Supplementary Information

Table 1. Estimated and predicted free energy upon binding of paclitaxel and epothilone analogs

to tubulin; kcal/mol.

Compd Kexp(”M) Kpred(”M) Kp/Ke DGexp  DGpreg  DDG  Ref

Training set
1 15 14 0.9 -6.5 -6.5 0.0 d
2 7.5 6.9 0.9 -6.9 -6.9 0.0 e
3 60 46 0.8 -5.7 -5.8 -0.1 e
4 4.4 3.8 0.9 -7.2 -7.3 -0.1 f
5 7.6 74 1.0 -6.9 -6.9 0.0 e
6 11 19 1.7 -6.6 -6.3 0.3 g
7 3000 2300 0.8 -3.4 -3.5 -0.1 h
8 4500 4700 11 -3.1 -3.1 0.0 i
9 4500 3700 0.8 -3.1 -3.2 0.1 i
13 120 140 11 -5.2 -5.1 0.1 k
14 710 570 0.8 -4.2 -4.3 -0.1 k
15 3400 4100 1.2 -3.3 -3.2 0.1 k
17 4.0 3.3 0.8 -7.2 -7.3 0.1 d
19 22 65 2.8 -6.2 -5.6 0.6 d
26 39 26 0.7 -5.9 -6.1 -0.2 d

Test set®
10 18 11 0.7 -6.4 -6.6 -0.2 e
11 90 150 1.6 -54 -5.1 0.3 f
12 260 830 3.2 -4.8 -4.1 0.7
16 14 12 0.9 -6.5 -6.6 -0.1 d
18 71% b 22 -6.3 |
20 17% b 1400 -3.8 |
21 0.5% ° 1300 3.9 m
22 51% b 75 -5.5 |
23 13% b 6200 -3.0 |
24 25 29 1.2 -6.2 -6.1 0.1

d
25 3.3 14 4.1 -7.3 -6.5 0.8 d
17 4.0 180000¢ 45000 -7.2 -1.0 -6.2 n




2 slope=0.26, intercept=1.79, R=0.99, rms=0.19 Kcal/mol,

b Percentage of tubulin polymerization from Ref. 5f,

¢ Relative to 16. d Epothilone B with thiazole ring matched to paclitaxel’s C-10 Oac,
d Ref. 5g,

® Ref. 12,

f
G. I. Georg, G. C. B. Harriman, D. G. Vander Velde, T. C. Boge, Z. S. Cheruvallath, A. Datta, M. Hepperle, H. Park,

R. H. Himes, L. Jayasinghe in “Taxane Anticancer Agents,” Eds. G. I. Georg, T. T. Chen, I. Ojima, D. M. Vyas, ACS
Symposium Series 583, ACS, Washington, DC, 1995, 217-232,

L. L. Klein, Tetrahedron Lett. 1993, 34, 2047-2050,

S.-H. Chen, J. -M. Wei, B. H. Long, C. A. Fairchild, J. Carboni, S. W. Mamber, W. C. Rose, K. Johnston, A.
M. Casazza, J. F. Kadow, V. Farina, D. M. Vyas, T. W. Doyle. Bioorg. & Med. Chem. Lett. 1995, 5, 2741-2746,

? S.-H. Chen, J. -M. Wei, V. Farina. Tetrahedron Lett. 1993, 34, 3205-3206,
J M. D. Chordia and D. G. I. Kingston. J. Org. Chem. 1996, 61, 799-801,

k X. Liang, D. G. I. Kingston. Tetrahedron 1997, 53, 3441-3456,

! Ref. 5f,

m Ref. 5n,

" Ref. 21.

9

20 Amino Acid Minireceptor, pdb coordinates.
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SEQRES 1 1 ARG
SEQRES 1 1 GLU
SEQRES 1 1 VAL
SEQRES 1 1 HID
SEQRES 1 1 ILE
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SEQRES 1 1 VAL
SEQRES 1 1 VAL
SEQRES 1 1 ILE
SEQRES 1 1 GLU
SEQRES 1 1 PHE
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SEQRES 1 1 VAL
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SEQRES 1 1 SER
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ATOM 1 N ARG 4 -3.298 -1.072 3.529 1.00 0.00
ATOM 2 CA ARG 4  -2.423 -1.695 2.544 1.00 0.00
ATOM 3 C ARG 4 -1.054 -1.982 3.185 1.00 0.00
ATOM 4 O ARG 4 -0.680 -3.135 3.409 1.00 0.00
ATOM 5 CB ARG 4  -2.353 -0.837 1.259 1.00 0.00
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ATOM 7 CD ARG 4  -3.553 0.263 -0.828 1.00 0.00
ATOM 8 NE ARG 4 -4.862 0.467 -1.455 1.00 0.00
ATOM 9 CZ ARG 4  -5.465 -0.415 -2.276 1.00 0.00
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4.359 1.00 0.00
2.267 1.00 0.00
1.551 1.00 0.00
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7 -7.786 -9.736 1.832 1.00 0.00
7 -11.373 -7.449 1.751 1.00 0.00

