LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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©21522W.M

Title : SW846 8260

Signal : TIC: VN@71102.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.257 38 46 52 rBV2 154793 267189 2.32% 0.277%
2 2.440 68 77 88 rvB 357011 579488 5.03% 0.601%
3 3.134 183 195 217 rVB 1159822 2724122 23.65% 2.823%
4 3.516 250 260 277 rBV2 610934 1686253 14.64% 1.748%
5 3.722 285 295 306 rVB3 92548 229967 2.00%  0.238%
6 3.899 312 325 332 rBV 54018 144462 1.25% 0.150%
7 3.993 332 341 358 rVB3 225574 615830 5.35% 0.638%
8 4.251 374 385 399 rBV6 33617 138029 1.20% 0.143%
9 4.963 493 506 514 rBVS5 48629 173851 1.51% 0.180%
106 5.081 514 526 529 rVv2 123383 369146  3.21% ©0.383%
11 5.151 530 538 569 rVB6 398897 2268190 19.69% 2.351%
12 5.622 598 618 634 rBvV 311460 1079861 9.38% 1.119%
13 5.934 657 671 688 rvVB4 58221 204495 1.78% 0.212%
14 6.122 688 703 718 rBV 195089 600054 5.21% 0.622%
15 6.287 721 731 740 rVW2 46080 135792 1.18% 0.141%
16 6.404 740 751 754 rW2 48489 143250 1.24% 0.148%
17 6.469 754 762 774 rVV2 148165 448580 3.89% 0.465%
18 6.610 774 786 793 rVW3 97485 303494 2.64% 0.315%
19 6.692 793 800 813 rvv3 57684 275677 2.39% 0.286%
20 6.898 826 835 847 rVB2 113393 326656  2.84% 0.339%
21 7.145 865 877 887 rBV 1015004 2967241 25.76% 3.075%
22 7.839 988 995 1005 rVB2 198530 482227 4.19% 0.500%
23 8.016 1014 1025 1030 rBV 563415 1363395 11.84% 1.413%
24  8.087 1030 1037 1046 rVV2 1823871 4695429 40.77% 4.866%
25 8.175 1047 1052 1063 rVB3 116504 302131 2.62% 0.313%
26 8.292 1063 1072 1079 rBV2 111271 261006 2.27% 0.271%
27 8.439 1088 1097 1110 rBV2 807454 2452375 21.29%  2.542%
28 8.575 1110 1120 1126 rVV5 172034 513683 4.46% 0.532%
29 8.634 1126 1130 1137 rVV3 135689 346488 3.01% 0.359%
30 8.704 1137 1142 1153 rVB2 122790 293686 2.55% 0.304%
31 8.822 1153 1162 1174 rVB3 54002 179733 1.56% 0.186%
32 8.963 1176 1186 1199 rBV 1777851 3856268 33.48% 3.997%
33 9.239 1229 1233 1244 rVB 77288 164192 1.43% 0.170%
34  9.457 1255 1270 1278 rBV 496877 1291518 11.21% 1.339%
35 9.639 1294 1301 1308 rvB2 73052 145227 1.26% 0.151%

