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Spiro-OMeTAD

Fig. S1 Molecular structure of HTM Spiro-OMeTAD
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Fig. S2 'H NRM (CDCls) spectrum of 2a.



Elemental Composition Report

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons
47 formula(e) evaluated with 1 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:
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Fig. S3 HR-MS spectrum of 2a.
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Fig. S4 'H NRM (CDClI3) spectrum of 2b.



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min =-1.5 max=100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

26 formula(e) evaluated with 1 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:
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Fig. S5 HR-MS spectrum of 2b.

—7.34
\7.29
—4.35
R

£

G
£

—9.92
8.29
837
7.96
7.94
162
—7.53

1.10-
16

Fig. S6 'H NRM (CDClIs) spectrum of 3a.
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Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min = -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

59 formula(e) evaluated with 1 results within limits (up to 1 closest resuls for each mass)
Elements Used:

C:0-27 H:0-70 N:0-2 0:03 S:0-1 Br01

JL-HUA ECUST institute of Fine Chem 26-May-2015
23:37:35
HL-LX-401 8 (0.144) Cm (8:15) 1: TOF MS ES+
1.65e+003
100+ 529.0204
1 467.1945
o5l 4952256 R
1 s : 527.1424
1 . 513.5024
1 4sese l/ = “37'3625.’ 4912495 | 496295035558 0 519.3282 ]
o-rl.[,.‘..l.,l | ..,14‘1.-.,..,.1,...., a.llff.u‘v,...','»..,u.[wl..,.,..lh,. P, iz
460.0 4700 4300 5100 5200 530.0
Minimum: -1.5
Maximum: 300.0 50.0 100.0
Mass Calc. Mass mDa PEM DBE i-FIT i-FIT (Norm) Formula
529.0204 529.0222 =1.8 -3.4 19.5 29.0 0.0 C27 Hi8 N2 03 S Br
Fig. S7 HR-MS spectrum of 3a.
|-4. BEHIE
[ 4. OE+08
\'J
|-3. 5EHI8
/ | f{
[ ( |
I w ol d /“ / /)
(3. 0E+08
(2. SE+08
{-2. 0E+08
{-1.5E+08
[-1.0E+08
(5. 0E+0T
. 4}L—J L—< {-0. 0E+00
f e w il
o Ot~ r— O ML ©o [(5 B~ N
o SO NO — o S
0.0 o5 o0 &t AE e Cro 65 60 56 s.vu( )4]5 40 a5 a0 25 M 15 TOTBs 00 -0s
£1 (ppm)

Fig. S8 'H NRM (CDClI3) spectrum of 3b.
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Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min = -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

31 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-46 H:0-70 N:0-2 0:01 S:0-2 Br0-1

JL-HUA ECUST institute of Fine Chem 26-May-2015
23:45:05
HL-LX-402 47 (0.396) Cm (46:51) 1: TOF M3 ES+
33264002
100 7844430 7875013 TR
764.5802 777.5532 790.2535
% 65,5057
] 768.5055 1705300 8158 BRI
1 765.5806 ¢ 788.2453
1 ( 769.4508 7714711 { L780-5497t82-52°9 734 5127785.4457 790.4030
ety llepribebe el",,+.q+lw,m.7.m.r,..mm. | P O P 0 1. O v
7640 7660 7680 7700 7720 7740 7760 7780 7800 7820 7840 7860 7880  790.0
Minimum: =155
Maximum: 300.0  50.0 100.0
Mass Calc. Mass mDa PEM DBE i-FIT i-FIT (Norm) Formula
789.2553  789.2548 0.5 0.6 22.5 14.2 0.0 C46 HSO N2 O S2 Br
Fig. S9 HR-MS spectrum of 3b.
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'H NRM (CDCls) spectrum of 5a.
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Single Mass Analysis

Tolerance =50.0 PPM / DBE: min = -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
58 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
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Fig. S11 HR-MS spectrum of 5a.
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Fig. S12 'H NRM (CDCls) spectrum of 5b.
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Fig. S14 3C NRM (CDClI3) spectrum of AQ309.
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Fig. S15 HR-MS spectrum of AQ309.
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Fig. S16 *H NRM (CDCls) spectrum of AQ310.
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Fig. S17 *C NRM (CDCls3) spectrum of AQ310.
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Fig. S18 HR-MS spectrum of AQ310.



Stability Test:
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Fig. S19 The efficiencies of the devices after four months.



