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1 H NMR (400 MHz, Chloroform-d): Naphthalene (Entry 1)
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MEN=ENO NN v
QoomuNY QO nmo o
BMEHONNNNG LA N S
MMMANNNNNNN NN —
R B B B B e B B | NN N ~N

|
|

CHy

L Ty "

T T T T T T T T T T T T T T T T T T
145 140 135 130 125 120 115 110 105 100 95 90 85



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

m
'H NMR (400 MHz, Chloroform-d): Naphthalene (Entry 2) 2
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*H NMR (400 MHz, Chloroform-d): Anthracene (Entry 3) g
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'H NMR (400 MHz, Chloroform-d): pyrene (Entry 4)

8.22
821

821

8.20

811
[8w

8.10

8.06

8.04

8.04

8.04

8.02
—898 cocis
—154

824 822 820 818 816 814 812 810 808 806 804 802 800
f1 (ppm)

—H
4.004.242.39
T T T T T T T T T T T T T T T T T
9.0 85 8.0 7.5 7.0 6.5 6.0 5.5 4.5 4.0 35 3.0 25 2.0 15 1.0
1 (ppm)
n3as o o
13C NMR (101 MHz, Chloroform-d): Pyrene (Entry 4) -~ N o
MmN NN NN
“ TG R
I |
I
T T T T T T T T T T T T T T T T T T T T T T
220 210 200 190 180 170 160 150 140 130 120 110 100 %0 80 70 60 50 40 30 20 10

f1 (ppm)



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

m
“H NMR (400 MHz, Chloroform-d): [1,1'-Biphenyl]-4-ylmethanol g
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“H NMR (400 MHz, Chloroform-d): 1,1'-biphenyl (Entry 6) g
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13C NMR (101 MHz, Chloroform-d): 1,1'-Biphenyl (Entry 6) g
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*H NMR (400 MHz, Chloroforyn-d): 4-Methyl-1,1'-biphenyl 2
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8 'H NMR (400 MHz, Chloroform-d): Nitrobenzene (Entery 7)
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“H NMR (400 MHz, Chloroform-d): Methyl benzoate (Entry 8)
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8 “H NMR (400 MHz, Chloroform-d): (3,4,5-Trimethoxyphenyl)methanol
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8 'H NMR (400 MHz, Chloroform-d): 1,2,3-Trimethoxybenzene (Entry 9)
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“H NMR (400 MHz, DMSO-d6): 1,4-Phenylenedimethanol ‘g
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13C NMR (101 MHz, Chloroform-d): Phenol (Entry 11) 1
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13C NMR (101 MHz, Chloroform-d): 3-Methylphenol
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13C NMR (101 MHz, Chloroform-d): Nitrobenzene (Entry 12) B
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13C NMR (101 MHz, Chloroform-d): Aniline (Entry 15) g
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13C NMR (101 MHz, Chloroform-d): [1,1'-Biphenyl]-2-ylmethanol 2
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3C NMR (101 MHz, Chloroform-d): 1,1'-Biphenyl (Entyr 16) I
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g “H NMR (400 MHz, Chloroform-d): (2-(4-(Hydroxymethyl)phenoxy)phenyl)methanol
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*H NMR (400 MHz, Chloroform-d): 4-(4-(Hydroxymethyl)phenoxy)benzonitrile
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—1.58

'H NMR (400 MHz, Chloroform-d): (F)-1,2-Diphenylethene (entry 19)
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m
g 1 HNMR (400 MHz, Chloroform-d): (Benzyloxy)benzene (Entry 20)
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13C NMR (400 MHz, Chloroform-d): Quinoline (Entry 21) g
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3C NMR (101 MHz, Chloroform-d): Indole (Entry 22)
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3C NMR (101 MHz, Chloroform-d): 3-methyl-1-phenyl-1H-pyrazole (Entry 23) g
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“H NMR (400 MHz, Chloroform-d): 1-(p-tolyl)-1H-pyrrolo[2,3-b]pyridine (Entry 24)
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'H NMR (400 MHz, Chloroform-d): (1-(p-tolyl)-1H-indazoI-5-y|)methanog
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“H NMR (400 MHz, Chloroform-d): 1-(p-Tolyl)-1H-indazole-5-carbaldehyde
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'H NMR (400 MHz, Chloroform-d): benzo[b]thiophene (Entry 26)

T

T T T T T T T T T T T T
7.90 785 7.80 775 770 7.65 7.60 7.55 7.50 7.45 7.40 735 730
f1 (ppm)

0 s
— At
1.001.011.012.97
T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
1 (ppm)
o
13C NMR (101 MHz, Chloroform-d): benzo[b]thiophene(Entry 26) Q
QL oYY v
IR IAMSE oo /
O OTTITMAN NN
mm NANNNNN NN O
a5 SA8N88S NN R
VoSN ~- N
I
) " — " b L
o i 0 Ay | v # o
T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
1 (ppm)

