LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X022322W.M
Title : SW846 8260
Signal : TIC: VX@27251.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.246 22 26 43 rBV 42614 88072 7.04% 1.214%
2 3.111 324 332 342 rVB2 6980 17334 1.39% 0.239%
3 4.312 519 529 539 rVB3 8622 24958 2.00% 0.344%
4 5.391 695 706 716 rBV2 50988 147395 11.79%  2.032%
5 5.556 724 733 755 rVB 88551 260096 20.80% 3.586%
6 5.964 790 800 810 rBV 54225 141179 11.29% 1.947%
7 6.257 837 848 858 rVB 8584 27712 2.22% 0.382%
8 6.769 922 932 942 rBV 133534 322244 25.77%  4.443%
9 7.379 1023 1032 1043 rVB4 7561 19620 1.57% 0.271%
10 7.982 1123 1131 1139 rBvV2 8071 16297 1.30% 0.225%
11  8.104 1144 1151 1156 rBV2 13777 29392  2.35% 405%

12 8.653 1234 1241 1248 rVB 272662 433475 34.67%
13 10.055 1465 1471 1479 rBV 283922 382347 30.58%
14 10.195 1488 1494 1502 rBV 416132 524245 41.93%
15 10.30e5 1506 1512 1522 rBV 355413 444001 35.51%

ANUVTUO®
N
N
N
R

16 10.963 1614 1620 1626 rBV 36613 44419  3.55%
17 11.079 1634 1639 1653 rVB 226155 300333 24.02%
18 11.305 1671 1676 1684 rVB 101499 120610  9.65%

oOwWwRrhPrO
(o))
=)}
w
R

19 11.402 1684 1692 1697 rVV 171414 221325 17.70% 052%
20 11.451 1697 1700 1707 rVB 13307 16349 1.31% 225%
21 11.616 1721 1727 1734 rVB 65182 81493 6.52% 1.124%

22 11.756 1744 1750 1756 rBV 1013444 1250430 100.00% 17.241%

23 12.024 1789 1794 1799 rBV 312194 385528 30.83% 5.316%
24 12.091 1799 1805 1810 rVB 242913 313382 25.06% 4.321%
25 12.244 1825 1830 1837 rBV 323026 394423 31.54% 5.438%
26 12.311 1837 1841 1849 rVB3 26069 43454  3.48% ©0.599%
27 12.414 1852 1858 1862 rBV3 17217 24120 1.93% 0.333%
28 12.463 1862 1866 1872 rVB 22383 26807 2.14% 0.370%
29 12.530 1872 1877 1879 rBV 43720 52219 4.18% 0.720%
30 12.555 1879 1881 1886 rVB 35486 41125 3.29% 0.567%
31 12.615 1886 1891 1894 rBV 74097 88946  7.11%  1.226%
32 12.646 1894 1896 1901 rVV 17821 19146 1.53% 0.264%
33 12.701 1901 1905 1913 rVB2 52969 77708 6.21% 1.071%
34 12.847 1925 1929 1935 rVB 17667 22726 1.82% ©0.313%
35 12.926 1935 1942 1945 rBV 41000 54368 4.35% 0.750%
36 12.963 1945 1948 1955 rVB 74966 86068 6.88% 1.187%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X022322W.M
Title : SW846 8260
37 13.170 1978 1982 1986 rVB 45651 53017 4.24% ©.731%
38 13.292 1997 2002 2007 rVB2 106882 137336 10.98%  1.894%
39 13.426 2019 2024 2029 rVB 34162 44154 3.53% 0.609%
49 13.585 2046 2050 2056 rvv3 10911 20576 1.65% ©.284%
41 13.664 2060 2063 2070 rVB2 10485 16852 1.35% ©.232%
42 13.774 2074 2081 2090 rBV 218758 288445 23.07% 3.977%
43 13.871 2090 2097 2101 rVB2 8170 13235 1.06% 0.182%
44 14.219 2149 2154 2160 rBV3 10274 19898 1.59% 0.274%
45 14.640 2211 2223 2227 rBV 26849 40086 3.21% ©.553%
46 14.780 2241 2246 2255 rBV 44319 58150 4.65% 0.802%
47 15.615 2377 2383 2387 rBvV 11143 17497 1.40% 0.241%
Sum of corrected areas: 7252592
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M
Quant Title : SW846 8260

