.09E-18 349.047 0.814743
T3CS_S.2_a 1l 600.738 535 743.963 539 -300.369 2.84E-30 610.738 0.804428
T3CS_S.2_a_2 252.064 534 380.879 539 -126.032 2.07E-26 264.064 0.903727
T3NH1_d_1 819.604 1351 1310.95 1355 -409.802 2.49E-105 829.604 0.87555
T3NH1_d_2 653.236 1349 806.332 1355 -326.618 8.35E-31 667.236 0.815805
T3NH2_a_1 91.8939 249 228.17 254 -45.947 5.41E-28 103.894 0.785125
T3NH2_d_1 56.8518 254 56.8518 254 -28.4259 0 58.8518 1
T3NH2_d_2 209.98 250 260.653 254 -104.99 1.26E-10 219.98 0.798804
T3NH2_d_3 190.001 250 211.197 254 -95.0005 0.000132318 200.001 0.6758
T4ANH2_d_1 14.5676 257 32.7839 261 -7.28378 0.000504397 24.5676 0.981982
T4ANH2_d_2 111.333 259 169.463 261 -55.6666 1.19E-13 117.333 0.885756
T4NH2_d_3 228.221 258 286.721 261 -114.111 6.05E-13 236.221 0.796935
T4ANH2_d_4 36.6635 259 49.493 261 -18.3318 0.000818619 42.6635 0.897276
T4PO_0.2_a_1 70.1498 157 124.402 159 -35.0749 8.28E-13 76.1498 0.90579
T4PO_0.2_a_2 60.0967 157 160.129 159 -30.0483 9.49E-23 66.0967 0.96582
acyclic_n_N.2_a_1 106.294 398 332.706 404 -563.1472 2.19E-46 120.294 0.978734
acyclic_n_N.2_a_2 2.75E-06 403 14.0053 404 -1.37E-06 9.70E-05 4 1
al_oh_0.3 a_1 1948.74 2072 2604.59 2078 -974.372 1.03E-138 1962.74 0.828376
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