LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51322\
Data File : VN@72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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@72487.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.122 182 193 210 rBV 324208 746626 14.28%  1.591%
2 3.510 250 259 276 rVB2 246219 594399 11.37% 1.266%
3 4.257 373 386 402 rBv4 38047 145390 2.78% 0.310%
4 5.087 513 527 530 rVvW2 132565 442053  8.45% 0.942%
5 5.145 530 537 553 rVW 281328 1044625 19.98% 2.226%
6 5.251 553 555 569 rVB5 27109 78871 1.51% 0.168%
7 5.622 604 618 633 rBv2 234133 839248 16.05% 1.788%
8 5.957 658 675 689 rVB6 35268 146273 2.80% 0.312%
9 6.122 689 703 718 rBV2 121296 370795 7.09% 0.790%
10 6.287 720 731 740 rBV5 21122 64960 1.24% 0.138%
11 6.404 740 751 759 rBV3 53653 172813 3.31% 0.368%
12 6.610 774 786 794 rBVS5 23118 73179 1.40% 0.156%
13 6.739 794 808 818 rBV3 31614 114143 2.18% 0.243%
14 6.904 825 836 850 rBV5 30690 100916 1.93% 0.215%
15 7.039 850 859 866 rV4 20241 57841 1.11% 0.123%
16 7.145 866 877 891 rVB 480334 1419402 27.15% 3.024%
17 8.022 1016 1026 1030 rBV 202680 487509 9.32% 1.039%
18 8.086 1030 1037 1046 rVV2 601778 1547364 29.59%  3.297%
19 8.175 1046 1052 1064 rVB2 91145 251125 4.80% 0.535%
20 8.292 1064 1072 1078 rBvV2 54220 123802 2.37% 0.264%
21  8.433 1089 1096 1104 rBV 224327 516636 9.88% 1.101%
22 8.569 1111 1119 1123 rBV4 71007 180067 3.44% 0.384%
23 8.633 1123 1130 1137 rVV5 94295 305945 5.85% 0.652%
24  8.710 1137 1143 1153 rVB2 73897 171073 3.27% 0.364%
25 8.963 1176 1186 1194 rBV 582260 1266314 24.22% 2.698%
26 9.233 1222 1232 1243 rVB4 20983 68733 1.31% 0.146%
27  9.457 1254 1270 1277 rBV2 275210 737036 14.10% 1.570%
28 9.639 1295 1301 1307 rVB4 49422 90072 1.72% 0.192%
29 9.880 1337 1342 1352 rVB2 54238 106661 2.04% 0.227%
30 10.010 1359 1364 1371 rVB2 75152 148618 2.84% 0.317%
31 10.210 1389 1398 1409 rBV9 16600 60200 1.15% ©.128%
32 10.322 1410 1417 1422 rBv2 42153 76898 1.47% 0.164%
33 10.439 1429 1437 1450 rBV 838190 1604447 30.69% 3.418%
34 10.539 1450 1454 1461 rVV3 26203 61211 1.17% ©0.130%
35 10.857 1502 1508 1518 rVB5 33006 79890 1.53% 0.170%