N ILE 8 -18.590 -4.536 4.285 1.00 0.00

CA ILE

8 -18.080 -3.167 4.362 1.00 0.00
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8 -17.365 -2.764 1.943 1.00 0.00
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-1.795 -9.297 2.175 1.00 0.00
-1.090 -8.763 0.944 1.00 0.00
-1.655 -8.960 -0.330 1.00 0.00
0.136 -8.086 1.066 1.00 0.00
-1.002 -8.469 -1.475 1.00 0.00
0.787 -7.592 -0.076 1.00 0.00
0.218 -7.782 -1.349 1.00 0.00
0.846 -7.303 -2.460 1.00 0.00
-2.475-11.515 4.224 1.00 0.00
-2.215-11.260 1.358 1.00 0.00
-2.835 -8.901 2.167 1.00 0.00
-1.256 -8.905 3.066 1.00 0.00
-2.608 -9.500 -0.430 1.00 0.00
-1.447 -8.623 -2.470 1.00 0.00
1.723 -6.949 -2.286 1.00 0.00
1.744 -7.058 0.023 1.00 0.00
0.586 -7.943 2.061 1.00 0.00

-5.981 -5.269 9.511 1.00 0.00
-6.121 -5.824 8.163 1.00 0.00
-5.912 -7.346 8.224 1.00 0.00
-5.366 -7.871 9.181 1.00 0.00
-5.189 -5.089 7.163 1.00 0.00
-5.592 -3.614 7.102 1.00 0.00
-3.725 -5.183 7.575 1.00 0.00
-5.401 -5.760 10.175 1.00 0.00
-7.169 -5.646 7.836 1.00 0.00
-5.317 -5.539 6.154 1.00 0.00
-5.013 -3.095 6.306 1.00 0.00
-6.681 -3.536 6.880 1.00 0.00
-5.390 -3.130 8.087 1.00 0.00
-3.093 -4.617 6.850 1.00 0.00
-3.587 -4.754 8.591 1.00 0.00
-3.401 -6.254 7.583 1.00 0.00

-7.371-20.672 -7.020 1.00 0.00
-7.690 -19.256 -7.139 1.00 0.00
-6.641 -18.430 -6.372 1.00 0.00
-6.914 -17.876 -5.306 1.00 0.00
-9.149 -18.988 -6.700 1.00 0.00
-9.657 -17.534 -6.583 1.00 0.00



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
TER
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
TER
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
TER
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

266
267
268
269
270
271
272
273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296

297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314
315

316

317
318
319
320
321
322
323
324
325
326
327
328
329

CD ARG
NE ARG
CZ ARG

18
18
18

NH1 ARG
NH2 ARG
HN ARG

HA ARG

HB1 ARG
HB2 ARG
HG1 ARG
HG2 ARG
HD1 ARG
HD2 ARG
HNE ARG
HN11ARG
HN12ARG
HN21ARG
HN22ARG

18
18
18
18
18
18
18
18
18
18
18
18
18
18
18

ARG 18

N SER 19
CA SER 19
C SER 19
O SER 19
CB SER 19
OG SER 19
HN SER 19
HA SER 19
HB1 SER 19
HB2 SER 19
HOG SER 19
SER 19

N LEU 20
CA LEU 20
C LEU 20
O LEU 20
CB LEU 20
CG LEU 20
CD1LEU 20
CD2 LEU 20
HN LEU 20
HA LEU 20
HB1LEU 20
HB2 LEU 20
HG LEU 20
HD1LEU 20
HD2 LEU 20
HD3 LEU 20
HD4 LEU 20
HD5 LEU 20
HD6 LEU 20
LEU 20

