LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 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\82X051222W.M

Title : SW846 8260

Signal : TIC: VX@28982.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.252 19 27 42 rBV2 144336 362096 8.38% 1.654%
2 1.544 71 75 80 rBv 114256 122632 2.84% 0.560%
3 2.380 206 212 215 rBV 42984 72187 1.67% 0.330%
4 2.422 215 219 230 rVB 287245 446709 10.34% 2.041%
5 2.532 230 237 245 rBV2 79086 189791 4.39% 0.867%
6 2.703 260 265 275 rVB 24697 48094 1.11% 0.220%
7 2.959 299 307 319 rBV3 41127 99501 2.30% 0.455%
8 3.696 417 428 442 rBV2 36148 102401 2.37% 0.468%
9 4.233 499 516 529 rBv4 40484 139309 3.23% 0.636%
10 5.391 694 706 721 rBV 220477 644122 14.92% 2.943%
11 5.556 722 733 752 rVB 350847 998312 23.12% 4.561%
12 5.958 789 799 806 rBvV 223069 587949 13.61% 2.686%
13 6.043 806 813 837 rVB 153149 448099 10.38% 2.047%
14 6.763 921 931 945 rBV 559807 1337304 30.97% 6.109%
15 7.690 1073 1083 1100 rVB3 65655 156661 3.63% 0.716%
16 8.220 1165 1170 1178 rBV 27729 46230 1.07% 0.211%
17 8.415 1194 1202 1208 rBV 47615 87134 2.02% 0©.398%
18 8.653 1234 1241 1248 rBV 1169557 1825824 42.28%  8.341%
19 8.720 1248 1252 1256 rVV 90552 139015 3.22% 0.635%
20 8.769 1256 1260 1270 rVB 74951 121113 2.80% 0.553%

21 9.451 1365 1372 1375 rBV 72081 116122 2.69%
22 9.488 1375 1378 1392 rVB 162934 268959 6.23%
23 10.055 1464 1471 1475 rBV 1262406 1712714 39.66%

ORrNRO®
00
N
i
3R

24 10.092 1475 1477 1484 rVV 231563 341436  7.91% 560%
25 10.153 1484 1487 1491 rW 59606 86822 2.01% 397%
26 10.299 1502 1511 1521 rVB 112650 172434 3.99% 0.788%
27 10.409 1521 1529 1532 rBV2 40914 71501 1.66% ©.327%
28 10.506 1541 1545 1551 rBvV2 144613 193423 4.48% ©.884%
29 10.652 1564 1569 1577 rBV4 64773 128913 2.99% 0.589%
30 10.750 1581 1585 1589 rVWW 161278 221064 5.12% 1.010%
31 10.793 1589 1592 1599 rVw2 47982 81974 1.90% 0.374%
32 10.860 1599 1603 1607 rVV 57246 94518 2.19% 0.432%
33 10.908 1607 1611 1624 rVB 59167 108618 2.52%  0.496%
34 11.085 1633 1640 1645 rBV 1004187 1340512 31.04% 6.124%
35 11.134 1645 1648 1655 rVvW2 74854 132122 3.06% ©.604%
36 11.201 1655 1659 1664 rVB2 39396 59140 1.37% 0.270%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 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\82X051222W.M
Title : SW846 8260
37 11.354 1680 1684 1693 rVB 188206 264107 6.12% 1.207%
38 11.433 1693 1697 1711 rVB3 55620 112788 2.61% ©.515%
39 11.573 1715 1720 1723 rBV 117727 164118 3.80% 0.750%
40 11.603 1723 1725 1728 rVV2 68283 76719 1.78% 0.350%
41 11.652 1728 1733 1737 rVB 151965 205632 4.76%  0.939%
42 11.701 1737 1741 1747 rVB 193469 261895 6.06% 1.196%
43 11.756 1747 1750 1754 rVB2 62112 72023 1.67% 0.329%
44 11.866 1760 1768 1776 rBV2 139482 281186 6.51% 1.285%
45 12.024 1789 1794 1802 rVB 1367393 1654619 38.31% 7.559%