36 11.739 1649 1658 1669 rBV 695218 1278807 24.46% 2.725%

82N©51022W.M Mon May 16 12:52:53 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51322\
Data File : VN@72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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 11.839 1669 1675 1685 rVB2 87369 181610 3.47% 0.387%
38 11.945 1685 1693 1706 rBV 1536247 2938061 56.19% 6.260%
39 12.274 1739 1749 1758 rBV 1908093 3281036 62.75% 6.990%
40 12.574 1794 1800 1810 rVB 169169 271435 5.19% 0.578%
41 12.727 1816 1826 1836 rBV 585184 1021345 19.53% 2.176%
42 12.915 1852 1858 1863 rBv2 74171 120771 2.31% 0.257%
43 12.980 1863 1869 1871 rVV 745208 1180561 22.58% 2.515%
44 13.010 1871 1874 1878 rVV 809801 1315212 25.15% 2.802%
45 13.057 1878 1882 1891 rVB 1275852 1989872 38.06% 4.239%
46 13.215 1902 1909 1918 rVB 1055254 1673057 32.00% 3.564%
47 13.363 1925 1934 1941 rBV 3354769 5228755 100.00% 11.140%
48 13.492 1948 1956 1962 rVB2 57774 125382 2.40% 0.267%
49 13.557 1962 1967 1972 rBV 137806 213427 4.08% 0.455%
50 13.610 1972 1976 1980 rVB 40818 56135 1.07% 0.120%
51 13.668 1980 1986 1988 rBV 678930 1063499 20.34% 2.266%
52 13.698 1988 1991 1999 rVB 1060788 1725376 33.00% 3.676%
53 13.833 2008 2014 2016 rBV 192361 298221 5.70% 0.635%
54 13.862 2016 2019 2022 rVV 272506 435584  8.33% 0.928%
55 13.904 2022 2026 2037 rVV2 603313 1183964 22.64% 2.522%
56 13.998 2037 2042 2047 rVB2 50916 77741 1.49% 0.166%
57 14.062 2047 2053 2058 rBV 201037 309369 5.92% 0.659%
58 14.127 2058 2064 2066 rVV 402716 640263 12.25% 1.364%
59 14.157 2066 2069 2073 rVvV 375202 546897 10.46% 1.165%
60 14.210 2073 2078 2085 rVB 593166 917865 17.55%  1.956%
61 14.321 2091 2097 2106 rVB 349103 581865 11.13% 1.240%
62 14.451 2114 2119 2125 rBV 148788 242757 4.64% 0.517%
63 14.533 2125 2133 2136 rVW 373673 588494 11.25%  1.254%
64 14.574 2136 2140 2145 rVV 517013 806684 15.43% 1.719%
65 14.615 2145 2147 2151 rVWV2 51007 70641 1.35% ©0.151%
66 14.651 2151 2153 2162 rVVv4 32261 57967 1.11% 0.124%
67 14.757 2166 2171 2174 rVV4 34887 54005 1.03% 0.115%
68 14.804 2174 2179 2184 rVV2 95530 172713 3.30% 0.368%
69 14.845 2184 2186 2191 rVVv2 39823 55519 1.06% 0.118%
70 14.909 2191 2197 2205 rVV2 211476 447902 8.57% 0.954%
71 14.980 2205 2209 2217 rVV4 30056 67665 1.29% 0.144%
72 15.074 2220 2225 2231 rVV5 30852 63267 1.21% 0.135%
73 15.186 2233 2244 2256 rVV3 101342 312554 5.98% 0.666%
74 15.309 2256 2265 2274 rVB2 88798 221768 4.24%  0.472%
75 15.498 2289 2297 2305 rBV 250694 488697 9.35% 1.041%
76 15.604 2310 2315 2321 rVV4 29812 59800 1.14% 0.127%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51322\
Data File : VN@72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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 15.798 2340 2348 2357 rBV 30909 59792 1.14% 0.127%
78 15.974 2371 2378 2390 rBV3 24413 68854 1.32% 0.147%

79 16.615 2479 2487 2498 rBV2 65456 146474  2.80% 0.312%

Sum of corrected areas: 46936798
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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

Abundance TIC: VN072487.D\data.ms

3000000
2500000
2000000
1500000
1000000

500000
3122 3599 5.145 5.622

4.257 508¢ 51 5.957-12% 567404 6 61973%.9

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘T\\

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: VNO072487.D\data.ms

3000000
2500000
2000000
1500000

1000000 10.439
8.086 8.963

500000 /45
8.0 9.457
oL7:03 ?35292/ﬁ3 i 9233 J\ 9.639 9.8800190 3982210539 10.857 118

I e e e L B e B o e e e L e e i S e ‘
Time--> 7.00 7.50 8. 50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN072487.D\data.ms
13.863

11.739

3000000

2500000

2000000 12.274

1.945
1500000
13.057

13.215 13.698
1000000

12
12.727 13 904 14 210 414574

500000 J 32314 583

12574 14.909 15.498

; 2574 g | || | engmid e sstt e RH oo rmarsisis
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©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 Butane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.122 24.13 ug/1 746626  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 58
2 3-Buten-1-o0l 72 C4H80 000627-27-0 38
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 38
4 Butane, 2-chloro-3-methyl- 106 C5H11C1 000631-65-2 23
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
Abundance Scan 193 (3.122 min): VN072487.D\data.ms (-182) (-) m/z 41.10 100.00%
41.1
57.1
5000
72.1 2.80 3.00 3.20 3.40

