Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2016

Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2016

Supporting Information

Synthesis, characterization  and biological evaluation of a novel

biscarboxymethyl-modified tetraphenylchlorin compound for photodynamic therapy
Pingyong Liao®, Xianghua Zhang®, Lijun Zhang®, Xinrong Wang®, Wei Zhu?, Jingjian Sun®, Yijia Yan®, Lixin
Zhang", Na Chen® and Zhilong Chen®’

“ Department of pharmaceutical Science & Technology, College of Chemistry and Biology, Donghua University, Shanghai 201620,
P. R. China

® Eastern Hepatobiliary Surgery Hospital, Second Military Medical University, Shanghai 200433, China

¢ Shanghai Xianhui Pharmaceutical Co. Ltd., Shanghai 200433, China

’ Corresponding author: Zhi-Long Chen, Tel/Fax: 86-21-67792654.E-mail: zlchen1967@qq.com

Table of contents

"HNMR SPECtrUmM Of COMPOUNGT 2 iiiireeeiiiiiiiiiiennneiiiiiiieennnsisissiieesssssssssssssessssssssssssssssssssssssssssssnnnsses S1
MS (MALDI-TOF) spectrum of COMPOUNG 2 cceeeeeiiiiiiieeennciiiiieeennnsssseesessesnnnsssssssssesnnnssssssssssssnnnsnns S2
'HNMR Lo =To1 U Ta g e i ole] yaT'e Yo TU T3 T S S3
MS (MALDI-TOF) spectrum of COMPOUNGD 3 ..ceeeeeeeeeeeeenmesnnensnssssnssssssssssssssssssssssssssssssssssssssssssssssnsnnne S4
THNMR SPECLIUM OF BCTC wuvrveueecrersseseesseesesessesssssessssssssessssessnsasesssssssensesessssnsasssssnsnssessssssnses S5
BCNMR SPECLIUM Of BCTC .uuuiiiiiiiiiiisisisiississsissssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssnes S6
MS (ESI) SPeCtrum Of BCTC .cceeeeeeeeeeeeeseesssmssnsssssssssssssssssssssssssssssssssssssssnssnsssssssnsssssssssssnsssnnssnnnsnnnnn S7
HRMS (ESI) SPECtrum Of BCTC ..ciiiieeeeeeeceieeeieeenmnsseesseeesnnssssssssseesnnsssssssssssssnnssssssssssssnnnnsssssssssssnnnns S8

Images of mice bearing Eca-109 tumors before and following PDT at each time point........cceeeeeeeeeee. S9



-1 /0U
-1600
1500

1400
-1300

~1200
1100
~1000

-900
-800
700
1600
1500
400
300
1200
-100

~100

97 =

€6T
§§°C
86T
09°C

£8'C
¥8'C
88'C

68T

681
06
16'v

w6y
6T'Ly
0L'L
wiy
LA
9L'L

T™S

Ju

e,

JM J

00’
00’

ay

-

oo

L0 B 2

15 14 13 12 11 10

16

1 (ppm)

Figure S1. 'H NMR of compound 2 in CDCl;

Figure S2. Ms (MALDI-TOF) of compound 2
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Figure $3. 'H NMR of compound 3 in CDCl;

Figure S4. Ms (MALDI-TOF) of compound 3
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Figure S5. ‘"H NMR of BCTC in DMSO-dj
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Figure S6. °C NMR of BCTC in DMSO-ds



Display Report

Analysis Info Acquisition Date  4/13/2015 10:15:19 AM
Analysis Name  D:\Data\zfj2015\20150413_000006.d

Method XMASS_Method Operator FTMS_USER

Sample Name 732 Instrument apex-IIl

Comment

Acquisition Parameter

Intens.
x108

1.0
733.3

0.8

0.6

0.4

0.2

755.3

771.2

793.2
771.2 l 799.2
1

0.0

n
710 720 730 740 750 760 770 780 790 800 m/z
[— +ms |

Bruker Daltonics DataAnalysis 3.4 printed: ~ 4/13/2015  10:17:00 AM Page 1 of 1

Figure S7. MS (ESI) of BCTC
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Figure S8. HRMS (ESI) of BCTC
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Figure S9. Efficacy of BCTC against esophageal cancer in nude mice bearing Eca-109 tumors. Images of
mice bearing Eca-109 tumors before and following PDT at each time point.
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