Table 1S. Comparison of experimental and predicted® crystallographic parameters

Mo | A | a®y b (A" c (A" a(eg) | P(eg) | y(deg)
RDX

0.0 16414 13.2 11.6 10.72 90.00 90.0 90.00

18845 (14.8)[13.6876  (3.7)[11.9330  (2.9)[11.5378  (7.6)] 90.00 | (0.00) 90.0  (0.00)| 90.00 (0.00)
0.73 1565.7 13.02 11.42 10.53 90.00 90.0 90.00

1703.6 (8.8)[13.3848  (2.8)[11.5487 (L.1)[11.0208  (4.7)] 90.00 | (0.00)] 90.0  (0.00)| 90.00 (0.00)
2.75 1439.6 12.8 11.07 10.16 90.00 90.0 90.00

15165 (5.3)[13.0063  (L6)[11.1404  (0.6)]10.466  (3.0)] 90.00 | (0.00)] 90.0  (0.00)| 90.00 (0.00)
3.95 1389.0 12.67 10.93 10.03 90.00 90.0 90.00

14558 (4.8)[12.8046  (1.8)[10.9916  (0.6)]10.2712  (2.4)] 90.00 | (0.00)] 90.0  (0.00)| 90.00 (0.00)

B-HMX

0.0 519.4 6.54 11.03 8.71 90.00 1244 90.00

593.3 (14.2)[6.8600  (4.9)[11.5172 (4.4)]8.9288  (2.5)] 90.00 | (0.00)| 122.8 (-1.60)| 90.00 (0.00)
1.61 479.9 6.39 10.66 8.57 90.00 125.0 90.00

507.6 (7.3)[6.5089  (1.9)[10.8589 (3.2)[8.6893  (2.4)| 90.00 | (0.00)| 124.27 (-0.78)| 90.00 (0.00)
2.47 466.9 6.35 10.5 8.54 90.00 125.2 90.00

4887 (4.6)[6.4517  (1.6)/10.64 (1.3)[8.6413  (1.2)] 90.00 | (0.00)| 12454 (-0.66)| 90.00 (0.00)
3.24 457.6 6.3 10.41 8.51 90.00 1254 90.00

4751 (3.8)[6.3849  (1.4)[105104 (1.0)[8.5911  (L.0)| 90.00 | (0.00)| 12451 (-0.89)| 90.00 (0.00)
4.03 452.4 6.3 10.29 8.51 90.00 1254 90.00

4638 (2.5)(6.3424  (0.7)/10.4031  (1.1)|8.5564  (0.6)] 90.00 | (0.00)| 124.75 (-0.65)| 90.00 (0.00)
4.82 444.6 6.26 10.19 8.51 90.00 1255 90.00

4546 (2.3)[6.3083  (0.8)[10.2648  (0.7)[8.5396  (0.4)] 90.00 | (0.00)| 124.69 (0.81)| 90.00 (0.00)
5.42 440.4 6.24 10.16 8.48 90.00 1254 90.00

4483 (1.8)[6.2849  (0.7)[10.1899  (0.3)[8.5232  (0.5)] 90.00 | (0.00)| 124.79 (-0.61)| 90.00 (0.00)
6.31 437.8 6.22 10.08 8.51 90.00 125.3 90.00

4399 (05)[6.2521  (0.5)[10.07  (-0.1)|8.5087  (0.0)] 90.00 | (0.00)| 124.79 (-0.51)| 90.00 (0.00)
6.74 434.7 6.22 10.01 8.51 90.00 125.3 90.00

4362 (0.3)[6.2283  (0.1)[10.0269  (0.2)[8.4944  (-0.2)| 90.00 | (0.00)| 124.69 (-0.61)| 90.00 (0.00)
7.47 429.5 6.21 9.98 8.49 90.00 125.7 90.00

4305 (0.2)[6.2024  (-0.1)[9.9507  (-0.2)[8.4715  (-0.2)| 90.00 | (0.00)| 124.65 (-1.05)| 90.00 (0.00)




g-CL-20

0.0 1423.0 8.8520 12.5560 13.3860 90.00 106.82 90.00

16455 (15.6)[9.2739  (4.8)[13.3231 _ (6.1)|13.9806  (4.4)] 90.00 | (0.00)] 107.71 (0.89)] 90.00 | (0.00)
0.35 1392.1 8.783 12.453 13.281 90.00 106.61 90.00

