LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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@27252.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 22 27 44 rBV 44578 76351 18.00%  2.325%
2 2.788 271 279 282 rBV2 3683 8348 1.97% 0.254%
3 2.831 282 286 296 rVB2 5888 12036 2.84% 0.367%
4 3,111 323 332 345 rBV2 9269 23521 5.55% 0.716%
5 3.764 430 439 447 rBV3 2698 7149 1.69% 0.218%
6 4.215 505 513 522 rBV3 2743 7725 1.82% 0.235%
7 5.391 695 706 719 rBV 48668 140681 33.17% 4.284%
8 5.562 719 734 754 rVB 83084 260675 61.47% 7.938%
9 5.830 768 778 787 rBV4 4139 11626 2.74% 0.354%
106 5.964 789 800 812 rBV 50496 135474 31.95% 4.126%
11 6.172 821 834 839 rBV3 2437 7718 1.82% 0.235%
12 6.257 839 848 859 rvwv2 17015 52181 12.31% 1.589%
13 6.763 923 931 942 rBV 136158 309802 73.06%  9.435%
14  7.379 1023 1032 1042 rBV4 7007 18116 4.27% ©.552%
15 7.501 1046 1052 1057 rBV2 2593 4576 1.08% 0.139%
16 7.562 1057 1062 1066 rBvV2 2353 4721 1.11% 0.144%
17 7.988 1123 1132 1140 rVB 14674 29805 7.03% 0.908%
18 8.110 1143 1152 1160 rBV 23250 47229 11.14% 1.438%
19 8.190 1160 1165 1170 rVB2 3136 5408 1.28% 0.165%
20 8.653 1228 1241 1249 rBV 265683 424062 100.00% 12.914%
21 8.964 1287 1292 1301 rVB5 5206 11219 2.65% 0.342%
22 9.049 1301 1306 1311 rBV4 2948 5312 1.25% 0.162%
23 10.055 1465 1471 1480 rBV 279862 366733 86.48% 11.168%
24 10.195 1490 1494 1501 rVB 4171 5126 1.21% 0.156%
25 10.305 1509 1512 1517 rVB 4134 5243 1.24% 0.160%
26 11.085 1634 1640 1646 rBV 217708 282556 66.63%  8.605%
27 11.305 1673 1676 1681 rVB 8509 10399 2.45% 0.317%
28 11.384 1684 1689 1690 rBV 28443 37382 8.82% 1.138%
29 11.451 1696 1700 1707 rVB 26863 33744 7.96% 1.028%
30 11.616 1722 1727 1731 rBV 15697 19439 4.58% 0.592%
31 11.756 1745 1750 1758 rVB 45428 55940 13.19% 1.704%
32 11.975 1781 1786 1789 rBV 6012 7190 1.70% 0.219%
33 12.024 1789 1794 1799 rVWV 294570 362719 85.53% 11.046%
34 12.091 1802 1805 1812 rVB 7339 9309 2.20% 0.283%
35 12.250 1826 1831 1833 rBV 21814 30900 7.29% 0.941%
36 12.268 1833 1834 1838 rwV 21585 19573 4.62%  0.596%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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 12.317 1838 1842 1852 rVB2 45243 65100 15.35% 1.983%
38 12.463 1862 1866 1872 rVB 14250 17441 4.11% ©.531%
39 12.530 1872 1877 1880 rBV 21354 31781 7.49% 0.968%
40 12.555 1880 1881 1886 rVB 19469 17002 4.01% 0©.518%
41 12.616 1886 1891 1895 rBV 43704 52835 12.46% 1.609%
42 12.701 1901 1905 1915 rBV2 14500 27795 6.55% 0.846%
43 12.847 1925 1929 1934 rVB2 10609 13203 3.11% 0.402%
44 12.920 1934 1941 1945 rBV 21538 28512 6.72% ©0.868%
45 12.963 1945 1948 1955 rVB 34872 40427 9.53% 1.231%
46 13.024 1955 1958 1960 rBV2 3785 5002 1.18% ©.152%
47 13.170 1978 1982 1986 rvB2 13716 15565 3.67% 0.474%
48 13.256 1992 1996 1998 rBV2 3713 5194 1.22% ©.158%
49 13.292 1998 2002 2012 rVVv2 30431 43620 10.29% 1.328%
50 13.426 2019 2024 2031 rVB2 3998 5453 1.29% 0.166%
51 13.548 2040 2044 2047 rBV 6390 8768 2.97% 0.267%
52 13.585 2047 2050 2056 rVB4 7938 12950 3.05% 0.394%
53 13.664 2061 2063 2069 rVB2 7184 10030 2.37% ©.305%
54 13.926 2100 2106 2110 rBvV2 3489 4778 1.13% 0.146%
55 14.079 2126 2131 2137 rVB 4757 5446 1.28% ©.166%
56 14.219 2149 2154 2160 rBV3 4281 7434 1.75% 0.226%
57 14.640 2216 2223 2228 rBV 7483 9671 2.28% ©.295%
58 14.780 2242 2246 2255 rBV 4484 5700 1.34% 0.174%
Sum of corrected areas: 3283695
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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: VX027252.D\data.ms

