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Figure S1: Amino acid sequences of the CTPR3 variants. In bold are indicated amino acid mutation/insertion

with respect to wtCTPR3.
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Figure S2. LC-MS analysis of purified double labeled CTPR3[1_3]. A) Chromatographic profile at 210 nm. B)
ESI mass spectrum of the chromatographic peaks around 26 min. Experimental molecular mass = 15346.4
Da; calculated molecular mass 15346.8 Da. C) Absorption spectrum of the chromatographic peak around 26

min.
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Figure S3. LC-MS analysis of purified doubly-labeled CTPR3[N_C]. A) Chromatographic profile at 210 nm. B)
Mass spectrum of the chromatographic peak at 27.97 min. Experimental molecular mass =15631.3 Da;
calculated molecular mass =15632.2 Da. Identical mass spectrum is observed for the peak at 28.65 min. C)
Absorption spectrum of the chromatographic peak at 27.97 min. Identical spectrum is observed for the
peak at 28.65 min.



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2011

A 29,33
250000
200000 1,47
150000
100000 3,56 \
50000 254 4 o7 1238 1339 17,01 1832 20,96 21,22 26,94 31,04 3459 3850 42,34 43,33 44,58 49,8¢
L | 38 01 k
0 —
-50000
-100000
-150000
-200000
-250000
-300000
L T B R S S s B e o S B B A e S e
0 5 10 15 20 25 30 35 40 45 '
Time (min) 645,0
100
257
100 B 576,3
3091,6 %
% C
80
80
70
70 8
60 & 60 505,0
o
2 50
50 2
[
40 2 403 2800
ko
0 e 30
2208,6 600.0
20 g 3095,9 20 3150
2582,7
965,4 1189,3 1405,0 22081 20088 | '3151175’59 38¢4.2 10 4200 /
= 22288 | 26088 : !
el (bl [ | . 37982 0 3950
el il sy e L B e e e A A s e o
500 1000 1500 2000 2500 3000 3500 400 300 350 400 450 500 550 600 650 700

mz

w avelength (nm)

Figure S4. LC-MS analysis of purified doubly-labeled CTPR3[1_C]. A) Chromatographic profile at 210 nm. B)
ESI mass spectrum of the chromatographic peak at 28.65 min. Experimental molecular mass =15455.7 Da;
calculated molecular mass =15460.9 Da. Identical mass spectrum is observed for the peak at 29.33 min. C)
Absorption spectrum of the chromatographic peaks at 28.65 min. Identical spectrum is observed for the

peak at 29.33 min.
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Figure S5. LC-MS analysis of purified doubly-labeled CTPR3[2_C]. A) Chromatographic profile at 210 nm. B)
ESI mass spectrum of the chromatographic peak at 28.24 min. Experimental molecular mass =15461.6 Da;
calculated molecular mass = 15460.9 Da. Identical mass spectrum is observed for the peak at 28.90 min. C)
Absorption spectrum of the chromatographic peak at 28.24 min. Identical spectrum is observed for the

peak at 28.90 min.
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Figure S6. Circular dichroism spectra of CTPR3 variants. Far-uv CD spectrum of CTPR3 (black), and CTPR3
variants CTPR3[1_3] (red), CTPR3[1_C] (orange), CTPR3[2_C] (green), CTPR3[N_C] (blue), doubly labeled
with ATTO488 and ATTO 647N dyes. The spectra were acquired at 6 uM protein concentration in 150 mM
NaCl, phosphate 50 mM pH 6.5 buffer at 25 °C. Spectra are reported as mean residue ellipticity (mre) deg
c¢cm2 dmol-1