N ASN 21
CA ASN 21
C ASN 21
O ASN 21
CB ASN 21
CG ASN 21
OD1ASN 21
ND2 ASN 21
HN ASN 21
HA ASN 21
HB1 ASN 21
HB2 ASN 21
HND1ASN 21

-11.083 -17.286 -6.093 1.00 0.00
-11.407 -15.858 -6.018 1.00 0.00
-10.921 -15.011 -5.090 1.00 0.00
-10.078 -15.456 -4.135 1.00 0.00
-11.308 -13.721 -5.136 1.00 0.00
-7.294 -21.076 -6.099 1.00 0.00
-7.609 -18.982 -8.214 1.00 0.00
-9.808 -19.503 -7.435 1.00 0.00
-9.276 -19.457 -5.698 1.00 0.00
-8.973 -17.006 -5.881 1.00 0.00
-9.575-17.079 -7.594 1.00 0.00
-11.795-17.776 -6.795 1.00 0.00
-11.196 -17.732 -5.080 1.00 0.00
-12.017 -15.501 -6.739 1.00 0.00
-9.824 -14.884 -3.342 1.00 0.00
-9.693 -16.390 -4.195 1.00 0.00
-10.951 -12.999 -4.517 1.00 0.00
-12.004 -13.425 -5.813 1.00 0.00

1.154 -14.021 -3.816 1.00 0.00

0.006 -14.762 -3.314 1.00 0.00
0.727 -15.440 -4.484 1.00 0.00

0.595 -16.644 -4.705 1.00 0.00

-0.891 -13.803 -2.523 1.00 0.00
-1.870 -14.546 -1.791 1.00 0.00
1.474 -14.205 -4.757 1.00 0.00
0.372 -15.554 -2.621 1.00 0.00
-0.268 -13.213 -1.814 1.00 0.00
-1.404 -13.112 -3.229 1.00 0.00
-2.469 -13.923 -1.366 1.00 0.00

8.988 -15.607 -1.472 1.00 0.00
-7.636 -15.069 -1.514 1.00 0.00
7.423 -14.106 -0.335 1.00 0.00
6.654 -14.384 0.585 1.00 0.00
-7.413 -14.407 -2.876 1.00 0.00
-6.088 -13.680 -3.218 1.00 0.00
-4.879 -14.604 -3.104 1.00 0.00
-6.156 -13.059 -4.613 1.00 0.00
-9.122 -16.551 -1.138 1.00 0.00
-6.917 -15.914 -1.412 1.00 0.00
-7.538 -15.206 -3.638 1.00 0.00
-8.225-13.653 -2.996 1.00 0.00
-5.956 -12.853 -2.484 1.00 0.00
-3.951 -14.050 -3.373 1.00 0.00
-4.796 -14.978 -2.059 1.00 0.00
-5.006 -15.469 -3.791 1.00 0.00
-5.270 -12.407 -4.783 1.00 0.00
-6.175-13.867 -5.379 1.00 0.00
-7.085 -12.454 -4.704 1.00 0.00

2.984 -1.593 -5.314 1.00 0.00
-2.847 -0.140 -5.248 1.00 0.00
4.144 0.461 -4.694 1.00 0.00
5.245 0.033 -5.033 1.00 0.00
-2.432 0.432 -6.619 1.00 0.00
-2.304 1.951 -6.715 1.00 0.00
-2.240 2.658 -5.717 1.00 0.00
-2.220 2.473 -7.938 1.00 0.00
-3.908 -1.996 -5.359 1.00 0.00
-2.033 0.092 -4.527 1.00 0.00
-1.441 -0.007 -6.881 1.00 0.00
-3.189 0.108 -7.365 1.00 0.00
-2.176 3.478 -8.017 1.00 0.00



ATOM 330
TER 331
ATOM 332
ATOM 333
ATOM 334
ATOM 335
ATOM 336
ATOM 337
ATOM 338
TER 339
ATOM 340
ATOM 341
ATOM 342
ATOM 343
ATOM 344
ATOM 345
ATOM 346
ATOM 347
ATOM 348
ATOM 349
ATOM 350
ATOM 351
ATOM 352
ATOM 353
TER 354
ATOM 355
ATOM 356
ATOM 357
ATOM 358
ATOM 359
ATOM 360
ATOM 361
ATOM 362
ATOM 363
ATOM 364
ATOM 365
ATOM 366
ATOM 367
ATOM 368
ATOM 369
ATOM 370
ATOM 371
ATOM 372
ATOM 373
TER 374
CONECT 1
CONECT 8
CONECT 10
CONECT 11
CONECT 12
CONECT 20
CONECT 21
CONECT 22
CONECT 23
CONECT 24
CONECT 26
CONECT 35
CONECT 42
CONECT 47
CONECT 48
CONECT 49
CONECT 52
CONECT 53
CONECT 54