46 12.219 1816 1826 1836 rBV 3545106 4318607 100.00% 19.729%

47 12.305 1837 1840 1844 rVV3 112416 161836 3.75% 0.739%
48 12.353 1844 1848 1854 rVB2 138262 190837 4.42% 0.872%
49 12.420 1854 1859 1863 rBV2 115110 185209 4.29% 0.846%
50 12.463 1863 1866 1869 rVB 42702 51639 1.20% 0.236%
51 12.622 1889 1892 1895 rVB2 36444 43224 1.00% 0.197%
52 12.707 1903 1906 1917 rVB5 32616 77150 1.79% 0.352%
53 12.804 1917 1922 1927 rBV6 39319 79346 1.84% 0.362%
54 13.164 1974 1981 1986 rBV6 24974 46268 1.07% 0.211%
55 13.292 1998 2002 2004 rBvV2 39634 56787 1.31% 0.259%
56 13.341 2008 2010 2018 rVB 38553 51936 1.20% 0.237%
57 13.780 2078 2082 2086 rVB2 100765 132798 3.08% 0.607%
58 13.920 2101 2105 2112 rVB5 24297 45977 1.06% 0.210%
59 14.481 2193 2197 2208 rVB4 43267 88828 2.06% 0.406%
60 14.633 2216 2222 2226 rBvV2 53214 76806 1.78% 0.351%
61 14.780 2241 2246 2259 rVB2 40647 85078 1.97% 0.389%
Sum of corrected areas: 21890168
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

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

Abundance TIC: VX028982.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000

500000 5.556
1.252 1.544 2422 5.391 5.95843
: : 2.348532 703 2.959 3.696 4233 '

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 1.40 1.60 1.80 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

Abundance TIC: VX028982.D\data.ms
3500000

3000000

2500000

2000000

1500000

8.653 10.055

1000000 11.085

6.763
500000

0 7.690 8.2208.415
— — —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX028982.D\data.ms
3500000 12.019

Y e

3000000
2500000
2000000
1500000 12.024

1000000

500000

13189920

T T T
14.00

14.84.33.780

T ‘ T T T ‘ T T ‘ T T ‘ T
14.50 15.00 15.50 16.00 16.50

0 \\ T ‘

T T ‘ T
Time--> 12.00 12.50 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.252  18.14 ug/l 362096  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 64
2 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 27 (1.252 min): VX028982.D\data.ms (-19) (-) m/z 64.00 100.00%

64.0
5000 JL\
T Emanmanan e S
451 1.20 1.40 1.60
ottt m/z 48.00 52.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L B B B B
1.20 140 1.60
m/z 45.10 13.02%
32.0
O\\“\\!\‘\\\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo-
64.0
T
120 1.40 160
5000 m/z 46.10 5.84%
44
16.0
ol L ‘ ‘ 93.0 1150 143.0 169.0
R R L S e s e o
miz--> 20 40 60 80 100 120 140 160
Abundance #6976: Aminomethanesulfonic acid A ma o o
64.0 120 1.40 160
m/z 66.00 5.18%
5000
42.
0 L. 830 1110
e M ma e S
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
. 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 Methanethiol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

1.544 6.14 ug/1 122632  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanethiol 48 CH4S 000074-93-1 91
2 3-Mercaptopropionitrile 87 C3H5NS 001001-58-7 25
3 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 9
4 Methane, chloromethoxy- 80 C2H5C10 000107-30-2 7
5 Ethanol 46 C2H60 000064-17-5 4
Abundance  Scan 75 (1.544 min): VX028982.D\data.ms (-71) (-) m/z 47.00 100.00%

47.0
5000

1.20 1.40 1.60 1.80
l, 630 801 941  119.0

O brrrprerr e e e e P e e e m/z 48.00 79.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #127: Methanethiol
47.0
5000 L L BN L

