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Fig.	S1.	1H	NMR	spectrum	of	B-(4-hydroxyphenoxy)[subphthalocyaninato]boron(III)	,	Sub-

phenol	(5)	(CDCl3,	300	MHz,	300K)	

	
Fig.	S2.	HR-MS	of	B-(4-hydroxyphenoxy)[subphthalocyaninato]boron(III)	,	Sub-phenol	(5)		
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Fig.	S3.	1H	NMR	spectrum	of	B-(4-propargyloxyphenoxy)[subphthalocyaninato]boron(III)	

(Sub-alkyne,	3)	(CDCl3,	300	MHz,	300K)	

	
Fig.	S4.	HR-MS	spectrum	of	B-(4-propargyloxyphenoxy)[subphthalocyaninato]boron(III)		
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Crystal data for compound 3 

 

 
Fig.	S5.	Crystallographic	structure	of	of	B-(4-

propargyloxyphenoxy)[subphthalocyaninato]boron(III)	(Sub-alkyne,	3)	
 
Identification code 3 
Empirical formula C33H19BN6O2 
Formula weight 542.35 
Temperature/K 115 
Crystal system monoclinic 
Space group P21/c 
a/Å 12.3797(13) 
b/Å 27.177(3) 
c/Å 7.8604(8) 
α/° 90 
β/° 98.193(2) 
γ/° 90 
Volume/Å3 2617.5(5) 
Z 4 
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ρcalcg/cm3 1.376 
µ/mm-1 0.089 
F(000) 1120.0 
Crystal size/mm3 0.32 × 0.2 × 0.17 
Radiation MoKα (λ = 0.71073) 
2Θ range for data collection/° 4.476 to 64.414 
Index ranges -18 ≤ h ≤ 18, -40 ≤ k ≤ 40, -11 ≤ l ≤ 11 
Reflections collected 76218 
Independent reflections 9197 [Rint = 0.0336, Rsigma = 0.0203] 
Data/restraints/parameters 9197/0/379 
Goodness-of-fit on F2 1.052 
Final R indexes [I>=2σ (I)] R1 = 0.0480, wR2 = 0.1217 
Final R indexes [all data] R1 = 0.0590, wR2 = 0.1298 
Largest diff. peak/hole / e Å-3 0.55/-0.28 
CCDC 1456530 

 
Table	S1.	X-ray	details	related	to	3.		

 
	

	
	
	
	

Fig.	S6.	1H	NMR	spectrum	of	Sub-acid	(6)	(CDCl3,	300	MHz,	300K)	
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Fig.	S7.	HR-MS	NMR	spectrum	of	Sub-acid	(6)

	
Fig.	S8.	1H	NMR	spectrum	of	Cholesteryl	(prop-2-ynyl-N,N-dimethylammonium	bromide)	

acetate	(11)	(CDCl3,	300	MHz,	300K)	
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Fig.	S9.	Chromatogram	of	Cholesteryl	(alkyne)	–	BBN	conjugate	1b	(click	coupling)	
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Fig.	S10.	Chromatogram	of	Cholesteryl(	alkyne)	–	BBN	conjugate	1b	(Cu-catalyzed	click	

reaction)	
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Fig.	S11.	Chromatogram	of	Cholesteryl	–	BBN	conjugate	1a	(copper-free	click	reaction)	
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Fig.	S12.	Chromatogram	of	BCN	–	BBN	conjugate		

	
	
	
	

	