HND2ASN 21
ASN 21

N GLY 22
CA GLY 22
C GLY 22
O GLY 22
HN GLY 22
HA1GLY 22
HA2 GLY 22
GLY 22

N PRO 23
CA PRO 23
C PRO 23
O PRO 23
CB PRO 23
CG PRO 23
CD PRO 23
HD1 PRO 23
HD2 PRO 23
HG1PRO 23
HG2 PRO 23
HB1PRO 23
HB2 PRO 23
HA PRO 23
PRO 23
N LEU 24
CA LEU 24
C LEU 24
O LEU 24
CB LEU 24
CG LEU 24
CD1LEU 24
CD2LEU 24
HN LEU 24
HA LEU 24
HB1LEU 24
HB2 LEU 24
HG LEU 24
HD1 LEU 24
HD2 LEU 24
HD3 LEU 24
HD4 LEU 24
HD5 LEU 24
HD6 LEU 24
LEU 24

2 12

7 9 20

9 21 22

9 23 24

1
8
10
10
11
11
27
26
43
46
46
42
47
47
47

35

49
52
55

53
56

54
57

-2.160 1.885 -8.755 1.00 0.00

-0.775 -5.376 1.765 1.00 0.00

-0.591 -4.675

0.501 1.00 0.00

0.805 -4.065 0.382 1.00 0.00
1.275 -3.425 1.324 1.00 0.00

-0.724 -4.838
-0.741 -5.395
-1.345 -3.861

-2.725-12.865 -

-2.038 -12.036

2.615 1.00 0.00
-0.334 1.00 0.00
0.427 1.00 0.00

9.245 1.00 0.00
-8.245 1.00 0.00

-1.803 -12.976 -7.071 1.00 0.00

-2.848 -13.245 -

-2.920 -10.837
-4.202 -10.988
-4.051 -12.284
-4.159 -12.077
-4.818 -12.997
-5.071-11.048
-4.317 -10.138
-3.152 -10.832
-2.410 -9.908
-1.076 -11.699

6.433 1.00 0.00
-7.887 1.00 0.00
-8.709 1.00 0.00
-9.509 1.00 0.00

-10.574 1.00 0.00

-9.203 1.00 0.00
-8.049 1.00 0.00
-9.383 1.00 0.00
-6.819 1.00 0.00
-8.146 1.00 0.00
-8.631 1.00 0.00

-6.449 -13.719 4.296 1.00 0.00

-5.219 -13.323

3.637 1.00 0.00

-5.575-12.236 2.625 1.00 0.00
-6.662 -11.663 2.704 1.00 0.00

-4.462 -14.534
-3.088 -14.366
-2.361 -15.697
-3.248 -13.674
-7.255 -13.125
-4.557 -12.866
-4.307 -15.259
-5.146 -14.981
-2.459 -13.712
-1.365 -15.531
-2.224 -16.171
-2.966 -16.375
-2.249 -13.500
-3.860 -14.314
-3.766 -12.700

3.026 1.00 0.00
2.328 1.00 0.00
2.165 1.00 0.00
0.976 1.00 0.00
4.126 1.00 0.00
4.405 1.00 0.00
3.856 1.00 0.00
2.268 1.00 0.00
2.973 1.00 0.00
1.694 1.00 0.00
3.162 1.00 0.00
1.522 1.00 0.00
0.517 1.00 0.00
0.302 1.00 0.00
1.118 1.00 0.00



CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT
CONECT

55
56

59
65
66

69
73
74
75
77
82

84
85
88

90
91
92
93
94
95

102
103
107
109
114
115
116
119
120
121
122
123
124
126
131
132
133
136
137
138
139
140
141
143
148
149
150
151
154
155
156
157
158
159
160
161
163
172
179

48
48
48
60
64
64
65
59
65
67
66
78
81
81
82
77
83
83
83
82
82
84
84
84

69
67
68
68

85
84

93

98 103

101

97
102
110
113
113
109
114
114
114
115
115
115
127
130
130
126
131
131
131
132
132
132
144
147
147
148
143
149
149
149
148
148
150
150
150
164
163
180

