LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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 X\Method\82X100523W.M
Title : SW846 8260
Signal : TIC: VX@38614.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.385 693 705 722 rBV 165108 487855 6.98%  2.095%
2 5.550 722 732 747 rBV 227993 656601 9.40% 2.819%
3 5.958 787 799 807 rBV 166048 442888 6.34% 1.902%
4 6.043 807 813 829 rVB2 24002 71685 1.03% 0.308%
5 6.763 921 931 957 rBV 356233 872917 12.49%  3.748%
6 8.647 1234 1240 1247 rBV 857839 1352911 19.36% 5.809%
7 8.720 1247 1252 1261 rVB 47777 86450 1.24% 0.371%
8 9.012 1292 1300 1313 rBV 59858 94457  1.35% 0.406%
9 9.433 1363 1369 1372 rBV 102996 155244 2.22% 0.667%
10 9.488 1372 1378 1398 rVB 4845021 6986685 100.00% 30.001%
11 10.055 1465 1471 1474 rBV 866804 1217017 17.42% 226%

12 10.092 1474 1477 1491 rVB 1942466 2578375 36.90% 11.
13 10.402 1522 1528 1542 rBV2 814983 1433945 20.52%
14 10.512 1542 1546 1550 rVB 62097 82816 1.19%

oo R U
=
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N
xR

15 10.567 1550 1555 1560 rBv2 139725 224383 3.21% 963%
16 10.787 1587 1591 1597 rVB 142637 195171 2.79% 0.838%
17 10.860 1597 1603 1608 rVV2 330508 626803 8.97%  2.691%
18 10.908 1608 1611 1625 rVB 281379 410014 5.87% 1.761%
19 11.079 1632 1639 1647 rBV 918272 1228467 17.58% 5.275%
20 11.201 1655 1659 1664 rBV2 64843 92814 1.33% 0.399%
21 11.286 1670 1673 1676 rBV 61863 88029 1.26% 378%

22 11.354 1679 1684 1690 rVV 536523 740759 10.60%
23 11.652 1725 1733 1736 rBV 153793 224520 3.21%
24 11.701 1736 1741 1747 rVB 406859 584014  8.36%

TN W
0
o)
B
3R

25 12.024 1788 1794 1803 rVB 1057054 1389599 19.89% 967%
26 12.213 1816 1825 1835 rBV3 28823 109189 1.56% 0.469%
27 12.353 1844 1848 1855 rBV 116249 160208 2.29% 0.688%
28 12.420 1855 1859 1863 rBvV2 75651 111819 1.60% 0.480%
29 13.780 2076 2082 2090 rVB2 275493 403778 5.78% 1.734%
30 14.633 2218 2222 2227 rVB 68516 87273 1.25% 0.375%
31 14.780 2241 2246 2251 rBV2 68230 91754 1.31% 0.394%
Sum of corrected areas: 23288440
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX@38614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

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

Abundance TIC: VX038614.D\data.ms
4000000
3000000
2000000

1000000

550
5.385 59583
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Abundance TIC: VX038614.D\data.ms
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2000000 10.092

1000000 8.647 10.055 10.402 11.079

11.354

1
0 N 720 9.012 9-43 % 10.;%@8 1120286
RV, S VLIRS

‘ — ‘ ‘ —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00

T
9.50 10.00 10.50 11.00
Abundance TIC: VX038614.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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, 2,5-dihydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.433 6.38 ug/1 155244  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2,5-dihydro- 86 C4H6S 001708-32-3 91
2 Thiophene, 2,3-dihydro- 86 C4H6S 001120-59-8 87
3 Divinyl sulfide 86 C4H6S 000627-51-0 64
4 N-Aminopyrrolidine 86 C4H1ON2 016596-41-1 45
5 1-Propyne, 1-(methylthio)- 86 C4H6S 022174-51-2 32
Abundance Scan 1369 (9.433 min): VX038614.D\data.ms (-1363) (-) m/z 85.10 100.00%
85.1
5000
45.1
| ‘ 580 -0 9.20 9.40 9.60 9.80
) S R VTN P S m/z 86.10  85.56%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1906: Thiophene, 2,5-dihydro-
85.0
5000 L B B I LA L
9.20 9.40 9.60 9.80
45.0 m/z 45.10  27.59%
27.0 ‘ 58‘0 710 ‘
O\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\‘\\‘\“\\\\‘1\\\‘1\\}‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1907: Thiophene, 2,3-dihydro-
85.0
R R AAmaEERE
9.20 9.40 9.60 9.80
m/z 39.10 16.60%
5000 45.0
27.0
om_m_‘!w:Hw‘MMU‘_H“‘HH_HH_M
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1904: Divinyl sulfide R AARREREEESE
85.0 9.20 9.40 9.60 9.80
m/z 58.00 13.04%
5000 450 590
27.0
71.0
SINELCH PPN PN
m/z--> 10 20 30 40 50 60 70 80 90 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.488 287.04 ug/l 6986690  Chlorobenzene-d5 10.055