1.20 1.40 1.60 1.80
m/z 45.00 50.75%

2o
0\H’\H\‘H\\‘HH‘\H\‘HH‘HH’\H\‘HH‘HH‘HH‘HH’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2075: 3-Mercaptopropionitrile
47.0
RARRREEE S S
1.20 1.40 1.60 1.80
5000 87.0 m/z 46.00  12.71%
27.0
0,7,2'0,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #122: Hydroxylamine, O-methyl- R I RARREE
47.0 1.20 1.40 1.60 1.80
m/z 44.00 9.85%
om,mWHUHwHww‘w,mwH‘HWMW,W,M  E
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Butanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.233 6.98 ug/1 139309 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 93
2 Ethene, ethoxy- 72 C4H80 000109-92-2 53
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 47
4 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 43
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 43
Abundance Scan 516 (4.233 min): VX028982.D\data.ms (-499) (-) m/z 44.10 100.00%
44.1
72.1
5000
57.0
T T
37 4.00 4.20 4.40 4.60
Ol bbbt b M/2 43,10 89.98%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #739: Butanal
44.0
72.0
29.0
5000 L B I L I R B
57.0 4.00 4.20 4.40 4.60
m/z 41.10 83.96%
O\‘\\H‘\\]\-?-\(\)\\‘H\\‘l\!\‘\\\ﬁix\\}\! i\\HiH{H\H\‘\\H‘HHM\}\‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #774: Ethene, ethoxy-
44.0
720 4.00 4.20 4.40 4.60
5000 20.0 m/z 72.10 80.47%
15.0
0 ] 370, 57.0 790
T T e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #787: Propanal, 2-methyl- B RREEEEE L
43.0 4.00 4.20 4.40 4.60
m/z 39.00 45.84%
27.0
5000
72.0
15.0 ‘ ‘ 57.0
0‘_kuquuwuwhkwuwwqﬂwuu_uwmwuuwuwmwuuwmwu A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Thiophene, tetrahydro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.488 7.85 ug/1 268959  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 97
2 Thietane, 2-methyl- 88 C4H8S 017837-41-1 81
3 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 53
4 Ethylvinyl sulfide 88 C4H8S 000627-50-9 42
5 2,2-Dimethylthiirane 88 C4H8S 003772-13-2 38

Abundance Scan 1378 (9.488 min): VX028982.D\data.ms (-1375) (-) m/z 60.00 100.00%

60.0
88.0
5000
45.0
A S RREERRE T
H‘ | ‘ 730 ‘ 9.20 9.40 9.60 9.80
0Ll 7wl 1038 o g o0 75.69%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2339: Thiophene, tetrahydro-
60.0
88.0
5000 LI L L L O L L L
45.0 9.20 9.40 9.60 9.80
27.0 m/z 45.00 27.84%
0 1014r0730’ ‘iuu‘uu‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2334: Thietane, 2-methyl-
60.0 88.0 j\
R R A
46.0 9.20 9.40 9.60 9.80
5000 m/z 45.95  24.46%
27.0
‘ ‘ 73.0
0 H“H‘“HH“‘M‘H1“!‘”W!1“““HH‘um,uu‘}uu_um
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #2184: 1,2-Hydrazinedicarboxaldehyde A R A RREA
32.0 9.20 9.40 9.60 9.80
m/z 58.95 23.34%
60.0 88.0
5000 18.0
‘ 4T.O
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\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 4-Heptanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.750 6.45 ug/1 221064  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol 116 C7H160 000589-55-9 59
2 Oxalic acid, cyclobutyl undecyl ... 298 C17H3004 1000309-70-2 43
3 Oxalic acid, cyclobutyl heptyl e... 242 C13H2204 1000309-69-8 35
4 4,5-Octanediol 146 C8H1802 022607-10-9 33
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 32
Abundance Scan 1585 (10.750 min): VX028982.D\data.ms (-1581) (-~  m/z 55.05 100.00%
55.0
5000
Py e
“ ‘ 98.1 10.50 11.00
bt B0 L e M/Z 73,10 74.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9439: 4-Heptanol
53.0
5000 LI — T L
10.50 11.00
m/z 43.05 37.17%
31.0
O\\\’\‘\“\\"“U\\L“\\‘\‘?.‘O\\gg‘.(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #196809: Oxalic acid, cyclobutyl undecy! ester
55.0 J\‘
= T
10.50 11.00
5000 m/z 41.05 25.86%
29.0
85.0
0 \‘ \‘m Loy 7 1110 154.0 199.0
R R R R e SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125685: Oxalic acid, cyclobutyl heptyl ester —— — T
55.0 10.50 11.00
m/z 56.05 14.75%
5000
29.0
o \‘ \H‘ Lo 980 430
e e e e e e P ce
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

