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Fig. S1. The "3C{"H} NMR (500 MHz, D,0, 300 K) spectrum of 22(1)s.
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Fig. S2. The "H DOSY NMR (500 MHz, D,0, 300 K) spectrum of 225(1)s.
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Fig. S3. The 'H-'H COSY (500 MHz, D,0, 300 K) spectrum of 22>2(1)s.
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Fig. S4. The 'H-13C HSQC and HMBC (500 MHz, D0, 300 K) spectrum of 2D(1)3.
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Fig. S5. The "H NMR (500 MHz, D,0, 300 K) spectrum of 621.
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Fig. S6. The '3C{"H} NMR (500 MHz, D,0, 300 K) spectrum of 621.

Yamauchi et al.Jlwww.pnas.org/cgi/content/short/0810319106] 6 of 9



http://www.pnas.org/cgi/content/short/0810319106

Lo L

P

1\

o LN A D

DOH en

ppm

100

120

140

160

122

124

-126

128

130

132

134

138

138

8

T T T 140
5 4 3 ppm

Fig. S7. The 'H-"3C HSQC (500 MHz, D,0, 300 K) spectrum of 621.

Yamauchi et al.Jlwww.pnas.org/cgi/content/short/0810319106]

S Tesa
eno &
Zroamo 1

2 - Acquisition Paranetara
2

Dare_ 0210
Time .23
TSTRM spect.
PROBED 5 mm CPTCI 18-
POLPROS  bsgeelupaiZ
B giE?
SOLVENT opers
s &
= 18
5233348 6z
FoRes = 59inss fz
s 0.0853425 se
RS 2051
o 7.200 usec
o &20n unec
0K
stz 1350000060
00001300 asc
a abui72a1e
a1 03000000 =
a3 000000400 sec
o6 00020000 ze.
24 0700086207 sec
DeLTA 000127200
DeLTAl 0700121800 sec
DeLTAZ 000006207 aec
Devaa 00052414 sec
000001890 cec
sTioNT 126
EGoPTNS

B 01.00 usec

1 - Acquisition parancters
xpo H

™ 256
seo1 1257445 miz
FI0RES 95.146535 iz
£ 195314 ppm.

Fooe  Echo-antiecho

F2 - Processing parameters
s1 2018

& 50.0300000 iz
ow asmE
s58

18 0,00 He
@ o

rc 1.00

1 - erocassing parametara
2 iy

w2 ccbo-anticche
s 13577526040 min
ss8 H
18 0.00 bz
ES o

Current Data Baramsters
N, Tes3s
Exen @
eRomHa 1

2 - Acquisition Daramcters
Bate, 20080810

e1 5 oo
62 16000 ussc
) 1005100 uses
5 Pt

sFo1 5001326252 Mz

12000 usec
o 200 usec
Foroz 70100 usac
£12 1510 am
G112 100

sFoz 125.7445025 Mz

FL - Acquisition peramsters
255
sFoL 125 7485 Wiz
FIDREs 55.146938
e 155514 ppn

Fene echo-antieche

F2 - Procsssing paramsters
sz oea
ar 5001300000 Wz
e as1E
558 A
s 0.0D Hz
e 100

FL - Processing paramstars
sz 1024

w2 acho-ant iacho
=5 1257326440 1z
mr asmE

558 A

s 0.00 bz
&= o

70f9


http://www.pnas.org/cgi/content/short/0810319106

SINPAS

@3 3 @@
ks
O@ﬁ
-

Fig. $8. ORTEP drawing of 2'D(1)3 (50% probability ellipsoids).

Yamauchi et al.Jwww.pnas.org/cgi/content/short/0810319106]

8 of 9


http://www.pnas.org/cgi/content/short/0810319106

0.25 | | | | | | |
0.2 1 |
<
7 -
~ | £
w
L
=T
0.1+ -
0.05 41 -
0_
T T T T T T T

300 350 400 450 500 550 600 650 700

wavelengh / nm

Fig. S9. UV-vis spectrum of 1 in solid.
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