LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M

Title : SW846 8260

Signal : TIC: VN@79745.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.447 414 424 430 rBvV2 15995 47947 1.30% 0.211%
2 8.171 1045 1057 1062 rBV2 272143 674261 18.34% 2.963%
3 8.229 1062 1067 1079 rVB 376744 820000 22.31% 3.603%
4 8.582 1117 1127 1150 rBV2 293287 902963 24.56% 3.968%
5 8.841 1163 1171 1182 rvB3 13918 36845 1.00% 0.162%

6 9.106 1206 1216 1229 rBV 609980 1247114 33.92% 5
7 10.571 1455 1465 1472 rBV 899916 1666667 45.34% 7
8 10.635 1472 1476 1483 rVB 56954 102929 2.80% ©.452%
9 10.888 1511 1519 1530 rBV 75791 145615 3.96% ©
10 11.276 1576 1585 1590 rBv4 41699 100814 2.74% o

11 11.353 1590 1598 1617 rVB 1953540 3676200 100.00% 16.153%
12 11.870 1677 1686 1689 rBV 939959 1669718 45.42%
13 11.912 1689 1693 1709 rVV 1042458 1931712 52.55%
14 12.070 1709 1720 1730 rVB 156377 325515 8.85%
15 12.212 1737 1744 1756 rBV2 349374 722838 19.66%

w R 0N
IN
00
0
R

16 12.312 1756 1761 1764 rVV3 43538 75889  2.06%
17 12.353 1764 1768 1772 rVV 144851 267053  7.26%
18 12.400 1772 1776 1785 rVB 276219 473958 12.89%

PRNRO
©
00
w
R

19 12.576 1797 1806 1812 rBV2 123433 241681 6.57% 062%
20 12.647 1812 1818 1822 rVV2 195896 400446 10.89% 760%
21 12.694 1822 1826 1838 rVB 209766 387771 10.55% 1.704%
22 12.853 1846 1853 1859 rBV 754377 1317932 35.85% 5.791%
23 12.900 1859 1861 1866 rVB3 45371 52349 1.42% 0.230%
24 12.982 1870 1875 1879 rBV7 32578 66761 1.82% ©.293%
25 13.017 1879 1881 1887 rVB3 37374 52523 1.43% 0.231%
26 13.082 1887 1892 1895 rBV2 73181 138277 3.76% ©0.608%
27 13.129 1895 1900 1966 rVB 490123 835528 22.73% 3.671%
28 13.223 1912 1916 1920 rBV3 27009 40823 1.11% ©0.179%
29 13.347 1930 1937 1938 rBV 37508 61929 1.68% 0.272%
30 13.423 1944 1950 1953 rBV 124023 225597 6.14% 0.991%

31 13.470 1953 1958 1971 rVB2 435495 990830 26.95%
32 13.612 1979 1982 1987 rVB4 26677 41302
33 13.688 1987 1995 2002 rBv4 80435 250480  6.81%
34 13.794 2007 2013 2025 rVB2 829467 1702025 46.30%
35 13.906 2027 2032 2036 rBV 22997 45191 1.23%

=
=
N
R
ONEFEO PN
=
(]
fary
R

36 13.994 2042 2047 2053 rBV3 68702 161907 4.40% 0.711%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Title : SW846 8260
37 14.123 2064 2069 2075 rVB2 108743 205074 5.58% ©.901%
38 14.194 2075 2081 2086 rBV 98741 170121 4.63% ©.748%
39 14.241 2086 2089 2094 rVB5 32246 50564 1.38% 0.222%
40 14.582 2138 2147 2154 rVBS 26440 68610 1.87% 0.301%
41 14.764 2176 2178 2186 rVB5 27955 46197 1.26% 0.203%
42 15.041 2217 2225 2235 rVB4 65094 185947 5.06% 0.817%
43 15.211 2248 2254 2257 rBv4 22305 47009 1.28% 0.207%
44 15.605 2314 2321 2327 rBv4 38035 83154 2.26% ©.365%
Sum of corrected areas: 22758066
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 31 Oct 2023 15:43

: 05107-17
: 5.0mL/MSVOA_N/WATER
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
VN@79745.D

