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Table S7: Bonding Contribution of Each M.O of  MMTU

	1.5170
	1.4049
	1.2128
	1.4100
	1.4740
	1.7631
	1.4970
	1.4500
	1.4103
	1.8215

	1.7625
	1.6083
	1.6259
	1.7229
	1.9156
	1.8472
	1.8144
	1.5655
	1.8990
	1.9823

	1.8844
	1.7911
	1.7357
	1.5767
	1.8814
	1.8446
	1.7787
	1.4715
	1.8914
	1.5289

	1.9572
	2.0028
	1.9999
	1.6140
	1.7846
	.8342
	.8446
	1.1432
	.7568
	.2786

	1.0068
	-2.3413
	-2.2164
	-2.0772
	-2.2169
	-2.0453
	-2.1183
	-2.1464
	-2.0978
	-1.9444

	-2.0554
	-2.1219
	-2.0116
	-1.9695
	-2.0498
	-1.9671
	-1.9253
	-1.9531
	-2.0116
	-1.9553

	-1.9486
	-1.9354
	-1.9604
	-1.9303
	-1.9544
	-1.9344
	-1.9788
	-1.9250
	-1.9076
	-1.9043

	-1.8637
	-1.9220
	-1.9219
	
	
	
	
	
	
	


