LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/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_N\methods\82N©32522W.M
Title : SW846 8260
Signal : TIC: VN@71578.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 7.145 867 877 887 rBvV2 490404 1374796 1.83% 0.329%
2 8.016 1015 1025 1030 rBV 495588 1208556 1.61% 0.289%
3 8.081 1030 1036 1045 rVV2 1173007 2959474 3.93% 0.708%
4 8.440 1088 1097 1110 rBV2 573439 1592806 2.12% 0.381%
5 8.616 1123 1127 1137 rVB2 276657 804045 1.07% 0.192%
6 8.963 1176 1186 1199 rBV 1500231 3180842 4.23% 0.761%
7 9.457 1254 1270 1276 rBV2 333070 1024916 1.36% 0.245%
8 10.010 1359 1364 1377 rVB 415804 861625 1.14% 0.206%
9 10.439 1429 1437 1442 rBV 2301165 4390326 5.83% 1.051%
10 10.504 1442 1448 1461 rVB 10466503 19407070 25.79% 4.646%

11 11.739 1650 1658 1667 rBV 2188124 3840417 5.10% ©.919%
12 11.839 1667 1675 1685 rVV 16626652 27678858 36.78% 6.626%
13 11.951 1685 1694 1713 rVB2 38003461 75259643 100.00% 18.017%
14 12.275 1739 1749 1766 rBV 14835478 24960626 33.17% 5.975%
15 12.575 1790 1800 1809 rBV 1744265 2827359 3.76% ©.677%

16 12.727 1818 1826 1836 rBV 1748309 2937954 3.90% 0.703%
17 12.916 1850 1858 1863 rBV 4842283 7669323 10.19% 1.836%
18 12.980 1863 1869 1872 rVV 13155045 22638243 30.08% 5.419%
19 13.010 1872 1874 1878 rVV 8208344 11304516 15.02% 2.706%
20 13.057 1878 1882 1894 rVB 8429135 13100726 17.41% 3.136%

21 13.216 1901 1909 1924 rBV 11004017 17441725 23.18% 4.175%
22 13.363 1924 1934 1948 rBV2 41192492 67200975 89.29% 16.088%

23 13.492 1948 1956 1962 rVB3 530356 1272173 1.69% ©.305%
24 13.557 1962 1967 1972 rVB 621877 933952  1.24% 0.224%
25 13.698 1980 1991 2000 rBV2 8259572 16781444 22.30% 4.017%
26 13.833 2008 2014 2016 rBV 2268732 3464503 4.60% 0.829%
27 13.869 2016 2020 2025 rVV2 8149132 15312743 20.35% 3.666%
28 13.910 2025 2027 2037 rVV4 2989926 4737886 6.30% 1.134%
29 14.063 2047 2053 2058 rVV2 1193120 2021029 2.69% 0.484%
30 14.127 2058 2064 2066 rVV 3160514 4892776 6.50% 1.171%
31 14.157 2066 2069 2073 rVV 2724164 3999130 5.31% 0.957%
32 14.210 2073 2078 2084 rVV 5191667 8069910 10.72% 1.932%
33 14.274 2084 2089 2092 rVWW 577286 896260 1.19% 0.215%
34 14.321 2092 2097 2106 rVB2 2336350 3887661 5.17% 0.931%
35 14.457 2114 2120 2125 rVB 655092 1031968 1.37% 0.247%

36 14.533 2125 2133 2136 rBV 2725796 4280682 5.69% 1.025%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/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_N\methods\82N©32522W.M
Title : SW846 8260
37 14.574 2136 2140 2145 rVB 3683650 5471474 7.27% 1.310%
38 14.804 2174 2179 2184 rBV 2149228 3342697 4.44%  0.800%
39 14.927 2191 2200 2206 rBV3 3991191 8670611 11.52% 2.076%
40 15.080 2216 2226 2234 rBV3 445016 894156 1.19% 0.214%
41 15.192 2234 2245 2257 rVVv4 778600 2393879 3.18% ©0.573%
42 15.304 2257 2264 2275 rVB3 578625 1329641 1.77% 0.318%
43 15.498 2290 2297 2305 rVB 4136641 7636718 10.15% 1.828%
44 16.615 2479 2487 2502 rVB 1251435 2732196 3.63% 0.654%

