LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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\82X100322W.M

Title : SW846 8260

Signal : TIC: VX@31870.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.739 102 107 118 rBV 2093489 2561334 4.39% 0.523%
2 1.928 133 138 150 rVB2 618864 887113 1.52% 0.181%
3 2.758 266 274 276 rBV 615114 1197743 2.05% 0.244%
4 2.800 276 281 287 rVB 1370809 2604271 4.46% ©.531%
5 3.081 315 327 342 rBV 1201395 2730620 4.68% 0.557%
6 3.300 353 363 374 rBV 260523 589582 1.01% 0.120%
7 3.422 374 383 397 rVB 788581 1778360 3.05% 0.363%
8 3.715 425 431 440 rVB 367979 869274 1.49% 0.177%
9 3.818 440 448 454 rBV 233890 599106 1.03% 0.122%
10 4.087 480 492 500 rBV 284394 737052 1.26% 0.150%
11 4.196 500 510 516 rVW 366201 1045322 1.79% 0.213%
12 4,288 516 525 539 rVB 1505728 4336956 7.43% 0.885%
13 5.178 643 671 688 rBV2 445606 1797356 3.08% 0.367%
14 5.379 689 704 710 rVv4 165385 737256 1.26% 0.150%
15 5.495 710 723 731 rVv4 854309 3537533 6.06% 0.722%
16 5.611 731 742 763 rVB3 859588 3631815 6.22% 0.741%
17 5.818 763 776 790 rBV 966629 2837942 4.86% ©0.579%
18 6.153 818 831 836 rBV 463302 1548476 2.65% 0.316%
19 6.245 837 846 856 rVV 2465189 7760590 13.30% 1.584%
20 6.355 856 864 875 rVB2 443015 1289836 2.21% 0.263%
21 6.604 892 905 912 rBV 650736 1594729 2.73% 0.325%
22 6.836 924 943 953 rBV4 509466 2574311 4.41% 0.525%
23 7.165 987 997 1005 rBvV 302990 753722 1.29% 0.154%
24  7.373 1018 1031 1043 rBV4 1515997 4266308 7.31% 0.871%
25 7.495 1043 1051 1056 rBV2 541406 1116191 1.91% 0.228%
26 7.556 1056 1061 1066 rBV 475179 909715 1.56% 0.186%
27 7.653 1072 1077 1089 rVB 435980 860286 1.47% 0.176%
28 7.879 1103 1114 1121 rBV3 269129 937382 1.61% 0.191%
29 7.982 1121 1131 1143 rVB 1736254 3764535 6.45% 0.768%
30 8.104 1143 1151 1158 rBV 2288169 4555675 7.81% ©.930%
31 8.183 1158 1164 1174 rVV4 728755 1649647 2.83% 0.337%
32 8.275 1174 1179 1182 rVV 699956 1167047 2.00% 0.238%
33 8.311 1182 1185 1191 rVB2 403426 630640 1.08% 0.129%
34 8.433 1201 1205 1210 rBV 789497 1335862 2.29% 0.273%
35 8.507 1212 1217 1227 rVB2 768680 1530776 2.62% 0.312%

36 8.616 1227 1235 1239 rBV3 1213578 2735563 4.69% 0.558%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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\82X100322W.M
Title : SW846 8260
37 8.720 1246 1252 1258 rBV 7459104 12181262 20.87% 2.486%
38 8.909 1277 1283 1290 rBV 631845 1043322 1.79% 0.213%
39 9.098 1305 1314 1320 rBV2 358113 784799 1.34% 0.160%
40 9.500 1376 1380 1387 rVB3 500600 911616 1.56% 0.186%
41  9.903 1442 1446 1452 rVB 724920 986894 1.69% 0.201%
42 10.012 1459 1464 1468 rVB 576401 796468 1.36% 0.163%
43 10.104 1475 1479 1489 rVV3 261979 634380 1.09% 0.129%

44 10.201 1489 1495 1501 rVV 18417859 26156341 44.82% 5.338%
45 10.317 1501 1514 1519 rVV 36255384 58362279 100.00% 11.911%

46 10.360 1519 1521 1532 rVB 685119 1096498 1.88% 0.224%
47 10.653 1562 1569 1578 rVV 16846369 24002756 41.13% 4.899%
48 10.970 1615 1621 1627 rBV 3943234 5292341 9.07% 1.080%
49 11.085 1634 1640 1643 rBV2 643448 1054472 1.81% 0.215%
50 11.116 1643 1645 1651 rVB2 512300 716538 1.23% 0.146%

