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Protein Characterization. As reported, all peptide samples were purchased from GenScript

Inc. (Piscataway, NJ). Peptides were synthesized by solid-phase synthesis, purified by reverse-

phase HPLC, and verified by LCMS. Figures 1-6 are shown to verify sample identity and purity

for AKA,, Trp-cage, and Trpzip4.
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Figure 1. Reverse-phase HPLC Chromatogram verifying sample

provided by GenScript Inc.

0.0 25 5.0 7.5 10.0 12.5 15.0 17.5

min

purity for AKA,. Data



Positive

Intenzity
100

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2011

MS Spectrum

50

&0

70

L1

40

10

o]
=
IETER TR RTEER FTRT ENRRE SRR T FEARU AN TI AT RN TINTTRURRNTI AT TRUCRATI RTTH1 FRATI ARURT FRATHRERNT IRTT]

437,50
|

[M+3H)3+

[M=+2H]2+

E2330

1067.80 124743

133145

JL. §02.50
I

=
-
-
=

1473.20

138585

1749.50

1B1B.25  1888.20

400

Sample Information
User

Diate Acquired
Sample Name

Lot Number
Injection Volum
Theoretical MW
Obzerved MW

:Grace
T DS7LN2009 12:13:43
:AKAL

- TT6IT00082800WT
- L000pL
164438
-1644.60

T
1400

T
L300

T T T
500 1000 1100 1200

Interface
Nebulizing Gas Flow
CDL Temp

CDL Valt

Elock Temp

T
1300

T T
1600 1700

Prerod Biaz
Detector
T.Flow
B.conc

Figure 2. LCMS spectrum verifying sample identity for AKA,. Data provided by GenScript Inc.
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Figure 3. Reverse-phase HPLC Chromatogram verifying sample purity for Trp-cage. Data

provided by GenScript Inc.
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Figure 4. LCMS spectrum verifying sample identity for Trp-cage.

Data provided by GenScript Inc.
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Figure 5. Reverse-phase HPLC Chromatogram verifying sample purity for Trpzip4. Data

provided by GenScript Inc.
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Figure 6. LCMS spectrum verifying sample identity for Trpzip4. Data provided by GenScript Inc.
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UV Absorbance Data.
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Figure 7. UV absorption spectrum of [Csmpy][Tf,N], collected at room temperature.
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Figure 8. (a) [Csmpy][Tf;N] far-UV spectra and CD signal at (b) 222 nm and (c) 235 nm as a
function of temperature. The spectra in (a) are shown for 10 °C intervals from 4 °C to 94 °C. In
general, the CD signal at a particular wavelength shows a slight increase with temperature. (d)
Representative plot of CD high tension (HT) voltage for peptide samples in IL. Data shown
corresponds to 100 uM Trpzip4 in [Cympy][Tf,N] and varies little with temperature. Literature
suggests that reliable CD data can be obtained when the voltage is less than 700 V.
Temperature-induced changes in CD signal are monitored at 222 nm (AKA; or Trp-cage) or 235
nm (Trpzip4), where the HT voltage is less than 400 V.
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Figure 9. (a) Far-UV spectra and (b) mean residue ellipticity at 222 nm of AKA in water as a
function of temperature. The spectra in (a) are shown for 10 °C intervals from 4 °C to 94 °C.
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Figure 10. (a) Far-UV spectra and (b) mean residue ellipticity at 222 nm of AKA; in
[Csmpy][Tf,N] as a function of temperature. The spectra in (a) are shown for 10 °C intervals
from 4 °C to 94 °C.
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Figure 11. (a) Far-UV spectra and (b) mean residue ellipticity at 222 nm of Trp-cage in
phosphate buffer as a function of temperature. The spectra in (a) are shown for 10 °C intervals

from 4 °C to 94 °C.
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Figure 12. (a) Far-UV spectra and (b) mean residue ellipticity at 222 nm of Trp-cage in
[Csmpy][Tf,N] as a function of temperature. The spectra in (a) are shown for 10 °C intervals
from 4 °C to 94 °C.



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2011

[6](10° deg cm?* dmol 1)

-80

190 210 230

‘Wavelength (nm)

[6]2290m (10° deg cm? dmol )

®

Ooo
%
%
(e)
S
o]
O
OOO
(e}
%

Co 1
20 40 60 80 1

Temperature (°C)

00

100

Figure 13. (a) Far-UV spectra and (b) mean residue ellipticity at 229 nm of Trpzip4 in
phosphate buffer as a function of temperature. The spectra in (a) are shown for 10 °C intervals
from 4 °C to 94 °C.
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Figure 14. (a) Far-UV spectra and (b) mean residue ellipticity at 235 nm of Trpzip4 in
[Casmpy][TF,N] as a function of temperature. The spectra in (a) are shown for 10 °C intervals
from 4 °C to 94 °C.
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