LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29667.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.27e 24 30 43 rBVS 7022 25742 1.89% 0.158%
2 1.752 101 109 115 rBV2 9402 14345 1.05% 0.088%
3 2.337 194 205 221 rVB 111177 226861 16.64% 1.391%
4 2.776 266 277 290 rBV 384806 822908 60.37% 5.047%
5 2.959 300 307 318 rVB2 16264 38771 2.84% 0.238%
6 3.111 325 332 342 rVB2 12230 29644 2.17% 0.182%
7 4.050 475 486 495 rBV3 7428 22388 1.64% 0.137%
8 4.209 497 512 525 rVW3 89838 273476 20.06% 1.677%
9 4.452 534 552 563 rBV5 12758 54101 3.97% 0.332%
106 5.123 649 662 679 rBV6 16699 70035 5.14% 0.430%
11 5.385 694 705 721 rBV 142593 421764 30.94%  2.587%
12 5.550 721 732 738 rVV 266382 776059 56.94% 4.759%
13 5.617 738 743 754 rVWW 207551 640581 47.00%  3.929%
14 5.824 754 777 792 rVV4 114228 989114 72.57% 6.066%
15 5.952 792 798 816 rVB 158600 450743 33.07% 2.764%
16 6.245 828 846 857 rBV 171753 562101 41.24% 3.447%
17 6.354 857 864 875 rVB5 17858 51842 3.80% 0.318%
18 6.763 919 931 943 rBV 391419 962985 70.65% 5.906%
19 7.178 980 999 1021 rBV6 21926 84601 6.21% 0.519%
20 7.366 1021 1030 1042 rBB5 30456 81815 6.00% 0.502%
21 7.501 1045 1052 1056 rBV 17997 38199 2.80% 0.234%
22 7.562 1056 1062 1065 rVvV3 27563 65655 4.82% 0.403%
23 7.592 1065 1067 1078 rVB 25456 55589 4.08% 0.341%
24 7.775 1090 1097 1103 rVB2 28232 59123 4.34% 0.363%
25 7.982 1117 1131 1140 rVB 146673 347037 25.46%  2.128%
26 8.110 1143 1152 1162 rBV 275280 576836 42.32%  3.538%
27 8.318 1179 1186 1194 rBV5 15033 41568 3.05% ©.255%
28 8.385 1194 1197 1200 rVVv2 9785 15233 1.12% 0.093%
29 8.427 1200 1204 1210 rVB2 21843 37287 2.74% 0.229%
30 8.507 1210 1217 1226 rBV4 21023 47265 3.47% 0.290%
31 8.647 1228 1240 1252 rBV 805727 1363013 100.00%  8.359%
32 8.842 1264 1272 1276 rBV6 10453 24253 1.78% 0.149%
33 8.921 1282 1285 1289 rVv2 13692 19024 1.40% 0.117%
34 8.976 1289 1294 1299 rVV2 22638 35260 2.59% 0.216%
35 9.098 1307 1314 1319 rVB5 23497 48530 3.56% 0.298%

