LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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\82N060822W.M

Title : SW846 8260

Signal : TIC: VN@72764.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.028 3 7 14 rVB2 21422 31418 1.45% ©.189%
2 2.581 95 101 109 rBV2 29572 53502 2.47% 0.322%
3 2.740 124 128 136 rVB5 9783 23428 1.08% 0.141%
4 4.281 375 390 401 rBV2 22096 78594  3.63% 0.474%
5 4.528 423 432 437 rBV 9810 28843 1.33% 0.174%
6 5.081 509 526 547 rBV3 29999 130893 6.04% 0.789%
7 5.622 604 618 627 rBV5 7421 25100 1.16% ©0.151%
8 6.892 823 834 846 rVB6 6982 25020 1.15% 0.151%
9 7.039 846 859 874 rBV3 108229 348559 16.08% 2.101%
106 7.328 896 908 920 rBV4 17990 60906 2.81% 0.367%
11  7.833 983 994 1005 rVB6 20189 63708 2.94% 0.384%
12 8.016 1016 1025 1031 rBV 258659 637223 29.40% 3.840%
13 8.080 1031 1036 1044 rVV 268203 601354 27.75%  3.624%
14 8.169 1044 1051 1065 rVV2 178595 439792 20.29% 2.651%
15 8.433 1087 1096 1109 rBV 316980 708555 32.69% 4.270%
16 8.610 1109 1126 1137 rBV 892600 2167249 100.00% 13.061%
17 8.963 1178 1186 1195 rVV 403735 837231 38.63% 5.046%
18 9.051 1195 1201 1209 rVB2 38740 83825 3.87% 0.505%
19 9.427 1256 1265 1266 rBV3 28069 55938 2.58% 0.337%
20 9.451 1266 1269 1274 rVV3 43580 83605 3.86% 0.504%
21  9.504 1274 1278 1286 rVV3 58183 126028 5.82% 0.760%
22 9.592 1286 1293 1305 rVB 46961 104418 4.82% 0.629%
23 9.733 1305 1317 1322 rBv4 29153 73036 3.37% 0.440%
24  9.880 1332 1342 1353 rBV 595545 1160714 53.56% 6.995%
25 10.010 1355 1364 1377 rBV 574960 1175189 54.22% 7.083%
26 10.110 1377 1381 1387 rVB5 14284 26715 1.23% 0.161%
27 10.198 1387 1396 1403 rBV2 30989 72353  3.34% 0.436%
28 10.369 1412 1425 1430 rBV2 81876 169366 7.81% 1.021%
29 10.439 1430 1437 1451 rVB 899272 1655495 76.39% 9.977%
30 10.610 1459 1466 1468 rBV4 17715 32266 1.49% 0.194%
31 10.651 1469 1473 1478 rVB 28020 45960 2.12% 0.277%
32 10.880 1504 1512 1518 rBV6 22125 58216 2.69% 0.351%
33 11.398 1595 1600 1605 rBV6 12326 21908 1.01% 0.132%
34 11.463 1607 1611 1618 rVB5 13146 25246 1.16% 0.152%
35 11.545 1620 1625 1635 rVB7 11893 32603 1.50% 0.196%

