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DISSCUSSION

Figures S1-S3 display head-to-tail comparisons of the mass spectra for questionable species with
the mass spectrum of their library match as well as the quality of the match. The peak intensity
for the isotopes is in accordance with published values for C and S.' For instance, diphenyl
disulfide, Figure S1, has 12 carbons and 2 sulfurs. Carbon is an “A + 1” isotopic pattern. For
twelve carbons, A + 1 should be 13.2 % of the A. For diphenyl disulfide, A + 1 should be ~8%
of the base peak (m/z = 109) in the mass spectrum. Sulfur, however, is an “A + 2” isotopic
pattern. For two sulfurs, the A + 2 should be 8.8 % of the A. For diphenyl disulfide, A + 2 should
be ~5 % of the base peak (m/z = 109) in the mass spectrum to fulfill this requirement. The same

type of patterns can be fitted for the other two suspect species in Figures S2 and S3.

Reference:

(D) McLafferty, F. W.; Turecek, F., Interpretation of Mass Spectra. In 4th ed.; University Science
Books: Sausalito, CA, 1993; pp 19-34.



FIGURE CAPTIONS:

Figure S1. Head-to-head electron ionization fragmentation spectrum comparison of species 1-14
and diphenyl disulfide (94 % library match), obtain by Py-GC/MS and identified using NIST 98

software.

Figure S2. Head-to-head electron ionization fragmentation spectrum comparison of species 1-10
and diphenyl sulfide (98 % library match), obtain by Py-GC/MS and identified using NIST 98

software.

Figure S3. Head-to-head electron ionization fragmentation spectrum comparison of species 1-12
and dibenzothiophene (95 % library match), obtain by Py-GC/MS and identified using NIST 98

software.

Figure S4. MALDI-TOF/TOF mass spectrum PPSF (collision gas pressure: 5 x 10 Torr); for

1409.3 Da precursor ion.

Figure S5. MALDI-TOF/TOF mass spectrum PPSF (collision gas pressure: 5 x 10 Torr); for

1809.4 Da precursor ion.

Figure S6. Cropped MALDI-TOF/TOF mass spectrum PPSF (collision gas pressure: 5 x 10

Torr); for 1809.4 Da precursor ion.
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Figure S2.
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Figure S3.
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Figure S4.

8,190 Counts

1409.3 2-1 Na+

Peak Intensity

759.2 3-6 Na+
— 1084.2 3-1 Na+
b
F1240.2 3-2 Na+

B L A B B L R
200 400 600 800 1000 1200 1400
Mass (m/z)



Figure SS.
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Figure S6.
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