36 9.165 1319 1325 1334 rBV 93687 161134 11.82%  ©.988%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X061822W.M
Title : SW846 8260
37 9.244 1334 1338 1344 rVB5 8261 14248 1.05% 0.087%
38 9.317 1344 1350 1356 rVB4 9961 19316 1.42% 0.118%
39 9.445 1364 1371 1377 rBV3 27138 64332 4.72% 0.395%
40 9.506 1377 1381 1387 rVB4 16336 30981 2.27% 0.190%
41  9.659 1402 1406 1412 rBV 12175 18259 1.34% 0.112%
42 9.762 1412 1423 1426 rBV6 27474 62542 4.59% 0.384%
43 10.000 1456 1462 1467 rBV 423239 773192 56.73% 4.742%
44 10.055 1467 1471 1476 rVV 808904 1063343 78.01% 6.521%
45 10.104 1476 1479 1482 rVV2 34685 49868 3.66% ©0.306%
46 10.140 1482 1485 1491 rVB5 31945 58727 4.31% 0.360%
47 10.195 1491 1494 1498 rBV2 10454 19145 1.40% 0.117%
48 10.421 1526 1531 1536 rBV6 7982 14028 1.03% ©0.086%
49 10.494 1536 1543 1548 rVB3 12850 21850 1.60% 0.134%
50 10.585 1554 1558 1561 rVV5 12059 18890 1.39% 0.116%
51 10.646 1563 1568 1573 rVB4 22034 38725 2.84% 0.237%
52 10.793 1587 1592 1598 rBV5 25800 62029 4.55% 0.380%
53 10.848 1598 1601 1610 rVB3 11667 24574 1.80% 0.151%
54 10.970 1614 1621 1625 rBV4 18560 33345 2.45% 0.205%
55 11.018 1625 1629 1631 rBV2 14412 18570 1.36% 0.114%
56 11.085 1635 1640 1644 rVB 606285 779696 57.20% 4.782%
57 11.177 1652 1655 1662 rVB3 15179 19307 1.42% 0.118%
58 11.268 1665 1670 1674 rVV3 16035 31397 2.30% 0.193%
59 11.311 1674 1677 1680 rVV3 13016 16653 1.22% 0.102%
60 11.372 1684 1687 1689 rVW 11392 15273 1.12% 0.094%
61 11.402 1689 1692 1695 rVv2 23183 34200 2.51% 0.210%
62 11.549 1707 1716 1725 rBV 660672 999076 73.30% 6.127%
63 11.701 1735 1741 1749 rBV7 15218 34731 2.55% 0.213%
64 11.817 1751 1760 1764 rBV4 21967 56320 4.13% 0.345%
65 11.890 1769 1772 1774 rWV 38870 55169 4.05% 0.338%
66 11.921 1774 1777 1783 rVB 258849 341598 25.06% 2.095%
67 12.024 1789 1794 1802 rVB 828234 1001902 73.51% 6.145%
68 12.110 1802 1808 1813 rBV6 21452 42628 3.13% 0.261%
69 12.177 1816 1819 1823 rVB 19970 27413 2.01% 0.168%
70 12.250 1823 1831 1838 rBV 292526 358862 26.33% 2.201%
71 12.445 1859 1863 1873 rVV7 9732 21999 1.61% 0.135%
72 12.524 1873 1876 1881 rVB3 27172 37572 2.76% 0.230%
73 12.628 1886 1893 1897 rBV 26441 37701 2.77% 0.231%
74 12.719 1902 1908 1912 rBV4 25623 42967 3.15% 0.264%
75 12.762 1912 1915 1920 rVB 15697 19830 1.45% 0.122%
76 12.841 1920 1928 1930 rBV 30182 47990 3.52% 0.294%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X061822W.M
Title : SW846 8260
77 12.866 1930 1932 1937 rVB3 26542 37533 2.75% ©.230%
78 13.036 1953 1960 1966 rVB4 52934 104348 7.66% 0.640%
79 13.195 1982 1986 1998 rVB 34382 54294 3.98% 0.333%
80 13.426 2016 2024 2030 rBv4 15528 33992 2.49% 0.208%
81 13.518 2035 2039 2047 rVB4 22523 46482 3.41% 0.285%
82 13.621 2051 2056 2061 rVvv2 19389 31288 2.30% 0.192%
83 14.274 2156 2163 2167 rVV5 8721 13859 1.02% 0.085%
84 14.323 2167 2171 2177 rVWW2 13406 20617 1.51% ©.126%
Sum of corrected areas: 16305543
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N3290-07
: 5.0mL/MSVOA_X/WATER
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\

: VX029667.D
: 21 Jun 2022 17:19

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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o

TIC: VX029667.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX@29667.D

Acqg On : 21 Jun 2022 17:19

Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 1 Butane, 2,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.776  53.02 ug/l 822908 Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Pentane 72 C5H12 000109-66-0 38
4 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 12
5 C2H5C(CH3)2COCH3 114 C7H140 020669-04-9 12
Abundance Scan 277 (2.776 min): VX029667.D\data.ms (-266) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.1 86.1 2.40 2.60 2.80 3.00
ol et e b m/z 42,10 83.68%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L B L B LI B I
71.0 2.40 2.60 2.80 3.00
m/z 41.10 36.55%