51 11.311 1666 1677 1683 rBV 7823543 10479955 17.96%  2.139%
52 11.390 1683 1690 1697 rBV 22603087 46714587 80.04%  9.534%
53 11.457 1697 1701 1713 rVB 13787102 17729137 30.38% 3.618%
54 11.622 1722 1728 1735 rBV 12253553 16299941 27.93% 3.327%
55 11.768 1745 1752 1756 rVB 37681551 55376258 94.88% 11.301%

56 11.866 1762 1768 1770 rBV2 559074 815827 1.40% 0.166%
57 11.896 1770 1773 1776 rVB 779355 904831 1.55% ©.185%
58 11.975 1782 1786 1789 rBV 1317306 1481436 2.54%  ©.302%
59 12.024 1789 1794 1799 rVB4 693796 1234020 2.11% 0.252%
60 12.091 1799 1805 1810 rBV 11416980 14724561 25.23%  3.005%

61 12.250 1825 1831 1834 rBV 13186314 18806944 32.22% 3.838%

62 12.323 1838 1843 1849 rVV3 8280126 12583975 21.56% 2.568%
63 12.414 1849 1858 1863 rVV3 1024783 1914579 3.28% 0.391%
64 12.469 1863 1867 1873 rVB2 2952363 4023808 6.89% 0.821%
65 12.536 1873 1878 1880 rBV 4434392 6123911 10.49% 1.250%
66 12.561 1880 1882 1886 rVV 3878206 3984766 6.83% 0.813%
67 12.616 1886 1891 1895 rVV 7819887 9586980 16.43% 1.957%
68 12.646 1895 1896 1901 rVV 996804 1053652 1.81% 0.215%
69 12.701 1901 1905 1916 rVB3 2822036 4942633 8.47% 1.009%
70 12.853 1925 1930 1934 rVB 1660386 2151310 3.69% 0.439%
71 12.926 1934 1942 1945 rBV 3870198 4919613 8.43% 1.004%
72 12.963 1945 1948 1954 rVB 4932090 5966103 10.22% 1.218%
73 13.024 1954 1958 1960 rBV 640652 852762 1.46% 0.174%
74 13.170 1978 1982 1986 rVB 3623244 4448739 7.62%  0.908%
75 13.262 1992 1997 1998 rBV2 657330 957766  1.64% ©.195%

76 13.292 1998 2002 2007 rVV2 6054654 8438180 14.46% 1.722%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX@31870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE

Smoothing : ON Filtering: 5
Sampling : 1 Min

Area: 3 % of largest Peak
Max Peaks: 100
Peak Location: TOP

Start Thrs: 0.2
Stop Thrs : ©

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X100322W.M
Title : SW846 8260
77 13.341 2007 2010 2013 rVV3 571101 757717 1.30% 0.155%
78 13.372 2013 2015 2020 rVB 623102 654484 1.12% 0.134%
79 13.426 2020 2024 2032 rVB 1160860 1518963 2.60% 0.310%
80 13.506 2032 2037 2040 rBV2 475107 658265 1.13% 0.134%
81 13.542 2040 2043 2046 rBV 621938 783600 1.34% 0.160%
82 13.585 2046 2050 2056 rVB3 924710 1575570 2.70% 0.322%
83 13.670 2061 2064 2069 rVB2 659666 1072368 1.84% 0.219%
84 13.780 2076 2082 2088 rVB 7230122 8887697 15.23% 1.814%
85 13.926 2100 2106 2111 rBV3 423847 707935 1.21% 0.144%
86 14.079 2127 2131 2138 rBV 646186 783212 1.34% 0.160%
87 14.219 2149 2154 2163 rVB 544768 901228 1.54% 0.184%
88 14.640 2218 2223 2233 rVB 4227498 5266263 9.02% 1.075%
89 14.780 2240 2246 2255 rVB 1911566 2427670 4.16% 0.495%
Sum of corrected areas: 489991138
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.M
Quant Title : SW846 8260