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

Abundance TIC: VX027251.D\data.ms
1000000

800000

600000

400000

200000

5.556
1.246 5.391 5.964
3.111 4.312 6.25

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VX027251.D\data.ms
1000000

800000

600000

10.195
400000 0.305

8.653 10.055

11.079
200000 11.402

6.769 11.30
/L 7.379 7.982104 10.96 f\l 451
— 20 Eio amm ‘ — AL

0y —r— — —— —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX027251.D\data.ms
10000001 11.756

800000
600000

400000
12.024.2.244

1p.091 13.774

200000

13.292
. ./(\iltﬂ ‘ gzi%@%%%%ﬁi7ﬂ1&3ﬁ§§m ‘_8‘71‘ 14.219 ‘14‘.6]£‘fb/7¥80‘ 15615

I T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50

T ‘ T T ‘ T
16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.246 16.93 ug/l 88072  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 26 (1.246 min): VX027251.D\data.ms (-22) (-) m/z 64.00 100.00%

64.0
5000 L
T
1.20 140 1.60
-yt m/z 48.00  49.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L L L B B
1.20 140 1.60
m/z 66.00 5.21%
32.0
O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
64.0
e e P
1.20 140 1.60
5000 m/z 50.00 2.65%
17.0
0 42.0 96.0
N e B o L I e
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- M 1 A0
64.0 1.20 140 1.60
m/z 65.00 1.02%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R L e R T
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\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.402  28.70 ug/l 221325 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1692 (11.402 min): VX027251.D\data.ms (-1684) (- | m/z 105.10 100.00%
105.1
5000
SN
77.1 11.00 11.50
51 Ll 175.9
O bl T m/z 1200100 29.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 - T '
11.00 11.50
m/z 91.10 11.21%
l

77.0
ol15:0 390 580 L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0

11.00 11.50
5000 m/z 77.10 10.53%
79.0
39.0
1Y Y AR A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10720: Benzene, 1-ethyl-3-methyl- —

105.0 11.00 1150

m/z 106.10 8.73%

5000 /k
39.0
0 18. O L, 58'(\)\ M ‘\ il

m/z--> 20 40 60 80 100 120 140 160 180 11.00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.616  10.57 ug/1 81493  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1727 (11.616 min): VX027251.D\data.ms (-1721) (- m/z 105.10 100.00%

106.1
5000
120.1
A s

77.0 91.1
39.1 63.0 i ‘ I 11.50 12.00
O e e e e m/z 120.10 30.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ ‘ \j‘\
1200 11.50 12.00

m/z 91.10 12.35%

39.0 77.0 91.0
2@0630
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0

o

11.50 12.00
5000 ITI z 77.00 11.89%
120.0
79.0
39.0 65.0 92.0
O e T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10691: Mesitylene
105.0 1150 1200
120.0 ITI z 79.10 8.63%
5000
39.0 77.0 91.0
P S B . i) A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 115 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.091 40.64 ug/l 313382 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1805 (12.091 min): VX027251.D\data.ms (-1799) (| m/z 105.10 100.00%
105.1
5000 120.1 A
T \
77.1 91.0 12.00
370 *10640 | T ]
Ot e e e e e m/z 120.10  42.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 1200 /\ 1
12 OO
m/z 77.10 11.30%
77.0
O \\’\H\’\2\\7\9\H“\H\‘H\}“ﬂr\\‘H\‘H‘\H\‘\\H‘Hl\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
A \
12 OO
m/z 91.05 9.93%
5000 120.0
77.0
. 15.0 39.0 63.0 91.0
R N  am o  aman s A
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 12.00
m/z 119.10 9.48%
5000
120.0
77.0 91.0 ﬁ
39.0
o 180, 390 830 L b PN
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX@27251.D

