


Table S3
Second-order perturbation theory analysis of Fock matrix in NBO basis corresponding to the intramolecular bonds of the title compound
Donor(i)	Type	ED/e		Acceptor(j)	Type	 ED/e		E(2)a	E(j)-E(i)b	F(i,j)c
LPS1			1.97994	N10-C52	*	0.03575	5.21    	1.17    		0.070
-		π	1.85475	N10-C52	π*	0.33852	22.26 	0.23    		0.067
-		-			C53-C56	*	0.08140	5.93    	0.59    		0.054
LPF2		π	1.97127	C14-C16	*	0.01433	6.44    	0.96    		0.070
-		-			C16-C17	*	0.02770	6.42    	0.96    		0.070
-		n	1.91811	C14-C16	π*	0.38435	20.34  	0.41    		0.088
LPF3		π	1.97079	C29-C31	*	0.08140	6.52    	0.96    		0.071
-		-			C31-C32	*	0.02802	6.53    	0.96    		0.071
-		n	1.91651	C31-C32	π*	0.38298	20.63  	0.41    		0.089
LPO4		π	1.68987	N10-C52	π*	0.33852	37.56   0.32    		0.099
-		-			N11-C51	π*	0.25268	31.73   0.35    		0.095
LPO5		π	1.83923	C36-C38	π*	0.38568	32.36   0.33    		0.098
LPO6		π	1.84311	O7-C42	*	0.10034	33.57   0.62    		0.131
-		-			C39-C42	*	0.06774	20.15   0.63    		0.103
LPO7			1.96238	O6-C42	*	0.02018	8.58    	1.12    		0.088
-		π	1.76560	O6-C42	π*	0.24965	57.34 	0.31    		0.119
LPO8			1.96278	O9-C56	*	0.02247	8.59    	1.12    		0.088
-		π	1.78083	O9-C56	π*	0.23591	54.94  	0.31    		0.116
LPO9		π	1.84267	O8-C56	*	0.10457	34.48  	0.61    		0.131
-		-			C53-C56	*	0.03266	34.48  	0.61    		0.131
LPN10			1.93111	O4-C52	*	0.06677	10.91 	0.67    		0.077
LPN11			1.92906	O4-C51	*	0.08057	12.09  	0.65    		0.080
aE(2) means energy of hyper-conjugative interactions (stabilization energy in kcal/mol)
bEnergy difference (a.u) between donor and acceptor i and j NBO orbitals
cF(i,j) is the Fock matrix elements (a.u) between i and j NBO orbitals
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