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VNO79745.D\data.ms
1500000
1000000
500000
0 4.447
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VNO79745.D\data.ms
11.853
1500000
1000000 10571
9.106
500000 8
8.1 8.582
o 8.841 63510888 11
— — — — ‘ ‘ — — 1
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO79745.D\data.ms
1500000
1.912
100000080
13.794
12.853
500000 13.470
12212
12.070 12 3 31 1225594 s g 1 ﬁ
1 Jsﬁ) 1 14 5a4.764 15. 0”1’5 211 15605
07\ 1 \ ‘ T ‘
Time--> 12.00 1250 1300 1350 1400 1450 1500 1550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Thiophene, tetrahydro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.353 110.08 ug/l 3676200 Chlorobenzene-d5 11.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 95
2 Thietane, 2-methyl- 88 C4H8S 017837-41-1 64
3 Ethylvinyl sulfide 88 C4H8S 000627-50-9 40
4 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 33
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 23
Abundance Scan 1598 (11.353 min): VN079745.D\data.ms (-1590) (- | m/z 60.00 100.00%
60.0
88.0
5000
— ——
J H ‘ 11.00 11.50
0 W‘H“H‘w‘uh b e e 2OMG | m/z 87.95  69.89%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2339: Thiophene, tetrahydro-
60.0
88.0
5000 — ——
11.00 11.50
270 m/z 44.95 31.58%
0 \‘\\\‘\‘\1‘\\“‘\\\‘”\“”\\\‘\‘\“h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2334: Thietane, 2-methyl-
60.0 88.0
— —
11.00 11.50
5000 m/z 46.00 26.50%
27.0
:
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2331: Ethylvinyl sulfide “ —
60.0 11.00 11.50
88.0 m/z 58.95 23.75%
5000
NN P N L O e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 11.00 11.50

82N103023W.M Wed Nov 01 16:46:52 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Thiophene, tetrahydro-3-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.212  21.65 ug/l 722838 Chlorobenzene-d5 11.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 98
2 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 46
3 Propane, 1-(ethenylthio)- 102 C5H1eS 016330-21-5 37
4 2-Methyl-3-(methylthio)-1-propene 102 C5H10S 052326-10-0 35
5 Butanoic acid, 2,2-dimethyl-3-ox... 144 C7H1203 038923-57-8 27
Abundance Scan 1744 (12.212 min): VN079745.D\data.ms (-1737) (- | m/z 102.00 100.00%
102.0
60.0
5000 41.0 4.0 7.0
M M 12.00 12.50
ok _m_m_HHMMH! ‘m“pm bl Tmyz 60.00  74.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4912: Thiophene, tetrahydro-3-methyl-
102.0
60.0
5000 74.0 87.0 I : /M
27.0 12.00 12.50
m/z 74.00 51.65%
0150 u\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4721: 2-Thiazolamine, 4,5-dihydro-
102.0 /\N\
= s
60.0 12.00 12.50
5000 m/z 40.95 49,97%
43.0
28‘0 H ‘ 74.0
0br 20 il il
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4903: Propane, 1-(ethenylthio)-
60.0 12.00 12.50
m/z 87.00 49.01%
5000 102.0
270 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 cis-2,3-Dimethylthiophane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.576 7.24 ug/l 241681  Chlorobenzene-d5 11.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 93
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 62
3 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 58
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 53
5 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 52
Abundance Scan 1806 (12.576 min): VN079745.D\data.ms (-1797) (- | m/z 101.00 100.00%
101.0
116.0
5000 41.0 74.0
59.0
1 : ;
) bl 1300 —
oH‘w_me;”!ww e m/z 116.00  48.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9347: cis-2,3-Dimethylthiophane
101.0
A
5000 1160 T T t T T T T T
59.0 740 12.50
‘ m/z 41.00 42.87%
O’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9349: trans-2,3-Dimethylthiophane
101.0
T \
12.50
5000 41.0 116.0 m/Z 74 .00 38.28%
59.0 74.0
0,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /uﬂ\
Abundance #9360: 2H-Thiopyran, tetrahydro-2-methyl- P ‘
101.0 12.50
m/z 39.00 34.22%
116.0
5000
670 87.0
27.0 ‘ ‘ ‘
oH‘mWH‘uwHMH‘:‘W‘:‘H1‘”m‘ul“‘Muwmw!m,”hu_ww e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.50