36 11.739 1647 1658 1668 rBV 550137 995405 45.93%  5.999%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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\82N060822W.M
Title : SW846 8260
37 11.874 1672 1681 1688 rVB3 46883 93196 4.30% 0.562%
38 11.992 1694 1701 1711 rVB8 21055 58435 2.70% 0.352%
39 12.257 1739 1746 1753 rBvVS8 17948 44909 2.07% 0.271%
40 12.451 1774 1779 1784 rWV5 20945 41207 1.90% 0.248%
41 12.510 1785 1789 1795 rVB6 16790 34131 1.57% 0.206%
42 12.727 1818 1826 1835 rVB 638047 1092895 50.43% 6.587%
43 12.892 1849 1854 1862 rVB7 43409 91590 4.23% 0.552%
44 12.986 1862 1870 1878 rBV7 21670 63383 2.92% 0.382%
45 13.063 1878 1883 1891 rVvie 15298 42305 1.95% ©0.255%
46 13.286 1913 1921 1922 rVV6 14997 28525 1.32% 0.172%
47 13.304 1922 1924 1933 rVB8 16085 28200 1.30% 0.170%
48 13.480 1946 1954 1955 rBV 42724 61435 2.83% 0.370%
49 13.668 1979 1986 1993 rBV 455440 778896 35.94% 4.694%
50 13.815 2008 2011 2021 rVBS 19654 45981 2.12% 0.277%
51 13.915 2024 2028 2037 rVV6 23199 59223 2.73% 0.357%
52 13.998 2037 2042 2048 rVB4 50008 84573 3.90% 0.510%
53 14.145 2061 2067 2073 rBV4 35254 65136 3.01% ©.393%
54 14.209 2073 2078 2086 rVB8 17982 36323 1.68% 0.219%
55 14.327 2091 2098 2103 rBV6 25838 47856  2.21% ©0.288%
56 14.398 2103 2110 2114 rBV7 28616 76724 3.54% 0.462%
57 14.509 2124 2129 2131 rBV4 37740 64619 2.98% 0.389%
58 14.533 2131 2133 2140 rVB3 56204 87238 4.03% 0.526%
59 14.615 2143 2147 2150 rBv4 16165 25476 1.18% 0.154%
60 14.662 2151 2155 2162 rVV6 15523 33223 1.53% 0.200%
61 14.739 2162 2168 2176 rVB5 37177 101792 4.70% 0.613%
62 14.815 2176 2181 2186 rBV3 23171 39424 1.82% 0.238%
63 14.909 2193 2197 2205 rBV6 23526 55159 2.55% 0.332%
64 14.974 2205 2208 2215 rVV5 22119 48115 2.22% ©0.290%
65 15.133 2230 2235 2240 rBV7 20061 49134  2.27% ©0.296%
66 15.192 2240 2245 2249 rVV2 40413 60340 2.78% 0.364%
67 15.239 2249 2253 2257 rVV3 20952 48272  2.23% 0.291%
68 15.298 2259 2263 2270 rVB3 42730 86001 3.97% 0.518%
69 15.404 2275 2281 2286 rVV3 21223 45614 2.10% 0.275%
70 15.456 2286 2290 2296 rVB5 25936 46953 2.17% 0.283%
71 15.556 2301 2307 2312 rBV4 42765 99747 4.60% 0.601%
72 15.798 2340 2348 2354 rBV8 24039 73388 3.39% 0.442%
73 15.886 2358 2363 2367 rBv8 12983 25497 1.18% 0.154%
74 15.956 2367 2375 2376 rBV4 17662 39274 1.81% 0.237%
75 16.103 2395 2400 2406 rBV4 41514 79508 3.67% 0.479%
76 16.186 2408 2414 2420 rBV5 11190 33366 1.54% 0.201%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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\82N060822W.M
Title : SW846 8260

77 16.339 2431 2440 2447 rBVe6 44243 113722 5.25% ©.685%
78 16.545 2465 2475 2480 rBVe 22276 67149 3.10% 0.405%
79 16.615 2481 2487 2503 rVB6 34195 135183 6.24% 0.815%

Sum of corrected areas: 16592778
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N3160-02
: 5.0mL/MSVOA_N/WATER
: 9 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61022\

: VNO@72764.D
: 10 Jun 2022 14:57

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000
600000
400000
200000

0
Time--> 2

TIC: VNO72764.D\data.ms

028 2.58% 240 4.281 4508 5.081 5.622 6.8¢

.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

800000

600000

400000

200000

TIC: VNO72764.D\data.ms
8.610 10.439

9.
889.010 11,739

8.963
8.433

16%9B110.880 1113886345

0
Time-->

7.328 7.833 051 9%&3&9&733 1043498

= - —=
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

D B
11.00

Abundance

800000

600000

400000

200000

Time-->

TIC: VNO72764.D\data.ms

12.727

13.668

14902 1205128500 | |12-

T ‘ T T ‘ T
12.00 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.081 10.88 ug/l 130893  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 1-Pentene 70 C5H1e 000109-67-1 33
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 33
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 9
5 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 9