250000
200000
150000

100000 5562

50000| 1.252 5.391 5.964

6.25
22881 3111 3.764 4215 5.830 | 6.17

AN
U L R T L L L L I L L L L L L L B B L L BB A B

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: VX027252.D\data.ms

o

10.055
8.653

250000
11.085

200000

150000 6.763

100000

50000

1138651

0 7. 37795155 AAgo 8.96649 0.10%805 11.3
— — ‘ —— 9.5-e~ AR ‘ — Il
Time->  6.50 7.00 750 '8.00 8.50 9.00 9.50 10,00 1050 11.00

Abundance TIC: VX027252.D\data.ms
12.024

250000

200000

150000

100000

11.756 12.317
50000 12.616 15 963 13,292

9pP0
J%’ /ﬁ? 5%@%7 4@&5%64 13,926 WA219 14.680780

0 T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12 OO 12. 50 13.00 13 50 14 00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 1
R.T. EstConc Area Relative to ISTD R.T.
1.252  14.64 ug/l 76351  Pentafluorobenzene 5.562

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 27 (1.252 min): VX027252.D\data.ms (-22) (-) m/z 64.00 100.00%

64.0
5000 }\¥N
RN BEa e e
1.20 140 1.60
o m/z 48.00  49.92%
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 66.00 4.79%
32.0
O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
64.0
A A
1.20 140 1.60
5000 m/z 50.00 2.42%
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- T EREmanmanan e
64.0 1.20 140 1.60
m/z 65.00 0.93%
5000
44,
16.0
ol ‘ L ‘ 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 : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.257 8.42 ug/1 52181 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 53
5 2-Pentene, 5-butoxy-, (E)- 142 C9H180 054004-23-8 47
Abundance Scan 848 (6.257 min): VX027252.D\data.ms (-839) (-) m/z 57.05 100.00%

57.0
5000
41.0

“ g3 991 6.00 6.20 6.40 6.60
0 _m_mumm_um,u\”\m‘,‘m m/z 56.18  35.15%
m/z--> 0 20 60 80 100 120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0
5000 H“‘H“_“w“u“‘
41.0 6.00 6.20 6.40 6.60

m/z 41.65 28.03%
-

o 180 g0
‘ L ‘ L ‘ T 1T ‘ L ’ L ‘ L ’ L
m/z--> 0 20 40 60 80 100 120
Abundance

57.0

6.00 6.20 6.40 6.60

5000 m/z 43.10 14.40%
41.0
0 26.0 72.0 950 113.01280
e 2=
miz--> 0 20 40 60 80 100 120
Abundance #8654: Hexane, 2,2-dimethyl- A ‘ H
57.0 6.00 6.20 6.40 6.60

m/z 39.10 8.80%

5000
41.0
o150 | | 770 $0u140

m/z--> 0 20 40 60 80 100 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX@27252.D

