
Structure IDNUMBER MW Glide XP G score

C23H30N4O3S+2 F1396-0119 440.559 -10.3163

C22H20N4O4S F5015-0190 436.484 -10.227

C20H35N5O2
+
2 F2762-0281 375.513 -9.69593



C19H23Cl2N2O4+ F3255-0148 413.3 -9.59794

C21H30N6O5
+
2 F1144-0088 444.489 -9.40578



C20H23ClN5O2+ F5609-0376 399.879 -9.35411

C21H29N2O6S+ F2880-3762 436.522 -9.31757



C18H26N4O2S+2 F0638-0019 360.473 -9.23781

C16H16F2N3O3+ F2721-0534 335.31 -9.15392

C19H25N4O4S+ F5253-0138 404.483 -9.09713



C19H18N4O2S+2 F5269-0096 364.421 -9.04544

C17H20FN3+2 F2184-0148 283.348 -9.00998

C23H22N4O5
+
2 F3323-0523 432.435 -8.99051



C22H28N5O3S+ F5824-0285 441.547 -8.97308

C23H23N5O5
+
2 F2437-0337 447.449 -8.96925



C23H31N4O6S+ F3083-0348 490.573 -8.84514

C20H20N4O3S+2 F1260-0014 394.447 -8.84232

C27H34N3O3S+ F1654-0100 479.636 -8.82782



C17H22N3O5S+ F5570-0116 379.43 -8.82107

C24H30FN4O5+ F2573-0380 472.515 -8.81327

C22H27N5O3
+
2 F5610-0224 407.471 -8.81075



C21H23N5O3S+2 F3406-4826 423.489 -8.8097

C26H30N4+2 F1116-0042 396.534 -8.56082



C23H31N4O6+ F2086-0521 458.513 -8.3651

C18H29N2O2+ F5022-0125 304.431 -8.36429



C14H15N3O5S2 F3146-4688 369.41 -8.35285

C17H28N3O4+ F1288-0041 337.418 -8.35031

C16H15N4O3+ F0921-6479 310.312 -8.34363



C21H27N3+2 F1754-0062 319.449 -8.32822

C21H27BrN5O3+ F0279-0039 476.372 -8.31372

C31H37N2O4+ F1757-0349 500.636 -8.29808



C29H44Br4N2O4
+
2 F0191-0482 802.278 -8.29662

C20H20N3O6S+ F0526-2298 429.447 -8.1324

C15H25BrNO4+ F3368-0296 362.263 -8.00463



C19H23Cl2N2O3+ F1021-0469 397.3 -7.99601

C22H26N5O5+ F5832-1558 439.47 -7.99445

C16H17N6O5S+ F2599-0073 404.4 -7.98104



C10H15N3O5 F1811-0086 257.246 -7.97796

C13H23N3O3S+2 F2145-0053 299.387 -7.95808



C21H29N6O4+ F1532-0053 428.49 -7.95542



C21H36N6O2S+2 F0318-0282 434.599 -7.89271

C22H23N3O3
+
2 F1190-0086 375.426 -7.86714

C16H17N5O2S+2 F0017-0327 341.387 -7.84483



C12H15N3O5 F1586-0012 281.268 -7.84021

C19H18ClN4O3+ F5230-0424 384.821 -7.83133

C21H18FN3O+
2 F0842-0033 345.375 -7.82659



C20H35N7O4
+
2 F3001-0031 435.525 -7.82324

C16H13ClN3O2+ F3367-0071 313.743 -7.82045

C12H15NO4S F0792-0017 269.315 -7.80005



C19H21N4O+ F2491-0094 320.393 -7.72486

C17H17N6O4+ F6036-0527 368.351 -7.71068



C22H24FN2O3+ F5475-0141 382.434 -7.70698

C16H21N2O2S2+ F5020-0293 336.466 -7.7058



C18H15N2O5+ F0016-1291 338.319 -7.65333