Sum of corrected areas: 417718310
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.M
Quant Title : SW846 8260

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

Abundance TIC: VN071578.D\data.ms
4e+07

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
le+07

5000000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance TIC: VNO71578.D\data.ms
4e+07

3.5e+07
3e+07
2.5e+07

2e+07
11.8
1.5e+07

10.504
le+07

5000000 10.4 11.73
881  844me16 8.963 9.457 10.010 ' '
— T R =T — o — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN071578.D\data.ms
4e+07 1.951 13.863

3.5e+07
3e+07
2.5e+07
2e+07

15e+07 12.275 12.980

13.216
le+07 14067 13.6983.869

12.9 14.210
5000000 oW 4 14,927 15.498
12.518.727 13. ﬂlo 12y 3o 14535 g0 16.615
N 3385 . 2iEA 4 A J\15.886182304 .
T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T

O T ‘ T T ‘ T T T T ‘ T ‘ T T ‘ T T
Time--> 12.00 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_N\Data\VN©32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 Cyclopentane, methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.145  23.23 ug/l 1374800  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 56
5 Cyclohexane 84 C6H12 000110-82-7 50
Abundance Scan 877 (7.145 min): VNO71578.D\data.ms (-867) (-) m/z 56.05 100.00%
56.0
5000 411 69.1 J\
B R
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
L L u_m‘uw_lw‘ m/z 41.10 48.24%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
6.80 7.00 7.20 7.40
m/z 69.10 45.00%
28.0 “ ‘ 84.0
O \\\‘\\\\‘}?\-(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
27.0
6.80 7.00 7.20 7.40
5000 m/z 55.05 27 .00%
42.0
‘ ‘ ‘ 84.0
0 \\\‘\\\\‘\\H‘Hupul‘}‘\‘uw\‘;‘\‘HH‘HH‘\!H‘H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- »jXT‘H““‘W““_““
56.0 6.80 7.00 7.20 7.40
m/z 39.05 21.89%
41.0
5000
27.0
69.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.010 13.54 ug/l 861625 1,4-Difluorobenzene 8.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 59

Abundance Scan 1364 (10.010 min): VN071578.D\data.ms (-1359) (- m/z 43.10 100.00%

