LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61622\
Data File : VN©72902.D

Acqg On : 17 Jun 2022 00:54
Operator : JC\MD

Sample : N3202-06 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 1 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\82N061622W.M

Title : SW846 8260

Signal : TIC: VN@72902.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.287 559 578 595 rBV3 47027 207789 7.94% 0.853%
2 5.540 607 621 634 rBV2 82828 301422 11.52% 1.238%
3 7.240 899 910 926 rBvV2 77390 238107 9.10% 0.978%
4 7.951 1020 1031 1036 rBV 494071 1178073 45.04% 4.837%
5 8.016 1036 1042 1058 rVB 641219 1466197 56.06% 6.020%

6 8.369 1092 1102 1112 rBV2 574630 1441091 55.10% 5
7 8.463 1112 1118 1131 rVB 137024 319291 12.21% 1
8 8.898 1183 1192 1204 rBV 942800 1926854 73.67% 7.911%
9 9.345 1262 1268 1275 rBV2 13951 30284 1.16% ©
10 10.133 1396 1402 1404 rBV2 30447 51004 1.95% ©

11 10.169 1405 1408 1419 rVV2 46782 86792 3.32%
12 10.375 1435 1443 1449 rBV 1430252 2615572 100.00% 10.739%
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13 10.439 1449 1454 1459 rVW 417188 770169 29.45%  3.162%
14 10.486 1459 1462 1470 rVB 59167 101095 3.87% 0.415%
15 10.998 1542 1549 1550 rBv2 20631 33078 1.26% ©.136%
16 11.022 1550 1553 1556 rVV2 33021 57338 2.19% ©.235%
17 11.069 1556 1561 1568 rVV 83568 158267 6.05% ©.650%
18 11.151 1568 1575 1584 rVB7 12677 32136  1.23% 0.132%
19 11.545 1632 1642 1648 rBV3 29803 77640  2.97% 0.319%
20 11.680 1656 1665 1674 rBV 1291901 2305837 88.16% 9.467%

21 11.780 1674 1682 1692 rVB2 74921 173585 6.64%
22 11.886 1692 1700 1711 rBV 721634 1418888 54.25%
23 12.216 1743 1756 1764 rBV 902448 1561850 59.71%
24 12.292 1764 1769 1775 rVV3 17283 31246 1.19%
25 12.669 1825 1833 1840 rBV 1118169 1897357 72.54%
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26 12.780 1848 1852 1857 rVB4 19386 31428 1.20%
27 12.916 1870 1875 1879 rBV 208289 343953 13.15%
28 12.992 1884 1888 1897 rVB 306898 493194 18.86%
29 13.157 1905 1916 1925 rBV 277368 459554 17.57%
30 13.304 1928 1941 1949 rBV 380232 656765 25.11%
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31 13.610 1985 1993 2009 rBV2 1031843 2472016 94.51% 10.150%

32 13.810 2021 2027 2031 rBV 168841 293183 11.21%  1.204%
33 13.998 2054 2059 2065 rVB3 22850 39635 1.52% ©0.163%
34 14.063 2065 2070 2073 rBV2 31229 51470 1.97% 0.211%
35 14.092 2073 2075 2079 rVww2 28735 39490 1.51% 0.162%

36 14.151 2079 2085 2091 rVV 63451 102150 3.91% 0.419%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61622\
Data File : VN©72902.D

Acqg On : 17 Jun 2022 00:54

Operator : JC\MD

Sample : N3202-06 20X

Misc : 5.0mL/MSVOA_N/WATER MW-28DL

ALS vial : 1 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\82N061622W.M
Title : SW846 8260
37 14.263 2099 2104 2112 rVB 61593 108193 4.14%  0.444%
38 14.392 2122 2126 2133 rVB2 28418 44544 1.70% 0.183%
39 14.468 2133 2139 2143 rBV 51625 88761 3.39% 0.364%
40 14.516 2143 2147 2151 rVB 73320 113875 4.35% 0.468%
41 14.745 2180 2186 2190 rBV 32767 54536 2.09% 0.224%
42 14.863 2198 2206 2212 rBV2 116419 238387 9.11% ©.979%
43 15.015 2226 2232 2240 rBV4 24030 47407 1.81% 0.195%
44 15.233 2262 2269 2276 rVB5 15561 35595 1.36% 0.146%
45 15.427 2296 2302 2310 rVB 67295 126762 4.85% ©.520%
46 16.733 2518 2524 2532 rVB8 13639 33936 1.30% ©0.139%
Sum of corrected areas: 24355796
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061622\
Data File : VN©72902.D

Acqg On : 17 Jun 2022 00:54

Operator : JC\MD

Sample : N3202-06 20X

Misc : 5.0mL/MSVOA_N/WATER MW-28DL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061622W.M
Quant Title : SW846 8260