36



Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

8ST—

“H NMR (400 MHz, Chloroform-d): (4-(benzo[b]thiophen-2-yl)phenyl)methanol
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3C NMR (101 MHz, Chloroform-d): 2-phenylbenzo[b]thiophene (Entry 27)
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m
13C NMR (101 MHz, Chloroform-d): 4-phenyldibenzo[b,d]thiophene (Entry 28) 8
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m
13C NMR (101 MHz, Chloroform-d): Dib [b,d]furan-4-ylmethanol 2
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m
3C NMR (101 MHz, Chloroform-d): Dibenzo[b,d]furan (Entry 29) ‘é)
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*H NMR (400 MHz, Chloroform-d): Ethene-1,1-diyldibenzene(Entry 30)
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m
13C NMR (101 MHz, Chloroform-d): Ethene-1,1-diyldibenzene (Entry 31) g
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m
13C NMR (101 MHz, Chloroform-d): (92,122)-N-(4-(hydroxymethyl)phenyl)octadeca-9,12-di &
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1H NMR (400 MHz, Chloroform-d): (9Z,12Z)-N-phenyloctadeca-9,12-dienamide (Entry 34)
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13C NMR (101 MHz, Chloroform-d): (9Z,12Z)-N-phenyloctadeca-9,12-dienamide (Entry 33)
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File: xp

Pulse Sequence: s2pul
Solvent: cdcl3

Ambient temperature
oOperator: vamrl o
Mercury-400BB "Mercury400"

g
l

Relax. delay 1.000 sec N
Pulse 45.0 degrees H
Acq. time 1.300 sec

Width 24154.6 Hz

1000 repetitions

OBSERVE C13, 100.5499582 MHz

DECOUPLE H1, 399.8823229 MHz

Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
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1H NMR (400 MHz, Chloroform-d): (4-((R)-2,5,7,8-tetramethyl-2-((4R,8R)-4,8,12-trimethyltridecyl) chroman-6-yloxy) phenyl)methanol

4.57
2.66
2.64
2.62
2.16
2.04
2.00

87

|
§

_7.24
~7.22

HsC

T T T T T T T T T T T T T T T

7.0 6.5 6.0 5.5 5.0 4.5 4.0 S5 3.0 2.5 2.0 1.5 1.0 ppm
It ) N
2 < R R R
= \H‘ - - Il =] sl o] o]

14.248




Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

o}

o]

a
o NN Hoo oMo v
A o < TANMTOR MNEHN f OSINNINNA N NMO NN =
@ @ m - %08 @ o < NAgH S AhGMIArNoLoaRN Q@ HO
n <+ < MNNNNH NNGIH 181 SONNNANGUTTANNSOoMmAN
- - - R e i s B e | NINNN © TONMMMMANNNNNNN- -
| (. I N ~ | e e b LN

13C NMR (101 MHz, Chloroform-d): (4-(((R)-2,5,7,8-tetramethyl-2-((4R,8R)-4,8,12-trimethyltridecyl)chroman-6-yl)oxy)phenyl)methanol
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1H NMR (400 MHz, Chloroform-d): 4-((R)-2,5,7,8-Tetramethyl-2-((4R,8R)-4,8,12-trimethyltridecyl)chroman-6-yloxy)benzaldehyde
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m
13C NMR (101 MHz, Chloroform-d): 4-(((R)-2,5,7,8-Tetramethyl-2-((4R,8R)-4,8,12-tri ri 1)eh 6-yl)oxy)b Idehyd:
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1H NMR (400 MHz, Chloroform-d): (R)-2,5,7,8-tetramethyl-6-phenoxy-2-((4R,8R)-4,8,12-trimethyltridecyl)chroman (Entry 37)
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m
13C NMR (101 MHz, Chloroform-d): Choll 3-yl 4-formylk g
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1H NMR (400 MHz, Chloroform-d): Cholester-3-yl-4 hydroxymethyl benzoate
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m

13C NMR (101 MHz, Chloroform-d): Choll 3-yl-4-hyd hylk g
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1H NMR (400 MHz, Chloroform-d): Cholester-3-yl-benzoate (Entry 36)
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TDO 1
======= CHANNEL fl ========
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Pl 13.50 usec
PL1 -1.00 dB
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SI 32768
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WDW EM

SSB 0

LB 0.00 Hz
GB 0

PC 1.00
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m
13C NMR (101 MHz, Chloroform-d): Cholesterol benzoate g
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1H NMR (400 MHz, Chloroform-d): 4,6,6-trimethylbicyclo[3.1.1]hept-3-en-2-yl 4-formylbenzoate

- A ——— ) )
DM 79-1H
294.2 K CHs
1.00000000 sec
g (0]
=———== CHANNEL f1l === =
NUC1 1H / O
Pl 13.50 usec
PL1 -1.00 dB
PLIW 10.56200695 W CHa
SFO1 400.1324710 MHz )
SI 32768
SF 400.1300068 MHz
WDW EM
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
[ ! |
| " ! lﬁJ‘ A
Jol_ D | WLV
e - - T T . T I R |
1 10 9 8 7 6 5 4 3 2 1 0 ppm

53



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

m
13C NMR (101 MHz, Chloroform-d): (15,55)-4,6,6-Trimethylbicyclo[3.1.1]hept-3-en-2-yl 4-formy|bevgoate
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1H NMR (400 MHz, Chloroform-d): 4,6,6-Trimethylbicyclo[3.1.1]hept-3-en-2-yl 4-(hydroxymethyl)benzoate
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m
13C NMR (101 MHz, Chloroform-d): (15,55)-4,6,6-Trimethylbicyclo[3.1.1]hept-3-en-2-yl 4-(hydroxyngthyl)benzoate
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1H NMR (400 MHz, Chloroform-d): Verbenol benzoate (Entry 35)
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m
13C NMR (101 MHz, Chloroform-d): (1S,55)-4,6,6-Trimethylbicyclo[3.1.1]hept-3-en-2-yl benzoate 2
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