82N103023W.M Wed Nov 01 16:46:55 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 trans-2,3-Dimethylthiophane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.647 11.99 ug/l 400446  Chlorobenzene-d5 11.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 92
2 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 60
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 49
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 43
5 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 43
Abundance Scan 1818 (12.647 min): VN0O79745.D\data.ms (-1812) (- | m/z 101.00 100.00%
101.0
39.0 116.0
5000 85.0
1 —r
H‘ ‘ 12.50 13.00
O‘W‘H‘_‘H‘HN“H‘N‘1M_‘HMMH1‘M\‘J‘“H‘_vM‘HH m/z 116.00 57.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9349: trans-2,3-Dimethylthiophane
101.0
5000 116.0 /\/\\/\\ ‘ A/\/\ e
a0 12.50 13.00
74.0 m/z 39.00 54.87%
| A
O\\‘\H\‘\H\‘\H\iH\H\“\HH‘HHHHHN\‘\“\‘\H\‘1‘\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9360: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
o —
116.0 12.50 13.00
5000 m/z 100.00 48.72%
67.0 87.0
41.0
27.0 ‘ ‘ ‘
oH_m_H‘u‘W‘W‘Mwml‘um_w‘umewlmwhu_m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 I\j
Abundance #9347: cis-2,3-Dimethylthiophane pAS 0y L
101.0 12.50 13.00
m/z 41.00 47.87%
41.0
5000 116.0
59.0 740
[ i
oH_m_Hwww!‘”wu‘:ll“”H‘Mprwwlmwuu_m P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2H-Thiopyran, tetrahydro-2-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.694 11.61 ug/l 387771 Chlorobenzene-d5 11.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 97
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 94
3 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 68
4 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 58
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 56
Abundance Scan 1826 (12.694 min): VN079745.D\data.ms (-1822) (- | m/z 101.00 100.00%
101.0
5000 116.0
410 59.0 /\JW
1 =
“ ‘ ‘ M 88.0 12.50 13.00
oHWwawmww‘mm‘wm!_‘w\m_wuu‘w m/z 116.00  45.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9346: cis-2,3-Dimethylthiophane
101.0
116.0 NJ\
5000 RrramaT
41. . .
0 590 740 5
m/z 41.00 27.27%
27.0 ‘ ‘ ‘ 88.0
OH‘HH‘H\‘\“\\H‘H‘“\‘\‘}H“H‘\}“‘\H\MH‘!‘HH‘MH\‘HH‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9349: trans-2,3-Dimethylthiophane
101.0
=L —
12.50 13.00
5000 41.0 116.0 m z 58.95 27.24%
59.0 74.0
|
O b LG H‘ﬁ‘m‘muﬂ‘u‘whu‘wﬂu,u‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9360: 2H-Thiopyran, tetrahydro-2-methyl- —
101.0 1250 13.00
m/z 74.00 21.79%
116.0
5000
67.0 87.0
0 7 saa )
oHWHw‘u_H“_“:‘W“Hl‘”m‘u:‘w‘luwwluwm‘w ANEPATANWANSANA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 trans-2-Ethyl-3-methylthiop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.423 6.63 ug/1l 225597 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2-Ethyl-3-methylthiophane 130 C7H14S 061568-36-3 90
2 cis-2-Ethyl-3-methylthiophane 130 C7H14S 061568-37-4 86
3 2-Ethylthiacyclohexane 130 C7H14S 001613-52-1 83
4 cis-3-Methyl-2-n-propylthiophane 144 C8H16S 118068-76-1 59
5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 50
Abundance Scan 1950 (13.423 mln) VNO79745.D\data.ms (-1944) (- m/z 100.95 100.00%
01.0
5000
59.0 130.0
N
oMW_MMHAJM“m“‘h‘H‘w_ww_mz“??? m/z 130.00  26.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15610: trans-2-Ethyl-3-methylthiophane
101.0
5000 LA U,
13.50
440 0 130.0 m/z 59.00  20.21%
O\\\‘\\\\“\‘H\\‘\‘“\‘\‘\h\“\‘f\\‘h\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15608: cis-2-Ethyl-3-methylthiophane
101.0
—
13.50
5000 m/z 67.05 18.48%
130.0
41.0 67.0
SELT SO VN TR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15594: 2-Ethylthiacyclohexane —
101.0 13.50
m/z 41.10 17.64%
5000
130.0
40 g
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 cis-2-Ethyl-3-methylthiophane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.688 7.36 ug/1 250480 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2-Ethyl-3-methylthiophane 130 C7H14S 061568-36-3 94
2 cis-2-Ethyl-3-methylthiophane 130 C7H14S 061568-37-4 93
3 cis-3-Methyl-2-n-propylthiophane 144 C8H16S 118068-76-1 70
4 trans-3-Methyl-2-n-propylthiophane 144 C8H16S 118068-75-0 64
5 2-Ethylthiacyclohexane 130 C7H14S 001613-52-1 58