107

116
119
122

133
136
139

151
150
154
159

172

190

73
75
74

91
89
94

120
123

137
140

157
155
160

92

95

121
124

138
141

158
156
161



CONECT 189 187 188 196
CONECT 190 179

CONECT 196 189

CONECT 200 201 211
CONECT 210 208 209 217
CONECT 211 200

CONECT 217 210

CONECT 221 222 233
CONECT 232 231 239
CONECT 233 221

CONECT 239 232

CONECT 243 244 250
CONECT 248 247 253 254 255
CONECT 249 247 256 257 258
CONECT 250 243

CONECT 253 248

CONECT 254 248

CONECT 255 248

CONECT 256 249

CONECT 257 249

CONECT 258 249

CONECT 260 261 271
CONECT 267 266 268 279
CONECT 269 268 280 281
CONECT 270 268 282 283
CONECT 271 260

CONECT 279 267

CONECT 280 269

CONECT 281 269

CONECT 282 270

CONECT 283 270

CONECT 285 286 291
CONECT 290 289 295
CONECT 291 285

CONECT 295 290

CONECT 297 298 305
CONECT 303 302 310 311 312
CONECT 304 302 313 314 315
CONECT 305 297

CONECT 310 303

CONECT 311 303

CONECT 312 303

CONECT 313 304

CONECT 314 304

CONECT 315 304

CONECT 317 318 325
CONECT 324 322 329 330
CONECT 325 317

CONECT 329 324

CONECT 330 324

CONECT 332 333 336
CONECT 336 332

CONECT 355 356 363
CONECT 361 360 368 369 370
CONECT 362 360 371 372 373
CONECT 363 355

CONECT 368 361

CONECT 369 361

CONECT 370 361

CONECT 371 362

CONECT 372 362

CONECT 373 362

MASTER 0 0 0 0O 0O O O 0353 21145 21
END



Taxol Conformation in the Minireceptor, mol2 format

# Name:
#  Creating user name:
#  Creation time:

#  Modifying user name:
#  Modification time:

tax.mol2
minmin

minmin

@<TRIPOS>MOLECULE

tax.mol2
113 119
SMALL

1 0 1

NO_CHARGES

@<TRIPOS>ATOM

1CT
2CT
3CT
4CT
5CT

-6.5110
-7.9790
-8.2450
-9.1130
-10.0260 -5.5710 C.3
-10.0390 -6.9480 C.3
-11.3710 -8.8710 -7.8300 C.
-9.8310 -8.7200 -7.9020 C.
-9.5430 -7.7140 -9.0350C.2
-9.8980 -6.2300 -8.8590 C.3
-8.9780 -5.5300 -7.8550C.2
-9.4080 -4.7160 -6.8670C.2
-8.5230 -4.3590 -5.6740C.3
-7.7500 -5.6360 -5.2890 C.3
-71.4620 -5.8210 -7.8410C.3
-6.8300 -6.6490 -8.9860 C.3
-6.7060 -4.4650 -7.9820 C.3
-10.8170 -4.1130 -6.8990C.3
C3
C3
0.3
0.3

-7.2260
-7.7860
-9.3300
-9.9180
-11.1400
-11.8040

3
3

-9.2280 -10.0820 -8.3300
-9.2240 -10.4520 -5.0240
-7.3770 -8.4130 -5.0140
-10.0480 -8.3360 -4.1180
-10.3930 -11.1900 -5.2980 O.3
-11.9500 -9.1020 -9.1050 O.3
-9.0920 -8.1050 -10.1040 0.2
-9.8840 -5.5200 -10.1050 O.3
-9.3190 -3.9020 -4.5670 0.3
-9.5590 -2.7500 -2.5080 C.3
-8.8770 -1.7330 -1.79300.3
-9.8060 -3.9430 -1.5690 C.3
-10.9170 -3.7920 -0.5400 C.ar
-11.4790 -2.5390 -0.2130 C.ar
-12.5050 -2.4380 0.7450 C.ar
-12.9790 -3.5900 1.3940 C.ar
-12.4220 -4.8410 1.0860 C.ar
-11.3970 -4.9370 0.1270 C.ar
-8.5940 -4.2340 -0.8140 N.am
-7.7450 -5.6480 -2.3220 0.2
-6.2560 -9.1390 -4.9080 C.2
-5.5900 -9.5010 -5.84200.2
-5.9640 -9.4490 -3.4830 C.ar

