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Ti -.3410750546 .3617904740 -.7495159332
N 1.3716474641 .5410073326 -.8487187531
H 2.3614471810 .7411637986 -.9100764178
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H -1.2319769436 .2282356746 -2.2486169679
H -.1992913691 2.1771297439 -.3503331828
H -2.0588349163 -.8813298677 .5220611208
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C -.5889574789 -1.3028638516 1.8866724131
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H -1.2160529431 -1.0465800785 2.7549279755
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H -.5209757261 -.7707544615 -1.4655682620
H -.6608674261 -.7335072346 1.4271508047
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C .9872374546 .9264172067 .8514856891
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H 2.692932 0.274292
H 1.825638 1.683792
H -1.833908 -1.422104
H -1.951843 0.830017
H -2.692917 0.692993
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.4160149292 -.3201182570 .1713833765
-.0922063725 -1.6687438838 .2691515680
2.4241679347 2.1760608337 .2896213471

-1.6376070324 2.1038957975 -.8257604101
-.6153797305 .5346871923 -.2656885080
-.9274713175 -1.7291705216 .9849421768
.7006135183 -2.3477976991 .6128711113
-.4520568014 -2.0306051453 -.7071635524
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.0640670344
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-.7927254662 -1.3193410261 1.5402637727
2.0447265037 -.3690897287 .7439098411
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.0395871978
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.0040406360

-1.7272797729
.9646978546
-.8630870349
-.9415333277
1.6297396703

2.4332464610

.1427605421
1.8705768173
-.5622034097
.9624381872
-.5373431717
.9049575889
.8540919525

2.4000848248
-1.4591146700
-.1092486614

7
Ti
N
H
H
H
H
H

8
Ti
C
N
H
H
H
H
H

12
Ti
N
C
N
H
H
H
H
H
H
H
H

10
Ti
N
N
C
H
H
H
H
H
H vii



C01996 American Chemical Society Chemistry of Materials V08 Page 189 Cundari Supplemental Page 8
-i- Iq6-n
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.0371844817
-.1201881905
1.3421446555
1.9529930172
1.7816744396
1.7816744396
-.7544080848
-.7544080848
1.9591104796
-.6463287609
2.3321473039
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-.0387188410
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-.0114578225
-. 1169682891
1.2642383427
-.8240677055
1.7764787879
1.8340011789
1.5963660163
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1.7489877765
-.8664705486
-.4909084630

-1.3370285746

-.0087987679 -.0497994035
1.9259121846
1.7753493589
-.8263395484
1.9407720809
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1.1116250567
-.7070031961
-.1741352922

-1.6543722500
-.0113063836
1.6963178309
-.6430290377
2.1838364943

NH3

.0000000000
-.4679257536
-.4679257536
.9358515072

-.0325060971
1.4308334542
-.3299637955
-.3299637955
1.7543030563
1.7543030563
1.9609941214

.0000000000
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.0000000000
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