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Table S15

Calculated vibrational frequencies, intensities and potential energy distributions (PED) for FCB monomer (form A and B). (frequencies (() in cm-1, intensities (I) in km mol-1)

	Calculated (B3LYP/6-311++G(d, p))
	
	PEDb (%)

	( a
	I
	
	

	
	
	

	FORM A
	
	

	3132.8
	1.1
	
	((CH)s(92.0)

	3103.6
	1.2
	
	((CH)as(93.3)

	2945.1
	12.3
	
	((C4-H8)(98.7)

	2822.0
	94.9
	
	((C9-H11)(99.5)

	1818.1
	373.3
	
	((C1=O5)(86.3)

	1739.3
	293.1
	
	((C9=O10)(88.4)

	1547.1
	25.5
	
	((C2=C3)(85.7) + ((CH)as(10.4)

	1376.0
	7.7
	
	((C9-H11)(89.6)

	1300.3
	22.9
	
	((C4-H8)(31.9) + ((C3-C4)(27.9) + ((CH)s(17.4) + ((C4-C9)(13.7)    

	1260.9
	17.0
	
	((CH)s(51.7) + ((C4-H8)(25.3) + ((C1-C2)(12.7)  

	1119.7
	11.5
	
	((C4-H8)(54.0)

	1079.5
	14.8
	
	((CH)as(29.8) + ((C4-H8)(18.3) + ((C1-C2)(13.4) + ((C3-C4) (10.1)   

	1026.5
	4.8
	
	((CH)as(38.3) + ((C4-H8)(13.0)

	996.6
	7.5
	
	((C9-H11)(32.7) + ((CH)as(14.5) + ((C4-H8)(13.6) + ((C9=O10)(11.4)  

	981.3
	84.5
	
	((C1-C2)(26.7) + ((C1=O5)(15.8) + ((CH)s(15.0) + ((CH)as(15.0)

	952.0
	22.6
	
	((CH)as(79.8)

	881.4
	15.0
	
	((C3-C4)(22.9) + ( ring (17.6) + ((C4-C9)(17.4)   

	819.0
	59.0
	
	((CH)s(61.5)

	791.7
	16.0
	
	( ring (27.9) + ((C9-H11)(15.0) + ((C4-C1)(13.6) + ((C4-C9)(10.7)   

	761.2
	7.7
	
	((C9=O10)(25.2) + ((C4-C1)(12.6) + ((CH)s(11.5)

	652.6
	26.0
	
	( ring (28.0) + ((C4-C1)(18.9) + ((C1-C2)(9.8) + ((C4-C9)(9.7)   

	576.3
	3.7
	
	((C9=O10)(17.4) + ((C1=O5)(17.1) + ((C1=O5)(16.0) + ((CH)s(10.3)

	433.6
	0.2
	
	((C1=O5)(40.4) + ((C4-C1)(20.4)  

	259.4
	6.6
	
	( ring (24.3) + ((C9=O10)(20.8) + ((C1=O5)(19.2) + ((C4-C9)(15.8) + ((C4-C9) (12.5)   

	220.5
	3.8
	
	((C4-C9)(30.2) + ((C4-C9)(17.6) + ((C9-H11)(16.9) + ((C4-C1)(11.2)  

	139.5
	9.9
	
	( ring (37.7) + ((C4-C9)(23.3) + ((C4-C9)(17.2) + ((C1=O5)(13.6)   

	92.5
	8.5
	
	((C9=O10)(65.4) + ((C4-C9)(15.3) + ((C4-C9)(10.0) 


	FORM B
	
	

	3121.7
	2.2
	
	((CH)s(98.3)

	3095.7
	1.3
	
	((CH)as(99.8)

	2984.2
	5.8
	
	((C4-H8)(99.4)

	2785.8
	83.1
	
	((C9-H11)(100.0)

	1821.4
	400.7
	
	((C1=O5)(86.8)

	1751.3
	276.5
	
	((C9=O10)(88.6)

	1545.9
	20.0
	
	((C2=C3)(85.5) + ((CH)as(10.5)

	1382.9
	2.8
	
	((C9-H11)(87.1)

	1277.1
	14.1
	
	((CH)s(56.8) + ((C3-C4)(18.9)  

	1241.2
	5.1
	
	((C4-H8)(65.0) + ((CH)s(14.0)   

	1138.0
	9.2
	
	((C4-H8)(74.2)

	1080.4
	33.7
	
	((C4-C9)(30.7) + ((CH)as(17.6) + ((C4-C9)(11.9) + ((C1-C2)(11.1)   

	1051.5
	12.7
	
	((CH)as(39.7) + ((C4-C9)(16.2)   

	1014.4
	1.4
	
	((C9-H11)(48.2) + ((CH)as(11.4) + ((C9=O10)(11.0) + ((C4-H8)(9.9)   

	989.4
	88.6
	
	((C1-C2)(36.7) + ((C1=O5)(21.7) + ((CH)s(17.4)

	971.1
	10.0
	
	((C3-C4)(22.5) + ((CH)as(21.4) + ((C9-H11)(10.8) + ((C4-H8)(9.9)   

	950.6
	0.7
	
	((CH)as(90.6)

	817.1
	34.3
	
	( ring (43.7) + ((C3-C4)(18.4) + ((CH)s(15.9)

	816.4
	45.1
	
	((CH)s(59.5) + ((C1=O5)(14.6) + ( ring (10.4)   

	664.5
	9.4
	
	((C4-C1)(39.6) + ((C1-C2)(20.5) + ( ring (13.0)

	639.8
	25.8
	
	((C1=O5)(28.6) + ( ring (21.8) + ((C4-C9)(19.4) + ((CH)s(11.1)

	489.7
	12.5
	
	((C9=O10)(40.1) + ((C1=O5)(24.3)   

	427.1
	3.5
	
	((C1=O5)(23.9) + ((C4-C1)(17.1) + ((C4-C9)(14.1) + ((C9=O10)(13.3) + ((C4-C9)(11.1)  

	313.5
	4.3
	
	((C4-C9)(22.0) + ((C4-C9)(22.0) + ((C1=O5)(15.1) + ((C9=O10)(11.1) + ( ring (10.0)

	199.3
	2.8
	
	((C4-C9)(36.9) + ((C4-C9)(26.8) + ((C1=O5)(15.8) 

	146.0
	0.4
	
	( ring (56.4) + ((C4-C9)(24.9) + ((C1=O5)(14.2)   

	71.3
	7.3
	
	((C9=O10)(79.8) + ((C4-C9)(11.8)  


a Theoretical positions of absorption bands were scaled for DFT calculations by a factor of  0.978, except for CH stretching modes which were multiplied by 0.968.

b PED’s lower than 10% are not included. Definition of symmetry coordinates is given in Table S14 (in the ESI). See Figure 1 for atom numbering.