1583.9 (13.8)[9.141 (4.1)[13.1717  (5.8)|13.7681 __ (3.7)] 90.00 | (0.00)] 107.16 (0.55)| 90.00 (0.00)
0.90 1356.5 8.7285 12.3091 13.1514 90.00 106.26 90.00

1480.6 (14.0)[8.9425  (2.4)[12.8058  (4.0)|13.5094  (2.7)| 90.00 | (0.00)| 106.85 (0.59)| 90.00 (0.00)
1.70 1299.0 8.5999 12,1114 12.9745 90.00 106.01 90.00

1444.4 (11.2)[8.8898  (3.4)[12.6031  (4.1)|13.4741 _ (3.8)] 90.00 | (0.00)] 106.90 (0.89)[ 90.00 (0.00)
250 1263.1 8.544 11.937 12.839 90.00 105.28 90.00

1354.8 (7.3)8.705 (1.9)[12.3231  (3.3)[13.1423 __ (2.4)] 90.00 | (0.00)] 106.06 (0.78)| 90.00 (0.00)

TATB

0.0 4425 9.01 9.028 6.812 108.6 91.8 120

5305 (19.9)[9.3649  (3.9)[9.3691  (3.8)[7.5054  (10.2)/107.22 |(-1.38)] 91.85 (0.05)/120.18 (0.18)
1.41 411.1 8.958 8.976 6.461 109.5 91.9 120

4478 (8.9)[9.0616  (1.2)[9.078 (1.1)[6.823 (5.6)108.52 [(-0.98)] 91.88 (0.02)[120.07 (0.07)
2.69 3916 8.877 8.895 6.289 109.9 91.9 120

4177 (6.7)[8.9667  (1.0)[8.9849  (1.0)[6.5509  (4.2)[109.46 |(-0.44)] 91.94 (0.04)|120.02 (0.02)
3.56 384.8 8.846 8.864 6.205 110.1 92 120

4045 (5.1)[8.9281  (0.9)[8.9373  (0.8)[6.4397  (3.8)/109.93 [(-0.17)] 91.95 (0.05)|120.08 (0.08)
6.17 3635 8.752 8.77 6.039 110.4 92 120

3775 (3.8)[8.8192  (0.8)[8.8361  (0.8)6.2001  (2.7)[110.73 | (0.33)] 92.18 (0.18)|119.96 (-0.04)
7.02 3515 8.678 8.695 5.951 110.6 92 120

3710 (5.6)[8.7888  (1.3)[8.8124  (1.4)[6.1396  (3.2)[110.94 | (0.34)] 92.12 (0.12)|119.94 (-0.06)

PETN

0.0 591.6 9.386 9.386 6.715 90.00 90.0 90.00

680.7 (15.1)[9.8749  (5.2)[9.8609  (5.1)|6.9908  (4.1)] 90.02 | (0.02)] 89.84 (-0.16)| 90.03 (0.03)
1.28 546.8 9.1926 9.1926 6.4706 90.00 90.0 90.00

582.0 (6.4)[9.3329  (1.5)[9.3435  (1.6)[6.6744 _ (3.2)] 90.00 | (0.00)| 89.96 (-0.04)| 90.06 (0.06)
2.25 530.8 9.1138 9.1138 6.3907 90.00 90.0 90.00

5486 (3.3)[9.1461  (0.4)[9.1547  (0.4)|6.5516  (2.5)] 90.16 | (0.16)| 89.96 (-0.04)| 90.05 (0.05)
353 504.4 8.9514 8.9514 6.2953 90.00 90.0 90.00

5220 (3.5)[8.9926  (0.5)[8.9904  (0.4)|6.4569  (2.6)] 90.01 | (0.01)] 89.93 (-0.07) 90.03 (0.03)
4.90 493.3 8.9054 8.9054 6.2201 90.00 90.0 90.00