Acqg On : 01 Mar 2022 16:40

Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 3 Pentane, 2,3,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.110 7.62 ug/l 47229 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
Abundance Scan 1152 (8.110 min): VX027252.D\data.ms (-1143) (-)| m/z 43.10 100.00%
3.1
71.1
5000 571
85.1
R REmEEEE L S
| 99.1 7.80 8.00 8.20 8.40
0 bbbt el e m/z 71.18 66.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
5000 \\‘\\\\‘\\\\/’\A\\f\\\‘\m\‘
57.0 71.0 7.80 8.00 8.20 8.40
27.0 85.0 m/z 70.10 53.79%
S ™
O H‘HH‘\H\‘HH‘HH‘\‘H\‘HH‘MH’\iH‘HH“HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 /\
A en
71.0 7.80 8.00 8.20 8.40
5000 m/z 57.10 47 .78%
57.0
29.0
0/..15.0 850 990 114.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0 7.80 8.00 8.20 8.40
m/z 85.10 35.87%
5000 57.0 /10 850
29.0
0 14.0 H ‘\ | \H ‘ , | 99.0 128.0 A
AR mad s E e o e Raa R RARaE e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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, 1l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.384 5.15 ug/1 37382 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-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1689 (11.384 min): VX027252.D\data.ms (-1684) (| m/z 105.10 100.00%
105.1
5000
120.1
— e
77.0 91.1
30.1 63.0 M ‘ Il 11.00 11.50
O e e e e e m/z 120.10  31.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 — M, | /\ :
120.0 11.00 11.50
m/z 91.10 11.91%
77.0 91.0
0 150 | 39.0 I 63'\0 i “ Ll Ll
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance A
105.0 ]\/\
|l .
11.00 11.50
5000 m/z 77.00 11.63%
120.0
77.0 91.0
ol 180 39.0 63.0
AR R A RN L e o Ranan
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 A
Abundance #10692: Mesitylene 0 A‘ AL -t
105.0 11.00 11.50
m/z 103.00 9.06%
5000 1200
77.0
51.0 91.0
Obeprrre 20 e Oy e e || el UL }\ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 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 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.317 8.97 ug/1 65100 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
3 o-Cymene 134 C1leH14 000527-84-4 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91

Abundance Scan 1842 (12.317 min): VX027252.D\data.ms (-1838) (| m/z 119.10 100.00%
119.1
5000 /J\
91.0
39.0 65.0 ‘ ‘ 135.2 12. 00 12 50
0TI 7 105,10 49.73%
miz--> 0 20 40 60 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 A /\ A
12.00 12.50
910 m/z 134.05 40.10%
15.0 3?0 65.0 L { | | 1350
0\‘\\\\‘\‘\\\"\\‘\‘\“\‘\\\‘\\\\"”\\‘1“‘\\\”\‘\
miz--> 0 20 60 80 100 120 140
Abundance
119.0
12.00 12.50
5000 m/z 91.05 23.44%
91.0
. 150 390 650 135.0
T e e e
miz--> 0 20 40 60 80 100 120 140 A /\
Abundance #16998: 0-Cymene /\A A o A ‘
119.0 12. 00 12. 50
m/z 77.10 12.37%
5000
91.0
41.0 65 0
oL 150 7 %Y T s il

