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Al(TFAA) Al(AA)z TFAA
Bond length Cis Tran Theoretical X-ray 2 2TFAA 4TFAA
Al-02 1.905 1.903 1.906 1.892
Al-03 1.901 1.902 1.906 1.892
Al-04 1.901 1.900 1.906 1.892
Al-05 1.905 1.903 1.906 1.892
Al-0O6 1.905 1.907 1.906 1.892
Al-O7 1.901 1.903 1.906 1.892
0=CCF3; 1.267 1.268 1.233
O=CCHj 1.269 1.268 1.273 1.283 1.237
C-CMe 1.411 1.412 1.401 1.380 1.356 1.374
C-CCF3 1.386 1.385 1.459 1.43
C-CF3 1.536 1.535 1.518 1.547
C-CHs 1.503 1.504 1.508 1.547 1.509 1.492
0203 2.692 2.687 2.697 1.726 2.582 2.606
0405 2.692 2.690 2.696 1.726
0607 2.690 2.685 2.696 1.726
C-H, 1079  1.079 1.082 1.08 1.080
Bond angle
O5AI04 90.0 89.9 90.0 89.4
O5AI03 180.0 179.0 179.5 179
O7AIO2 180.0 179.1 179.5 179
03C8C18 113.1 113.1 1155 114.4 111.9 113.5
02C9C17 116.1 116.2 115.5 114.4 120.7 117.4
06C10C16 1235 123.4 124.3 122.6 121.1 122.6
07C11C16  127.2 127.2 124.3 122.6 1255 125.2
C10C16C11 120.9 120.8 122.3 119.8 120.1
C22C11C16 119.7 119.7 120.2 120.3 122.6 117.3
C14C13C19 120.3 120.3 120.2 122.6 118.2 123.9
AIO3C8 127.8 130.6 129.5 127.2
Al02C9 130.4 127.7 129.5 127.2
u (Debye)  7.02 3.83 0.00
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Al(AA); Al(TFAA);

Cis Trans

! 1.911 1.914 1.924
Al -0.744 -0.732 -0.723
02 -0.745 -0.718 -0.728
03 -0.744 -0.718 -0.724
Ca 0.550 0.499 0.499
CB-CHs 0.572 0.574
CB-CFs 0.429 0.425
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Al(TFAA); Al(AA)s

Cis Trans
Al-O 0.2982 0.2985 0.2989
0...0 0.0371 0.0370 0.0330
C=0 1.3639 1.3606 1.3493
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Donor  Type Acceptor Type Al(AA); AITFAA):
Cis Trans
Cl4  LP(1) 04-C12 o* 154.0 186.0 190.7
Cl4  LP(1) 05-C13 o* 154.0 140 138.3
C15 LP(1) 02-C9 o* 154.0 186.0 190.4
C15 LP(1) 02-C9 o* 154.0 140.0 136.7
C16 LP(1) 03-C8 o* 13.9 140.2 136.4
C16 LP(1) O7-Cl1 o* 154.2 186.0 187.6
Al-O4 o C12-C20 o* 6.5 7.5 7.4
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