36 9.969 1350 1357 1361 rBV 173728 339789  2.95% ©.352%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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©21522W.M
Title : SW846 8260
37 10.016 1361 1365 1371 rVB4 72147 150965 1.31% 0.156%
38 10.316 1410 1416 1422 rBV 117655 213460 1.85% 0.221%
39 10.439 1428 1437 1443 rBV 2521136 4694227 40.76% 4.865%
40 10.498 1443 1447 1455 rVB 340516 632490 5.49% 0.655%
41 10.639 1460 1471 1477 rVV3 134618 317983 2.76% ©.330%
42 10.710 1477 1483 1490 rVB 111172 194892 1.69% 0.202%
43 10.857 1501 1508 1517 rVB5 62252 157710 1.37% ©.163%
44 11.739 1650 1658 1668 rBV 2179488 3939400 34.20% 4.083%
45 11.839 1668 1675 1685 rVV 3825207 6376744 55.37% 6.609%
46 11.945 1685 1693 1706 rVB 5753993 11517143 100.00% 11.936%
47 12.274 1738 1749 1759 rBV 1848160 3107061 26.98% 3.220%
48 12.574 1791 1800 1810 rBV 282700 457898 3.98% 0.475%
49 12.727 1818 1826 1837 rBV 1839149 3121245 27.10% 3.235%
50 12.916 1850 1858 1863 rBV 655220 1055998 9.17% 1.094%
51 12.980 1863 1869 1872 rVV 1175187 2165992 18.81% 2.245%
52 13.010 1872 1874 1878 rVV 1032359 1412985 12.27% 1.464%
53 13.051 1878 1881 1895 rVB 691342 1120593 9.73% 1.161%
54 13.216 1900 1909 1918 rBV 1340879 2170825 18.85% 2.250%
55 13.363 1921 1934 1948 rVV 4014201 6456578 56.06% 6.691%
56 13.669 1979 1986 1989 rBV 1886450 3330475 28.92% 3.452%
57 13.698 1989 1991 2000 rVB 1470143 2051256 17.81% 2.126%
58 13.833 2008 2014 2015 rBV 159706 205278 1.78% ©.213%
59 13.869 2015 2020 2037 rVV2 1380792 2927301 25.42% 3.034%
60 14.063 2047 2053 2058 rVV2 135945 237162 2.06% ©0.246%
61 14.121 2058 2063 2066 rVVW 216713 349990 3.04% 0.363%
62 14.157 2066 2069 2073 rVV 183011 264874 2.30% 0.275%
63 14.210 2073 2078 2084 rVV 394870 602768 5.23% ©.625%
64 14.274 2084 2089 2092 rVV 103649 169489 1.47% 0.176%
65 14.321 2092 2097 2107 rVB 399987 668727 5.81% ©.693%
66 14.457 2114 2120 2125 rBV 116055 189472 1.65% 0.196%
67 14.533 2125 2133 2136 rBV 233459 376462  3.27% ©.390%
68 14.574 2136 2140 2145 rVB 327040 489232 4.25% ©.507%
69 14.804 2174 2179 2184 rBv2 223398 356692 3.10% 0.370%
70 14.927 2191 2200 2206 rBV2 540387 1093964 9.50% 1.134%
71 15.080 2218 2226 2234 rBV2 125825 236781 2.06%  ©.245%
72 15.192 2234 2245 2248 rBVe6 71158 170347 1.48% 0.177%
73 15.310 2258 2265 2272 rVB3 74447 179315 1.56% 0.186%
74 15.498 2289 2297 2305 rBV 497739 957355 8.31% ©.992%
Sum of corrected areas: 96489903
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.M
Quant Title : SW846 8260

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

Abundance TIC: VN071102.D\data.ms
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Abundance TIC: VNO71102.D\data.ms
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Abundance TIC: VNO71102.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 5
R.T. EstConc Area Relative to ISTD R.T.
3.134  29.01 ug/1 2724120  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 42
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 9
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