C24H35N6O2+ F2791-0376 438.572 -7.65187



C15H10N5O2+ F0608-0966 291.268 -7.64774

C20H31N6O3+ F5341-0209 402.495 -7.63253

C21H20ClN2O3S+ F0365-0007 414.906 -7.61774



C21H21N4O5S+ F2738-2186 440.473 -7.57112

C23H24N3O6+ F0779-0378 437.451 -7.56945



C20H17FN5O2S+ F0654-1137 409.437 -7.56566

C17H27N2O3+ F1674-0038 306.404 -7.56223

C18H17N5O4S2 F1809-0178 431.483 -7.50545



C28H43NO6P+ F1035-0048 519.617 -7.50025

C24H23FN3O4S2+ F2652-1571 499.574 -7.4991



C13H14N6O2S F5285-0065 318.353 -7.49879

C22H24FN4O2S+ F5106-0174 426.508 -7.41305

C18H30N5O2+ F3124-1142 347.459 -7.40247



C12H18NO4+ F1276-0020 239.271 -7.3783

C18H29N2O3+ F3263-0061 320.431 -7.37717

C15H21N3O4
+
2 F3188-0108 305.333 -7.35866

C11H11N4O2+ F5868-0059 230.226 -7.27407



C18H20N4O5S F2800-0048 404.44 -7.27115

C23H21FN3O2S2+ F2742-0080 453.548 -7.22024

C10H16NO3+ F2167-0160 197.233 -7.21548



C20H27N4O2+ F5596-1295 354.451 -7.14968

C11H14N3+ F1558-0185 187.244 -7.14291

C15H22N3O6S2+ F5293-0621 403.467 -7.13037



C17H18N3O4S+ F2748-0144 359.399 -6.99149

C20H17N4OS+ F3183-0024 360.433 -6.96159

C25H31N4O3+ F0675-0456 434.537 -6.95894



C26H35N6O3+ F2291-0802 478.593 -11.5512

C22H30N2O6
+
2 F1011-0671 416.473 -10.8452

C20H17ClN4O4S F5015-0105 444.892 -10.8379

C20H27N4O6S+ F2504-0043 450.509 -10.8271



C18H28N5O3S+ F5248-0457 393.503 -10.5904

C20H26N7O3S+ F5607-0142 443.523 -10.5097

C23H29N3O5
+
2 F3226-2219 425.483 -10.4983



C26H24FN4O2S+ F3406-0664 474.552 -10.4412

C23H18N4O6S2+2 F1719-0016 508.523 -10.4117

C15H18N4O3
+
2 F2721-0588 300.316 -10.4114



C14H16N3O4+ F3177-0040 289.29 -10.3289

C18H25N6O5+ F1064-0133 404.425 -9.92186

C23H28FN4O4+ F2672-0363 442.489 -9.66921



C18H15N5O4S F5008-0250 397.408 -9.66661

C19H18F3N6O+ F5258-0089 402.378 -9.6525



C28H31N7O+
2 F9995-0193 479.583 -9.60481

C25H31N2O6+ F3385-3143 454.522 -9.42678



C19H25N2O4+ F1407-0377 344.41 -9.42633

C18H30N6O4
+
2 F3064-0211 392.457 -9.39895



C22H26N3O4+ F2811-0088 395.457 -9.394

C19H24N3O3S+ F5097-2237 373.469 -9.38166



C19H22N4OS2+2 F5282-0068 384.513 -9.07685

C24H31N2O5+ F1021-0722 426.511 -8.9507



C21H21N6O2S+ F0648-0329 420.488 -8.94256

C31H32N4O8 F0922-0900 588.616 -8.84854



C20H18N4O6S2 F3109-0096 474.505 -8.58599

C20H17N4O3S2+ F0695-0031 424.491 -8.05125



C22H25N4O4S2+ F2322-0789 472.576 -7.58102

C22H23N3O4 ERLOTINIB 393.43572