bt A0 myz 43.10  89.23%

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #814: Butane, 2-methyl-

43.0
57.0
5000
29.0 2.80 3.00 3.20 3.40
m/z 42.10 75.33%
72.0
O\\\‘\\‘\\‘\\}\‘\\\ii\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol
42.0
e R AREERNREESEL L
810 2.80 3.00 3.20 3.40
5000 m/z 57.10 70.76%
570 720
by 80l il TS
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl- e REARRREEES
430  5g4 2.80 3.00 3.20 3.40
m/z 39.10 42.72%
5000
27.0
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 Pentane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.510  19.21 ug/1 594399  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 43
3 Butane, 2-methyl- 72 C5H12 000078-78-4 12
4 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 10
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9
Abundance Scan 259 (3.510 min): VN072487.D\data.ms (-250) (-) m/z 43.05 100.00%
43.0
5000
‘ . 57"1 721 3.20 3.40 3.60 3.80
O e e e e e m/z 42.05 61.41%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
3.20 3.40 3.60 3.80
. m/z 41.05 56.73%
27.0 57.0 720 /
ol 150 ULl s00, eso
\‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘ T \‘\H\‘\H\‘\H\‘\\H‘HH’HH’HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #766: Oxirane, ethyl-
41.0
3.20 3.40 3.60 3.80
5000 210 m/z 39.10  23.43%
57.0
71.0
Il |
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl- EmEE e o  RER
43.0 3.20 3.40 3.60 3.80
m/z 57.10 16.15%
57.0
5000
29.0
72.0
0 15.0 ‘ 1/, 50.0 “ I A
e e e e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 3 Pentane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.145 33.76 ug/1l 1044630  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 50
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 47
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 40
5 Pentane 72 C5H12 000109-66-0 38
Abundance Scan 537 (5.145 min): VN072487.D\data.ms (-530) (-) m/z 43.10 100.00%

43.1
5000 711
57.1

‘ 4.80 5.00 5.20 5.40

‘ 85.1
e el el e Mz 710100 46.45%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #2048: Pentane, 2-methyl-
43.0

5000 71.0 “HH‘\\\\‘\\\\‘\\\\\
4.80 5.00 5.20 5.40

27.0 570 m/z 41.10  42.75%

\H’HH’HH’\H‘\“\\H“\‘H\‘\\H‘\‘\H\l\\\\‘\83\0‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #5044: 1-Butanol, 2,3-dimethyl-
43.0

4.80 5.00 5.20 5.40

o

o

5000 71.0 m/z 42.10 40.60%
29.0 ‘ ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8647: Hexane, 2,3-dimethyl-
43.0 4.80 5.00 5.20 5.40

m/z 39.10  21.05%

70.0
5000
270
ol 20 H 85.0 99.0 114.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 Pentane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.622  27.12 ug/1 839248  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
3 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 53
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 38
Abundance Scan 618 (5.622 min): VN072487.D\data.ms (-604) (-) m/z 57.05 100.00%
57.0
41.1
5000
‘ ‘ 861 5.20 5.40 5.60 5.80 6.00
o‘_Hw‘m“Hw“_u‘wmmmHm m/z 56.18  86.77%
miz--> 0 20 40 60 80 100 120
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000 [T T[T T T[T T T T
5.20 5.40 5.60 5.80 6.00
m/z 41.10 67.47%
15.0 ‘ 86.0
O\‘\\\‘\‘\‘1\\i‘\\\‘M‘\\‘\\‘\‘\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #14571: Hexane, 2,2,3-trimethyl-
57.0
5.20 5.40 5.60 5.80 6.00
5000 m/z 43.10 23.65%
41.0
0 \b ‘ A “\ 85.0 113.0128.0
“HH‘HH_H e
miz--> 0 60 80 100 120
Abundance #13926: 3,4—D|methyldihydrofuran—Z,S—dione
56.0 5.20 5.40 5.60 5.80 6.00
41.0 m/z 39.10 21.65%
5000
0 \26‘ o \ I \128'0 /
m/z--> 0 20 40 60 80 100 120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51322\
Data File : VN@72487.D

Acqg On : 13 May 2022 19:14

Operator JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51022W.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 5 Cyclopentane, methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.145  45.87 ug/l 1419400  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 87
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
4 Cyclohexane 84 C6H12 000110-82-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 877 (7.145 min): VN072487.D\data.ms (-866) (-) m/z 56.05 100.00%