502.3 (1.8)[8.8613  (-0.5)[8.8654  (-0.4)|6.3939  (2.8)] 90.01 | (0.01)] 89.96 (-0.04)| 90.03 (0.03)




5.64 482.0 8.8294 8.8294 6.1832 90.00 90.0 90.00

4928 (2.2)[8.8045  (-0.3)[8.8049  (-0.3)[6.3563 _ (2.8)] 90.02 | (0.02)] 89.98 (-0.02)| 90.03 (0.03)
6.73 469.6 8.7449 8.7449 6.1409 90.00 90.0 90.00

4818 (2.6)[8.7243  (0.2)[8.7279 _ (-0.2)[6.3269 __ (3.0)] 90.02 | (0.02)] 89.99 (-0.01)] 90.02 (0.02)
7.60 463.8 8.6952 8.6952 6.1342 90.00 90.0 90.00

4739 (22)[8.6714  (-0.3)[8.6746  (-0.2)[6.3001 __ (2.7)] 90.02 | (0.02)] 89.98 (-0.02)| 90.02 (0.02)
8.40 453.8 8.6398 8.6398 6.0791 90.00 90.0 90.00

4670 (2.9)[8.6266  (-0.2)[8.6296  (-0.1)[6.2732 __ (3.2)] 90.01 | (0.01)] 89.96 (-0.04)] 90.01 (0.01)
9.16 450.2 8.6257 8.6257 6.0502 90.00 90.0 90.00

461.1 (2.4)]85881  (-0.4)[8.5898  (-0.4)[6.25 (3.3)] 90.00 | (0.00)] 89.96 (-0.04)| 90.00 (0.00)

a. PWO1 at 545 eV, given directly under experimental value
b. Percent difference given in parentheses

c. Difference given in parentheses




Table 2S. Crystallographic and molecular structural parameters for RDX

P
(GPa)
SX
Expt. -0.4183
0.73 -04171
275  -0.4201
395 -0.0781
Expt. -0.0817
0.73  -0.0829
275  -0.0799
395 -0.0781
Expt. 0.4183
0.73 0.4171
2.75 0.4201
3.95 0.4220
Expt. 0.0817
0.73 0.0829
2.75 0.0799
3.95 0.0781
Expt. 0.4183
0.73 0.4171
2.75 0.4201
3.95 0.4220
Expt. 0.0817
0.73 0.0829
2.75 0.0799
3.95 0.0781
Expt. -0.4183
073 -04171
275  -0.4201
395 -0.4220
Expt. -0.0817
0.73  -0.0829
2.75  -0.0799

395 -0.0781

sy

-0.0948
-0.0929
-0.0924

0.0937

0.0948
0.0929
0.0924
0.0937

0.4052
0.4071
0.4076
0.4063

-0.4052
-0.4071
-0.4076
-0.4063

0.0948
0.0929
0.0924
0.0937

-0.0948
-0.0929
-0.0924
-0.0937

-0.4052
-0.4071
-0.4076
-0.4063

0.4052
0.4071
0.4076
0.4063

sz 0(°)

Molecule 1
-0.1479 101.42
-0.1482 100.69
-0.1479 100.49
0.3525 80.37
Molecule 2

0.35 78.58
0.3518 79.31
0.3521 79.51
0.3525 80.37
Molecule 3
-0.3521 78.58
-0.3518 79.31
-0.3521 79.51
-0.3525 80.37
Molecule 4

0.1479 101.42
0.1482 100.69
0.1479 100.49
0.1475 99.63
Molecule 5

0.1479 101.42
0.1482 100.69
0.1479 100.49
0.1475 99.63
Molecule 6
-0.3521 78.58
-0.3518 79.31
-0.3521 79.51
-0.3525 80.37
Molecule 7

0.3521 78.58
0.3518 79.31
0.3521 79.51
0.3525 80.37
Molecule 8
-0.1479 101.42
-0.1482 100.69
-0.1479 100.49
-0.1475 99.63

Crystallographic structural parameters

¢ (%)