82X051222W.M Thu May 26 14:47:09 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 2-Ethylthiacyclohexane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.652 6.21 ug/1 205632 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylthiacyclohexane 130 C7H14S 001613-52-1 86
2 trans-2-Ethyl-3-methylthiophane 130 C7H14S 061568-36-3 78
3 2-methyl-2-(2-methyl-3-thienylth... 230 C10H14S3 1000365-97-2 43
4 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 40
5 cis-2-Ethyl-3-methylthiophane 130 C7H14S 061568-37-4 38

Abundance Scan 1733 (11.652 min): VX028982.D\data.ms (-1728) (- m/z 101.00 100.00%

Abundance #110803: 2-methyl-2-(2-methyl-3-thienylthio)-tetrahydro-t|
101.0 11.50 12.00

m/z 41.10 8.83%

101.0
5000
130.0
59.0 o~ e
‘ ‘ 11.50 12.00
Ol e b m/z 130.00 28.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15594: 2-Ethylthiacyclohexane
101.0
5000 M T T T T
130.0 11.50 12.00
41.0 670 ' m/z 59.80  20.32%
O [
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15610: trans-2-Ethyl-3-methylthiophane
101.0
e —
11.50 12.00
5000 m/z 67.00 18.56%
41.0 130.0
‘ 67.0
0 "H“_“‘HH;M‘WMum“h"M‘m"wwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
= —

5000

59.0 130.0

0 N S—

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\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 4

R.T. EstConc Area Relative to ISTD R.T.
11.701 7.91 ug/l 261895 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylthiacyclohexane 130 C7H14S 001613-52-1 83
2 cis-2-Ethyl-3-methylthiophane 130 C7H14S 061568-37-4 72
3 trans-2-Ethyl-3-methylthiophane 130 C7H14S 061568-36-3 72
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 47
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 47

Abundance Scan 1741 (11.701 min): VX028982.D\data.ms (-1737) (- m/z 101.00 100.00%

101L.0
5000
130.1
410 590 ~— A
‘ “ ‘ 0 11‘5-0 11.50 12.00
owH“;“m_m}hw“!nw“m_m‘lhH‘Hmmwm_ m/z 130.05 28.51%
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #15594: 2-Ethylthiacyclohexane
101.0
5000 M\ T T T
87.0 130.0 11.50 12.00
550 670 ' m/z 59.00  21.95%
O\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #15609: cis-2-Ethyl-3-methylthiophane
101.0
T —
11.50 12.00
5000 m/z 67.10 21.15%
41.0
590 130.0
73.0
il L 1150
o‘_‘H;HU‘wu‘w‘leu‘uwu‘H‘Jhu,wu‘u‘wuu‘_
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #15610: trans-2-Ethyl-3-methylthiophane Ce —
101.0 11.50 12.00
m/z 41.05 16.76%
5000
41.0 59.0 130.0
73.0 115.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 4-Heptanol, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.866 8.50 ug/1 281186 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 78
2 4-Octanol, 2-methyl- 144 C9H200 040575-41-5 72
3 5-Nonanol 144 C9H200 000623-93-8 64
4 5-Dodecanol 186 C12H260 010203-33-5 64
5 2-Butenoic acid, 1-methylpropyl ... 142 C8H1402 010371-45-6 64

Abundance Scan 1768 (11.866 min): VX028982.D\data.ms (-1760) (-  m/z 69.05 100.00%

69.0
5000 87.1
41.0
o
126.2 11.50 12.00
b Ll l 109877 T 1440 s 87,10 41.29%
m/z--> 20 40 60 80 100 120 140
Abundance #24435: 4-Heptanol, 2,6-dimethyl-
69.0
5000 43.0 - N
87.0 11.50 12.00
270 m/z 41.05 33.75%
T 126.0
O\\\‘\‘\1‘\\i\\\‘\“\‘\‘\\‘\“i\\‘\\\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #24412: 4-Octanol, 2-methyl-
69.0
= —r—
11.50 12.00
5000 87.0 m/z 43.10 30.29%
41.0
SR O Y-S
m/z--> 20 40 60 80 100 120 140
Abundance #24387: 5-Nonanol R —T—
69.0 11.50 12.00
m/z 55.10 23.10%
87.0
5000
41.0
oL 80 LU 030 1280130
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.219 130.50 ug/l 4318610 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
4 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 43
5 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19C1l02 005345-58-4 42

