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Figure S1. Illustration of the switchable behavior with Cotton effect as “output signal” after

sequential addition of 2.0 equiv of TBAOH and HCI in DMSO for s-1 (top) and s-3 (bottom).
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Figure S2. CD spectra of r-1 (1x10™* mol/L) in DMSO before and after addition of 2.0 equiv of

TBAOH.
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Figure S3. CD spectra of s-1 (1x10~* mol/L) upon the addition of different kinds of bases

(including K,CO;, NaOH and KOH, 10 equiv).
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Figure S4. CD titration spectra of s-1 (1x10™* mol/L) upon addition of different amounts of

TBAOH in ethanol (containing 10% THF).
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Figure S5. CD spectra of s-1 (1x10™* mol/L) in THF or in CH,Cl, before and after addition of 2.0

equiv of TBAOH.
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Figure S6. Stick representation of the B3LYP/6-311++G**-optimized conformation of s-1a, s-1b

and s-1c in vacuum. The intramolecular hydrogen bond is denoted as white dotted line; O—H---N

distance: 1.74 A (s-1a), 1.73 A (s-1b), 1.74 A (s-1¢).
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Figure S7. UV-Vis and CD spectra of s-2 (1x10~* mol/L) in various solvents.
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Figure S8. CD and UV-Vis titration spectra of s-2 (1x10™* mol/L) in DMSO with increasing

amount of TBAOH (0-1.0 equiv).



ol T T T T ]
I R (B3LYP/6-311++G™*,
64 average of all conformers) / 4|
—— Ae (B3LYP/6-311++G™**, —~
% 34 average of all conformers) "-E
4 L ——measured solution CD =©
\ \ B
° 0 r e A v r T 0 mE
o £
€ 3 13 3
4
-6 1-6
-9 1-9

T T T T T
250 300 350 400 450 500

Figure S9. Experimental (in hexane:THF = 4:1) and Boltzmann-averaged ECD solution spectra of
Et-s-2 optimized at B3LYP/6-311++G**/IEFPCM (hexane) level of theory. Bars represent the

calculated rotational strength values.
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Figure S10. Experimental (in hexane:THF = 4:1) and Boltzmann-averaged ECD solution spectra
of Me-s-2 optimized at B3LYP/6-311++G**/IEFPCM (hexane) level of theory. Bars represent the

calculated rotational strength values.
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Figure S11. Experimental (in hexane:THF = 4:1) and Boltzmann-averaged ECD solution spectra
of s-2 optimized at B3LYP/6-311++G**/IEFPCM (hexane) level of theory. Bars represent the

calculated rotational strength values.
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2. Determination of optical rotation values for s-1 and s-3

Optical rotaion was measured at 20°C in DMSO on a polarimeter using sodium
lamp (A4 = 589 nm) as the light source. The specific optical rotaion [a]20589 = +121°
(0.01g/mL, DMSO) for free s-1; after addition of 2 eq of TBAOH (0.8 mol/L in
methanol), [a]”ss0 = —250°. [a]*sg0 = +15° (0.01 g/mL, DMSO) for free s-3; after
addition of 2 eq of TBAOH (0.8 mol/L in methanol), [@]*sso = +150°.



3. Copies of NMR and MS-ESI spectra of the compounds.
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Figure S12. " H NMR of s-1 (in CDCLy).
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Figure S13. °C NMR of s-1 (in CDCls).



Analysos info

Andywn Newreo 11000628 o

rethoa Copy of E3Xp Defaut ms
Sarple Name ww

Commmnt

Acquisition Parameter

fon Sowrce T ESe

1

00

02s

0 —

150

Bruker Daftorvcs DataAnalyws 3.1

20

O

1TH_N

l OH 2

|

Display Report

Acquiniton Dase  ORNG/11 162540

Opmrance Ak i sy e
Instrumont QLCLroM00puS
Posiras At o Poasty or
08 vz Soan Eng 0O etz
40.0 Vo Trop Orres “20
3 Spectrs Aus> MEAMS on
LS. 000 tmn (01 ﬁ’
|
|
| |
|
|
|
| \'/© |
N }
S
|
i
Calculated:226.2
Found:226.1
|
|
|
i
|
|
|
|
2481
I nss s s e g s 2
T "SI U USSSy WS Nt — g
0 N0 »o ~r
printed oaven 1 16.51:14 Page 101

Figure S14. MS of s-1.
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Figure S15. 'H NMR of s-2 (in CDCl).
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Figure S16. °C NMR of s-2 (in CDCly).
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Figure S17. MS of s-2.
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Figure S18. 'H NMR of Me-s-2 (in CDCls).
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Figure S19. °C NMR of Me-s-2 (in CDCly).
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Figure S20. MS of Me-s-2.
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Figure S21. 'H NMR of Et-s-2 (in CDCly).
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Figure S22. °C NMR of Et-s-2 (in CDCls).

T
100

12

T
80

T
60



vt Do 11 Jan 2012 190641

Spectrum 1A Plot - 2012-1-11 1909

1A _Scan 7 fom ¢ 'data\20

cechen 1X

9111 \ethyle xms

P 304 & (6 07ear 60 100%) ettate e
XA ol
_N
SO
Calculated: 304.1
- Found: 304.4
25%
|

Figure S23. MS of Et-s-2.

13

» -




1 The unassigned peaks are ascribed to
rdrogen atoms of aromatic ring.
OH the hydrogen atoms of aromatic ring

T T T T T T
12 10 8 6 4 2 0 PPM

Figure $24. 'H NMR of s-3 (in CDCly).
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Figure S25. '°C NMR of s-3 (in CDCly).
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Figure S26. MS of s-3.
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