LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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\82N051022W.M

Title : SW846 8260

Signal : TIC: VN@72461.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.234 36 42 57 rBV2 31830 101278 1.78% 0.209%
2 3.128 183 194 209 rBV 343764 807346 14.22% 1.662%
3 3.510 248 259 275 rBV 280948 680464 11.99% 1.401%
4 4,257 373 386 401 rBV4 43626 159001 2.80% 0.327%
5 5.081 513 526 530 rBV 148733 493753 8.70% 1.017%
6 5.145 530 537 551 rVV2 314983 1171744 20.64% 2.412%
7 5.257 554 556 569 rVB3 28390 70988 1.25% 0.146%
8 5.622 600 618 633 rBV 282172 974204 17.16%  2.006%
9 5.957 661 675 689 rvB3 32777 120239 2.12% 0.248%
10 6.116 692 702 716 rBV2 142403 435471 7.67% 0.897%
11  6.287 721 731 739 rBV3 21178 60502 1.97% ©0.125%
12 6.398 739 750 758 rBV2 59836 186249 3.28% 0.383%
13 6.610 774 786 794 rBV3 18197 56986 1.00% 0.117%
14 6.734 794 807 826 rVB4 35330 147055 2.59% 0.303%
15 6.892 826 834 846 rBV5 20681 65582 1.16% ©.135%
16 7.039 852 859 866 rBv2 21893 61261 1.08% 0.126%
17 7.145 866 877 892 rVB 535725 1556475 27.42%  3.204%
18 8.022 1016 1026 1030 rBV 150699 356671 6.28% 0.734%
19 8.086 1030 1037 1046 rVV2 499779 1314743 23.16% 2.707%
20 8.175 1046 1052 1063 rVB3 100572 273922 4.82% 0.564%
21 8.298 1065 1073 1078 rBvV2 62019 145867 2.57% ©.300%
22 8.434 1089 1096 1105 rBV 175983 397270 7.00% 0.818%
23 8.575 1111 1120 1123 rBV4 79957 200471 3.53% 0.413%
24  8.633 1123 1130 1137 rVV4 98127 308953 5.44% 0.636%
25 8.704 1137 1142 1154 rVB3 75483 181658 3.20% 0.374%
26 8.963 1176 1186 1194 rBV 424739 925096 16.29% 1.905%
27  9.457 1256 1270 1277 rBV3 296313 811815 14.30% 1.671%
28 9.639 1295 1301 1308 rVB3 55457 108459 1.91% 0.223%
29 9.880 1337 1342 1351 rVB2 56983 112952 1.99% 0.233%
30 10.016 1359 1365 1371 rVB 78738 162265 2.86% 0.334%
31 10.439 1429 1437 1445 rBV 608969 1153430 20.32% 375%
32 10.545 1450 1455 1461 rVv3 34858 81216 1.43% 167%
33 10.857 1501 1508 1518 rVB3 35264 85796 1.51%