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

Abundance TIC: VX031870.D\data.ms
3.5e+07

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

5000000
1.739 6.24"
)\ 1928 27880 30813350122 373515 4.087bBC 5.1785 356195115818 6153
0\\‘\\\\‘\\\\‘\\\\‘Tr\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\jT\\\ﬁ\\T‘\ﬁ\w\\\\‘\\\\mﬁm\\\\\f\\‘\\\\‘\\\\‘\\m\\\‘\\
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: VX031870.D\data.ms

10.317
3.5e+07

3e+07

2.5e+07
5e+0 11.390

2e+07 10.201
10.653

1.5e+07 11.457

1le+07

8.720 11.3
5000000 10.970

04
355 6.604 6,836 7.165" 3 FA®E653 7 ﬁ};ggfz/l@(.@zmmﬁl 990%008 9500 99020410360 AquBﬁs
T e e S A S A A AT AN e A e : :
ime--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10,00 1050 11.00
Abundance TIC: VX031870.D\data.ms

11768

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

12.250
622 12.091

le+07 323 12.616 13.780

13.292
5000000 12 %&29 %§3 17 14.640
ol W g ; PARA2538067013.006. 070219 J\MKBO

T T T LA B 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_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.390 1892.78 ug/1 46714600 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 1690 (11.390 min): VX031870.D\data.ms (-1683) (- m/z 105.05 100.00%
105.1
5000
77, — =
5.0 0‘ | 11.00 11.50
ob P10 Il 1401 1690 200wy 126,10 49.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 M
5000 - v :

11.00 11.50
m/z 91.10  19.36%

77.0 ‘
\\\‘2\7\\()\“\\“\.\“U\\\m‘\\“}\“\‘\\‘\”“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

o

11.00 11.50
5000 m z 76.95 16.53%
39.0 77.0
o N IO Y Y N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0 11.00 11.50

m/z 106.10  14.65%

5000
51.0 77.0 /\
0 270\ by 1l ‘\ [l H‘ A
‘ L e

m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.622 660.44 ug/l 16299900 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1728 (11.622 min): VX031870.D\data.ms (-1722) (- m/z 105.10 100.00%

105.1
5000

12 00
38.98%

1150
0 ‘H_"“Tr"l‘(?m‘MH‘:w‘:“mu‘u‘1‘3‘?‘9”_””‘?,9‘7? m/z 120.10

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

il

ll 50 12 00
m/z 91.10 13.99%

5000

77.0
150 39.0 |

O\\\‘\\\\“\\‘\\‘\\\\H‘\\\\‘H‘\\‘\H“\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 ITI z 77.00 12.65%
39.0 77.0
o8O b L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0 11 50 12 00
m/z 106.10 10.80%
5000 A
77.0
51.0
NI Yhc N A A i
m/z--> 20 40 60 80 100 120 140 160 180 200 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.768 2243.73 ug/1 55376300 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
2 Mesitylene 120 C9H12 000108-67-8 81
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 81
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 76
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 76
Abundance Scan 1752 (11.768 min): VX031870.D\data.ms (-1745) (- m/z 105.10 100.00%
105.1
5000 A
70 WL, LS
51.0 M ‘ H 11.50 12.00
0b el ll L R51145.21650  y 120,05 78.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 ka
5000 vl ‘ A : ‘A
11.50 12.00
m/z 119.10  29.43%
39.0 77.0
O \]-\5\.‘0\‘}\\“‘1\““\“‘\‘\\\M‘\\‘\\“\‘!\‘\““\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10692: Mesitylene
105.0
11.50 12.00
5000 m/z 77.05 23.37%
77.0
51.0
0 ‘H‘27"9“‘H“;u“““u“”““H“1“““‘,“‘H‘HH,HH‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 Agﬁ
Abundance #10705: Benzene, 1,2,4-trimethyl- ALV =
105.0 11.50 12.00
m/z 91.10 22.96%
5000
28.0 51.0 77.0
o P I ' N Y A
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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, 1,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.091 596.61 ug/l 14724600  1,4-Dichlorobenzene-d4 12.030
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, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1805 (12.091 min): VX031870.D\data.ms (-1799) (- m/z 105.10 100.00%
105.1
5000 A
- M it
Ob e BT LIl 18311411 1681 1 156 10 48.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10695: Mesitylene
105.0
5000 A i 1 )‘\ T
12.00
m/z 77.00 13.10%
39.0 77.0
0 \\\‘\‘\ T \"‘\ \“1‘5\?‘.‘0\‘\ \‘\““ T \‘1 T ‘H‘\ \‘\““\ LI LA B B
miz--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 IL /L
‘ —r ‘M
12.00
5000 m/z 91.05 11.86%
39.0 77.0
0 ‘1‘5{?“1 ‘ “,H “‘1‘5‘9"8‘ ‘ ‘M‘ b ‘U‘ “N“H AR
m/z--> 20 40 60 80 100 120 140 160
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.05 11.55%
5000
77.0
e e N
m/z--> 20 40 60 80 100 120 140 160 12.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\