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 74
3 Ethylvinyl sulfide 88 C4H8S 000627-50-9 42
4 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 36
5 Sulfide, allyl methyl 88 C4H8S 010152-76-8 35
Abundance Scan 1378 (9.488 min): VX038614.D\data.ms (-1372) (-) m/z 60.05 100.00%
60.0
88.1
5000
45.0
A AREmmaRE T
9.20 9.40 9.60 9.80
73.1
0 el olly 0l 104.2 m/z 88.10 83.14%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2339: Thiophene, tetrahydro-
60.0
88.0
5000 L L L I LA A AL
45.0 9.20 9.40 9.60 9.80
27.0 m/z 45.85  29.80%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2334: Thietane, 2-methyl-
60.0 88.0
e
46.0 9.20 9.40 9.60 9.80
5000 m/z 46.05 24.55%
27.0
‘ ‘ 73.0
0 H“HH“H“Hl‘“HMuMw‘!m“luW‘m,m‘}HH,HHW
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2332: Ethylvinyl sulfide AR aEamEEEE T
60.0 9.20 9.40 9.60 9.80
45.0 Y,
88.0 m/z 59.10  24.27%
5000
27.0
M 73.0
0 ‘H‘H‘W‘H‘_‘H‘H‘W‘H“Hw!HH‘_LH,H‘W‘H‘M‘H‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Thiophene, tetrahydro-3-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.403 58.91 ug/l 1433950  Chlorobenzene-d5 10.055
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 38
3 2H-Thiopyran, tetrahydro- 102 C5H1esS 001613-51-0 37
4 2-Acetyl-2,3,5,6-tetrahydro-1,4-... 145 C6H11NOS 1000281-47-3 27
5 Aziridine-2-carbothioamide 102 C3H6N2S 1000189-98-7 27
Abundance Scan 1528 (10.402 min): VX038614.D\data.ms (-1522) (| m/z 102.85 100.00%
102.1
60.0
5000 41.0 741 87.1 }\
- —
‘ H 10.00 10.50
Obrrrrerrprre "m‘:u“gn‘l“““mh“ mem“w“‘“mw m/z 60.05 67.01%
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
270 1000 1050
m/z 87.10  48.84%
o b L)
O\\‘\\‘\\‘\\\1’\\\1}}\\\i‘\\‘\‘\‘\\\\“\‘\\\‘\\\\‘\\\\‘u\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4720: 2-Thiazolamine, 4,5-dihydro-
102.0
60.0 10.00 10.50
5000 m/z 74.10 47 .86%
43.0
29.0 H ‘ 74.0
0"‘H‘w"H,H“M‘M‘H‘lw‘u“m‘_“w‘u“W‘W‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4905: 2H-Thiopyran, tetrahydro-
g87.0 102.0 10.00 10.50
68.0 m/z 41.85 40.81%
5000 410
i M
o250 Il A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 7
R.T. EstConc Area Relative to ISTD R.T.
10.567 9.22 ug/l 224383  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 90
2 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 87
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 81
4 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 64
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 64
Abundance Scan 1555 (10.567 min): VX038614.D\data.ms (-1550) (- m/z 101.10 100.00%
101.1
5000 116.1
59.0
41.1
Dol T2
oH_m_m_mm&mu_m‘uumuwe_mewuu_m m/z 116.10  43.34%
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
41.0 10.50
590 74.0
m/z 59.00 31.81%
|
OH‘\H\‘\\H‘\\HH”‘\“\‘\H‘\\H‘i\\HN\‘\‘1‘\\H‘l‘\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9367: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101.0
10.50
m/z 67.10 31.15%
5000 59.0 116.0
27.0 41.0 74.0
I AR
0H“m“m“mpm“m“m“m“m_m_m_m_m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9346: cis-2,3-Dimethylthiophane
101.0 10.50
m/z 74.10 21.72%
116.0
5000
27.0 ‘ ‘ ‘ 88.0
0H_m_H‘w‘ww‘lh_HH“‘m‘;‘m‘wH‘l_m‘M_m_m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 cis-2,3-Dimethylthiophane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.787 8.02 ug/1 195171  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 94
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 93
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 80
4 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 60
5 Allylthiourea 116 C4H8N2S 000109-57-9 59