34 11.739 1649 1658 1669 rBV 538515 1000130 17.62%
35 11.845 1669 1676 1685 rVvv2 123345 254769  4.49%
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36 11.945 1685 1693 1706 rVV 1667212 3208239 56.51% 6.605%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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\82N051022W.M
Title : SW846 8260
37 12.274 1738 1749 1758 rBV 2068517 3509146 61.81% 7.225%
38 12.574 1794 1800 1808 rVB 174822 291259 5.13% 0.600%
39 12.727 1818 1826 1837 rBV 447396 761853 13.42% 1.568%
40 12.916 1850 1858 1863 rBV 93430 152117 2.68% 0.313%
41 12.980 1863 1869 1871 rVV 832039 1306056 23.00% 2.689%
42 13.010 1871 1874 1878 rVvV 890002 1461238 25.74% 3.008%
43 13.057 1878 1882 1889 rVB 1385271 2131027 37.53% 4.387%
44 13.216 1902 1909 1920 rVB 1129104 1813221 31.94% 3.733%
45 13.363 1926 1934 1942 rBV 3559124 5677448 100.00% 11.689%
46 13.492 1949 1956 1961 rVB3 67475 145837 2.57% 0.300%
47 13.557 1961 1967 1972 rBV 157577 242335  4.27%  0.499%
48 13.610 1972 1976 1980 rBV 44161 63523 1.12% 0.131%
49 13.674 1980 1987 1988 rBV 513572 801350 14.11% 1.650%
50 13.698 1988 1991 1999 rVB 1137496 1847571 32.54% 3.804%
51 13.833 2008 2014 2016 rBV 217577 327254 5.76% 0.674%
52 13.863 2016 2019 2022 rVV2 306779 497259 8.76% 1.024%
53 13.904 2022 2026 2037 rVV2 653246 1314222 23.15% 2.706%
54 13.998 2037 2042 2047 rVB2 54650 83192 1.47% 0.171%
55 14.063 2047 2053 2058 rBV 219879 341329 6.01% 0.703%
56 14.127 2058 2064 2066 rVV 446106 690751 12.17% 1.422%
57 14.157 2066 2069 2073 rVV 402796 601931 10.60% 1.239%
58 14.210 2073 2078 2085 rVB 651678 1016445 17.90% 2.093%
59 14.321 2091 2097 2103 rVB2 363269 610511 10.75% 1.257%
60 14.457 2114 2120 2125 rVB 167224 264570 4.66% 0.545%
61 14.533 2125 2133 2136 rVW 406229 647907 11.41% 1.334%
62 14.574 2136 2140 2145 rVV 559466 887961 15.64% 1.828%
63 14.615 2145 2147 2151 rVWV2 58492 78753 1.39% 0.162%
64 14.657 2151 2154 2162 rVV3 32453 58582 1.03% 0.121%
65 14.757 2166 2171 2175 rVV3 35357 60451 1.06% 0.124%
66 14.804 2175 2179 2184 rVV 112116 195694 3.45% 0.403%
67 14.845 2184 2186 2191 rVV3 42001 59493 1.05% 0.122%
68 14.910 2191 2197 2205 rVV3 237232 501670 8.84% 1.033%
69 14.980 2205 2209 2220 rVV5 34283 76745 1.35% 0.158%
70 15.074 2220 2225 2234 rVV5 37474 79082 1.39% 0.163%
71 15.192 2234 2245 2257 rVW4 113915 345380 6.08% 0.711%
72 15.310 2257 2265 2275 rVB4 99192 235390 4.15% 0.485%
73 15.498 2290 2297 2305 rBV 360852 692812 12.20% 1.426%
74 15.604 2310 2315 2321 rBV4 33762 65186 1.15% ©.134%
75 15.798 2341 2348 2356 rBV2 36905 70604  1.24%  0.145%
76 15.974 2366 2378 2383 rBV3 29235 74763  1.32% 0.154%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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@51022W.M
Title : SW846 8260
77 16.615 2479 2487 2502 rVB 110609 258597 4.55% 0.532%

Sum of corrected areas: 48572835
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33

Operator JC\MD

Sample : N2800-11

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51022W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

N o

Time-->

TIC: VNO72461.D\data.ms

3.128 5.145

2.234 4.257 508% >57 5.957 1'% 267398 6 6 80736 8¢

‘HH‘HH‘\H\|HH‘\H\|HH‘\H\|HH‘\H\|HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘TH\‘HH‘\H\‘HH’\\H‘H\\‘\\H‘H\\‘\ﬁ
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0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 Pentane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.145 44.56 ug/1 1171746  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 38
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 33
4 Propanoic acid, 2-methyl-, 2-pro... 128 C7H1202 015727-77-2 33
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28
Abundance Scan 537 (5.145 min): VN072461.D\data.ms (-530) (-) m/z 43.10 100.00%
43.1
5000 711 J/\
57.1 e
‘ H‘ ‘ 86.2 4.80 5.00 5.20 5.40
-+ttt m/z 71.10 50.03%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 L L B B BN R I
4.80 5.00 5.20 5.40
270 57.0 m/z 41.10 47.39%
‘ ‘ " 86.0
O\\\‘\\\\‘\\\\‘\\\\“\\\\i\}\\‘\\u\‘\\\\l}\\\‘\\l\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2051: Butane, 2,3-dimethyl-
43.0
s L R REE o
4.80 5.00 5.20 5.40
5000 m/z 42.10 35.36%
71.0
27.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4481: Pentane, 3,3-dimethyl- R L R R
43.0 4.80 5.00 5.20 5.40
m/z 39.00 21.21%
71.0
5000
290 85.0
ol 20 150 S Y
e e e e e e A L RRAaARaR o
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 Cyclopentane, methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.145 59.19 ug/l 1556480  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclohexane 84 C6H12 000110-82-7 64
Abundance Scan 877 (7.145 min): VN072461.D\data.ms (-866) (-) m/z 56.10 100.00%
56.1
41.0
5000 69.0
‘ ‘ . 084-1 6.80 7.00 7.20 7.40
Obr el 490U, 7O L hyz a1.e5  56.48%
m/z--> 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 69.05 46.56%
28.0 84.0
15'0 \H\ A1 ik il
O\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\’\\\\‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl-
56.0
AT
41.0 6.80 7.00 7.20 7.40
5000 m/z 39.05 29.98%
69.0 84.0
29.0 ‘ ‘
0 H“}m“pﬁ TEUERIS AN T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- S RRARE RS s SRR
56.0 6.80 7.00 7.20 7.40
27.0 m/z 55.05  27.66%
5000
42.0
‘ ‘ ‘ 84.0
0H‘\H\‘Hupul‘}‘\‘uw\‘; e
m/z--> 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@51222\
Data File : VN@72461.D