Abundance Scan 1995 (13.688 min): VN079745.D\data.ms (-1987) (- | m/z 101.00 100.00%
101.0
5000 /j\‘h
411 59.0 129.9 = : Q“JU
M ‘ ‘ ‘ | 13.50 14.00
oLl by w” Wb SR wyz 129,95 24.83%
m/z--> 20 80 100 120 140
Abundance #15610.UansQ-EmyL34nemynmophane
101.0
5000 S S
13.50 14.00
41.0 5 130.0 m/z 58.95  22.50%
I |
O\\\’\\\\‘\H\\‘\“\\‘\h\“\‘\\f‘h\\\‘\‘\\‘\\‘\\\\
miz--> 20 60 80 100 120 140
Abundance #15608.usQ—EﬂwL34nemyhmophane
101.0
e —
13.50 14.00
5000 m/z 41.10 20.88%
130.0
410 670
SELTIN M \\MM B
m/z--> 20 100 120 140
Abundance #24315: C|s—3—MethyI—Z—n—propyIthiophane — —
101.0 13.50 14.00
m/z 54.95 17.92%
5000
39 5.0 144.0
L m
om,mww‘“w “\“\“\‘HH“M\H‘\‘Hu‘mu — s
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Thiophane, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.123 6.02 ug/1l 205074 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophane, propyl- 130 C7H14S 001551-34-4 70
2 4,4-Ethylenedioxy-1-pentylamine 145 C7H15NO02 066442-97-5 43
3 Thiophene, 2-butyltetrahydro- 144 C8H16S 001613-49-6 43
4 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 38
5 1,3-Dioxolane, 4-methyl-2-(2-met... 144 C8H1602 018433-93-7 38
Abundance Scan 2069 (14.123 min): VNO79745.D\data.ms (-2064) (1 m/z 87.00 100.00%
87.0
N R ==
41‘ 0 590 a0 13?-01 ‘. 14.00 14.50
S “‘ Iy M e ot L 45T 7 101,00 39.83%
m/z--> 20 80 100 120 140
Abundance #15590 Thiophane, propyl-
87.0
5000 = e
14.00 14.50
41.0 o
m/z 41.00 15.28%
o “ 590 130.0
0\\‘\’\\\\“\“\\“\‘h\\\\“\‘1\\‘\\\\‘\\\\‘\\\\
m/z--> 80 100 120 140
Abundance #24751. 4,4—Ethylenedioxy—l—pentylamine
87.0
43.0 S -
14.00 14.50
5000 m/z 130.00 14.27%
0 H\‘ L 6%0 i 113 0129.0145.0
O L B B B B
miz--> 20 40 60 80 100 120 140
Abundance #24313: Thiophene, 2-butyltetrahydro- — s
87.0 14.00 14.50
m/z 39.00 12.09%
5000
41.0
144.0
59.0
0 15?115-0 R
m/z--> 20 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.041 5.46 ug/l 185947 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 70
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 70
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 70
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 64
Abundance Scan 2225 (15.041 min): VN079745.D\data.ms (-2217) (- | m/z 119.00 100.00%
119.0
i, J\
91'0 T T T ‘ T ‘
390 650 ‘ ‘ 142.1 15.00
01— w““w Ay 1“““‘”‘“‘ w“:‘”i‘ ok Latall . \“l “U“‘H“ Y - m/z 134.05  45.95%
miz-> 20 40 60 80 100 120 140
Abundance #16991: o-Cymene
119.0
5000 /{/V\‘ i
91.0 15.00
m/z 117.00  33.35%
39.0 65.0
180 1 gl by |l 180
O\\‘\‘\‘\\\ \\‘V\“W\\\“\\‘r”\““\\1“\\\‘\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
15.00
5000 m/z 90.95 24 .43%
91.0
15.0 39‘-0 65.0 | 1350
O et e e
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- 7 ‘
119.0 15.00
m/z 114.95 21.11%
5000
39.0 50
: 65.0 135.0
0 ‘1‘5"9“‘ ‘ ““‘ VRSNV S “c e ‘M ‘ ‘?“ — —r—
m/z--> 20 40 60 80 100 120 140 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN103123\
Data File : VN@79745.D

Acqg On : 31 Oct 2023 15:43
Operator : JC\MD

Sample : 05107-17

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Thiophene, tetr... 11.353 110.1 ug/l 3676200 3 11.870 1669720 50.0
Thiophene, tetr... 12.212 21.6 ug/l 722838 3 11.870 1669720 50.0
cis-2,3-Dimethy... 12.576 7.2 ug/l 241681 3 11.870 1669720 50.0
trans-2,3-Dimet... 12.647 12.0 ug/l 400446 3 11.870 1669720 50.0
2H-Thiopyran, t... 12.694 11.6 ug/l 387771 3 11.870 1669720 50.0
trans-2-Ethyl-3... 13.423 6.6 ug/l 225597 4 13.794 1702030 50.0
cis-2-Ethyl-3-m... 13.688 7.4 ug/l 250480 4 13.794 1702030 50.0
Thiophane, propyl- 14.123 6.0 ug/l 205074 4 13.794 1702030 50.0
o-Cymene 15.041 5.5 ug/l 185947 4 13.794 1702030 50.0
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