Supporting Information

Time-Resolved Fluor escence Anisotropy of
Bicyclo[1.1.1]pentane/T olane-Based Molecular Rods
Included in Tris(o-phenylenedioxy)cyclotriphosphazene
(TPP)

Marco Cipolloni! Jiii Kaleta] Milan Magat' Paul I. Dron’, Yonggiang ShefKe Zhao®
Charles T. RogersRichard K. Shoemakérand Josef MicHI**

"Institute of Organic Chemistry and Biochemistryademy of Sciences of the Czech
Republic, Flemingovo nam. 2, 16610 Prague, Czeguiie,
*Department of Chemistry and Biochemistry aBepartment of Physics, University of
Colorado, Boulder, CO 80309, U.S.A.

Table of Contents

SOlid-State NIMR SPECLIA......uuuuuiiiiiieee e eee ettt e e e e e e e e e e e e eeeeeneeees S2-S3
1o U SIS N A 0 (@ I o o 5 T U S2
FIgUre S2: 20@ TP P12 ..ccoiiiiiii et S2
FIQUIE S3: UV-VIS SPECIIA ....cciiiiiieeiiiiiiieeee e e e e e e et ettt s s s e e e e e e e e e e eaaaaaaeaaaaeeeeeeeessnnnnns S4
Solution™H and®C NMR SPECITA..........c.cueieieeeieeeeeeee e e, S5 - S20
(@0] 01 oo 18] o | RS S5
(0] 0] oo 18] o 24N PP S7
(@0] 3 1 oo 18] o C J S10
(0] 001 oo T8 o 2 ST S13
(©0] 31 oo 18] o < S15
COMPOUNLS....c e e e e e e e e e e et et e et a bbb a e e e e e e eeaaaaaaeeeaeaaaaens S18



o W o » [=]
* 3 as8 3
A RV
[ A Illl I
ppm 150 100 50 0
< ™ o o
(=S o o 2
O ™ N -
TPP
B 1)
TPP
TPP
ppPm 150 100 50 0
@
P
C
ppm 100 50 0 -50 -100
@
P
D
ppm 100 50 0 -50 -100

Figure S1: A: 2 3C NMR in CDCE (*) solution; B: 2002@TPPé;, CP MAS™C NMR; C:
2092@TPPéd;, *'P CP MAS NMR; D: 209@TPPéd,, *'P SPE NMR.
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Figure S2: A: 3'°C NMR in CDCE (*) solution; B: 2098@TPPé., CP MAS*C NMR; C:
20%3@TPPd;, 3P CP MAS NMR: D: 20%@TPPédy, 3P SPE NMR.
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Figure S3: UV-vis transmittance — water (black) and colldidgueous suspension of TPP
(red) between crossed polarizers.



'H NMR (600 MHz, CDC)): ((3-((4'-(Biphenyl-4-ylethynyl)biphenyl-4-yl)esimyl)bicyclo[1.1.1]pent-1-yl)ethynyl)trimethylsilan(l)
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3C NMR (150 MHz, CDGJ): ((3-((4'-(Biphenyl-4-ylethynyl)biphenyl-4-yl)ejmyl)bicyclo[1.1.1]pent-1-yl)ethynyl)trimethylsilan(l)
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'H NMR (500 MHz, CDCY): ((3-((4'-((4'tert-Butoxybiphenyl-4-yl)ethynyl)biphenyl-4-yl)ethynydjcyclo[1.1.1]pent-1-yl)ethynyl)-
trimethylsilane 2)
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3¢ NMR (150 MHz, CDGJ): ((3-((4'-((4'tert-Butoxybiphenyl-4-yl)ethynyl)biphenyl-4-yl)ethynydjcyclo[1.1.1]pent-1-yl)ethynyl)-
trimethylsilane 2)
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3¢ APT NMR (125 MHz, CDG): ((3-((4"-((4'tert-Butoxybiphenyl-4-yl)ethynyl)biphenyl-4-yl)ethynyd)cyclo[1.1.1]pent-1-yl)ethynyl)-
trimethylsilane 2)
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'H NMR (600 MHz, CDCY): ((3-((4'-((4'-(Hexyloxy)biphenyl-4-yl)ethynyl)bhenyl-4-yl)ethynyl)bicyclo[1.1.1]pent-1-yl)ethynyl
trimethylsilane 8)

T™MS
o M g~ OO~ I - o P © o © Il
© 1D YN O S N © N M 9 =
N N NN~NN~NOo© < N L o o ‘
U !
Il
(0]
‘H‘ 1 ‘ | \ |
I 1 T
Ly ¥ ¥ e oy Y ¥
N N N (o] N N N (]
No o o o o oo ~N o
oo o o o o = O w o
[ N T T . T T . T
9.0 8.0 7.0 6.0 50 4.0 3.0 2.0 1.0 0.0
ppm

-10 -



3¢ NMR (150 MHz, CDGJ): ((3-((4'-((4'-(Hexyloxy)biphenyl-4-yl)ethynyl)phenyl-4-yl)ethynyl)bicyclo[1.1.1]pent-1-yl)ethyny!
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3¢ APT NMR (150 MHz, CDG): ((3-((4"-((4'-(Hexyloxy)biphenyl-4-yl)ethynyl)phenyl-4-yl)ethynyl)bicyclo[1.1.1]pent-1-yl)ethynyl

trimethylsilane 8)
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'H NMR (400 MHz, CDCYJ): 1,4"""-Dihexyl-4,1":4",1"":4"" ,1”""-quaterphen)
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3¢ APT NMR (125 MHz, CDG)): 1,4"""-Dihexyl-4,1:4",1"":4”" 1" -quaterphenyl)
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'H NMR (400 MHz, CDCY): 4-tert-Butoxy-4'-ethynylbiphenyl§)
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3C NMR (100 MHz, CDGJ): 4-tert-Butoxy-4'-ethynylbiphenyl8)
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13 APT NMR (100 MHz, CDG): 4-tert-Butoxy-4'-ethynylbiphenyl8)
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'H NMR (400 MHz, CDCJ): ((4'tert-Butoxybiphenyl-4-yl)ethynyl)trimethylsilanel8)
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13C NMR (100 MHz, CDGJ): ((4'-tert-Butoxybiphenyl-4-yl)ethynyl)trimethylsilanel)
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3 APT NMR (100 MHz, CDG): ((4'tert-Butoxybiphenyl-4-yl)ethynyl)trimethylsilaneLg)
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