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Figure S1. 'H NMR spectrum of 1 (initial state) (CDCls, 500 MHz).
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Figure S3. *C NMR spectrum of 1 (initial state) (CDCls, 125 MHz).



Electronic Supplementary Material (ESI) for New Journal of Chemistry
This journal is © The Royal Society of Chemistry and The Centre National de la Recherche Scientifique 2013

Mass Spectrurﬁ List Report

Analysis Info
Analysis Name

Method

Sample Name

D:\Datawanghengshanzyt\APCl-whs-zyt-0009-01.d
APCI_POS_LOW.m
090723

Operator
Instrument

Comment

Acquisition Date

10/25/2007 5:06:54 PM

hct
HCT

Acquisition Parameter

lon Source Type APCI lon Polarity Positive Alternating lon Polarity off
Mass Range Mode Std/Enhanced Scan Begin 50 m/z Scan End 1000 mvz
Capillary Exit 166.0 Volt Skimmer 40.0 Volt Trap Drive 85.5
Accumulation Time 10 us Averages 10 Spectra Auto MS/MS off
Intens, | FMS]
x107
34 540.29
2
4
14
0' 132.67 289.97 36705 434.22 » " GTEBBL 852.36
100 200 300 400 500 600 700 ado 900 vz
Figure S4. MS spectrum of 1.
N OO r - IO I CTONNTIDDODDIDUWS DT DD D= DO D OO AME wh—zyt-0079
Y BN B R B e I BR8-S EECE BRI BERRY KPS 1
BHB OB OB NNOON GG R OL oI 0000000 PROC 1
G0 G0 GO 63 60 66 GO I I P P P P P R R M B G B B A A e e e OO Date 20110331
i < ST PR T ate_
= Time 15.25
INSTRU O
PROBHD 5 mm BBO BB-
PULPR Zg3l
TD 768
SOLVENT CDCI3
NS
Ds 2
SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 1.6385000 sec
RG 10
Dw 50.000 usec
DE 6.00 usec
TE 293.9 K
D1 1.00000000 sec
MCREST 0.00000000 ¢
MCWRK 0.01500000 =
== CHANNEL f1 ==
P1 13.98 usec
PL1 1.
SFO1 500.1335009 MI
Si
SF 500.1300152 MH:
wDw no
558 ()
LB 0.00 Hz
GB
PC 1.00

T
1

UL
S EREA NS
t%z%%kgka
5 |8|=|18|8|5|18|18|5
Episld it
2 s,

1

Figure S5. "H NMR spectrum of 2 (initial state) (CDCls, 500 MHz).
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Figure S6. ** C NMR spectrum of 2 (initial state) (CDCls, 125 MHz).
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Figure S7. MS spectrum of 2.
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Figure S8. 'H NMR spectrum of 3 (initial state) (CDCls, 500 MHz).
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Figure S9. ** C NMR spectrum of 3 (initial state) (CDCls, 125 MHz).
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Figure S10. MS spectrum of 3.
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Figure S11H-"H COSY spectrum of 1
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Figure S12 *H-'H NOESY spectrum of 1
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Figure S13'H-'H COSY spectrum of 2
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Figure S14 *H-"H HSQC spectrum of 2.
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Figure S15 *H-"H HMBC spectrum of 2.
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Figure S17 *H-"H HSQC spectrum of 3.
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Figure S19. Rational barrier study overlay of 1 in CDClI; via NMR (293K)
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Figure S20. Rational barrier study overlay of 1 in CDClI; via NMR (303K)
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Figure S21. Rational barrier study overlay of 2 in CDClI; via NMR (293K)
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Figure S22. Rational barrier study overlay of 2 in CDClI; via NMR (303K)
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Figure S23. Full *H NMR (500 MHz) spectra of 2 when titrated with various equivalence of
TFAin CDCl; at rt.
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Figure S24. Full '"H NMR (500 MHz) spectra of 2 when titrated with various equivalence of
CH3COOH in CDCl; at rt.
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Figure S25. Full '"H NMR (500 MHz) spectra of 2 when titrated with various equivalence of
HCOOH in CDCl; at rt.
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Figure S26. Full '"H NMR (500 MHz) spectra of 2 when titrated with various equivalence of
HCOOH in CDCl; at rt.



