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Figure S1. "H NMR spectrum of 3

SAMPLE SPECIAL
date Jun 11 2007 temp not used
solvent CDC13 gain not used OH
file spin not used
ACQUISITION hst 0.008
sw 030.6 pwIo 8.500
at 1.993 alfa 20.000
np 119706 FLAGS
fb 16600 i1 n
bs 4 in n
d1 1.000 dp v
nt 400 hs nn
ct 18 PROCESSING
TRANSMITTER ib 0.10
tn H1 fn not used
sfrg 399.883 DISPLAY
tof 200.0 sp -1843.0
tpwr 59 wp 6274.1
4.250 rf1 12773.1
DECOUPLER rfp 0
n C13 rp 169.7
dof 0 1p -429.6
dm nnn PLOT
dmm C weC 25
dpwr 51 sc 0
dm7 17100 vs 45 .
th 2 |
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Ionisation Mode

MRK-VSN3SOH 18 (0.335) AM (Cen,4, 80.00, Ht,0.0,0.00,0.00); Sm (Md, 4.00); Sb (5,5.00 ); Cm (2:29) TOF MS ES+
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Figure S2. ES-MS spectrum of 4
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SAMPLE SPECIAL
date Sep 15 2008 temp not -used
solvent CDC13 gain not used
file /export/home/~ spin not used
mr1/2008/september~ hst 0.008
/15th/mrk-vs—-n3soh~ pw30 8.500
.fid alfa 20.000
ACQUISITION FLAGS
sw 10010.0 n
at 1.990 in n
np 39846 dp v
fb not used hs nn -
bs 2 PROCESSING
d1 1.000 1 .10,
nt 400 not used
ct DISPLAY
TRANSMITTER sp -1314.2
tn wp 5471.6
sTrg 399.883 rfli 2460.1
tof 500.0 rfp 0
tpwr 55 rp -85.6
2.000 1p -138.4
DECOUPLER PLOT
dn we 50
dof 338.7 sc
dm nnn vs 339
dmm c th 6
dpwr 51 ai ph
dmf 17100 4
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Figure S3. 'H NMR spectra of 4



Micromass : Q-Tof micro(YA-105) Dept. Of Chemistry LLT.(B) 14-Aug-200814:47:09

Tonisation Mode
MRK-VS-OCH3D 20 (0.372) AM (Cen,2, 80.00, Ht,0.0,0.00,0.00); Sm (Md, 4.00); Sb (5,5.00 ); Cm {20:386) TOF MS ES+
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Figure S4. ES-MS spectrum of 7



mrk-vs-ome udiol

expd PROTON

SAMPLE SPECIAL
date Apr 9 2009 temp not used .
solvent CDC13 gain not used
file /export/home/~ spin not used
mr1/2003/Apr/9th/m~ hst 0.008
rk-vs-omeudiol.fid pwos 8.500 H3CO CH3
ACQUISITION alfa 20.000
sw 10010.0 FLAGS
at 1.990 i1 n
np 39846 in n
fb not used dp v / \
bs 2 hs nn
d1 1.000 PROCESSING
nt 400 1b 0.1 S
ct 120 fn not used
TRANSMITTER DISPLAY HO OH
tn H1 sp -213.2
sfrg 399.883 wp 3354.0
tof 500.0 rf) 2462.3 7
tpwr 55 rfp 0
2.000 rp 47.5 -
DECOUPLER Tp -144.8
dn C13 PLOT
dof 338.7 wc 2580
dm nAn - sc [
dmm € vs 45
dpwr 51 th 6
dmf 17100 ai ph
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Figure S5. "H NMR spectrum of 7
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Data Collected on: iitbchem—mercuryhlfreq

Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory:

File: C13

Pulse Sequence: s2pul
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Figure S6. °C NMR spectrum of 7



RK-VS-N3SOME 3 (0.056) AM (Cen,4, 80.00, Ht,0.0,0.00,0.00); Sm (Md, 4.00); Sb (5,5.00 ); Cm (1:16)
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Figure S7. ES-MS spectrum of 8
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Figure S8. 'H NMR spectra of 8

SAMPLE SPECIAL
date Nov 2 2008 temp not used
solvent COC13 gain not used
file /export/home/~ spin not used
mr1/2008/nov/2nd/m~ hst 0.008
rk-vs-n3s—-ome.fid pw30 8.500
ACQUISITION alfa 20.000
sw 10010.0 FLAGS }
at 1.990 i1 n | |
np 39846 in n ~F IV
fb not used dp y A 4 P e e
bs 2 hs nn I | [
d1 1.000 PROCESSING i | | \
nt 400 1b 0.10 J i I |
ct fn not used L‘ v YA K\ \ -
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tof 500.0 rfl 2461.9 o - et [ s e
- -85
tpwr z-ogg ;;p us 2 0.61 0.65 B50 s %8 e e
DECOUPLER ip ~158.3
dn PLOT
dof ~° 338.7 wc 50 .
dm nnn  sc 0
dmm ¢ vs 183
dpwr S1 th 6
dmf 17100 ai ph
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Figure S9. MALDI-TOF spectrum of 1
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Figure $10. "H NMR spectrum of 1
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Figure S11. 'H-">C HSQC spectra of 1
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Vijayendra MRK-VS-SnAXN3S

‘ Nam uday
ExeNo 5061
PROCHO
Date_ 20090303
2.17
INSTRUM
PROBHD 5 mm PABBI 1H/
PULZROG hsqcetgp
l [N ) | " ppm ™ 8192
SOLVENT 13
NS 4
DS 16
. L o W 5341.880 Bz
FIDRES 0.652085 Hz
0 0.7668212 sec
G 203
R ™ 93.600 usec
— [ — - - -- e----- - - DE — 6.50 usec
= 299.5 K
CNST2 145.0000000
» I ~ 20 DO 0.00000300 sec
. b1 1100000000 sec
D4 0.00172414 sec
D11 0.03000000 sec
13 02700000400 sec
D16 0.00020000 sec

= CHANNEL f1

16.24 usec
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200 dB
10.70908260 W
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4 :
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Figure S12. 'H-">C HSQC spectra of 2
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Table S1. Selected 'H NMR data for 1 and 2

Compound Axial NS,/ N3S porphyrins Basal Inner
Sn(IV)porphyrin NH
(ppm)
B-thiophene  B-pyrrole (ppm) B-pyrrole Sn
(ppm) (ppm)
SnTTP(OH), - - 9.13 (s) -
3 9.68 (s) 8.68 (s) - -
1 9.62 (s) 8.65 (s) 9.39 (s) -
9.41 (s) 8.05 (m)
041 (s))
4 9.75 (m) 8.93 (s) - -2.70 (s)
8.68 (d) 8.69(d)
8.60 (d) 8.61(d)
2 9.14 (d) 8.88 (s) 9.38 (s) -2.78 (s)
9.50 (d) 8.65 (d) 8.57(d)
8.41 (m)
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