Abundance Scan 195 (3.134 min): VN071102.D\data.ms (-183) (-) m/z 43.05 100.00%

3.0
- J\ /\
o AAREEEREEN SRR
‘Di 2.80 3.00 3.20 3.40
C
Olrrrrprrrbth b e 2RO 2o m/z 42.05  86.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #814: Butane, 2-methyl-
43.0 /\
5000 L L R R R
2.80 3.00 3.20 3.40
m/z 41.05 84.39%
72.0
0 15‘0\‘ ull \‘ \‘
\\\\‘\H\‘\\\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #809: Pentane
43.0
o ARREEEEEN RS
2.80 3.00 3.20 3.40
5000 m/z 57.10 63.82%
72.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #752: 3-Buten-1-ol
42.0 2.80 3.00 3.20 3.40
m/z 39.05 26.17%
5000
RECTI
! e e R AAREEERREES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 7
R.T. EstConc Area Relative to ISTD R.T.
3.516 17.96 ug/1 1686250  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
4 Butane, 2-methyl- 72 C5H12 000078-78-4 38
5 1-Propene, 2-methoxy- 72 C4H80 000116-11-0 9
Abundance Scan 260 (3.516 min): VN071102.D\data.ms (-250) (-) m/z 43.10 100.00%
43.1
R EESEER TS SR
‘ 500 5‘7‘ 1 72‘-1 3.20 3.40 3.60 3.80
65.1 o
O‘WHH_HWHHMHWHH_HWHWH‘_HWHH_HWHHMMWHWHHMH m/z 42.10 60.82%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
5000 AR RN R R
3.20 3.40 3.60 3.80
. m/z 41.05 52.80%
27.0 57.0 720 /
o . 150 Ul so0,| eso
H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘ \‘H\\’HH‘HH‘HH‘HH’HH‘\\H‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #762: Oxirane, ethyl-
42.0
3.20 3.40 3.60 3.80
5000 27.0 m/z 39.10 19.34%
57.0 71.0
15.0
Obrprergrrstherseprrert et 200 e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #726: Diaziridine,3,3-dimethyl-
32.0 3.20 3.40 3.60 3.80
m/z 57.10 15.97%
41.0
5000
54.0 72.0
G e
m/z--> 5 10 15 20 25 30 35 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©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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.
5.151  24.15 ug/1 2268190  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 80
2 N-Vinylformamide 71 C3H5NO 013162-05-5 38
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
4 Pentane 72 C5H12 000109-66-0 38
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 38
Abundance Scan 538 (5.151 min): VN071102.D\data.ms (-530) (-) m/z 43.10 100.00%
43.1
5000 71.1 /\
57.1 R EARRRmEs R
‘ H ‘ 861 4.80 5.00 5.20 5.40
0l ettt e m/z 42,10 71.54%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #2042: Pentane, 2-methyl-
43.0
5000 L L RN BN BN R
4.80 5.00 5.20 5.40
27.0 71.0 m/z 41.10  49.48%
57.0 ‘
O ’1’2.0’ }H‘\\u‘\‘\H\}\\\\‘?ﬁ-\o‘\\\\‘\\\\‘\\H‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #678: N-Vinylformamide
42.0 71.0
e ABEAEREmasnaR
4.80 5.00 5.20 5.40
5000 m/z 71.10 47 .87%
28.0 ‘
0 ‘H,HH,W,H:‘!‘w:‘l T S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8647: Hexane, 2,3-dimethyl- ‘_““H““‘H““ﬁﬁ
43.0 4.80 5.00 5.20 5.40
m/z 70.10 25.97%
70.0
5000
27.0
20 | || 850 990 1140
O iy b Mk SR e e

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©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 9
R.T. EstConc Area Relative to ISTD R.T.
5.622 11.50 ug/1 1079860  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
4 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 56
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50
Abundance Scan 618 (5.622 min): VN071102.D\data.ms (-598) (-) m/z 57.10 100.00%
57.1
41.0
5000
‘ 73.1 5.20 5.40 5.60 5.80 6.00
Obrrr el ot BT2 w7z se.le 81.31%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0 /
5000 ‘\\\\’\\\\‘\\\\‘\\\\’\\\

5.20 5.40 5.60 5.80 6.00
m/z 41.05 62.53%
270

Ll 740 seo
\\\‘\\\\‘\\\\‘\\\{‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4488: Butane, 2,2,3-trimethyl-
57.0

43.0 [T
5.20 5.40 5.60 5.80 6.00

o

5000 ITI/Z 43.10 22.55%
29.0 85.0
o 15.0 H . 0 | 990
m‘uH_m‘uH_m‘HHWH‘m“HH_m‘mwm‘uu_
miz--> 0 10 20 30 40 50 60 70 80 90 100110120 /
Abundance #14583: Hexane, 2,2,3-trimethyl- REmanm e
57.0 5.20 5.40 5.60 5.80 6.00

m/z 39.10 16.01%
5000 41.0

71.0

27.0 ‘
0 Pl L sso 1130
SO N NS A O 0 BN ot

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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@22822\
Data File : VNe71102.D

Acqg On : 28 Feb 2022 18:20

Operator JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.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 4

R.T. EstConc Area Relative to ISTD R.T.

