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Figure S1. ATR-FTIR spectra of neat thiaporphyrins contrasted with thiaporphyrins on TiO,. a) N3S-ECA, b) N3S-ECN,
c) N3S-2A0Me, and d) N3S-2ATPA
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 100.0 PPM / DBE: min = -1.5, max = 1000.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
10 formula(e) evaluated with 1 results within limits (up to 100 closest results for each mass)
Elements Used: o i
C:0-8000 H:0-4000 N:44 0:2-2 S:1-1 o |
san211 U 'J 01-Sep-2010
] 18:36:27
0901_san211 29 (2.857) Cm (29-100) W N3S-ECN 1: TOF MS ES+
5.91e+002
100 793.2635
794.2691
Y,
42,2695 795.2678
507.0844 636.9683 [0 675.251 762.1351
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600 620 640 660 680 700 720 740 760 780 800 820 840 86 880 920 940
Minimum: -1.5
Maximum: 5.0 100.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i=-FIT (Norm) Formula
793.2635  793.2637 -0.2 -0.3 37.5 27.8 0.0 c53 H37 N4 02 §
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— mb‘.?mwﬁwtwwwwnwwwnwwr\l::\;\ T N\N‘\y )
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 50.0 PPM / DBE: min =-100.0, max = 1000.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
23 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-400 H:0-1000 N:3-3 0:2-2 S:1-1 -+
san-377 KE267 Mt | 17-0ct-2012
: 2 N3S-CA 11:20:49
1016_san-377 34 (1.897) Cm (34-1x10.000) v/ 1: TOF MS ES+
2.78e+003
100+ 718.2534
719.2626
%
720.2790
505.0226 g4 134  559.2678 580.1791 g4 1956 647.0089 684.2043601.1505 || 7212578 7582222 7824271 8060808 8322381 8401883 874.2503 891'55:;:
T T 2 | i | T T T Rl i ¢ T T T i GRS, T o T 1 T T T T
500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800 820 840 860 880 900
Minimum: -100.0
Maximum: 5.0 50.0 1000.0
Mass Calc. Mass mDa PPM DBE i=FIT i-FIT (Norm) Formula
718.2534  718.2528 0.6 0.8 32.5 35.5 0.0 C48 H36 N3 02 S
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Elemental Composition Report o o Y Page 1
—0,
Single Mass Analysis o O Q o
Tolerance = 50.0 PPM / DBE: min = -100.0, max = 1000.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
23 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used: O
C:0-400 H:0-1000 N:3-3 0O:10-10 S:1-1 HOOC
san-283 KE267 cooH 17-0ct-2012
~ 4 10:46:59

1016_san-283 95 (5.299) ks 1: TOF MS ES+

o7 B N3S-2A0Me 1.84e+002
1 900.2585

901.2656
% ; b
902.2574
4 8013199 8128665 5309012 8369551 g5) 4645 870.9813 8750764 895.3587 |[ 9032468 9170189 9203395  g4q 0009 966.9332 9796189 9959915
SARAS RALSS EARSE Eansy T T aas ey | SARAE RAAAS SABES RAASS LU LSS A ARANNAAL) LARS LA sy LR Y privtietn m
800 810 820 830 840 850 860 870 880 890 900 910 920 930 940 950 960 970 980 990 1000

Minimum: -100.0
Maximum: 5.0 50.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Noxrm) Formula
900.2585  900.2591 -0.6 -0.7 3345 19.6 0.0 €52 H42 N3 010 S
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Elemental Composition Report Page 1
Single Mass Analysis g Q
Tolerance =20.0 PPM / DBE: min = -100.0, max = 1000.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
22 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used: H
C:0-400 H:0-1000 N:3-3 0:4-4 S:1-1 I 7+ 90¢ COOH
san411 KE267 (MtH | 12-Sep-2012
B sl
14:27:50
0912_san411 20 (1.089) N3S-2ATol 1: TOF MS ES+
1.41e+004
mo} 748.2267
] 749.2316
%
97.654
638.4741 ’ |59;'5523 st [
oL 511.2821518.4354 564.4877 604.4687 612.5016 635 6756816 | : { 774.5281 798.6645 8363130459770 g5 79478952439
T 1 T T T T y T .7 T T J bR 1 T ! B | Jerty] T P 4 8 T T T
500 520 540 560 580 600 620 640 660 680 700 720 740 760 . 780 800 820 840 860 880 900
Minimum: -100.0
Maximum: 5.0 20.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
748.2267  748.2270 -0.3 -0.4 33.5 53.0 0.0 Cc48 H34 N3 04 S
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Elemental Composition Report

Q Q Page 1
Single Mass Analysis O» "@
Tolerance =20.0 PPM / DBE: min = -1.5, max = 1000.0 ® {3
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
12 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used: Q O
C:0-1000 H:0-1000 N:5-5 0:4-4 S:1-1 - 0 HOOC OOH
san 482 KE267 MtH 30-Sep-2013
C J 17:13:52
0930_san 482 34 (1.896) N3S-2ATPA 1: TOF MS ES+
6.40e+002
10 1054.3433
1055.3529
/
%
1056.3468
985.2446 ( 1060.2650
ol 9651595 9769626 5.2446985 2462 1003.2258 1017.9170_1022.3256_1032.2300 1048.2802 |||, [[1, 1077.2183 10981637 1104.1035 1113.5561 11303700,
T 1 T T T T T T 1 53 T b ! v T g Bl ; L B T T U T B
960 970 | 980 990 1000 1010 1020 1030 1040 1050 1060 1070 1080 1090 1100 1110 1120 1130
Mininmum: =15
Maximum: 5.0 20.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1054.3433  1054.3427 0.6 0.6 49.5 23.0 0.0 C70 H48 N5 04 S
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