Acqg On 12 May 2022 18:33

Operator JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51022W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.980 81.49 ug/l 1306060 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 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1869 (12.980 min): VN072461.D\data.ms (-1863) (- 105.05 100.00%
105.1
5000
120.1
7.1 13.00
39.1
S L S i Sy 140.9 120.05  31.29%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00
91.10 13.51%
39.0 77.0
O T \‘\ T \“ T \‘\5\9‘9‘\ T \““ T \‘1 T “1‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
13.00
5000 77.10 12.66%
120.0
77.0
39.0
ol 280 i B0 bl
m/iz--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 13.00
m/z 103.05 8.98%
5000
770 120.0
oo SO
(LR “H“W‘ R R AR uS e
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.216 113.14 ug/1 1813220 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-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1909 (13.216 min): VN072461.D\data.ms (-1902) (- m/z 105.05 100.00%

105.1
5000
120.1

77. .
39.1 63.0 HO 91‘0 13.00 13.50
Ol epr ettt m/z 120,16 30.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00 13.50

m/z 77.05 12.12%

39.0 77.0 91.0
H‘\H\‘\2\6\‘.\(‘)\\H"‘\H\i‘{‘u\‘e’%\.‘(\)\‘\u‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

o

13.00 13.50
5000 m/z 91.05 11.83%
120.0
77.0 91.0
ol 180 . 0 80 il
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene

105.0 13.00 13.50

m/z 79.05 9.70%

5000 120.0
77.0
51.0 91.0
0 27.0 | i \\6‘\1?‘0 ‘\\ ‘ LIl H‘\
T T T e P e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 o-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.127 43.10 ug/l 690751 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 2064 (14.127 min): VN072461.D\data.ms (-2058) (- m/z 119.10 100.00%
119.1
5000
s 14.00 14.50
39.0 65.0 : :
O b el “Hu:“”‘;“,‘m,‘M,W_H?‘QH m/z 134.05 31.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
5000 s WAV
14.00 14.50
91.0 m/z 91.10 18.27%
41.0 65.0 ‘
0 \H‘\‘\\\“‘H‘\\H“\‘H\‘”‘\\‘i‘\‘wu‘i“"\H‘\’HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
— =
14.00 14.50
5000 m/z 120.10 10.88%
91.0
39.0 65.0
o5 i b L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50
m/z 105.10 10.61%
5000
91.0
o180 %00, 0L L L LV P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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, 2-ethyl-1,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.157 37.56 ug/1l 601931 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 90
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90
4 o-Cymene 134 C10H14 000527-84-4 90
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 86

Abundance Scan 2069 (14.157 min): VN072461.D\data.ms (-2066) (- | m/z 119.10 100.00%
119.1
5000
134.1
91.0
3200 630 | ) i 14.00 14.50 ]
O rrrrrr et e e e m/z 134.10  21.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 Y WAV
134.0 14.00 14.50
' m/z 91.05 11.26%
39.0 65.0 9%0
OH‘H\\‘H\‘\‘HH“‘\H\i‘i‘\\\‘\‘m\‘\HM“HH‘HH‘\‘}‘H‘H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
—T P
14.00 14.50
5000 m/z 115.10 8.37%
134.0
91.0
0 150 L 39\\0 L 65\0 i ‘ M‘\ LL ‘ Ul
T et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ﬁ&w
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- iy P —
119.0 14.00 14.50
m/z 77.10 8.34%
5000
134.0
91.0
oL1so 390 6o | |
e e e e e e e P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.210 63.42 ug/l 1016450 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 p-Cymene 134 C1loH14 000099-87-6 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95