Abundance Scan 526 (5.081 min): VN072764.D\data.ms (-509) (-) m/z 43.10 100.00%

43.1
5000
71.0
R e
55.1 85.9 4.80 5.00 5.20 5.40
0 e et e m/z 42018 94.46%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000 L L L BN LR
4.80 5.00 5.20 5.40
27.0 710 m/z 41.08  53.69%
15.0 ‘ | 550 86.0
O\\\‘.\\\\‘\\‘\\‘\\\}“\\\\i}\\‘\\‘\\‘\\\\‘\\\\‘\\}.\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
42.0
S e e
55.0 4.80 5.00 5.20 5.40
m/z 71.00 27.87%
5000 0.0 /
29.0
15.0
0t e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl- e ARRR RS
43.0 4.80 5.00 5.20 5.40
m/z 39.00 24.50%
5000
27.0 71.0
57.0
0 | T e
O e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.039  28.98 ug/l 348559  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
3 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 47
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 45
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 43
Abundance Scan 859 (7.039 min): VN072764.D\data.ms (-846) (-) m/z 43.10 100.00%
17 571
5000
H 85.1 “,j\r
6.80 7.00 7.20 7.40
69.1 100.0
0t e e o e e M/ 57.10 80.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
57.0
5000 L L LI L L BN R U
6.80 7.00 7.20 7.40
27.0 85.0 m/z 41.10 57.87%
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57.0
e EAARREaRNE
43.0 6.80 7.00 7.20 7.40
5000 85.0 m/z 56.10 43.88%
29.0
0 69.0 100.0
T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1673: 1-Pentene, 4-methyl- ““_““H“,‘ﬁ\“‘
43.0 6.80 7.00 7.20 7.40
m/z 42.00 27.75%
5000 56.0
27.0
‘ ‘ 69.0 840
0 ‘H,“H“‘HH“m}‘lu‘uﬂm‘“mh“‘W‘l‘W“‘W“‘w SRS MY F SIS
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.169 36.57 ug/l 439792  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 50
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 40
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 40
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 37
Abundance Scan 1051 (8.169 min): VN072764.D\data.ms (-1044) (-) m/z 55.95 100.00%
56.0
5000 A
R E R A ARRRE
H BEL 7.80 8.00 8.20 8.40
bl 1802070 hs 43,10 77.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
29.0 7.80 8.00 8.20 8.40
m/z 41.00 71.12%
‘ ‘85.0
O\\\‘\‘\‘\\\‘}\\‘“\\‘\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
e
7.80 8.00 8.20 8.40
5000 m/z 57.05 60.10%
29.0
84.0
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14565: Heptane, 2,2-dimethyl- T
57.0 7.80 8.00 8.20 8.40
m/z 71.05 36.94%
5000
29.0
‘\‘ ‘\‘ \‘\ 11\30
ot et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57

Operator JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.610 129.43 ug/l 2167250  1,4-Difluorobenzene 8.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 53
5 Decane, 2,2,4-trimethyl- 184 C13H28 062237-98-3 40

Abundance Scan 1126 (8.610 min): VN072764.D\data.ms (-1109) (-) m/z 57.10 100.00%

57.1
5000
41.0

BLARLAEL B B e e
8.20 8.40 8.60 8.80 9.00

71.0 99‘_1

T T T e e T e m/z

56.10  32.25%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-

T
5000

8.20 8.40 8.60 8.80 9.00
41.0

o

m/z 41.00 31.61%
o 130 270 M “ 83.0 9990 1140
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
R AR et
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.05 18.87%
41.0
27.0
0 13.0 71.0 850 990 1140
e AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #8653: Hexane, 2,2-dimethyl- e AR
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 12.33%

m/z-->

5000
41.0
ol.20 il “\ 71.0 850 990 1140

0 10 20 30 40 50 60 70 80 90 100110120

8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
Quant Title : SW846 8260

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

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

Peak Number 5 Hexane, 2,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.504 7.53 ug/1 126028 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
2 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 64
3 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 59
4 Pentanoic acid, 2,2-dimethyl-, e... 156 C9H1602 044970-05-0 53
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 53