56.0
41.0
5000 69.1
R A RRERRE o
‘ 84.1 6.80 7.00 7.20 7.40
Obr el 1 4880, L 770 |z a1.e5  55.69%
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 69.10 47.40%
28.0 ‘ ‘ ‘ 84.0
O\\‘\J-ﬁ;o\‘\\‘\H“\\\}}\‘\\\i‘\u ‘\’\\\‘1i\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl-
56.0
R RRERR
41.0 6.80 7.00 7.20 7.40
5000 m/z 55.05 29.43%
69.0 84.0
29.0 ‘ ‘
0 HHMHM TEUERIS AN T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 6.80 7.00 7.20 7.40
27.0 m/z 39.10  28.62%
5000
42.0
N
0\\‘H\\‘H\\1H\UMN\\‘M  REEREEEEE R
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©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 6 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.980 55.50 ug/l 1180560 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
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 91

Abundance Scan 1869 (12.980 min): VN072487.D\data.ms (-1863) (-  m/z 105.10 100.00%

105.1
5000
120.1
91.0
39.1 63.0 77"1 ‘ 13.00
Obrrprerrprrerprredprrrelirrrp et el e m/z 1200100 31.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
120.0 13.00
m/z 91.05 13.51%
77.0 91.0
| 39‘\0 | 63\\0 ‘\‘ ‘\ I ‘ i
O\\‘\\\1‘\\\\‘\\\1’\\\\‘\\\1"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
13.00
5000 ITI/Z 77.10 12.30%
120.0
39.0 77.0 91.0
0‘W““‘2‘6“'9”H‘,Hmme?%;‘?wu‘l“‘Hw‘mw‘;l‘ww‘mw‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 13.00
m/z 79.10 8.92%
5000
120.0
77.0 91.0
ob 280 T 83 e bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.00

82N©51022W.M Mon May 16 12:53:03 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.216 78.66 ug/l 1673060 1,4-Dichlorobenzene-d4 13.668
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 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1909 (13.215 min): VN072487.D\data.ms (-1902) (- m/z 105.05 100.00%

105.1
5000
120.1
390 Gag 0 el 13.00 13.50
oH_H‘,‘Hww‘,wmwm_H‘J‘_Hu“e”w“m‘wmmw m/z 120.10  29.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00 13.50
m/z 91.10 12.89%
77.0 91.0
OH‘]\_?\.(\)’\\\‘\‘\\3\\9’.\0\\\“\\\\6‘%\.‘9\‘\HM“HH‘MH\‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 ITI/Z 77 .00 12.51%
120.0
77.0 91.0
o250 . 3 0 s
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 13.00 13.50
m/z 79.10 9.69%
5000
120.0
39.0 630 (10 91.0 MA j\
oH_"f,‘m"‘H‘,uwmum"uw‘:“w“:‘H_‘:Mm“mw e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00 13.50

82N©51022W.M Mon May 16 12:53:04 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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, 1-methyl-3-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.863 20.48 ug/l 435584  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 52
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 50
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 50
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 49
5 Benzeneacetaldehyde, 4-methyl- 134 CS9H1e0 000104-09-6 47

Abundance Scan 2019 (13.862 min): VN072487.D\data.ms (-2016) (- m/z 105.10 100.00%
105.1

5000 i
134.1
39.0 o 770 || ‘ 13.50 14.00
0 e e it b e e m/z 1340100 17.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 ‘M\A VAR
13.50 14.00
134.0 m/z 106.10  14.56%
39.0 77.0 ‘
O\\‘H\\‘H\‘\‘\H\“‘\H\‘\?\.\O‘\‘\‘H‘H\‘H‘\\H‘H\H‘\”!\‘H‘\‘\“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0 /\
ALY
13.50 14.00
5000 m/z 117.10  12.12%
134.0
39.0 77.0
0H_kuﬁwuﬁpu¢upﬁﬁwHﬁmuwhuwﬂW‘mwuuwmwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 13.50 14.00
m/z 103.10 8.42%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00