27.0 55.0
s0 860
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0

2.40 2.60 2.80 3.00

5000 m/z 71.10 29.06%
27.0 71.0
57.0

0 15.0 86.0

o

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #808: Pentane R RRER R

43.0 2.40 2.60 2.80 3.00

m/z 39.10 16.39%

m/z-->

5000
27.0 57.0 720
0 ‘ ‘ ‘ | M‘ ‘

0O 10 20 30 40 50 60 70 80 90

2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 10
R.T. EstConc Area Relative to ISTD R.T.
4,209 17.62 ug/l 273476  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 94
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 47
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 46
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 43
Abundance Scan 512 (4.209 min): VX029667.D\data.ms (-497) (-) m/z 43.10 100.00%

431 57.1
5000
85.1

3.80 4.00 4.20 4.40 4.60

71 100.2
0L e et gl SO 3002 7 57,10 88.28%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000 850 ‘\\\\‘\\\\‘\\\\‘\\\\’\\

3.80 4.00 4.20 4.40 4.60
29.0 m/z 56.05 54.75%

H ‘ . 710 100.0
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57.0

43.0 R EAAREE R
3.80 4.00 4.20 4.40 4.60

5000 m/z 41.10 52.89%

29.0 85.0
ol.20 5 70.0 99.0
R R R o R R R R e R RRRERRERRERE
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4485: Pentane, 2,2-dimethyl-
57.0

o

3.80 4.00 4.20 4.40 4.60
43.0 m/z 85.10  32.28%
5000
9.0 85.0
oL 20 150 ‘ L 7o 100.0
20l 740 L 1000 _ww_ww,u
miz--> 0 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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.
5.617 41.27 ug/1 640581 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 39
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
4 Heptane 100 C7H16 000142-82-5 37
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 35
Abundance Scan 743 (5.617 min): VX029667.D\data.ms (-738) (-) m/z 56.10 100.00%
56.1
41/1
5000 71.1
| | 852 1001 5.20 5.40 5.60 5.80 6.00
A 119.0 o
O rrrprrrrprrrr et i e b e m/z 43.10 68.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
41.0
5000 [T T T T T T T T T
270 71.0 5.20 5.40 5.60 5.80 6.00
] m/z 57.10  64.25%
0 13‘0 H\\H"‘H\\‘8\?\.\0‘\\]_\0\?.\()\\‘\\H’HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
Ramas e RRR R
5.20 5.40 5.60 5.80 6.00
5000 m/z 41.10 56.17%
41.0
71.0
27.0
0 85.0 99.0 113.0 1280
T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3742: 1-Hexene, 2-methyl- Ramas e SRR
56.0 5.20 5.40 5.60 5.80 6.00

m/z 71.10 43.07%

41.0
5000
27.0 70.0 A
o Ll T eag 980 \

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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, 2,2-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.245 29.19 ug/l 562101 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 50
Abundance Scan 846 (6.245 min): VX029667.D\data.ms (-828) (-) m/z 57.10 100.00%
57.1
5000 jk

41.1 \\\\‘\\\\‘\\\\’\\\\‘\\\

M - 992 6.00 6.20 6.40 6.60
0Lyl e e e m/z 56.10  32.83%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8653: Hexane, 2,2-dimethyl-

57.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\\/
6.00 6.20 6.40 6.60
41.0 m/z 41.10  25.48%
27.0
o2 ‘ \“ “\ | 710 850 229 1140
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
R RARRERE
6.00 6.20 6.40 6.60
5000 m/z 43.10 17.05%
41.0
0 27.0 83.0 99.0
T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl- RN AREEEREERES o
57.0 6.00 6.20 6.40 6.60
m/z 39.10 7.42%
5000
41.0
27.0
0 130 | \H 71.0 850 990 1140
e e e e e e e e e e ARAARREaR SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 8
R.T. EstConc Area Relative to ISTD R.T.
7.982 18.02 ug/l 347037 1,4-Difluorobenzene 6.763