: VXe31870.D
: 04 Oct 2022 15:33

JC/MD

: N4762-01
: 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 10 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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

5 Benzene, 1l-ethenyl-2-methyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.250 762.02 ug/l 18806900 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Indane 118 C9H1e 000496-11-7 64

Abundance Scan 1831 (12.250 min): VX031870.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000
91.1
391 630 ‘ ‘ NJ 134.1 12.00 12.50
Ottt bl 2521 /7 118,10 60.46%
miz--> 20 60 80 100 120 140 160
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
5000 - ] ]
12.00 12.50
91.0 m/z 115.05  37.81%
390 580 ‘
0‘\\\\“\\“\\“‘H\\\“\\‘}\“‘\‘\\1“\\\\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #10195: Benzene, cyclopropyl-
117.0
12.00 12.50
5000 m/z 119.10 30.00%
91.0
o0 P10 e L
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 105.05  25.39%
5000 91.0
39.0 65.0 A
0 ““““H‘HM“““M“W‘ A . ‘AA—‘A‘
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.536 248.13 ug/1 6123910 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 1878 (12.536 min): VX031870.D\data.ms (-1873) (- 119.10 100.00%
119.1
5000 ﬁ
91.1 L 1250
39.0 65.0
0 m_m‘Huwwm‘_“H“J‘HNW‘8_1‘”‘15?‘2“ 134.05  34.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
91.0 m/z 91.10  16.92%
39.0 65.0 ‘ ‘
0\1\5\0‘\\\\“‘\\“”\‘ \\\‘H‘\\}‘\“h‘ l\\\\‘\\\\‘\\\\
m/z--> 20 40 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50
5000 ITI/Z 105.05 13.82%
91.0
39.0 65.0 ‘
ol A b b L
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- ‘
119.0 12.50
m/z 120.10 10.41%
5000
91.0
39.0 650 ‘ ‘
0‘1‘5‘?“‘H“u“"““"“"‘m“‘l‘u“Mum‘uu‘uu . ‘ ‘A‘ v
m/z--> 20 40 60 80 100 120 140 160 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\

: VXe31870.D
: 04 Oct 2022 15:33

JC/MD

: N4762-01
: 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 10 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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

EstConc

7 Benzene, 1l-ethyl-2,3-dimethyl-

Concentration Rank 6

12.616 388.44 ug/l

Hit# of 5

9586980

Tentative ID

1 Benzene,
2 Benzene,
3 Benzene,
4 Benzene,
5 o-Cymene

2-ethyl-1,4-dimethyl-
1-ethyl-2,3-dimethyl-
4-ethyl-1,2-dimethyl-
2-ethyl-1,3-dimethyl-

Relative to ISTD R.T.
1,4-Dichlorobenzene-d4 12.030

MW MolForm CASH# Qual
134 C1oH14 001758-88-9 96
134 CloH14 000933-98-2 96
134 C1eH14 000934-80-5 96
134 C1eH14 002870-04-4 95
134 C1eH14 000527-84-4 95