82N©51022W.M Mon May 16 12:53:05 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.127 30.10 ug/l 640263 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1leH14 000099-87-6 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 2064 (14.127 min): VNO72487.D\data.ms (-2058) (- m/z 119.05 100.00%
119.1
5000
134.2
91.0
390  65.0 ‘ 14.00 14.50
0t e bl WL gz 134000 31.77%
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 RVOL WAVER
134.0 14.00 14.50
910 m/z 91.05 17.42%
15.0 39.0 65.0 ‘ ‘
O\\\‘\ T \‘\ T \““\ \“”\ ‘H‘\ T \‘H‘ T “1‘\ \N T T
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
— s
14.00 14.50
5000 m/z 105.10 10.90%
134.0
91.0
41.0 65.0 ‘ ‘
| [TIN m m I L I
S P SN P PO I O
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene Ty T
119.0 14.00 14.50
m/z 77.10 9.80%
5000
91.0 134.0
41.0 65.0
ol 280 "y 0 Ll L
m/z--> 20 40 60 80 100 120 140 14.00 14.50

82N©51022W.M Mon May 16 12:53:06 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 p-Cymene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.157  25.71 ug/1 546897 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 91
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
4 o-Cymene 134 C10H14 000527-84-4 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 2069 (14.157 min): VN072487.D\data.ms (-2066) (- m/z 119.10 100.00%
119.1
5000
910 134.1
390 574 740 ‘ I 14.00 14.500
Ot e e e e m/z 134.10  20.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
5000 RN WAV
14.00 14.50
91.0 134.0 m/z 91.05 12.47%
41.0 65.0
O\\‘HH‘\\\"\O‘H\\"‘HH“\H\’\‘\‘\\‘\HM“H\\‘H‘\H‘\w\\’H‘\‘il\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
—T s
14.00 14.50
5000 134.0 m/z 120.10  9.93%
39.0 65.0 91.0
0‘wu‘wum_HwhuNWHNMWHMWHH»HWMMPJMLHWmhw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 14.00 14.50
m/z 77.05 9.41%
134.0
5000
0\\‘uh‘\\m‘u\\‘,‘\\u“m\,m‘;\‘\u‘i“u\\,\\u‘M\,u‘;‘;lmw‘\‘u‘u R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50

82N©51022W.M Mon May 16 12:53:07 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 11 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.210  43.15 ug/1 917865 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 2078 (14.210 min): VNO72487.D\data.ms (-2073) (- m/z 119.10 100.00%
119.1
5000
91.1
39.0 65.1 ‘ | I 135.1 14.00 14.50
0 b by el m/z 134.15  28.81%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 VAL SAVAR
14.00 14.50
91.0 4 m/z 91.10 17.98%
65.0 ‘
04 \1\5\.(‘) T \3\9“‘(\] \“\‘\ “i‘\ T \‘H‘ L “H“\ \Ml T \1\§.‘O\ T
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
—T P
14.00 14.50
5000 m/z 120.10 10.03%
91.0
15.0 39.0 65.0 ‘ ‘ 135.0
S Y R P R O NN W
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 14.00 14.50
m/z 105.10 9.69%
5000
91.0
m/z--> 20 40 60 80 100 120 140 14.00 14.50

82N©51022W.M Mon May 16 12:53:08 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 12 Benzene, (2-methyl-1-propen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.321  27.36 ug/l 581865 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 72

Abundance Scan 2097 (14.321 min): VN072487.D\data.ms (-2091) (-  m/z 117.05 100.00%
117.1

5000
91.0
390 63.0 ‘ ‘ 1#4_2 14.00 14.50
0 e bl L ST w7 115010 36.60%
miz--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
5000 My VAV
91.0 14.00 14.50
m/z 132.05 25.74%
39.0 65.0 12(3.0
O \]-\5\-9\‘\ T \“‘\ \“\“\“H‘\ T \H‘ T \“} T ‘m\ T “‘ T “ \‘\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 J\
I o e,
14.00 14.50
5000 ITI/Z 119.10 25.37%
91.0
N £ R w0 P I
miz--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 14.00 14.50
m/z 91.00 17.61%
5000
91.0
oy 2801 200 u7ap L WARS WU
m/z--> 20 40 60 80 100 120 140 14.00 14.50

82N©51022W.M Mon May 16 12:53:09 2022

Page:

16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 13 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.533  27.67 ug/1 588494  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
Abundance Scan 2133 (14.533 min): VN072487.D\data.ms (-2125) (-  m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 135.2 14.50
Ot e b WETIT 0 myz 134,00 44.31%
miz-> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 WAYER j\ ‘
14.50
29,0 910 m/z 91.05 18.39%
" 65.0 ‘ 1275.0
0 \\\‘\‘\ \\“\\““\“1“\ T \‘H‘\\\\“i‘\\wl \\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T \
14.50
5000 m/z 120.10 9.50%
390 91.0
. 65.0 135.0
0 ‘1‘5‘9“‘ ‘ ““‘ VYA P “1 et ‘M e
miz--> 20 40 60 80 100 120 140 Jj\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- A f— L
119.0 14.50
m/z 77.00 9.35%
5000
91.0
15.0 39‘-0 650 | 1350
O+t e v
m/z--> 20 40 60 80 100 120 140 14.50