Abundance Scan 1278 (9.504 min): VN072764.D\data.ms (-1274) (-) m/z 43.10 100.00%

43.1
85.0
5000
T
Lk 4L o
O bl el PR e e e s M/ 57.000 78.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
85.0 /AA]\
5000 S
9.50
m/z 85.05 67.15%
OJ\-\E)\.‘()\‘\‘\\“M\\‘\“\\“‘\\‘!‘\\\‘\1\]-\4\"(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0 85.0 /\
T
9.50
5000 ITI/Z 41.10 58.19%
29.0
0 109.0 139.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127980: Oxalic acid, isohexyl neopentyl ester
43.0 71.0 9.50
m/z 56.10 31.12%
5000
0 \JJM H‘\M I 130.0 160.0 188.0  229.C A /
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.880 69.32 ug/l 1160710 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 59

Abundance Scan 1342 (9.880 min): VN072764.D\data.ms (-1332) (-) m/z 43.10 100.00%

431
71.0
5000

‘ 9.50 10,00

97.2 114.1 0
‘HM‘HW‘HM‘H_‘JJH‘_H‘_H‘_H‘_HW‘HW‘HW‘HW“ m/z 71.05 74.10%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0

5000
950 10 00
m/z 70.10 54.10%

27.0 57.0
L
\H’HH’HH’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0

o

o

950 1000
5000 70.0 m/z 41.00 35.77%
29.0
0 1.0 15.0 85.0 100.0
A RN RRR B o e e A RARAR RN
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0 9.50 10.00
m/z 55.00  24.32%
71.0
5000
57.0
290
o a0 T 850 99.0 1140
,,,“““““ s s
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.010 70.18 ug/l 1175190 1,4-Difluorobenzene 8.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Octane, 4-methyl- 128 C9H20 002216-34-4 78
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 1364 (10.010 min): VN072764.D\data.ms (-1355) (- | m/z 43.05 100.00%

43.0
71.0
5000

10 OO

991
0 2072 m/z 71.05 60.17%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 = ‘

10.00
m/z 70.05 49.66%

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

o

10 00
5000 57.10 46.21%
71.0
0 \\\\\98\01\280\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0 10.00

41.00 42.68%

5000 71.0
140 | ‘H | ,99.0 1280
o s el BB L M L R, S5

m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 Heptane, 2,2-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.369 8.51 ug/1 169366  Chlorobenzene-d5 11.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 72
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 64
3 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 64
4 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 56
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 50
Abundance Scan 1425 (10.369 min): VN0O72764.D\data.ms (-1412) (- | m/z 57.10 100.00%
57.1
5000
71.1 ‘
| ‘ | “ o0 1130 10.00 10.50
Ot et e e e e e e e m/z 56.10 40.37%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14565: Heptane, 2,2-dimethyl-
57.0 fL
5000 ju\‘ T j\h‘“
41.0 10.00 10.50
71.0 m/z 40.95 36.26%
27.0 ‘ 113.0
O \‘H\M“HH“}‘\H‘\‘\‘H“HH‘HH‘HH‘\H\‘HH‘\‘\;\‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
57.0
43.0 10.00 10.50
5000 m/z 71.10 23.03%
29.0 71.0 gs.0
0 99.0 113.0128.0
T T e e T T e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22136: Hexane, 2,2,5,5-tetramethyl- . e
57.0 10.00 10.50
m/z 43.00 20.09%
5000
41.0 71.0
0 I ‘ Al 85.0 107.0 127.01420
LA R ARARESAL Y o o —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.339 7.30 ug/1 113722  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 55
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55
3 1H-Pyrrolo[2,3-b]pyridine, 2-ethyl- 146 C9H1@N2 023612-49-9 53
4 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 50
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 168 C12H16 040650-41-7 49
Abundance Scan 2440 (16.339 min): VN072764.D\data.ms (-2431) (- | m/z 145.00 100.00%
145.0
e RaREY
16.0016.2016.4016.60
(o} m/z 131.00 65.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000 L LA DAL B L B
16.0016.2016.4016.60
1150 m/z 146.05 45.63%
65‘0 L 9]‘“0 | ‘. Jﬂ\ “ ‘\
0 ‘\\H‘\\‘\\‘V\\\‘HH“HH‘\ L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
16.0016.2016.4016.60
5000 m/z 118.10 42 .39%
0 105.0
o 39.0 58.0 7. 127.0
e I
m/iz--> 20 40 60 80 100 120 140 160 180 ™ /\ M /\
Abundance #25718: 1H-Pyrrolo[2,3-b]pyridine, 2-ethyl- “H““H““H\“‘w
45.0 16.0016.2016.4016.60
m/z 105.05 38.33%
5000
39.0 64.0 104.0
S RN O S A O S, S
m/z--> 20 40 60 80 100 120 140 160 180 16.0016.2016.4016.60
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61022\
Data File : VN@72764.D