Acqg On : 01 Mar 2022 16:17

Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M
. 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 5 Indane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.244  51.15 ug/1 394423 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 58

Abundance Scan 1830 (12.244 min): VX027251.D\data.ms (-1825) (- | m/z 117.10 100.00%
11y.1
5000
39.1 63.1 911 12.00 12.50
S Lol 13e2 ;
O brrprrrrprrrrprrertt el e et e e e et m/z 118.10 57.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 e —
12.00 12.50
m/z 115.10 32.09%
300 630 91.0
OH‘]_\\5\.9\\\\‘H\\“-\H\‘”\H1H‘\.‘H‘\H‘\‘H\\“\\H‘\‘\H‘H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
12.00 12.50
m/z 91.10 16.42%
5000 91.0
51.0
27.0 74.0
Olrrprerrpretiprrellprerebreb e el el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 11.52%
5000 91.0
39.0 65.0
0"_H‘_‘H_‘mMHHMh‘MMLW‘MM‘HJMH‘HMHM‘MHHH‘H‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
: VXe27251.D
: 01 Mar 2022 16:17

JC/MD

: N1688-15
: 5.0mL/MSVOA_X/WATER
: 15  Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M

. SW846 8260

: 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 o-Cymene

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.616 11.54 ug/1 88946  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 1891 (12.615 min): VX027251.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000
134.1
91.0
39.1 65.1 | U 12.50 13.00
O b prrepre e e e m/z 134,05 29.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene
119.0
5000 M\]\‘ T \/\\j\\ T T
134.0 12.50 13.000
91.0 m/z 91.05 16.87%
4%0 65.0 ‘ ‘
0\\‘H\.\‘H\\‘\H\“\H\“\H‘\‘\‘\H‘\\H“\\H‘\‘\H‘\WH‘H‘H‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
12.50 13.00
5000 m/z 120.10 10.26%
134.0
91.0
150 410 650
Ot rrer e e prrt et et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A
Abundance #16995: p-Cymene b A f—— A “A‘
119.0 12.50 13.00
m/z 105.10 8.87%
5000
91.0 134.0
41.0 65.0
o) .1 v PSR PR PRSGSY| E e 2
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 7 Indan, 1-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.701 10.08 ug/l 77708  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 94
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83

Abundance Scan 1905 (12.701 min): VX027251.D\data.ms (-1901) (- m/z 117.10 100.00%
117.1
5000
132.0
91.1
12.50 13.00
40 740 | | P
Ottt e e e e e m/z 115.05  31.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 2.50 3.00
132.0 125 13
910 m/z 132.00  28.70%
39.0 65.0 ' ‘
OH‘HH‘H\‘\‘H\\“HHNH\H\‘HH‘\\\‘\‘\H\“\H\‘HH‘HH‘\HH\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
=t e
1320 12.50 13.00
5000 m/z 91.10 13.76%
91.0
39.0 65.0
0 15.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 12.50 13.00
m/z 118.10 10.00%
5000 132.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.963 11.16 ug/l 86068 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 1948 (12.963 min): VX027251.D\data.ms (-1945) (|  m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 65.0 ‘ L 13.00
O bttt bt bl m/z 134,05 44.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0 | .y - J\ :
13.00
m/z 91.05 15.95%
39.0 91.0
O H‘].\ﬁ\.\c}‘\\\‘\‘H\\".‘\\Hi‘\‘\\\ﬁﬁ\.\o‘\\\‘m\\\\"HH‘\m\\’\\milHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 \
s
13.00
5000 134.0 m/z 120.10  10.19%
39.0 65.0 91.0
Obrrprereprrteprretrr e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- A N .t
119.0 13.00
m/z 133.05 8.54%
134.0
5000
M ALY
0 \\‘uh‘\\m‘u\\‘,‘\\u“m\,m‘;\‘\u‘i“u\\,\\u‘M\,u‘;‘;lmw‘\‘u‘u M‘ T IEs A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.292 17.81 ug/1l 137336  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
Abundance Scan 2002 (13.292 min): VX027251.D\data.ms (-1997) (- m/z 117.10 100.00%
11y.1
5000 1321
oL 1500 1350
51.0 : :
0“_HwH‘WHHHHme‘Nww?%ﬁuuwmuuwuwﬂijMMqu m/z 132.05 37.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T A\ ‘
132.0 13.00 1350
o 910 m/z 119.10  33.88%
O \\‘HH‘%\?\‘R\\\“HHN\.\\\‘\“\‘\\7\4\..\9‘\H\“‘\H\‘“\‘\\‘HH‘H\H‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
132.0 13.00 13.50
5000 m/z 115.10 30.37%
91.0
51.0
21.0 74.0
Orrprerrprrteprrrirrrr et e e et et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Aj\
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- e A0
117.0 13.00 13.50
m/z 131.05 18.62%
5000 132.0
390 g0 910 ‘ ‘
0\\‘u\\%4\19‘u\1“u\\}‘1‘\\\‘1‘“\\‘\u‘}‘\uw“\u\‘Mu\‘HH‘M‘ENHW /\‘“‘/\‘ ‘ /\‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