32.44
32.20
31.85
31.50

32.44
32.20
31.85
31.50

-32.44
-32.20
-31.85
-31.50

-32.44
-32.20
-31.85
-31.50

32.44
32.20
31.85
31.50

32.44
32.20
31.85
31.50

-32.44
-32.20
-31.85
-31.50

-32.44
-32.20
-31.85
-31.50

v ()

-6.15
-8.50
-5.87

5.01

6.15
8.50
5.87
5.01

-6.15
-8.50
-5.87
-5.00

6.15
8.50
5.87
5.00

-6.15
-8.50
-5.87
-5.00

6.15
8.50
5.87
5.00

-6.15
-8.50
-5.87
-5.00

6.15
8.50
5.87
5.00

Molecular
parameters
rms max
A) deviation
A)

0.064 0.135
0.048 0.128
0.057 0.171
0.064 0.135
0.048 0.128
0.057 0.171
0.064 0.135
0.048 0.128
0.057 0.171
0.064 0.135
0.048 0.128
0.057 0.171
0.064 0.135
0.048 0.128
0.057 0.171
0.064 0.135
0.048 0.128
0.057 0.171
0.064 0.135
0.048 0.128
0.057 0.171
0.064 0.135
0.048 0.128
0.057 0.171



Table 3S. Crystallographic and molecular structural parameters for B-HMX

P
(GPa)

Expt.
1.61
2.47
3.24
4.03
4.82
5.42
6.31
6.74
7.47

Expt.
1.61
2.47
3.24
4.03
4.82
5.42
6.31
6.74
7.47

SX

0.2269
0.2279
0.2306
0.2320
0.2343
0.2351
0.2363
0.2376
0.2378
0.2380

-0.2269
-0.2279
-0.2306
-0.2320
-0.2343
-0.2351
-0.2363
-0.2376
-0.2378
-0.2380

Crystallographic structural parameters

sy

0.2500
0.2500
0.2500
0.2500
0.2500
0.2500
0.2500
0.2500
0.2500
0.2500

-0.2500
-0.2500
-0.2500
-0.2500
-0.2500
-0.2500
-0.2500
-0.2500
-0.2500
-0.2500

SZ

0.3026
0.3025
0.3035
0.3034
0.3043
0.3041
0.3044
0.3044
0.3040
0.3039

-0.3026
-0.3025
-0.3035
-0.3034
-0.3043
-0.3041
-0.3044
-0.3044
-0.3040
-0.3039

()

Molecule 1
164.34
164.09
163.87
163.60
163.61
163.47
163.46
163.19
163.16
163.07

Molecule 2

15.66
15.91
16.13
16.40
16.39
16.53
16.54
16.81
16.84
16.93

¢ ()

22.36
23.70
23.71
23.02
22.13
22.19
21.71
2111
21.31
21.23

-22.36
-23.70
-23.71
-23.02
-22.13
-22.19
-21.71
-21.11
-21.31
-21.23

v (°)

13.95
15.14
15.39
15.06
14.30
14.87
14.51
14.37
14.80
14.98

13.95
15.14
15.39
15.06
14.30
14.87
14.51
14.37
14.80
14.98

Molecular

parameters

ms. ”?at’f
eviation
0.034 0.063
0.045 0.086
0.055 0.110
0.062 0.130
0.075 0.163
0.081 0.179
0.092 0.201
0.098 0.214
0.106 0.229
0.034 0.063
0.045 0.086
0.055 0.110
0.062 0.130
0.075 0.163
0.081 0.179
0.092 0.201
0.098 0.214
0.106 0.229