Abundance Scan 1591 (10.787 min): VX038614.D\data.ms (-1587) (- m/z 101.05 100.00%
101.1
5000 116.1
74.0
41.1 590
| “ e 0 10.50 11.00
oH_HWm_‘Jh_m‘”m“_um‘m;_wM_mwwcw m/z 116.10  48.07%
m/z--> 20 30 40 50 60 70 80 90 100110 120130
Abundance #9347: cis-2,3-Dimethylthiophane
101.0
41.0
5000 116.0
59.0 74.0 10.50 11.00
m/z 74.00 30.79%
I
OH‘\H\‘\\HH‘E\H\“IHH“\H\M\‘\H‘w\‘\‘\‘HH‘l‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9349: trans-2,3-Dimethylthiophane
101.0
10.50 11.00
5000 41.0 116.0 m/Z 41.10 30.69%
59.0 74.0
|
O‘W‘H‘_‘HiHUwﬂdl“uH NS SN NS R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #9368: Thiophene, tetrahydro-2,5-dimethyl-, trans-
101.0 10.50 11.00
m/z 59.00  23.58%
e amo 7 740 150
27.0
0 ‘ H ‘ 87.0 L
‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘u‘w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Thiazole, 4,5-dihydro-4-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.860  25.75 ug/l 626803  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 50
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 50
3 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 50
4 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 38
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 38
Abundance Scan 1603 (10.860 min): VX038614.D\data.ms (-1597) (- m/z 101.10 100.00%
101.1
5000 39.1
67.1
54.1
| H m‘ ‘ 10.50 11.00
Ouvi vy vy el “HAMWMHJHwaN\‘H\jh‘_wm‘u“ m/z 100.05 73.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9346: cis-2,3-Dimethylthiophane
101.0
116.0
5000 10.50 11.00
0500 749 ' ' 5
m/z 85.05 55.48%
27.0 ‘ ‘ ‘ 88.0
O\\‘\H\‘\H‘\“H\\‘H‘\H\‘\wH“H‘\}HHHN\\“\‘\H\‘1‘\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9349: trans-2,3-Dimethylthiophane
101.0 J
T
10.50 11.00
5000 41.0 116.0 m/Z 116.10 52.36%
59.0 74.0
|
o“““‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9044: Thiazole, 4,5-dihydro-4-methyl-2-amino-
101.0 10.50 11.00
m/z 39.10 44.79%
116.0
5000 43.0
59.0
oMHH\%O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 7 Thiophene, tetrahydro-2,5-d... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.909 16.84 ug/l 410014  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 96
2 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 94
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 90
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 87
5 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 72
Abundance Scan 1611 (10.908 min): VX038614.D\data.ms (-1608) (- m/z 101.10 100.00%
101.1
5000 116.1
411 991 740 ML&
‘ ‘ ‘ ‘ 881 11.00
o‘wH_H“_“wwm‘ lithsptrnbp e e e m/z 116.10 0 51.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9349: trans-2,3-Dimethylthiophane
101.0
5000 116.0
41.0 11.00
59.0
74.0 m/z 59.10  22.66%
A
O\\‘\\\\‘\\\\i‘\}“\“\‘\‘\1“\\\\‘i\\\\“}\‘\‘1‘\\\\‘1‘\\\‘\\‘\‘\“\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9347: cis-2,3-Dimethylthiophane
101.0
—r4
41.0 11.00
5000 116.0 m/z 74.85 20.33%
59.0 740
bl
| E————I u‘m‘ H‘wm mu, SN )
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9367: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101.0 11.00
m/z 41.10 19.97%
27.0 41.0 74.0
o‘ww‘HH‘HH_m_‘H_H“m“w_m‘w_m
m/z--> 20 30 40 50 60 70 80 90 100 110 120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 8 Thiophene, 2-ethyltetrahydro- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.354  26.65 ug/l 740759 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 91
2 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 64
3 2H-1,2-Oxazine,tetrahydro- 87 C4HONO 036652-42-3 59
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 Oxazolidin-2-one 87 C3H5NO02 000497-25-6 9