82N©51022W.M Mon May 16 12:53:09 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51322\
Data File : VN@72487.D

Acqg On : 13 May 2022 19:14

Operator JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51022W.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 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.574  37.93 ug/1 806684 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1leH14 000934-74-7 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 2140 (14.574 min): VN072487.D\data.ms (-2136) (- m/z 119.10 100.00%
119.1

5000
91.1
390 651 | ‘ | 131 14.50
OF bt bt I m/z 134,200 41.43%
miz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 AL /\ w
14.50
m/z 91.10 15.38%
39.0 65.0 91.0 135.0
0 \1\5\.(‘)\‘\ T \“‘\ \‘\‘\ “\“-\ T \‘”‘ T \‘\ T “}‘\ \‘iw T \:\%‘\.‘ T
miz--> 20 40 60 80 100 120 140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
U \
14.50
5000 ITI/Z 120.10 10.11%
91.0
39.0 650 | 135.0
0 ‘H““H““u‘;““;“u““‘HH“;‘H‘:“lu“wuu
miz--> 20 40 60 80 100 120 140 ﬁ/\
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl- A — e
119.0 14.50
m/z 77.00 9.21%
5000
91.0
39.0 65.0 ‘ 135.0
Y AT PRV N P PR Y i Jy
miz--> 20 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51322\
Data File : VN@©72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 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 15 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.910 21.06 ug/l 447902  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 93
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 93
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91

Abundance Scan 2197 (14.909 min): VN072487.D\data.ms (-2191) (- m/z 119.10 100.00%

119.1
5000
91.0 i§od
51.0 148.1 :
I Tt oI ‘ e M L B wyz 13420 37.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 j\ i
15.00
91.0 m/z 91.60  18.45%
39.0 65.0
0 \1\5\.(‘)\‘\ T \“‘\ \“i‘\ “1“\ T \““ T \“\ T “%‘\ \M T \“\ T T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
P
15.00
5000 m/z 117.00 17.77%
410 91.0
’ 65.0
o O | e N ORI 1/ I
miz--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- =y
119.0 15.00
m/z 115.10 12.79%
5000
91.0
410 430 | ‘ | |
Ottt R
m/z--> 20 40 60 80 100 120 140 160 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51322\
Data File : VN@72487.D

Acqg On : 13 May 2022 19:14
Operator : JC\MD

Sample : N2800-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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|
Butane, 2-methyl- 3.122 24.1 wug/l 746626 1 8.086 1547360 50.0
Pentane 3.510 19.2 wug/l 594399 1 8.086 1547360 50.0
Pentane, 2-methyl- 5.145 33.8 ug/l 1044630 1 8.086 1547360 50.0
Pentane, 3-methyl- 5.622 27.1 ug/l 839248 1 8.086 1547360 50.0
Cyclopentane, m... 7.145 45.9 ug/l 1419400 1 8.086 1547360 50.0
Benzene, 1-ethy... 12.980 55.5 wug/l 1180560 4 13.668 1063500 50.0
Benzene, 1l-ethy... 13.216 78.7 wug/l 1673060 4 13.668 1063500 50.0
Benzene, 1-meth... 13.863 20.5 wug/l 435584 4 13.668 1063500 50.0
Benzene, 2-ethy... 14.127 30.1 ug/l 640263 4 13.668 1063500 50.0
p-Cymene 14.157 25.7 wug/l 546897 4 13.668 1063500 50.0
Benzene, 4-ethy... 14.210 43.1 ug/l 917865 4 13.668 1063500 50.0
Benzene, (2-met... 14.321 27.4 ug/l 581865 4 13.668 1063500 50.0
Benzene, 1,2,3,... 14.533 27.7 wug/l 588494 4 13.668 1063500 50.0
Benzene, 1,2,4,... 14.574 37.9 ug/l 806684 4 13.668 1063500 50.0
1,3-Cyclopentad... 14.910 21.1 wug/l 447902 4 13.668 1063500 50.0
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