Table 4S. Crystallographic and molecular structural parameters for e-CL20

P Crystallographic structural parameters Molecular

(GPa) parameters
rms max
X sy sz 0(°) ¢ () v (©) A) deviation
A)
Molecule 1
Expt 0.0913 0.1355 0.2776 64.77 51.21 5.50
0.35 0.0920 0.1367 0.2790 64.43 51.26 4,74 0.094 0.192
0.90 0.0922 0.1359 0.2794 65.75 51.40 4.87 0.081 0.184
1.70 0.0921 0.1355 0.2777 65.12 51.23 5.50 0.041 0.083
2.50 0.0891 0.1354 0.2779 67.40 51.50 5.24 0.079 0.175
Molecule 2
Expt -0.2976 -0.3645 0.3447 64.77 128.79 -5.50
0.35 -0.2954 -0.3633 0.3456 64.43 128.74 -4.74 0.094 0.192
0.90 -0.2985 -0.3641 0.3431 65.75 128.60 -4.87 0.081 0.184
1.70 -0.2964 -0.3645 0.3450 65.12 128.77 -5.50 0.041 0.083
2.50 -0.3059 -0.3646 0.3398 67.40 128.51 -5.24 0.079 0.175
Molecule 3
Expt -0.0913 -0.1355 -0.2776 64.77 51.21 5.50
0.35 -0.0920 -0.1367 -0.2790 64.43 51.26 4,74 0.094 0.192
0.90 -0.0922 -0.1359 -0.2794 65.75 51.40 4.87 0.081 0.184
1.70 -0.0921 -0.1355 -0.2777 65.12 51.23 5.50 0.041 0.083
2.50 -0.0891 -0.1354 -0.2779 67.39 51.49 5.24 0.079 0.175
Molecule 4
Expt 0.2976 0.3645 -0.3447 64.77 128.79 -5.50
0.35 0.2954 0.3633 -0.3456 64.43 128.74 -4.74 0.094 0.192
0.90 0.2985 0.3641 -0.3431 65.75 128.60 -4.87 0.081 0.184
1.70 0.2964 0.3645 -0.3450 65.12 128.77 -5.50 0.041 0.083

2.50 0.3059 0.3646 -0.3398 67.40 12851 -5.24 0.079 0.175



Table 5S.
P
(GPa)

Expt

141
2.69
3.56
6.17
7.02

Expt

141
2.69
3.56
6.17
7.02

Crystallographic and molecular structural parameters for TATB

Crystallographic structural parameters Molecular

parameters

rms max
SX sy sz 0(°) () v () A) deviation

A)

Molecule 1
-0.2716 -0.3263 -0.1121 157.01 -33.11  -124.91
-0.2780 -0.3333 -0.1216 156.84 -34.96 -111.16 0.104 0.280
-0.2704 -0.3251 -0.1122 156.97 -34.06 -76.60 0.102 0.279
-0.2661 -0.3210 -0.1068 156.58 -33.33 -80.20 0.103 0.279
-0.2650 -0.3186 -0.1039 156.56 -33.22 -69.24 0.104 0.280
-0.2602 -0.3154 -0.0989 156.73 -32.26 -71.28 0.107 0.290
-0.2593 -0.3146 -0.0975 156.72 -32.23 -75.87 0.107 0.290
Molecule 2
0.2716 0.3263 0.1121 157.01 -33.11  -124.91

0.2780 0.3333 0.1216 156.84 -3496 -111.27 0.104 0.280
0.2704 0.3251 0.1122 156.97 -34.06 -76.54 0.102 0.279
0.2661 0.3210 0.1068 156.58 -33.33 -80.16 0.103 0.279
0.2650 0.3186 0.1039 156.56 -33.22 -69.25 0.104 0.280
0.2602 0.3154 0.0989 156.73 -32.26 -71.27 0.107 0.290

