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Encapsulated molecules: o'\
H,0:N,=60:20 o
From CHCl,/toluene solution
100 K, monoclinic, P2/n
R, =0.1124, wR, = 0.2578, GOF 1.097

Murata, Y. et al, Org, Lett. 2013, 13,2750-2753
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Pyrenes as a Unique FL-Dye:

Table 1. Luminescence properties of general -conjugaed dyes.

pyrenec _perylene?
> 0.21 0.36 0.72 0.71
T /ns 105 4.9 530 4.4
kI ns™! 0.002 0.07 0.0014 047
Ky /187! 0.008 0.13 0.0005 0.07

X-ray Crystal Structure:

“Recorded at 100 K; Space group, Cc; a = 30.810(12) A; b=8.212(3) A; ¢ = 31.179(12) A;
B =97.571(6)°; V = 7820(5) A% Datalrestraints/parameter = 13765/2/1099;
Goodness-of-fit on F2 = 1.069; Ry = 0.0432, wR, = 0.1233,
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PCys 10 150°C A5min - 48% 100 K, monoclinic, P2,/c
dppf 10 150°C 5h  49% R, =0.0615, wR, = 0.1719, GOF 1.066
PPh; 20 150°C 4h  72%
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J. Chem. Soc. 31969, 350.

Solvatochromism of Emission:

Circularly Polarized Luminescence
with Solvatochromism
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Chiroptical Properties:

Column: CHIRALPAK® 1B (10 mm ® x 250 mm)
uent : -Hex | EIOAG = 75/ 25
Flow Rate: 50 mL/min.
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& O, =70%, |gjyml = 3.2 x 107%in toluene.

Hashikawa, Y.; Murata, Y.
Chem. Sci. 2020, in press.

Li*[B(CeFs)al”
4 __"25E60
[els]e:]
130°C,24h
10,000 atm
Entry Li*[B(CeFsha]” H:0 H:0@3°
3 - excess Not formed
2 0.2 equiv - 6% (96%)
3 1.0 equiv - 23% (94%)
4 10 equiv = 34% (75%)
5 10 equiv excess 17% (88%)
6 10 equiv = trace

sIsolated yields. Values in parentheses are encapsulation ratio of H20 determined
by 'H NMR. *Conducted under ambient pressure.

Step 1:
Li'[B(CeFshl” === Li"B(CsFs)l™ + CeFs' ——=» Li'[HB(CeFs)Ra "
- Hydrolysis (R = OH, or OY)
Step 2:
Heabstruction &
ser Nucleophili addition
Li*[B(CeFs)al™

1 == HO+2 3
Denydration
Li'HB(CeFs)Rs-d~
Complexation Hemigration &
Nucieophilc addition