Fri Mar 12 11:04:55 1999

Fri Mar 12 11:04:55 1999

1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>

1<1>

1<1>

1<1>
1<1>

1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>

0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000



42C

43C

44 C

45C

46 C

47 CT
48 H

49 HO
50 HO
51C

520

53C

540

55C

56 C

57C

58 C

59 C

60 C

61C

62 HC
63 HC
64 HC
65 HC
66 HC
67 HC
68 HC
69 HC
70 HC
71 HC
72 HC
73 HC
74 HC
75 HC
76 HC
77 HC
78 HC
79 HC
80 HC
81 HC
82 HC
83 HC
84 HC
85 HC
86 HC
87 HC
88 HC
89 HC
90 HC
91 HC
92 HC
93 HC
94 HC
95 HC
96 HC
97 HC
98 HC
99 HC
100 HC

-6.7420 -8.9240 -2.4240 C.ar
-6.4390 -9.2310 -1.0850 C.ar
-5.3510 -10.0660
-4.5670 -10.5930 -1.8220 C.ar
-4.8740 -10.2830
-11.3840 -7.1890 -2.5830C.3
-8.4500 -3.7090 0.0330 H
-11.8480 -8.3300 -9.6790 H
-7.9930 -2.0810 -1.6210H
-8.6690 -3.1090 -3.7050 C.2
-7.5490 -2.6870 -3.8400 0.2

-11.1380
-11.8390
-7.6500
-6.4620
-5.3590
-4.2230
-4.1730
-5.2630
-6.3990
-5.3880
-3.3900
-3.3010
-5.2300
-7.2300
-7.3060
-9.8110
-11.9530
-11.5940
-12.8860
-11.8180
-10.9080
-7.8610
-8.4330
-6.9180
-7.1540
-5.7410
-7.0340
-6.1200
-6.0070
-7.3920
-11.1900
-11.5020
-10.7890
-9.6840
-8.1550
-9.3940
-8.3800
-8.8810
-10.5090
-10.0800
-11.1290
-12.9260
-13.7670
-12.7780
-10.9650

-71.5720
-7.2650
-5.0780
-5.3000
-6.0210
-6.2550
-5.7630
-5.0410
-4.8130
-6.4010
-6.8160
-5.9420
-4.6650
-4.2720
-8.6160
-7.2890
-9.8980

-0.7830 C.ar
-3.1600 C.ar

-4.0340 C.2
-4.9610 O.2
-1.2390 C.2
-0.3760 C.ar
-0.8770 C.ar
-0.0820 C.ar
1.2320 C.ar
1.7470 C.ar
0.9490 C.ar
-1.8890 H
-0.4860 H
1.8460 H
2.7610 H
1.3750 H
-7.0640 H
-6.3300 H
-4.8540 H

-10.9860 -7.4470H

-9.9820
-7.9640
-6.2020
-3.5520
-6.2270
-5.3520
-6.2610
-6.5810
-7.7110
-4.2380
-4.4630
-3.6410
-3.9710
-4.7530
-3.1300
-10.4060
-10.0010
-10.8720
-10.7040
-10.5530
-2.3700
-4.7890
-1.6340
-1.4720
-3.5120
-5.7310
-5.9020

-6.8150 H
-71.4240 H
-8.4570 H
-5.9820 H
-4.6810 H
-4.6420 H
-9.9520 H
-8.9410 H
-8.9350 H
-7.0930 H
-8.8180 H
-8.1810 H
-7.9120 H
-6.3420 H
-6.4260 H
-9.2660 H
-8.5020 H
-7.6090 H
-5.6630 H
-3.9930 H
-2.8860 H
-2.1980 H
-0.6870 H
0.9850 H

2.1320 H

1.5880 H
-0.0950 H

-7.5770 -8.2660 -2.6250 H
-7.0370 -8.8120 -0.2880 H
-5.1160 -10.2960 0.2470 H

1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>
1<1>

0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000



101 HC -3.7270 -11.2350 -1.5940H 1<1> 0.0000
102 HC -4.2640 -10.6910 -3.9560 H 1<1> 0.0000

103 HC -10.4370 -7.0100 -2.0760 H 1<1> 0.0000
104 HC -12.0010 -6.2910 -2.5460 H 1<1> 0.0000
105 HC -11.9070 -8.0040 -2.0830 H 1<1> 0.0000