Abundance Scan 2078 (14.210 min): VN072461.D\data.ms (-2073) (- | m/z 119.10 100.00%
119.1
5000
134.2
91.0
39.0 65.0 | Ll 14.00 14.50
0 b prerrrrre e et el m/z 1340200 28.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 0 N
910 134.0 14. 14.5
: m/z 90.95 18.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
— 1
14.00 14.50
5000 m/z 120.10 9.59%
134.0
91.0
41.0 650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 fV\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- A ‘ﬁ&-
119.0 14.00 14.50
m/z 105.05 9.58%
5000
134.0
91.0
410 650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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, 1l-ethenyl-3-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.321  38.09 ug/l 610511 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 81
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 76
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 74
Abundance Scan 2097 (14.321 min): VNO72461.D\data.ms (-2091) (- | m/z 117.10 100.00%
117.1
5000
91.0
300 650 | ‘ 1341 14.00 14.50
ol bt kb L ST m/z 115,00 32.30%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000 SR AJ\M
14.00 14.50
91.0 m/z 132.20  26.03%
270 |, 20 74 ‘ 133.0
0 \\\’\‘\‘\ \“ T \“V\“W\ \”.‘\9‘ T ‘H“\ T H‘ T M\‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0 j\
- Ay
14.00 14.50
5000 m/z 119.10 22.63%
91.0
380 650 ‘ 1:%‘30
0 H\,\‘\ \ \“ \ \“1‘\ “1‘\ \ 1““ e “‘1‘\ \ H‘ i
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 14.00 14.50
m/z 91.05 16.91%
5000
91.0
oo R 1T 0 RV WITR
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©51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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, 1,2,4,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.533  40.43 ug/l 647907 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 2133 (14.533 min): VN072461.D\data.ms (-2125) (- | m/z 119.05 100.00%
119.1
5000
91.0
390 650 135.1 14.50
Ot e b WP m/z 134015 45.01%
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
91.0 m/z 91.05 18.55%
65.0
O \]_\5\()‘\‘\ T \“‘\ \‘\ T “\‘\ T \“ T \‘\ T “\‘\ \H‘\\l\%\ ‘ UL
miz--> 20 60 80 100 120 140
Abundance #17066. Benzene, 1,2,3,5-tetramethyl-
119.0
T I
14.50
5000 m/z 120.10 9.16%
91.0
410 430 L | 1350
o} ARSI VN U i A N VIR SN P
m/z--> 20 40 60 80 100 120 140 j\ /\]L\
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- Xk‘ {— o
119.0 14.50
m/z 133.05 8.96%
5000
.0 91.0 1 50
m/z--> 20 40 60 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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, 1,2,3,4-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.574  55.40 ug/l 887961 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 2140 (14.574 min): VNO72461.D\data.ms (-2136) (- m/z 119.10 100.00%
119.1
5000
91.1
39.1 65.0 ‘ ‘ ‘ 207.0 14.50
O bt i 20LD 0 T m/z 134015 40.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
91.0 m/z 91.10 16.48%
39.0 650
0 %\5\.‘0\‘\ T \“‘\ \“i‘\“{“u\““H‘i\‘wuw"\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
T
14.50
5000 m/z 120.10 10.10%
91.0
39.0 @50
0 flﬁ"o\‘\\\“\w‘;‘\“;‘u\‘”‘\\‘\\“1‘”‘1“,‘\H“\‘mwm‘\m‘m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 JK ﬁﬁb\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- i {— o
119.0 14.50
m/z 133.15 8.55%
5000
91.0
Moes0 P
BRI Yt T | S A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72461.D

Acqg On : 12 May 2022 18:33
Operator : JC\MD

Sample : N2800-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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|

Pentane, 2-methyl- 5.145 44, ug/l 1171740 8.086 1314740 50.

6 1 0
Cyclopentane, m... 7.145 59.2 wug/l 1556480 1 8.086 1314740 50.0
Benzene, 1l-ethy... 12.980 81.5 wug/l 1306060 4 13.669 801350 50.0
Benzene, 1-ethy... 13.216 113.1 wug/l 1813220 4 13.669 801350 50.0
o-Cymene 14.127 43.1 ug/l 690751 4 13.669 801350 50.0
Benzene, 2-ethy... 14.157 37.6 ug/l 601931 4 13.669 801350 50.0
Benzene, 4-ethy... 14.210 63.4 ug/l 1016450 4 13.669 801350 50.0
Benzene, 1-ethe... 14.321 38.1 ug/l 610511 4 13.669 801350 50.0
Benzene, 1,2,4,... 14.533 40.4 ug/l 647907 4 13.669 801350 50.0

4 4 0

Benzene, 1,2,3,... 14.574 55. ug/l 887961 13.669 801350 50.
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