Abundance Scan 1826 (12.219 min): VX028982.D\data.ms (-1816) (- m/z 57.05 100.00%
57.0

5000 W
83.0 — —
39 ‘ 12.00 12.50
112.1
ol ey 4 PR 1441 myz a1.10 35.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 U o
12.00 12.50
29.0 ‘ 83.0 m/z 43.10  29.42%
112.0
O\\\‘\h“\\‘\\\w\w\\"\\\“‘\\}\‘\\\\‘\\\\‘\\\\
miz--> 20 40 100 120 140 160
Abundance #15686.2—PropyL1—pentan0
57.0
— —
12.00 12.50
5000 ITI/Z 55.05 28.41%
29.0 83.0
‘ ‘ ‘ 112.0
0 H“““kuw ‘w;“‘“!‘H“‘HM‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis- —— —
57.0 12.00 12.50
m/z 70.10 24.91%
5000
97.0
0 1790 |i" 117.0 171.0
L B o B e — ——
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@52522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38

Operator JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
. 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 trans-3-Methyl-2-n-propylth... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.353 5.77 ug/1 190837 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans-3-Methyl-2-n-propylthiophane 144 C8H16S

2 2-n-Propylthiane

3 cis-2-Ethyl-3-methylthiophane
4 cis-3-Methyl-2-n-propylthiophane 144 C8H16S
5 Diethylene glycol acetate propio... 204 C9H1605

144 C8H16S
130 C7H14S

Abundance Scan 1848 (12.353 min): VX028982.D\data.ms (-1844) (-

118068-75-0 60
017912-23-1 60
061568-37-4 55
118068-76-1 53
1000458-46-9 50

m/z 101.00 100.00%

101.0
5000
59.0 144.1 - —=
41‘-1 ‘ ‘ ‘ 12.00 12.50
O L 770 1271 | hs; g7.00  84.96%
miz--> 20 40 60 80 100 120 140 160
Abundance #24316: trans-3-Methyl-2-n-propylthiophane
101.0
5000 s s
12.00 12.50
670 144.0 m/z 59.00 20.78%
0 \1\5\.(‘)\‘\‘\4?.‘:"1.\(‘)‘\ \”‘\‘”\‘\ \‘\8“4\‘-9\ \“h\ L B |
miz--> 20 40 60 80 100 120 140 160
Abundance #24304: 2-n-Propylthiane
101.0
s ——
12.00 12.50
5000 ITI/Z 144 .05 20.18%
144.0
41.0 67.0 ‘
o250y [ Lo Lo
miz--> 20 40 60 80 100 120 140 160 M
Abundance #15609: cis-2-Ethyl-3-methylthiophane — —
101.0 12.00 12.50
m/z 67.00 20.00%
5000
41.0
590 130.0
NN
) S T 1 T WG R SIS N—— = T
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052522\
Data File : VX028982.D

Acqg On : 26 May 2022 04:38
Operator : JC/MD

Sample : N3024-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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|
Sulfur dioxide 1.252 18.1 ug/l 362096 1 5.556 998312 50.0
Methanethiol 1.544 6.1 ug/l 122632 1 5.556 998312 50.0
Butanal 4.233 7.0 ug/l 139309 1 5.556 998312 50.0
Thiophene, tetr... 9.488 7.8 ug/l 268959 3 10.055 1712710 50.0
4-Heptanol 10.750 6.5 ug/l 221064 3 10.055 1712710 50.0
2-Ethylthiacycl... 11.652 6.2 ug/l 205632 4 12.024 1654620 50.0
cis-2-Ethyl-3-m... 11.701 7.9 ug/l 261895 4 12.024 1654620 50.0
4-Heptanol, 2,6... 11.866 8.5 ug/l 281186 4 12.024 1654620 50.0
1-Hexanol, 2-et... 12.219 130.5 ug/l 4318610 4 12.024 1654620 50.0
trans-3-Methyl-... 12.353 5.8 ug/l 190837 4 12.024 1654620 50.0
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