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Fig. S1. 'H NMR spectrum of B-(4-hydroxyphenoxy)[subphthalocyaninato]boron(Ill), Sub-
phenol (5) (CDCl3, 300 MHz, 300K)
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Fig. S2. HR-MS of B-(4-hydroxyphenoxy)[subphthalocyaninato]boron(Ill), 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)
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Fig. S4. HR-MS spectrum of B-(4-propargyloxyphenoxy)[subphthalocyaninato]boron(II])
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Crystal data for compound 3

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

a/A

b/A

c/A

o/°

pr°

v/°

Volume/A®

Z

Fig. S5. Crystallographic structure of of B-(4-
propargyloxyphenoxy)[subphthalocyaninato]boron(Ill) (Sub-alkyne, 3)

3
C33H19BNO»
542.35

115
monoclinic
P21/C
12.3797(13)
27.177(3)
7.8604(8)
90
98.193(2)
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2617.5(5)
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Pealeg/cm’

w/mm’'

F(000)

Crystal size/mm’

Radiation

20 range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F*

Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / ¢ A™
CCDC

1.376
0.089

1120.0

0.32x 0.2 0.17

MoKa (% = 0.71073)

4.476 to 64.414
[18<h<18,-40<k<40,-11<1<11
76218

9197 [Rin = 0.0336, Rygma = 0.0203]
9197/0/379

1.052

R, = 0.0480, wR;, = 0.1217

R; = 0.0590, wR; = 0.1298

0.55/-0.28

1456530

Table S1. X-ray detalils related to 3.
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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)
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Fig. §8. TH NMR spectrum of Cholesteryl (prop-2-ynyl-N,N-dimethylammonium bromide)
acetate (11) (CDCl3, 300 MHz, 300K)
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2 EGI13 EG12
Sampis Name: EG13 EG12 Injection Violume: 20,0
vial Number: 62 Channsi: Uv_VisS_1
Sampis Type: unknown Wavslength: 2140
Control Program:  Kinstex C18 50x21 5t0100 In Smin 0_5 Banowiath: 4
Quantit. Method:  Intégration valiey to valley Dilution Factor: 1,0000
Recording Time:  22/5/201417-00 Sample Weight: 1.0000
Run Time (min): 8,00 Sample Amount: 1,0000
2014 £2 [madtod by user] EGI3EGI2 Uv_Wis_1
WVL214 nim|
2
2 I
l
|
1
.I
AN 2-6500
— 1-5737
R ATAN |
“l"'l"'l"'l"'l"'l"'l"'l"‘!‘
0,00 1,00 2,00 3,00 400 500 6,00 7.00 8.00
No. | Ret.Time Psak Name Helght Area RslArea Amount  Type
min mAU  mAU*min %
1 5,74 na. 13,804 0,778 3,36 na. BMBE*
2 6,98 na. 131.341 22320 96864 n.a. gnva
Total: 145,145 23,085 100,00 0,000

Fig. S9. Chromatogram of Cholesteryl (alkyne) - BBN conjugate 1b (click coupling)
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19 EG14 melange
Sampis Name: EG14 melange Injection Volume: 20,0
vial Number: 79 Channsi: uv_vis_1
Sampis Type: unknown Wavslength: 2140
Control Program:  Kinetex C18 50x21 5to100 In Smin 0_5 Banawiath: 4
Quantit. Method:  Intégration valiey to valley Dilution Factor: 1.0000
Recording Tame: 28A/201414:40 Sampis Weight: 1.0000
Run Time (min): 8,00 Sampls Amount: 1,0000
2014 219 [modified by user] EG14 melanga Uv_Wis_1
B0 1AL WVL212 nir]
700-
800
5001
400 2.5810
- }
100- k
] e e
I --_bﬂﬁ--
) The—
BT ————
0.00 1,00 2,00 3,00 4,00 5,00 600 7,00 8.00
No. | Ret.Time Psak Name Helght Area RolArea Amount  Type
min mAU mAU"min %
1 5,66 na. 3,882 0,203 0,77 na. BMb*
2 3.81 na. 365,385 26,115 8823 na. bME*
Total: 368,568 26,318 100,00 0,000

Fig. $10. Chromatogram of Cholesteryl( alkyne) - BBN conjugate 1b (Cu-catalyzed click

reaction)
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39 EG45 Pur
Sampis Name: EGA45 Pur Injection Volume. 20,0
vial Number: 99 Channsi: uv_vis_1
Sampis Type: unknown Wavslength: 2140
Control Program:  Kinstex C18 50x21 5t0100 In Smin 0_5 Banowiath: 4
Quantit. Method:  Intégration valley to valley Dilution Factor: 1.0000
Recording Time: 1772014 15:38 Sampls Weight: 1.0000
Run Time (min): 8,00 Sample Amount: 1.0000
2014 230 usar] EGA4S Pur Uv_Wis_1
2 “Wm_ s> Vivisiz aml
2 000~
1 500~
1 000~
500~
25810
1 /] (. 2520 |
o4 - S — ~
500 T LI L T L 1T 1 L -ﬂ
0,00 1,00 2,00 3,00 400 5.00 6,00 7.00 8.00
No. | Ret.Time Peak Name Helght Area ReolArea Amount  Type
min mAU  mAU*min %
1 292 na. 21,841 1,433 8,66 na. BMB®
2 3.81 na. 247,082 15,644 95134 na. BMB
Total: 263,924 17,128 100,00 0,000

Fig. S11. Chromatogram of Cholesteryl - BBN conjugate 1a (copper-free click reaction)
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6 VG65 pure

Sampis Name: VGE5 pure Injection Violume: 20,0

vial Number: 68 Channsi: uv_vis_1

Sampis Type: unknown Wavslength: 2140

Control Program:  Kinstex C18 50x21 5t0100 In Smin 0_5 Banawiath: 4

Quantit. Method:  Intégration valley to valley Dilution Factor: 1,0000

Recording Time:  3/8/2014 10:56 Sample Weight: 1,0000

Run Time (min): 8,00 Sampie Amount: 1,0000

VGES pura uv_\is 1
WVL214 nim|
23800

x':l]dﬁl—m--..__,.-_ S —

L | T Lo N L 'dql
3,00 4,00 500 6,00 7.00 800
No. | Ret.Time Psak Name Helght Area RolArea Amount  Type
min mAU mAU*min %

1 354 na. 64 502 4 602 3,73 na. =L

2 3,680 na. 1820619 112774 96150 na. M*

3 385 na. 35,395 1,885 1.61 na. BMB*

4 418 na. 31,563 1,617 131 na. BMB*

5 444 na. 43 319 2288 184 na. __ BMme*

Total: 1985309 123248 100,00 0,000

Fig. S12. Chromatogram of BCN - BBN conjugate
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