43.1
71.1
57.1
5000 85.1
10.00
99.0
) N DA S N Al < 282 m/z 71.10  73.28%
miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 e WA
57.0 10.00
85.0 )
27.0 m/z 70.10 66.64%
0 . I H \‘ in \‘ 99\0 113.0
\H’HH’HH’\\H‘\\H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
710 10.00 )
5000 57.0 85.0 m/z 57.10 52.90%
29.0
99.0
0 ‘H,H“,1‘5;9,‘HH_m“u”_“m_Hu!u”wmm_www
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0 10.00
m/z 85.10 46.68%
71.0
5000
57.0
29.0
o 150 || | 8%0g9g1140 |
P e e e e e e e e =
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.980 67.45 ug/l 22638200 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1869 (12.980 min): VN071578.D\data.ms (-1863) (-  m/z 105.10 100.00%
105.1
5000
120.1
771 911
300 631 ' | 13.00
Oty e e m/z 120.10 33.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 AM iy
120.0 13.00
m/z 77.10 12.05%
39.0 63.0 77.0 91.0
0 H‘HH-‘\H‘\‘\\H“‘\H\“H\\“1‘\‘\\‘\Hm‘HH“}\H‘\Ml\‘\\‘\‘\“‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
13.00
5000 m/z 91.10 11.66%
120.0
39.0 77.0 91.0
Ol rrrree 258 ettty e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #10728: Benzene, 1-ethyl-4-methyl- e
105.0 13.00
m/z 106.10 9.00%
5000
120.0
77.0 91.0
ol.180 390 . 830 I i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.216  51.97 ug/1 17441700 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1909 (13.216 min): VN071578.D\data.ms (-1901) (-  m/z 105.05 100.00%
105.1
5000
7.0 13.00 13.50
511 | 206.9
ot e e m/z 120.10  31.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 m \/\\ T T T /\\
13.00 13.50
m/z 91.05 12.04%
39.0 77.0
0 \\\‘\‘H\“‘H“V\”“\‘H\““H‘{\[H‘\\‘\“‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 77.05 12.02%
79.0
w0 |
0Lttt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 J\M /\
Abundance #10691: Mesitylene P A
105.0 13.00 13.50
m/z 79.10 9.45%
5000
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.869 45.62 ug/l 153127060 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68
4 Deltacyclene 118 C9H1e 007785-10-6 64
5 1,4:5,8-Dimethanobiphenylene, 1,... 184 C14H16 001624-13-1 64
Abundance Scan 2020 (13.869 min): VN071578.D\data.ms (-2016) (-  m/z 117.10 100.00%
117.1
5000
1
39.1 63.0 ‘ ‘ 13.50 14.00
Ol et e 205 myz 11818 56.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
11y.0
5000 S —
13.50 14.00
39.0 91.0 m/z 115.10 32.69%
’ 3.0 '
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0
: N
13.50 14.00
m/z 105.10 16.53%
5000 91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 13.50 14.00
m/z 91.10 15.09%
5000
91.0
39.0 50
) S N 0 Y P
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26

Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32522W.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 6 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.127 14.58 ug/1 4892780 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 94

Abundance Scan 2064 (14.127 min): VN071578.D\data.ms (-2058) (-  m/z 119.10 100.00%

119.1
5000
30.1 77.0 ) 14.00 14.50
ob b Ll L2089 2810/ 13405  32.33%
miz--> 50 100 150 200 250
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
770 m/z 91.05 17.11%
39.0 ‘ ‘
O ‘\‘ i‘” \‘H\‘H\ = “h‘\m i L Lt B B B B
m/z--> 50 100 150 200 250
Abundance #16998: o-Cymene
119.0
—p e
14.00 14.50
5000 ITI/Z 105.10 11.92%
41.0 77.0
m/z--> 50 100 150 200 250 M
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- R e
119.0 14.00 14.50
m/z 120.05 9.72%
5000
77.0
39.0 ‘ ‘
oL \‘\ i‘” “H‘ H‘ i “h“m e — —— ——
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26

Operator JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32522W.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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.210 24.04 ug/l 8069910 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 2078 (14.210 min): VN071578.D\data.ms (-2073) (-  m/z 119.10 100.00%
119.1

5000
91.0
391 65.1 | ‘ | I 135.1 14.00 14.50
OF v it S m/z 134.85  29.56%
miz--> 20 40 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
14.00 14.50
m/z 91.05 15.96%
91.0
0 \1\5\.0‘ T \3\9“‘0\ iy ‘6?\0\ \‘”‘ T \‘\ T “H\ \‘\“l T \1:\3§‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
—4y a
14.00 14.50
5000 ITI/Z 120.10 10.25%
91.0
39.0 65.0 ‘
LN P LAY | =~
miz--> 20 40 60 80 100 120 140
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0 14.00 14.50
m/z 105.10 9.17%
5000
39.0 65.0 91‘.0 135.0
0\H‘\‘\H“‘H“;H“1“\H““\\H“i‘u‘\‘lum‘uu 4 —=
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 10