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 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 64
Abundance Scan 1131 (7.982 min): VX029667.D\data.ms (-1117) () | m/z 43.05 100.00%
43.0 71.1
5000
‘ ‘ 910 1092 7.60 7.80 8.00 8.20 8.40
ol el 910 10921242 0 g1 10 92.63%
miz--> 0 20 40 60 80 100 120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 L L B B B
7.60 7.80 8.00 8.20 8.40
27.0 m/z 70.05 69.06%
0 I \“‘ H ‘ 97.0 114.0
\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\
miz--> 0 20 40 60 80 100 120
Abundance
43.0
EEmEE e
7.60 7.80 8.00 8.20 8.40
5000 70.0 m/z 41.05 26.23%
27.0
0 1.0 85.0 100.0
e
miz--> 0 20 40 60 80 100 120
Abundance #8635: Heptane, 4-methyl- R e o R
43.0 7.60 7.80 8.00 8.20 8.40
m/z 55.05 21.70%
71.0
5000
S P12 S (VLSO GV U VRV
m/z--> 0 20 40 60 80 100 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 6
R.T. EstConc Area Relative to ISTD R.T.
8.110  29.95 ug/l 576836  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
Abundance Scan 1152 (8.110 min): VX029667.D\data.ms (-1143) (-) m/z 43.10 100.00%
43.1
71.1
5000
‘ 99.1 7.80 8.00 8.20 8.40
Ol by ST 1240 7100 75.67%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T T T
7.80 8.00 8.20 8.40
27.0 m/z 70.05 59.88%
0 2.0 | H “M \‘ lly \‘ 99\0 114.0
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance
43.0
7.80 8.00 8.20 8.40
5000 m/z 57.10 52.45%
71.0
27.0
0 86.0 113.0128.0
T e T e T e
miz--> 0 20 40 60 80 100 120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0 7.80 8.00 8.20 8.40
m/z 85.20 47.20%
71.0
5000
27.0 ‘ | 99.0
) S | S| N S S i i — R
m/z--> 0 20 40 60 80 100 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : 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 8 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.165 7.58 ug/1 161134  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 91
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 87
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 72
5 Bicyclo[2.2.1]heptane, 2-(2-prop... 136 C1@H16 002633-80-9 64
Abundance Scan 1325 (9.165 min): VX029667.D\data.ms (-1319) (-) m/z 95.10 100.00%
95.1
5000
67.1 110.1
41.1 11 8.80 9.00 9.20 9.40
Ol prerr e B L e 2280 msz 67.10 26.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 L B B LI B I BN B
67.0 8.80 9.00 9.20 9.40
39.0 110.0 m/z 110.10 20.46%
" 53.0
O\\‘]\_\5\‘\0‘\\\M“\H\wuHN\‘H‘\\‘\H\\?\‘:il‘-\.(\)u“\‘\l\‘HH“HH‘HH“\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
95.0
Ao S Aaaarts
8.80 9.00 9.20 9.40
5000 m/z 55.10 9.54%
67.0
110.0
41.0
27.0 81.0
O et sl il et ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6748: 5,5-Dimethyl-1,3-hexadiene A E e R ARRE S
95.0 8.80 9.00 9.20 9.40
m/z 93.20 8.66%
5000 27.0 410 67.0
110.0
Ot e et e e e e ‘M‘A”ﬁ“‘w“‘w“‘w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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, 1-bromo-3-fluoro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.000 36.36 ug/l 773192  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-fluoro- 174 C6HABrF 001073-06-9 94
2 p-Bromofluorobenzene 174 C6H4BrF 000460-00-4 93
3 Benzene, 1l-bromo-2-fluoro- 174 C6H4BrF 001072-85-1 91
4 2(1H)-Pyrimidinone, 5-bromo- 174 CAH3BrN20 038353-06-9 36
5 4(1H)-Pyrimidinone, 5-bromo- 174 C4H3BrN20 019808-30-1 32
Abundance Scan 1462 (10.000 min): VX029667.D\data.ms (-1456) (- m/z 95.05 100.00%
95.0
174.1
5000 75.0
T \
ST.O \ 117.0 141.0 1000
Ol L o ) 1170 1410 m/z 174.10  73.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49278: Benzene, 1-bromo-3-fluoro-
95.0
174.0
5000 SR ‘
5.0 10.00
50.0 m/z 176.10 69.01%
0 T ‘ \3\1‘\.9“ T \“‘\ T ‘H‘\ U \“} " T W \‘} ‘ T \1\1\7’.0\\ \1\4.‘1\.0\\ T ‘ T \‘\“ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95.0 174.0
T \
10.00
5000 m/z 75.05 47.11%
75.0
50.0
28.0 117.0 141.0
T e T e e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49281: Benzene, 1-bromo-2-fluoro- i
95.0 174.0 10.00
m/z 74.10 15.94%
5000
75.0
310 50.0
. 128.0 154.0
0\\‘\\‘\\H‘\‘\“‘\\‘m\U\M’\u\‘H‘\\\\’\\\\‘\\\\‘\\\H'u—r!_\ \‘\
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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, 1,2-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.250 17.91 ug/1 358862 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 1831 (12.250 min): VX029667.D\data.ms (-1823) (- m/z 105.05 100.00%
105.1
. —
511 77"0 ‘ | 12.00 12.50
0 \\,\\\\‘\u\‘\\\\“‘\u\i‘mH\‘M\‘\\\U‘\u\“h\\‘M\‘u‘\‘l“\m‘u‘u‘m m/z 119.10 97.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0 Al A
91.0 12.00 12.50
' m/z 134.20 47.99%
39.0 65.0
O\\’1\\5\.9‘\H‘\“\\\\w\H\i‘i‘\\‘\‘\‘\‘\\‘\H‘H‘\H\“1‘\\\‘\‘H\‘H‘i‘{luu‘u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
- f—
12.00 12.50
5000 134.0 m/z 91.10 26.82%
91.0
o 0 41.0 65.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17028: Benzene, 1,3-diethyl- ] P
119.0 12.00 12.50
m/z 77.05 16.04%
5000 134.0
91.0
39.0 65.0
0\\,1”5(\0‘\H‘H‘\\\\“‘\u\i‘m\\‘M\‘\\\‘1“\uw‘m\\‘M\‘u‘\‘\l\m‘u‘u‘m P e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX@29667.D