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

Abundance TIC: VN072902.D\data.ms
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Abundance TIC: VN072902.D\data.ms
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Abundance TIC: VN072902.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061622\
Data File : VN©72902.D

Acqg On : 17 Jun 2022 00:54

Operator : JC\MD

Sample : N3202-06 20X

Misc : 5.0mL/MSVOA_N/WATER MW-28DL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Amylene hydrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.463 8.29 ug/1 319291 1,4-Difluorobenzene 8.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 83
2 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 72
3 3-Hexanol 102 C6H140 000623-37-0 56
4 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 53
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 52

Abundance Scan 1118 (8.463 min): VN072902.D\data.ms (-1112) (-) m/z 58.95 100.00%

59.0
73.0
5000
43.0

‘ 8.20 8.40 8.60 8.80
el el 1018 g3 e 58.75%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2360: Amylene hydrate
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m/z 55.00 49.10%
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5000 73.0 m/z 43.00 32.85%
310 43.0
0 85.0 101.0
A B R I e e
m/z--> 10 20 30 40 50 60 70 80 90 100 /\W
Abundance #4968: 3-Hexanol PP e
59.0 8.20 8.40 8.60 8.80

m/z 41.10 21.08%

31.0
5000 43.0 73.0
15.0 ‘
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061622\
Data File : VN©72902.D

Acqg On : 17 Jun 2022 00:54

Operator : JC\MD

Sample : N3202-06 20X

Misc : 5.0mL/MSVOA_N/WATER MW-28DL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.916 6.96 ug/1l 343953  1,4-Dichlorobenzene-d4 13.610
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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1875 (12.916 min): VN072902.D\data.ms (-1870) (- | m/z 105.00 100.00%

105.0
5000

390 70 | 13.00
Olrer oot e Al 1490 2089 o199 95 28.89%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 j\
5000
13,00

m/z 90.95 13.64%
|l Ll

39.0 77.0
O\\\‘\\\\‘\\\\“\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0

1300
5000 ITI/Z 77 .00 11.63%
77.0
015.0 39.0
R B e A ma R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 1300
m/z 106.00 9.14%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

82N061622W.M Thu Jun 30 12:53:17 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061622\
Data File : VN©72902.D

Acqg On : 17 Jun 2022 00:54

Operator : JC\MD

Sample : N3202-06 20X

Misc : 5.0mL/MSVOA_N/WATER MW-28DL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061622W.M
Quant Title : SW846 8260

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

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

Peak Number 3 Benzene, 1l-ethyl-4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.157 9.30 ug/l 459554  1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1916 (13.157 min): VN072902.D\data.ms (-1905) (- 105.00 100.00%
105.0
5000
510 10 13.00 13.50
Obrerrrbodert L Ml 1489 2068 /5 156,10 30.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 AJM
5000 -
13.00 1350
79.0 m/z 77.00 12.39%
39.0 H
O\\\‘\\\\“\\\\“\‘\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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105.0
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39.0 77.0
Ol et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl- - g
105.0 13.00 13.50
m/z 79.00 9.49%
5000 j\ /\
77.0
39.0
I FOTR N ) O R —— M
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61622\
Data File : VN@72902.D

Acqg On : 17 Jun 2022 00:54

Operator : JC\MD

Sample : N3202-06 20X

MW-28DL

Misc : 5.0mL/MSVOA_N/WATER
ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61622W.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Indane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.810 5.93 ug/1 293183 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 87
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72

Abundance Scan 2027 (13.810 min): VN072902.D\data.ms (-2021) (-~ | m/z 117.00 100.00%
117.0
5000 /]\
57.8 970 13.50 14.00
bbbl L1499 2069 7 118,00 56.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 . e
13.50 14.00
m/z 115.00 34.61%
300 630 %0
0\]_\5\(‘)\\\\“\\H\\““\‘\\\‘\\“\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0 \
1350 1400
m/z 91.e0 15.11%
5000 91.0
39.0 63.0
0 15.0
R o R e A
m/z--> 20 40 60 80 100 120 140 160 180 200 fﬁA
Abundance #10190: Benzene, 2-propenyl-
117.0 1350 1400
m/z 57.80 8.77%
5000
58.0 91.0
o202 S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61622\
Data File : VN©72902.D

Acqg On : 17 Jun 2022 00:54

Operator : JC\MD

Sample : N3202-06 20X

Misc : 5.0mL/MSVOA_N/WATER MW-28DL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061622W.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|
Amylene hydrate 8.463 8.3 ug/l 319291 2 8.898 1926850 50.0
Benzene, 1l-ethy... 12.916 7.0 ug/l 343953 4 13.610 2472020 50.0
Benzene, 1l-ethy... 13.157 9.3 ug/l 459554 4 13.610 2472020 50.0
Indane 13.810 5.9 ug/l 293183 4 13.610 2472020 50.0
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