7.145 31.60 ug/l 2967240  Pentafluorobenzene 8.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 80
3 Cyclohexane 84 C6H12 000110-82-7 78
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 877 (7.145 min): VN071102.D\data.ms (-865) (-) m/z 56.10 100.00%

56.1
5000 410 69.1
R AR EEE R R
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
0l el el myz 41.e5  51.55%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
568.0
41.0
5000 69.0
6.80 7.00 7.20 7.40
m/z 69.10 43.64%
28.0 M ‘ 84.0
O\\‘%?;0\‘\\}‘\‘“\\\}}\‘\\\i‘\w‘\‘\\\‘1"\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1694: Propane, 2-cyclopropyl-
56.0
41.0
6.80 7.00 7.20 7.40
5000 ITI/Z 55.05 24.55%
27.0 69.0
180 Ll L e
0ttt e bl L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0 6.80 7.00 7.20 7.40
84.0 m/z 42.10 21.93%
5000 410
69.0
27.0 H ‘
PO O 1 O PO N U0\
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©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.980  32.52 ug/l 2165990 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 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1869 (12.980 min): VN071102.D\data.ms (-1863) (-  m/z 105.05 100.00%
105.1
5000
120.1
77.0
39.1 630 ', 91‘-1 | 13.00
Orprrrrprrr et el el e m/z 120,100 30.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M /\‘
120.0 13.00
m/z 77.00 11.72%
39.0 77.0 91.0
O\\‘\2\6\).\()’\\H“‘\H\i‘{‘\\i??;‘?\‘\\\‘}“H\\“}\H‘\“11\‘\\‘\1“‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
13.00
5000 m/z 91.10 10.50%
120.0
77.0 91.0
0"“2‘6“0,“‘“‘HH‘ku1??;‘9"‘H‘l“m“‘1‘H‘mu_wm‘“uu_u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #10727: Benzene, 1-ethyl-4-methyl- o
105.0 13.00
m/z 106.10 9.25%
5000
120.0
M
39.0 65.0 ‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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-4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.216  32.59 ug/l 2170830 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1909 (13.216 min): VN071102.D\data.ms (-1900) (-  m/z 105.05 100.00%

105.1
5000
391 77.1 13.00 13.50
Obrr et b 2069 ) 150.10  30.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 91.05 12.14%
77.0
O\:L\S\.‘O\‘HS\Q“.\O\‘\\“\‘H\M‘H‘{\‘H‘\\‘\H“HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 77.10 12.09%
79.0
39.0 ‘
S IR N S Y S ———
miz--> 20 40 60 80 100 120 140 160 180 200 J/\/vL /\
Abundance #10715: Benzene, 1,2,3-trimethyl- P "
105.0 13.00 13.50
m/z 79.10 8.85%
5000
. 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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, 1,1'-(1,5-hexadien... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.868 43.95 ug/l 2927300 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Deltacyclene 118 C9H10 007785-10-6 59
3 Indole 117 C8H7N 000120-72-9 46
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 45
Abundance Scan 2020 (13.868 min): VN071102.D\data.ms (-2015) (-  m/z 117.10 100.00%
117.1
5000
(G A & W— w/\
91‘1 13.50 14.00
o"wm‘_M‘JHw‘J‘Wm_‘H"1‘5‘6‘-‘2‘”_H?R‘?:?ww m/z 118.10  57.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
11y.0
5000 - ——
13.50 14.00
m/z 115.10  33.55%
91.0
0 39.0 65.0 “\ 143.0 178.0203.0 234.0
\\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10184: Deltacyclene
117.0 \
— e
13.50 14.00
5000 m/z 91.10 15.51%
390 91.0
‘ 65.0 ‘
0 H“H‘ﬂ‘Nhpuuquiwhulqu“_‘u"H“H‘W“H“H‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9735: Indole
117.0 13.50 14.00
m/z 63.00 8.28%
5000 90.0
Y £ Y S A RWANPVV PiE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22822\
Data File : VNe71102.D