106 OH -5.8160 -6.5740 -6.32900.3 1<1> 0.0000
107 HO -5.4950 -7.4010 -6.7080 H 1<1> 0.0000
108 C -10.8090 -5.9430 -10.9750C.2  1<1> 0.0000
109 O -11.5620 -6.8660 -10.79100.2  1<1> 0.0000
110 CT -10.7750 -5.0680 -12.2210C.3  1<1> 0.0000
111 HC -11.5150 -5.4250 -12.9370 H 1<1> 0.0000
112 HC -11.0010 -4.0370 -11.9520 H 1<1> 0.0000
113 HC -9.7840 -5.1180 -12.6730 H 1<1> 0.0000
@<TRIPOS>BOND
1 21
14 11
151
106 1
31
211
671
41
81
68 1
51
201
221
61
231
691
61
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821
831
841
851
861
871
881
231
891
901
391
531
491
108 1
271
291
301
511
911
501
311
371
921
32ar
36 ar
33ar
931
34 ar
941
35ar
951
36 ar
9% 1
971
48 1
551
382
40 2
411
42 ar
46 ar
43 ar
981
44 ar
991
45 ar
1001
46 ar
1011
102 1
471
1031
104 1
1051
522
542
561
57 ar
61 ar



105 57 58ar

106 57 621

107 58 59ar

108 58 631

109 59 60 ar

110 59 641

111 60 6lar

112 60 651

113 61 661

114 106 1071

115 108 109 2

116 108 1101

117 110 1111

118 110 1121

119 110 1131
@<TRIPOS>SUBSTRUCTURE

1x*** 28 TEMP Q #x** **xx 0 ROOT
@<TRIPOS>SET
ATOMSINVISIBLE STATIC ATOMS DISPGROUP SYSTEM
51484950 62 63 64 6566 67 6869 70 71 7273747576 77\
78798081 82 83 84 8586 87 88899091 92939495\
96 97 98 99 100 101 102 103 104 105 107 111 112 113

Epothilone Conformation in the Minireceptor, mol2 format

# Name: EP1h.mol2
#  Creating user name: minmin
# Creation time: Fri Mar 12 11:04:55 1999

#  Modifying user name: minmin
#  Modification time:  Fri Mar 12 11:04:55 1999

@<TRIPOS>MOLECULE
EP1b.mol2

76 78 1 0 2
SMALL
NO_CHARGES

@<TRIPOS>ATOM
1C -7.6110 -3.7070 -2.2460C.2 1<1> 0.0000
2CT -6.4580 -4.6840 -1.9990C.3 1<1> 0.0000
3CT -6.8540 -6.1690 -2.1130C.3 1<1> 0.0000
4CT -5.6480 -7.1360 -2.2260C.3 1<1> 0.0000
5C -5.1050 -7.1280 -3.6720C.2 1<1> 0.0000
6CT -5.8170 -7.9550 -4.7610C.3 1<1> 0.0000
7CT -6.0100 -7.1570 -6.0680C.3 1<1> 0.0000
8CT -6.9320 -5.9250 -5.9320C.3 1<1> 0.0000
9CT -8.4190 -6.3120 -5.7610C.3  1<1> 0.0000
10CT -9.3000 -5.0770 -5.5370
11CT -10.7410 -5.4270 -5.1300
12CT -10.8840 -5.9830 -3.7140
13CT -10.8760 -5.0840 -2.5010
14 CT -10.6520 -3.5790 -2.5540

C. 1<1> 0.0000

C

C

C

C
15CT -9.7310 -3.0620 -1.4320 C.

0.

0.

C

C.

3

3 1<1> 0.0000
3 1<1> 0.0000
3 1<1> 0.0000
3 1<1> 0.0000
3 1<1> 0.0000
3 1<1> 0.0000
3 1<1> 0.0000
3 1<1> 0.0000
3 1<1> 0.0000

