Table S2. Test set

HDAC Ligand pIC50(uM) HDAC Ligand pIC50(uM)
HDAC2 3 0.89478 HDAC6 321 -0.64378
HDAC2 7 1.005223 HDAC6 325 -0.65271
HDAC2 8 0.972247 HDAC6 330 -0.66992
HDAC2 10 1.694359 HDAC6 334 -0.69082
HDAC2 11 2.256114 HDAC6 337 -0.62087
HDAC2 12 2.320699 HDAC6 340 -0.61739
HDAC2 14 0.89478 HDAC6 345 -0.57407
HDAC2 15 0.907662 HDAC6 348 -0.56699
HDAC2 17 0.964461 HDAC6 354 -0.56081
HDAC2 24 1.505044 HDAC6 360 -0.51544
HDAC2 28 1.051292 HDAC6 361 -0.51307
HDAC2 30 1.093015 HDAC6 362 -0.49727
HDAC2 33 1.127886 HDAC6 363 -0.491
HDAC2 34 1.346953 HDAC6 365 -0.45925
HDAC2 39 1.750581 HDAC6 366 -0.42438
HDAC2 41 1.338552 HDAC6 368 -0.40717
HDAC2 45 1.743566 HDAC6 382 -0.38909
HDAC2 46 1.505044 HDAC6 383 -0.38655
HDAC2 49 1.716818 HDAC6 391 -0.37678
HDAC2 50 1.795864 HDAC6 393 -0.37181
HDAC2 60 1.993295 HDAC6 394 -0.37181
HDAC2 72 2.154208 HDAC6 395 -0.35177
HDAC2 74 1.838594 HDAC6 397 -0.3461
HDAC2 84 4.52213 HDAC6 398 -0.33448
HDAC2 88 0.934925 HDAC6 402 -0.32652
HDAC2 90 0.934925 HDAC6 405 -0.3245
HDAC2 93 1.723318 HDAC6 407 -0.32247
HDAC2 95 1.931533 HDAC6 408 -0.31627
HDAC2 96 1.857242 HDAC6 409 -0.31838
HDAC2 101 2.041401 HDAC6 410 -0.30366
HDAC2 103 0.988351 HDAC6 417 -0.30151
HDAC2 105 0.972685 HDAC6 420 -0.29276
HDAC2 110 1.919917 HDAC6 422 -0.28151
HDAC2 112 1.134047 HDAC6 424 -0.27575
HDAC2 113 1.132806 HDAC6 426 -0.24546
HDAC2 115 1.519504 HDAC6 427 -0.25544
HDAC2 133 0.988351 HDAC6 428 -0.2699
HDAC2 137 1.209998 HDAC6 430 -0.24546
HDAC2 145 1.606951 HDAC6 431 -0.24546
HDAC2 171 1.01397 HDAC6 434 -0.24546
HDAC2 176 1.857242 HDAC6 435 -0.21647
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