Acqg On : 28 Feb 2022 18:20

Operator JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.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 9 Benzene, (1-methyl-1-propen... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.321 10.04 ug/l 668727 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-, 132 C10H12 000768-00-3 83
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 74
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 72
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 72

Abundance Scan 2097 (14.321 min): VN071102.D\data.ms (-2092) (-

5000

0

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

m/z 117.10 100.00%

m/z-->

1171
A/\/M A
51.0 7‘ ‘ ) 1400 1450
el B0 a8 2070 28l u; 195,10 30.82%
50 100 150 200 250
#16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
A
14. 00 14 50
m/z 132.05 5.91%
51.0 ‘ ‘
T T ‘\ ‘\ “‘ H‘ §\7‘\p"m \“\ ‘Hi‘ T ‘ T T T T ‘ T T T T ‘ T T T T
50 100 150 200 250
#16103: Indan, 1-methyl-
117.0
14. 00 14 50
m/z 119.10 .88%
390 770 ‘ ‘
50 100 150 200 250
#16128: Benzene, 1-ethenyl-4-ethyl-
117.0 14.00 14. 50
m/z 91.10 .69%
300 71O | /M\M\m
N R S Y N i
T A A B e I
50 100 150 200 250 14. 00 14. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.927 16.42 ug/l 1093960 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93
3 Indan, 1-methyl- 132 C10H12 000767-58-8 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 90
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
Abundance Scan 2200 (14.927 min): VNO71102.D\data.ms (-2191) (- m/z 117.10 100.00%
117.1
° | T s
39.0 65.0 .
0"“‘H“‘w‘;u“‘Um““ﬂ‘m‘”m _‘M“‘H‘lﬁ‘?;‘?“mw?‘(??:q m/z 132.05  34.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 ’j\ j \]\
15.00
m/z 115.05 27.00%
390 g50 910 ‘ ‘
O\\\‘\“H\““\\“”\“‘UH”\“‘\\“\\‘”\‘HU‘\‘“\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
15.00
5000 m/z 131.05 17.97%
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl- /\”WJ\ RAVA
117.0 15.00
m/z 91.00 15.44%
5000
39.0 65.0 91"0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22822\
Data File : VN©71102.D

Acqg On : 28 Feb 2022 18:20
Operator : JC\MD

Sample : N1689-11 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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- 3.134 29.0 ug/l 2724120 1 8.081 4695430 50.0
Pentane 3.516 18.0 ug/l 1686250 1 8.081 4695430 50.0
Pentane, 2-methyl- 5.151 24.1 wug/l 2268190 1 8.081 4695430 50.0
Pentane, 3-methyl- 5.622 11.5 ug/l 1079860 1 8.081 4695430 50.0
Cyclopentane, m... 7.145 31.6 ug/l 2967240 1 8.081 4695430 50.0
Benzene, 1l-ethy... 12.980 32.5 ug/l 2165990 4 13.669 3330480 50.0
Benzene, 1l-ethy... 13.216 32.6 ug/l 2170830 4 13.669 3330480 50.0
Benzene, 1,1'-(... 13.868 44.0 ug/l 2927300 4 13.669 3330480 50.0
Benzene, (1-met... 14.321 10.0 ug/l 668727 4 13.669 3330480 50.0
1H-Indene, 2,3-... 14.927 16.4 wug/l 1093960 4 13.669 3330480 50.0
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