R.T. EstConc Area Relative to ISTD R.T.
14.533  12.75 ug/1 4280680 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 2133 (14.533 min): VNO71578.D\data.ms (-2125) (- m/z 119.10 100.00%
119.1
5000 J&\
91.1 A
390 651 | | 1501 206.9 14.50
O bbbt S0 2009 sz 134005 47.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
14.50
m/z 91.10 15.67%
410 91.0
O \]-\5\-9\‘\\\“‘.\\‘\‘\6“5\‘.\0\\““\\‘f\‘w\\‘\“l\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T \
14.50
5000 m/z 120.10 10.34%
390 91.0
. 65.0
miz--> 20 40 60 80 100 120 140 160 180 200 J\A
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- A A
119.0 14.50
m/z 133.00 9.42%
5000
39.0 65.0 91.0
0 H“ﬂ‘JLNWWWHJWHL‘ﬂuﬁw“h“u“u“_“W‘u‘ .
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26

Operator JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32522W.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 9 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.574 16.30 ug/l 5471476  1,4-Dichlorobenzene-d4 13.669
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 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 o-Cymene 134 C1oH14 000527-84-4 91

Abundance Scan 2140 (14.574 min): VN071578.D\data.ms (-2136) (-

119.1
5000
77.1
ob STl L 2070 280
miz--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
39.0 77.0
0 \‘\‘\ ‘\‘ i“‘\m\‘”\ \‘ ‘M\M‘! \M\ B B e B I s
miz--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
41.0 77.0
A A T
miz--> 50 100 150 200 250
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
39.0 77.0
) S P 5
m/z--> 50 100 150 200 250

82N©32522W.M Mon Mar 28 19:24:36 2022

m/z 119.10 100.00%

-

o
14.50

m/z 134.05  45.40%

=

14.50

m/z 91.10  15.26%

-

I
14.50

m/z 120.10 10.00%

-

-

™
14.50

m/z 117.10 8.52%

-

14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.927  25.83 ug/l 8670610 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 91
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
Abundance Scan 2200 (14.927 min): VN0O71578.D\data.ms (-2191) (-  m/z 117.05 100.00%
11y.1
5000
is‘oo‘
390 /7.0
) i B N I ‘”;“ﬂf‘?'l‘ 2079 2804 /7 132,85  37.65%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
1500
51.0 ‘ m/z 115.0 28.56%
0150‘ “‘HHH‘ M \h“‘\H“‘“““““““‘
miz--> 50 100 150 200 250
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
1500
5000 m/z 131.0 18.59%
ANy
S Y N NP
m/z--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 1500
m/z 119. 15.68%
5000
30, 19 A
m/z--> 50 100 150 200 250 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VN@71578.D

Acqg On : 26 Mar 2022 17:26
Operator : JC\MD

Sample : N2131-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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|
Cyclopentane, m... 7.145 23.2 ug/l 1374800 1 8.081 2959470 50.0
Pentane, 2,3,3-... 10.010 13.5 ug/l 861625 2 8.963 3180840 50.0
Benzene, 1l-ethy... 12.980 67.5 wug/l 22638200 4 13.669 16781400 50.0
Benzene, 1-ethy... 13.216 52.0 ug/l 17441700 4 13.669 16781400 50.0
Indane 13.869 45.6 ug/l 15312700 4 13.669 16781400 50.0
Benzene, 2-ethy... 14.127 14.6 wug/l 4892780 4 13.669 16781400 50.0
Benzene, 1l-ethy... 14.210 24.0 ug/l 8069910 4 13.669 16781400 50.0
Benzene, 1,2,3,... 14.533 12.8 ug/l 4280680 4 13.669 16781400 50.0
Benzene, 1,2,3,... 14.574 16.3 ug/l 5471470 4 13.669 16781400 50.0
Benzene, 2-ethe... 14.927 25.8 ug/l 8670610 4 13.669 16781400 50.0

82N@32522W.M Mon Mar 28 19:24:37 2022 Page: 14