0.2593 0.3146 0.0975  156.72 -32.23 -75.88 0.107 0.290



Table 6S. Crystallographic and molecular structural parameters for PETN

P Crystallographic structural parameters Molecular

(GPa) parameters?
rms max
SX sy sz 0(°) Y] v (©) A) deviation
(A)
Asymmetric Unit 1
Expt. 0.4679 0.2462 0.0300 47.68 -131.76 111.84
0.00 0.4566 0.2478 0.0197 47.87 -130.56 11141 0.070 0.114
1.28 0.4672 0.2473 0.0324 48.75 -133.28  112.93 0.065 0.111
2.25 0.4710 0.2486 0.0372 48.96 -133.69  113.37 0.065 0.111
3.53 0.4723 0.2486 0.0420 49.13 -13359  113.05 0.071 0.109
4.90 0.4740 0.2489 0.0444 4925 -134.14  113.25 0.077 0.109
5.64 0.4747 0.2486 0.0465 4931 -134.16  113.11 0.083 0.112
6.73 0.4754 0.2492 0.0479 4949 -134.24  113.08 0.091 0.125
7.60 0.4757 0.2493 0.0492 4953 -134.27 113.00 0.098 0.138
8.40 0.4758 0.2495 0.0507 49.64 -134.33 112.99 0.104 0.148
9.16 0.4761 0.2498 0.0518 49.68 -134.28 11294 0.108 0.156
10.45 0.4679 0.2462 0.0300 47.68 -131.76 111.84 0.117 0.170
Asymmetric Unit 2
Expt. -0.4679 -0.2538 -0.0300 13232  131.76  111.84
0.00 -0.4568 -0.2516 -0.0200 13220 13053 111.61 0.070 0.113
1.28 -0.4674 -0.2524 -0.0325  131.24 13323  112.98 0.064 0.113
2.25 -0.4705 -0.2513 -0.0371  131.25  133.03  112.92 0.065 0.115
3.53 -0.4724 -0.2509 -0.0418  130.75 13355  113.17 0.071 0.111
4.90 -0.4737 -0.2511 -0.0448  130.70  133.98  113.12 0.078 0.109
5.64 -0.4746 -0.2512 -0.0466  130.62  134.23  113.17 0.083 0.112
6.73 -0.4753 -0.2511 -0.0482  130.54  134.03 112.89 0.091 0.124
7.60 -0.4756 -0.2509 -0.0495 13046  134.13 112.90 0.098 0.137
8.40 -0.4757 -0.2506 -0.0509  130.36 13427 11294 0.103 0.147
9.16 -0.4759 -0.2505 -0.0520  130.31  134.27  112.89 0.108 0.156
10.45 -0.4764 -0.2503 -0.0532 13025 13424  112.76 0.117 0.169
Asymmetric Unit 3
Expt. 0.0322 0.2538 0.0300 132.32 -131.76 -111.84
0.00 0.0413 0.2524 0.0188 13242 -130.27 -111.19
1.28 0.0320 0.2525 0.0322  131.29 -133.29 -112.96
2.25 0.0289 0.2515 0.0374  131.30 -133.04 -112.82
3.53 0.0267 0.2511 0.0420  130.88 -133.57 -113.03
4.90 0.0251 0.2511 0.0444  130.78 -134.09 -113.22
5.64 0.0247 0.2514 0.0465 130.71 -134.12 -113.07
6.73 0.0241 0.2509 0.0480  130.53 -134.17 -113.02
7.60 0.0236 0.2508 0.0493  130.47 -13420 -112.96
8.40 0.0230 0.2505 0.0508  130.36 -134.29 -112.98
9.16 0.0225 0.2503 0.0518  130.34 -134.30 -112.97
10.45 0.0220 0.2501 0.0528  130.27 -134.34 -112091
Asymmetric Unit 4
Expt. -0.0322 -0.2462 -0.0300 47.68  131.76 -111.84
0.00 -0.0404 -0.2481 -0.0186 4750 13040 -111.49
1.28 -0.0314 -0.2474 -0.0321 4840 132,94 -112.81
2.25 -0.0286 -0.2487 -0.0374 48.98 13359 -113.23
3.53 -0.0267 -0.2484 -0.0421 49.17 13416 -113.30
4.90 -0.0250 -0.2490 -0.0442 4924 13412 -113.26
5.64 -0.0246 -0.2488 -0.0465 4934  134.06 -113.08

6.73 -0.0240 -0.2492 -0.0478 49.52 13429 -113.13



7.60
8.40
9.16

Expt.
0.00
1.28
2.25
3.53
4.90
5.64
6.73
7.60
8.40
9.16

10.45

Expt.
0.00
1.28
2.25
3.53
4.90
5.64
6.73
7.60
8.40
9.16

10.45

Expt.
0.00
1.28
2.25
3.53
4.90
5.64
6.73
7.60
8.40
9.16

10.45

Expt.
0.00
1.28
2.25
3.53
4.90
5.64
6.73
7.60
8.40
9.16

10.45

-0.0235
-0.0227
-0.0223

0.2462
0.2478
0.2474
0.2488
0.2490
0.2490
0.2489
0.2493
0.2494
0.2498
0.2499
0.2501