Acqg On : 21 Jun 2022 17:19

Operator JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 12 2,2-Dimethylindene, 2,3-dih... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.036 5.21 ug/1 104348 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 83
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 83
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 83

Abundance Scan 1960 (13.036 min): VX029667.D\data.ms (-1953) (- m/z 131.20 100.00%
131.2
5000 MA
910 1151 146.1 k DVAR ‘J
mo o9 |l
L L m/z 91.05 24.17%
miz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
146.0
5000 Y :
13.00
1o 91.0 115.0 m/z 146.05 21.70%
O T ’ T T T ‘ T ‘\-‘ T ‘ w T 7\6\"? T \“} T ’ ‘U T H‘ ‘ T ‘U‘! T ’ \H\ T
miz--> 20 40 60 80 100 120 140
Abundance
131.0 \ j\ f
P el L N Ay
13.00
5000 ITI/Z 115.10 21.22%
91.0 146.0
’ 115.0
390 40
Ol b
miz--> 20 80 100 120 140 K
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- S
131.0 13.00
m/z 119.20 16.93%
5000 91.0
146.0
39.0 65.0
O\,\‘\H“‘H“\‘\“i‘\H““H“ ’MHH‘M \\H"MH /\X\\,‘\‘ A
m/z--> 20 40 60 80 100 120 140 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029667.D

Acqg On : 21 Jun 2022 17:19
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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... 2.776 53.0 ug/l 822908 1 5.556 776059 50.0
Pentane, 2,4-di... 4.209 17.6 ug/l 273476 1 5.556 776059 50.0
Pentane, 2,3-di... 5.617 41.3 ug/l 640581 1 5.556 776059 50.0
Hexane, 2,2-dim... 6.245 29.2 ug/l 562101 2 6.763 962985 50.0
Pentane, 2,3,4-... 7.982 18.0 ug/l 347037 2 6.763 962985 50.0
Pentane, 2,3,3-... 8.110 29.9 ug/l 576836 2 6.763 962985 50.0
Cyclopentene, 1... 9.165 7.6 ug/l 161134 3 10.055 1063340 50.0
Benzene, 1-brom... 10.000 36.4 ug/l 773192 3 10.055 1063340 50.0
Benzene, 1,2-di... 12.250 17.9 ug/l 358862 4 12.024 1001900 50.0
2,2-Dimethylind... 13.036 5.2 ug/l 104348 4 12.024 1001900 50.0
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