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Supporting Information
1. NMR spectra of MTCTPS
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Fig. S1 'H NMR spectrum of MTCTP5
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Fig. S2 13C NMR spectrum of MTCTP5

o
Q wooeman or ® gnugsT
" oons<e . grn8srzz 55 0 39383
5 it R e BRUKER
I W/ T (>
Current Data Parameters
NAME 10c-huxi
EXPNO 4
PROCNO 1
F2 - Processing parameters
ST 32768
SF 201.2230230 MEz
WDW EM
55B 0
1B 1.00 Bz
GB 0
PC 1.40
T T T T T T T T T T T T T T 1
140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

Fig. S3 13C DEPT-135 spectrum of MTCTP5



ppm

ot

)

' 1]

1
] “ll
L

— ]
]

' [

Current Data Parameters

NAME 10c-huxi
EXPNO &
PROCNO 1

F1 - Acquisition parameters
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sF01 800.2553 MHz
FIDRES 86.805557 Hz
s 13,884 ppm
FMODE QoF

F2 - Processing parameters
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Fig. S4 'H-'H COSY spectrum of MTCTP5
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Fig. S5 'H-'H NOESY spectrum of MTCTP5
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current Data Parameters
NAME 10c-huxi
EXPNO 6
PROCNO 1

Fl - Acquisition parameters
™D 256
SFOL 800.2553 MHz
FIDRES 43.402779 Hz
s 13.884 ppm
FnMODE States-TPPI

F2 - Processing parameters
ST 1024

SE 800.2500000 MHz
WDW QSINE

SSB 2

LB 0 Hz

GB 0

BC 1.00

Fl - Processing parameters
ST 1024
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MS Report

Analysis Info

Analysis Name D:\Data\201503\20150318_huxi\882_000001.d
Sample Name
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Fig. S6 FT-MS spectrum of MTCTP5
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Data File C:\CHEM32\1\DATA\HUXI\MEKLSS5-02.D
Sample Name: MTCTP5

Acg. Operator : huxi

Instrument : Instrument 1 Location : -
Injection Date : 5/23/2011 8:06:15 PM

Acg. Method : C:\CHEM32\1\METHODS\HUXI.M

Last changed : 5/23/2011 8:05:41 PM by huxi

(modified after loading)
Analysis Method : C:\CHEM32\1\DATA\HUXI\MEKLSS5-02.D\ACQ.M
Last changed : 11/25/2015 9:34:01 AM by huxi
(modified after loading)
VWD1 A, Wavelength=281 nm (C:\CHEM32\1\DATA\HUX\MEKLSS5-02.D)
mAU | %‘?

>

200

150

100+

Sorted By 3 Signal
Multiplier : 1.0000
Diluticn H 1.0000
Sample Amount : 10.00000 [ng/ul] (not used in calc.

Use Multiplier & Dilution Factor with ISTDs

Signal 1: VWDl A, Wavelength=281 nm

Peak RetTime Type Width Area Height Area
# [min] [min] mAU *3 [mAU ] %

1 3.765 MM 0.6559 82.33344 1.55512 1.3872
2 4.882 MM 0.7278 151.29305 3.46455 2.5491
3 6.468 MM 0.4043 5701.46680 235.02092 96.0636

Totals: 5935.09328 240.04059

*** End of Report ***

Fig. ST HPLC of MTCTPS (CH3;0H:H,0= 95%:5%, C18, 1.0 mL/min, 96%)
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Fig. S8 IR spectrum of MTCTP5
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AFM image of MTCTPS in mouse plasma

Molecular association of MTCTPS in water

The molecular association of MTCTP5 in water (10”7 nM) was identified with FT-
MS spectrum. Figure SIOA gives the ion peak of monomer of MTCTPS5 at 892.47541
(exact mass of monomer plus H), and the locally amplified spectrum gives the ion peak
of trimer of MTCTPS5 at 1338.21736 (exact mass of divalent ion of a trimer plus H).
Association manner of 3 monomers of MTCTPS in water

To understand the association manner of 3 monomers of MTCTP5 the NOESY 2D
NMR spectrum of MTCTPS was measured. Figure S10B gives 3 interesting cross-
peaks marked with red circles. Cross-peak 1 reflects an interaction of the H of pyrole
NH of one molecule with the H of =NH of Arg residue of another molecule. Cross-peak
2 reflects two interactions of phenolic hydroxyl H of Tyr residue of one molecule with
the H of NH, of Lys residue of another molecule. Cross-peak 3 reflects two interactions
of the H of CH, of Asp residue of one molecule with the H of 2-NH of carboline moiety
of another molecule.
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Fig. S10 FT-MS spectrum, NOESY 2D NMR spectrum and trimer’s conformation of
MTCTPS. (A) FT-MS spectrum and locally amplified peaks of MTCTPS; (B) NOESY
2D NMR spectrum of MTCTPS, in which the interesting cross-peaks are labelled with
red rings; (C) According to NOESY 2D NMR spectrum the trimer of MTCTPS takes

flyer-like conformation.