82X022322W.M Wed Mar 02 18:01:44 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX@27251.D

Acqg On : 01 Mar 2022 16:17

Operator JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Benzocycloheptatriene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.780 7.54 ug/1 58150 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91

4 1,4-Methanonaphthalene, 1,4-dihy... 142
5 1-Ethanone, 1-[4-(1-naphthalenyl... 276

C11H10
C19H1602

004453-90-1 87
1000338-30-5 47

Abundance Scan 2246 (14.780 min): VX027251.D\data.ms (-2241) (- m/z 142.05 100.00%
1421
5000
115.1
—— —
39.1 63‘_1 89.0 14.50 15.00
Oy b gl e e e m/z 141.05 88.50%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 e —
115.0 14.50 15.00
m/z 115.10  35.32%
5.0 710 890
O\‘\H\’\\H‘\H\‘H\‘\‘HHi\i‘\\’\\H“\H\‘HH‘\‘\}\‘HH’HHiH\‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
142.0
ot DY
14.50 15.00
m/z 143.05 12.64%
5000 115.0
390 630 89.0
O e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22141: Benzocycloheptatriene Ao m T A
141.0 14.50 15.00
115.0 m/z 139.05 12.09%
5000
63.0 89.0
o"‘H‘,"‘w‘H"Huw‘!‘:‘u“‘Mu,"M‘uHw:w‘ulwm,m;‘mw — —
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027251.D

Acqg On : 01 Mar 2022 16:17
Operator : JC/MD

Sample : N1688-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 1.246 16.9 ug/1 88072 1 5.556 260096 50.0
Benzene, 1-ethy... 11.402 28.7 wug/l 221325 4 12.024 385528 50.0
Benzene, 1l-ethy... 11.616 10.6 ug/1 81493 4 12.024 385528 50.0
Benzene, 1,2,3-... 12.091 40.6 ug/l 313382 4 12.024 385528 50.0
Indane 12.244 51.1 wug/l 394423 4 12.024 385528 50.0
o-Cymene 12.616 11.5 ug/1 88946 4 12.024 385528 50.0
Indan, 1-methyl- 12.701 10.1 ug/1 77708 4 12.024 385528 50.0
Benzene, 1,2,3,... 12.963 11.2 ug/1 86068 4 12.024 385528 50.0
Benzene, 1-ethe... 13.292 17.8 wug/l 137336 4 12.024 385528 50.0
Benzocyclohepta... 14.780 7.5 ug/l 58150 4 12.024 385528 50.0
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