-0.2462
-0.2481
-0.2477
-0.2493
-0.2462
-0.2492
-0.2489
-0.2462
-0.2495
-0.2499
-0.2500
-0.2462

0.2462
0.2478
0.2474
0.2488
0.2490
0.2490
0.2489
0.2493
0.2494
0.2498
0.2499
0.2501

-0.2462
-0.2481
-0.2477
-0.2493
-0.2462
-0.2492
-0.2489
-0.2462
-0.2495
-0.2499
-0.2500
-0.2502

-0.2493
-0.2496
-0.2497

0.0322
0.0409
0.0325
0.0281
0.0272
0.0256
0.0248
0.0243
0.0239
0.0236
0.0233
0.0228

-0.4679
-0.4583
-0.4674
-0.4701
-0.4679
-0.4744
-0.4749
-0.4679
-0.4759
-0.4763
-0.4769
-0.4679

0.0322
0.0409
0.0325
0.0281
0.0272
0.0256
0.0248
0.0243
0.0239
0.0236
0.0233
0.0228

-0.4679
-0.4583
-0.4674
-0.4701
-0.4679
-0.4744
-0.4749
-0.4679
-0.4759
-0.4763
-0.4769
-0.4774

-0.0491 4955  134.30
-0.0507 49.61  134.32
-0.0516 49.64  134.35
Asymmetric Unit 5
-0.5300 47.68 -41.76
-0.5191 47.45 -40.54
-0.5322 48.79 -43.36
-0.5380 48.86 -43.34
-0.5425 49.22 -43.52
-0.5445 49.30 -44.13
-0.5467 49.42 -44.27
-0.5483 49.53 -44.22
-0.5495 49.60 -44.27
-0.5508 49.72 -44.32
-0.5518 49.74 -44.30
-0.5529 49.79 -44.34
Asymmetric Unit 6
0.5300 4768 -138.24
0.5190 47.68 -139.36
0.5322 48.88 -136.61
0.5373 49.03 -136.27
0.5300 47.68 -138.24
0.5447 49.36 -135.72
0.5467 4941 -135.83
0.5300 4768 -138.24
0.5495 49.64 -135.67
0.5507 49.79 -13554
0.5518 49.79 -135.56
0.5300 47.68 -138.24
Asymmetric Unit7
-0.5300 47.68 -41.76
-0.5191 47.45 -40.54
-0.5322 48.79 -43.36
-0.5380 48.86 -43.34
-0.5425 49.22 -43.52
-0.5445 49.30 -44.13
-0.5467 49.42 -44.27
-0.5483 49.53 -44.22
-0.5495 49.60 -44.27
-0.5508 49.72 -44.32
-0.5518 49.74 -44.30
-0.5529 49.79 -44.34
Asymmetric Unit 8
0.5300 4768 -138.24
0.5190 47.68 -139.36
0.5322 48.88 -136.61
0.5373 49.03 -136.27
0.5300 4768 -138.24
0.5447 49.36 -135.72
0.5467 4941 -135.83
0.5300 47.68 -138.24
0.5495 49.64 -135.67
0.5507 49.79 -135.54
0.5518 49.79 -135.56
0.5529 49.85 -135.53

-113.05
-113.04
-113.01

-68.16
-68.50
-66.97
-66.92
-66.97
-66.69
-66.75
-66.85
-66.90
-66.89
-66.95
-67.02

68.16
68.45
66.94
66.49
68.16
66.60
66.82
68.16
66.89
66.81
66.86
68.16

-68.16
-68.50
-66.97
-66.92
-66.97
-66.69
-66.75
-66.85
-66.90
-66.89
-66.95
-67.02

68.16
68.45
66.94
66.49
68.16
66.60
66.82
68.16
66.89
66.81
66.86
66.92



a. RMS and maximum atomic displacements for the two full molecules (not symmetry-
equivalent fragments) in the unit cell; see text.