miz--> 0 20 40 60 8 100 120 140 12,00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 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 6 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.616 7.28 ug/1 52835 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 1891 (12.616 min): VX027252.D\data.ms (-1886) (- m/z 119.05 100.00%
119.1
134.2 N
911 pf
39.0 65.1 ‘ ‘ 12.50 13.00
Ottt i e e m/z 134,200 30.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 m "}\ e
12.50 13.00
91.0 134.0 m/z 91.10  16.86%
39.0 65.0 ‘ ‘
0 \\‘1\?\.\0‘\H‘\‘HH"‘HHi‘i‘u\’\‘i‘\\‘\H‘“‘H\\‘H\HHH‘M’HH\lHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 /\A
LU AN
12.50 13.00
5000 m/z 120.10 11.32%
910 134.0
o150 39.0 65.0
T T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A fv\ {\
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl- A fﬂ
119.0 12.50 13.00
m/z 105.10 9.28%
5000
134.0
39.0 91.0 ‘
65.0
0\\‘H\\‘H\‘\‘HH"‘\\Hi‘“u\’\‘m\‘\HM“H\\"\\H‘\‘M\\’H‘\‘\luu‘u‘u‘u A ‘/K‘/\‘ ST
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 : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 7 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.963 5.57 ug/1 40427 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
Abundance Scan 1948 (12.963 min): VX027252.D\data.ms (-1945) (| m/z 119.10 100.00%
119.1
5000 134.2 Kj\/\\
sl
391 650 A 13.00
) O B SO TSOE 1 HOSD M m/z 134.15  45.28%
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 \jV\ (\ ‘[\‘ - ‘J‘k ,
13.00
m/z 91.10 16.76%
39.0 91.0
0 \\‘].\\5\9‘\\\‘\‘HH"‘H\\“\‘\\\’6\‘\5‘\\0‘\\\‘}“\\H"HH‘H\\’H‘\‘\l\\\\‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
110.0 /\A
IHLYAWTLI vy
13.00
5000 134.0 m/z 120.10 10.17%
39.0 910
o 15.0 . 65.0
T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 m A/\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- iy M A
119.0 13.00
m/z 115.05 8.31%
134.0
5000
41.0 91.0 A/\ Jx
0“_H‘_HM_Hwhuqﬂuﬁﬁe‘uh\HH»‘HMWHMNULH‘JMW“ \ﬁ\ ‘A‘ fa
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

82X022322W.M Wed Mar 02 18:02:15 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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-methyl-2-(2-prop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.292 6.01 ug/1 43620 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 70
2 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 70
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 64
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 64
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 64

Abundance Scan 2002 (13.292 min): VX027252.D\data.ms (-1998) (- m/z 117.05 100.00%
117.1

5000
132.1
A ISIA
391 631 771 i H 13.00 13.50
o‘ww‘HH“umi‘;uH_WMMMH_HwmmHHWMHMH m/z 119.10  58.84%

m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
132.0 ,fA
A

5000 AR S
13.00 13.50
91.0 m/z 132.05 32.47%
39.0 65.0 ‘ ‘ ‘
0 ”\”‘W‘”JW‘”H”‘W”w‘W‘MW”‘W‘”‘WH”\”!M‘”‘WM”\”
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
I RIWIIYA
13.00 13.50
5000 1320 m/z 115.05 28.99%
91.0
39.0 65.0

O T T e e T
miz--> 20 30 40 50 60 70 80 90 100110120 130 140 /\j\
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- A‘ o, AR
117.0 13.00 13.50
m/z 134.00  19.48%

5000 132.0

39.0 65.0 910 ‘ ‘ f\
o250 |l [ \ .

m/z--> 20 30 40 50 60 70 80 90 100110120 130140 13.00 13.50

82X022322W.M Wed Mar 02 18:02:16 2022 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030122\
Data File : VX027252.D

Acqg On : 01 Mar 2022 16:40
Operator : JC/MD

Sample : N1688-16

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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 1.252 14.6 ug/l 76351 1 5.562 260675 50.0
Butane, 2,2,3,3... 6.257 8.4 ug/l 52181 2 6.763 309802 50.0
Pentane, 2,3,3-... 8.110 7.6 ug/l 47229 2 6.763 309802 50.0
Benzene, 1l-ethy... 11.384 5.2 ug/l 37382 4 12.024 362719 50.0
Benzene, 1l-ethy... 12.317 9.0 ug/l 65100 4 12.024 362719 50.0
Benzene, 1l-ethy... 12.616 7.3 ug/l 52835 4 12.024 362719 50.0
Benzene, 1,2,3,... 12.963 5.6 ug/l 40427 4 12.024 362719 50.0
Benzene, 1-meth... 13.292 6.0 ug/l 43620 4 12.024 362719 50.0
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