Acqg On : 10 Jun 2022 14:57

Operator JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

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

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M

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 10 Naphthalene, 1-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.615 8.68 ug/1l 135183 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 86
2 Benzocycloheptatriene 142 C11H1e 000264-09-5 60
3 1H-Indene, 1l-ethylidene- 142 C11H1e 002471-83-2 53
4 Naphthalene, 2-methyl- 142 C1l1H1e 000091-57-6 50
5 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H120 004228-10-8 38

Abundance Scan 2487 (16.615 min): VN072764.D\data.ms (-2481) (- | m/z 145.05 100.00%
145.1
114.9
5000
630 L L D]
431 90.9 ‘ H 173g 1620 16.40 16.60
0! A m/z 142.00  98.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22144: Naphthalene, 1-methyl-
142.0
5000 A"AHW\‘AH/\\‘HH‘
16.20 16.40 16.60
115.0 m/z 141.80  90.78%
71.0
39.0 L 89.0 w
0‘\\\\“\\”\\“\\‘\”\‘\\‘\\‘\\\1‘\\\\i\\\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
141.0
115.0 A AP e
16.20 16.40 16.60
5000 m/z 114.90 55.43%
63.0 89.0
O et il
m/z--> 20 40 60 80 100 120 140 160
Abundance #22152: 1H-Indene, 1-ethylidene- e
141.0 16.20 16.40 16.60
m/z 131.05 36.03%
5000 115.0
390 630 890
ol b S W B
m/z--> 20 40 60 80 100 120 140 160 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VNO@72764.D

Acqg On : 10 Jun 2022 14:57
Operator : JC\MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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, 2,3-dim... 5.081 10.9 ug/l 130893 1 8.080 601354 50.0
Pentane, 2,4-di... 7.039 29.0 ug/l 348559 1 8.080 601354 50.0
Pentane, 2,3-di... 8.169 36.6 ug/l 439792 1 8.080 601354 50.0
Butane, 2,2,3,3... 8.610 129.4 ug/l 2167250 2 8.963 837231 50.0
Hexane, 2,4-dim... 9.504 7.5 ug/l 126028 2 8.963 837231 50.0
Pentane, 2,3,4-... 9.880 69.3 ug/l 1160710 2 8.963 837231 50.0
Pentane, 2,3,3-... 10.010 70.2 ug/l 1175190 2 8.963 837231 50.0
Heptane, 2,2-di... 10.369 8.5 ug/l 169366 3 11.739 995405 50.0
1H-Indene, 2,3-... 16.339 7.3 ug/l 113722 4 13.668 778896 50.0
Naphthalene, 1-... 16.615 8.7 ug/l 135183 4 13.668 778896 50.0
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