16 OE -8.5280 -3.8330 -1.2820
17 OE -9.7990 -5.9530 -2.8030
18CT -11.7920 -7.1990 -3.7270
19CT -6.7500 -5.0270 -7.1660



20 OH
21CT
220

23CT
24 CT
25 OH
26 O

27 C

28 C

29CT
30C

31C

32N

33C

34 SR
35CT
36 HO
37 HO
38 HC
39 HC
40 HC
41 HC
42 HC
43 HC
44 HC
45 HC
46 HC
47 HC
48 HC
49 HC
S0 HC
51 HC
52 HC
53 HC
54 HC
55 HC
56 HC
57 HC
58 HC
S9 HC
60 HC
61 HC
62 HC
63 HC
64 HC
65 HC
66 HC
67 HC
68 HC
69 HC
70 HC
71 HC
72 HC
73 HC
74 HC
75 HC
76 HC

-6.5230 -7.9990 -7.0870 O.
-5.0680
-4.1080 -6.4770 -3.9550

-5.0000

-6.0780
-4.5440
-7.6850

-9.2210

-8.5540
-6.7330
-6.5380

Oo
N 7

-7.6590 -2.9150 -3.1490

-10.4610

-3.0730

-10.9780 -1.9560 0.4710

-10.5830
-11.5870
-11.8570
-11.9010
-12.3900

-12.5350

-12.8060

-6.4750
-8.5990
-5.6900
-6.0510
-7.4290
-6.7960
-5.0230
-6.6100
-8.7740
-8.5310
-9.3590
-8.8410

-11.1230

-11.3540

-11.5430

-10.2180

-11.6180

-9.4820

-12.8290

-11.5210

-11.6940

-7.1690
-5.6900
-7.2400
-5.5400
-4.0410
-4.8160
-5.2730
-6.2890
-6.9760
-3.7480
-4.1080
-4.9530

-10.9280

-10.0780

-10.1160

-11.6290

-11.6750

-12.1230

-12.7760

-13.8160

@<TRIPOS>BOND
1 1 21

-4.4210
-1.8300
-0.6560
-2.8940

0.6380 C.3
1.8200
2.3620

-2.4480 3.7590

-0.7390
-3.4270
-7.5210
-6.4290
-4.4640
-4.4850
-6.2910
-8.2690
-6.8200
-5.3440
-6.8360
-6.9770
-4.5110
-4.4470

-6.1430

-4.5280

-5.3110

-3.2990

-3.0790
-2.0240

-6.8850

-7.8550

-7.7440
-5.5020
-4.8340
-4.0660
-9.8650
-8.9440
-9.7830
-9.2620
-8.5820
-8.8750
-7.4780
-5.7680
-6.6800

-1.0520

-4.3640

-5.2180

-4.6920

0.2890

-4.2770

-2.9350

-3.7810

3.9290S.3
4.8350 C.3
-7.9210 H
-1.3330 H
-2.7390 H
-1.0070 H
-3.0270 H
-4.4120 H
-6.3890 H
-5.0700 H
-6.6470 H
-4.9080 H
-6.4650 H
-4.7790 H
-5.8570 H
-5.2050 H
-1.6690 H
-3.5090 H
-2.4790 H
-1.6630 H
-3.8450 H
-4.5560 H
-2.7870 H
-8.0520 H
-7.3320 H
-7.0110 H
-5.7590 H
-5.5070 H
-4.1540 H
-1.9950 H
-0.7300 H
-2.3270 H
-1.2470 H
-1.4840 H
-0.2200 H
-0.1230 H
1.6010 H
0.0630 H
0.7800 H
1.8760 H
4.8400 H
5.8070 H
4.6350 H

C.2
C.2

2.6600 N.pl3
C.2
S.

0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
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61 25 371

62 27 282

63 27 291

64 28 301

65 28 691

66 29 701

67 29 711

68 29 721

69 30 312

70 30 321

71 31 341

72 31 731

73 32 331

74 33 341

75 33 351

76 35 741

77 35 751

78 35 761
@<TRIPOS>SUBSTRUCTURE

1 *kkk 1 TEMP O *kkk kkkk 0 ROOT
@<TRIPOS>SET
ATOMSINVISIBLE STATIC ATOMS DISPGROUP SYSTEM
4036 383940414243 44 45 46 47 48 49 50 51 52 53 54 55\
56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73\
747576
ATOMSYELLOW STATIC ATOMS COLORGROUP SYSTEM
761234567891011121314151617 1819\
202122 232425262728293031323334353637\
383940414243 44 45 46 47 48 4950 51 52 53 54 55\
56 57 58 59 60 61 62 63 64 65 66 67 68 69 70 71 72 73\
747576
@<TRIPOS>DATA _FILE

hbonds.dsp 0 7