Abundance Scan 1684 (11.354 min): VX038614.D\data.ms (-1679) (- m/z 87.10 100.00%

87.1
5000
116.1

45.0
67.1 11. 00 11 50

el L1740 7 116,10 25.59%

m/z--> 20 40 60 80 100 120 140 160
Abundance #9353: Thiophene, 2-ethyltetrahydro-
87.0

o

5000 T
1100 1150
45.0 116.0 m/z 45.80 11.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9374: Hydrazine, 1,1-dipropyl-
87.0
45.0
11.00 11.50
5000 ITI z 41.10 7.74%
116.0
o"w“\mm“m‘mmw‘1H_H!‘_m_m_m
m/z--> 20 40 60 80 100 120 140 160
Abundance #2125: 2H-1,2-Oxazine,tetrahydro-
46.0 87.0 1100 1150
m/z 85.10 7.67%
5000
27,0
0! Gsb | ,,/\/\M

m/z--> 20 40 60 80 100 120 140 160 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 9 cis-2-Ethyl-3-methylthiophane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.652 8.08 ug/1 224520 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2-Ethyl-3-methylthiophane 130 C7H14S 061568-37-4 93
2 trans-2-Ethyl-3-methylthiophane 130 C7H14S 061568-36-3 80
3 2-methyl-2-(2-methyl-3-thienylth... 230 C10H14S3 1000365-97-2 56
4 2-Amino-2-thiazoline-4-carboxyli... 146 C4H6N202S 002150-55-2 50
5 1,3-Dioxepane, 2-pentadecyl- 312 C20H4002 041563-29-5 47

Abundance Scan 1733 (11.652 min): VX038614.D\data.ms (-1725) (| | m/z 101.05 100.00%
101.1
w M
130.1
59.1 LN — AN
‘ ‘ ‘ 11.50 12.00
R w‘uw‘u Ll b e prerr e e m/z 130.05  29.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15608: cis-2-Ethyl-3-methylthiophane
101.0
5000 M4 —T
130.0 11.50 12.00
41.0 67.0 m/Z 59.10 18.57%
0 :\L\S\.‘O\‘\‘H““\h‘\ \“\‘i‘\“i‘\h\“\”h\“huu‘H‘H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15610: trans-2-Ethyl-3-methylthiophane
101.0
5 —
11.50 12.00
5000 m/z 67.10 16.60%
41.0 130.
‘ 67.0 300
0 m‘H‘“in““JH;M‘MMM‘u“m_Mw_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #110803: 2-methyl-2-(2-methyl-3-thienylthio)-tetrahydro-t F— —
101.0 11.50 12.00
m/z 41.10 14.47%
5000
59.0 130.0
0 21.0 ‘ 230.C
! R RN AR RERS P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 10 2-Ethylthiacyclohexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.701 21.01 ug/l 584014 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylthiacyclohexane 130 C7H14S 001613-52-1 74
2 cis-2-Ethyl-3-methylthiophane 130 C7H14S 061568-37-4 74
3 trans-2-Ethyl-3-methylthiophane 130 C7H14S 061568-36-3 64
4 3-Ethylthiane 130 C7H14S 061568-48-7 64
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 53

Abundance Scan 1741 (11.701 min): VX038614.D\data.ms (-1736) (- m/z 101.10 100.00%

1011
5000
130.1
411 590 kN /

‘ “ 74.1 115.1 11.50 12.00
“_Hw‘HWH‘“mhvmmMuWMWNMmH_HqJHWHHWHHVHH_ m/z 130.05  31.08%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15594: 2-Ethylthiacyclohexane
101.0

5000 4 s
87.0 11.50 12.00

41.0 1300 m/z 59.05 20.70%

!!1150
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15608: cis-2-Ethyl-3-methylthiophane
101.0

o

:

o

11.50 12.00
5000 m/z 41.10 20.04%
130.0
41.0 67.0
81.0
L =N

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15610: trans-2- EﬂwlSrneﬁwnmophane T T
01.0 11.50 12.00

m/z 67.10  19.49%

5000
41.0 59.0 130.0
L Bome | o
0 TN A P R N ‘ e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038614.D

Acqg On : 27 Oct 2023 19:41
Operator : JC/MD

Sample : 05107-20 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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, 2,5-... 9.433 6.4 ug/l 155244 3 10.055 1217020 50.0
Thiophene, tetr... 9.488 287.0 ug/l 6986690 3 10.055 1217020 50.0
Thiophene, tetr... 10.403 58.9 ug/l 1433950 3 10.055 1217020 50.0
trans-2,3-Dimet... 10.567 9.2 ug/l 224383 3 10.055 12170620 50.0
cis-2,3-Dimethy... 10.787 8.0 ug/l 195171 3 10.055 1217020 50.0
Thiazole, 4,5-d... 10.860 25.8 ug/l 626803 3 10.055 1217020 50.0
Thiophene, tetr... 10.909 16.8 wug/l 410014 3 10.055 1217020 50.0
Thiophene, 2-et... 11.354 26.6 ug/l 740759 4 12.024 1389600 50.0
cis-2-Ethyl-3-m... 11.652 8.1 ug/l 224520 4 12.024 1389600 50.0
2-Ethylthiacycl... 11.701 21.0 ug/l 584014 4 12.024 1389600 50.0
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