Abundance Scan 1891 (12.616 min): VX031870.D\data.ms (-1886) (-
119.1

m/z 119.10 100.00%

5000
911 12.50 13.00
390 650 | | 1351 : :
0 Sy SV A S PR O i m/z 134.05  33.10%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50 13.00
91.0 m/z 91.10  17.54%
o 90 80 || g
0 \\\‘\‘\\\“\\W\“M\\iH‘\\‘1‘\"1‘\\1‘\\\‘\’\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
12.50 13.00
5000 ITI/Z 120.05 11.39%
91.0
39.0 65.0 ‘
0\¥??\H\\w\JM‘N“\JW\HV\NW\Hl\}\??\\\
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 12.50 13.00
m/z 105.05 9.98%
5000
91.0
39.0 65.0 ‘ J
< T OO N |~ AN OO
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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 9
R.T. EstConc Area Relative to ISTD R.T.
12.963 241.73 ug/1 5966100 1,4-Dichlorobenzene-d4 12.030
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 C10H14 000527-53-7 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 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 1948 (12.963 min): VX031870.D\data.ms (-1945) (- m/z 119.10 100.00%
119.1
5000
91.0
390 650 | Wl 151.0169.1 13.00
o N L m/z 134.05  45.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 91.00 16.07%
41.0 91.0
0 \1\5\.?\‘\ T \“"\ \‘\‘\‘6?.\0\ \““ T T “U\ \‘\“l T \M\ L R
miz--> 20 40 60 80 100 120 140 160
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
=
13.00
5000 m/z 120.10 10.55%
39‘.0 65.0 91‘.0
0 H‘,‘L"J‘ﬂh‘Nu‘$\“H‘w“Wl“M““““‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 133.05 9.03%
5000
39.0 910
: 65.0
L I N A I N i
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX@31870.D

Acqg On : 04 Oct 2022 15:33

Operator JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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, 2-butenyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.292 341.90 ug/l 8438180 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 70
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 70
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64

Abundance Scan 2002 (13.292 min): VX031870.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1
5000
91.1
39.1 65.0 ‘5 1 13.00 13.50
) R A P M ‘ el AL 1621 o 199,10 46.69%
miz--> 20 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl-
117.0
5000
91.0 13.00 13.50
m/z 132.05 37.93%
39.0 65.0
0 \H‘\‘\‘H“‘\ \“1”\ ‘H‘\ T \H‘ e “‘1‘” ‘\‘““\ [T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
e A
13.00 13.50
5000 m/z 115.05 30.51%
91.0
39.0 66.0
o280y b e o L agso
m/z--> 20 40 60 80 100 120 140 160
Abundance #16141: Benzene, (2-methyl-2-propenyl)-
117.0 13.00 13.50
m/z 134.05 19.35%
91.0
5000
39.0 65.0
ol220 e et »A“ : J\ ‘
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82X100322W.M Wed Oct 05 12:44:49 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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 Benzocycloheptatriene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.640 213.38 ug/l 5266260 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2223 (14.640 min): VX031870.D\data.ms (-2218) (- | m/z 142.05 100.00%
142.1
5000
115.0
—
14.50 15.00
39.1 63.0 89.0
ol 2 e b M 16521891 0 941 05 85.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 U K U
115.0 14.50 15.00
m/z 115.00  32.57%
O ‘\\\\?’\9“.(\)\”\\‘6‘%\:(\)“\”\‘8\?.\()\‘\\\‘}‘\\\\‘i\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
—— —
14.50 15.00
5000 ITI/Z 143.05 11.80%
115.0
ol 2000020 Il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene —— — T
141.0 14.50 15.00
115.0 m/z 139.00  11.23%
5000
63.0 89.0
o‘HH_Hu““:“h”w‘w‘e“u‘mM_;m,“mwmwuwuu — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100422\
Data File : VX031870.D

Acqg On : 04 Oct 2022 15:33

Operator : JC/MD

Sample : N4762-01

Misc : 5.22g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100322W.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|
Benzene, 1l-ethy... 11.390 1892.8 ug/l 46714600 4 12.030 1234020 50.0
Benzene, 1l-ethy... 11.622 660.4 ug/l 16299900 4 12.030 1234020 50.0
Benzene, 1,2,3-... 11.768 2243.7 ug/l 55376300 4 12.030 1234020 50.0
Benzene, 1,2,4-... 12.091 596.6 ug/l 14724600 4 12.030 1234020 50.0
Benzene, 1l-ethe... 12.250 762.0 ug/l 18806900 4 12.030 1234020 50.0
Benzene, 2-ethy... 12.536 248.1 ug/l 6123910 4 12.030 1234020 50.0
Benzene, 1l-ethy... 12.616 388.4 wug/l 9586980 4 12.030 1234020 50.0
Benzene, 1,2,3,... 12.963 241.7 ug/l 5966100 4 12.030 1234020 50.0
Benzene, 2-bute... 13.292 341.9 ug/l 8438180 4 12.030 1234020 50.0
Benzocyclohepta... 14.640 213.4 ug/l 5266260 4 12.030 1234020 50.0
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