LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X062822W.M

Title : SW846 8260

Signal : TIC: VX@29943.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.367 43 46 52 rBV 383995 370242 2.30% 0.385%
2 1.745 103 108 123 rBV 2372895 3247690 20.14% 3.375%
3 1.952 137 142 156 rVB2 947586 1387905 8.61% 1.442%
4 2.068 156 161 167 rBV 120004 162799 1.01% 0.169%
5 2.215 180 185 194 rVB 345104 515777 3.20% 0.536%
6 2.337 199 205 211 rBV 92790 180151 1.12% 0.187%
7 2.782 258 278 281 rBvV2 372360 1023539 6.35% 1.064%
8 2.824 281 285 289 rVW 616199 1294744 8.03% 1.346%
9 2.867 289 292 305 rVvB2 558762 1213532 7.53% 1.261%
106 3.105 319 331 345 rVB 439921 1003354 6.22% 1.043%
11  3.318 355 366 377 rBV 86818 198631 1.23% 0.206%
12 3.446 377 387 400 rBvV 161735 364243 2.26% 0.379%
13 3.733 427 434 444 rVB 213047 499721 3.10% 0.519%
14  3.842 444 452 458 rBV 152673 384063 2.38% 0.399%
15 4.104 486 495 504 rVv2 150848 388610 2.41% 0.404%
16 4.214 504 513 519 rVV3 58041 163406 1.01% 0.170%
17 4.366 519 528 540 rVWW 903564 2576968 15.98% 2.678%
18 4.428 540 548 563 rVB3 74176 224790 1.39% 0.234%
19 5.196 651 674 691 rVB2 220761 740137 4.59% 0.769%
20 5.391 691 706 712 rBV 125035 381632 2.37% 0.397%
21 5.476 712 720 728 rVV2 250782 772608 4.79% 0.803%
22 5.562 728 734 739 rVW2 160701 430800 2.67% 0.448%
23 5.629 739 745 762 rVB3 164070 564245 3.50% 0.586%
24 5.830 766 778 790 rBV3 83904 264230 1.64% 0.275%
25 5.964 790 800 804 rBV3 123638 310036 1.92% 0.322%
26 6.043 804 813 825 rVB 2628019 6886395 42.71% 7.157%
27 6.208 825 840 843 rBV5 115484 439338  2.72% 0.457%
28 6.366 857 866 877 rVB2 83159 246634 1.53% 0.256%
29 6.769 923 932 941 rBV 339267 960211 5.96% 0.998%
30 6.854 943 946 958 rVB4 123939 274863 1.70%  0.286%
31 7.177 990 999 1008 rVvB3 111384 261312 1.62% 0.272%
32 7.384 1020 1033 1045 rBV4 244911 680743 4.22% 0.707%
33 8.110 1143 1152 1154 rBV2 106691 196688 1.22% 0.204%
34 8.146 1154 1158 1163 rVB 200176 318955 1.98% 0.331%
35 8.506 1210 1217 1225 rVB 223054 375026 2.33% 0.390%

36 8.652 1235 1241 1247 rVB 668964 1043349 6.47% 1.084%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X062822W.M
Title : SW846 8260

37 8.720 1247 1252 1259 rVB 1016232 1546594 9.59% 1.607%
38 10.055 1461 1471 1476 rBV 660170 934171 5.79% 0.971%
39 10.195 1489 1494 1500 rBV 5348915 7116096 44.13% 7.395%
40 10.305 1506 1512 1518 rVB 11389265 16123854 100.00% 16.756%

41 10.646 1562 1568 1577 rVB 1829978 2394254 14.85%  2.488%
42 10.963 1614 1620 1627 rVB 706832 876453 5.44% 0.911%
43 11.085 1635 1640 1645 rBV 505181 651088 4.04% 0.677%
44 11.304 1667 1676 1682 rBV 1388642 1700644 10.55% 1.767%
45 11.402 1689 1692 1696 rVB 1749176 2184440 13.55%  2.270%
46 11.451 1696 1700 1706 rVB 1282913 1580996 9.81% 1.643%
47 11.615 1721 1727 1735 rVB 1826970 2230050 13.83% 2.318%
48 11.756 1744 1750 1755 rBV 6509830 7732841 47.96%  8.036%
49 12.024 1789 1794 1799 rVB 748939 942304 5.84% 0.979%
50 12.091 1799 1805 1810 rBV 3178086 3776000 23.42%  3.924%
51 12.243 1824 1830 1838 rBV 4122067 5227107 32.42% 5.432%
52 12.316 1838 1842 1852 rVB3 392574 616895 3.83% 0.641%
53 12.414 1852 1858 1862 rBV2 160899 227714  1.41% 0.237%
54 12.463 1862 1866 1872 rVB 234598 287486 1.78% ©.299%
55 12.530 1872 1877 1880 rBV 325657 455090 2.82% ©.473%
56 12.615 1886 1891 1894 rBV 724993 886062 5.50% 0.921%
57 12.646 1894 1896 1900 rVV 234631 246593 1.53% 0.256%
58 12.701 1900 1905 1913 rVB 798062 1029358 6.38% 1.070%
59 12.847 1925 1929 1934 rVB 189538 242705 1.51% 0.252%
60 12.926 1934 1942 1945 rBV 529777 669122 4.15% 0.695%
61 12.963 1945 1948 1954 rVB 498949 573085 3.55% ©.596%
62 13.170 1978 1982 1992 rVB 587149 724126  4.49% 0.753%
63 13.292 1997 2002 2007 rVB2 1085615 1442913 8.95%  1.500%
64 13.426 2019 2024 2032 rVB 194059 251961 1.56% ©0.262%
65 13.780 2076 2082 2088 rBV 2057860 2613331 16.21% 2.716%
66 14.639 2219 2223 2229 rVB 238908 290230 1.80% ©.302%

67 14.779 2241 2246 2254 rVB 243550 304451 1.89% 0.316%

Sum of corrected areas: 96225381
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029943.D\data.ms

1le+07
8000000
6000000

4000000

1.745 6.043

2000000
1952 2-ga67 4.306
1.367 look?s; 278V 3105, 106 373342 4.109144.428 5.1965 So/b/8295.830964) 6.208

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\m\

Time--> 1.20 1.40 1.60 1.80 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
Abundance TIC: VX029943.D\data.ms

o

10.805
1le+07

8000000

6000000

10.19%

4000000

2000000 10.646 11]3 ,42%1

88520 10.055 10.
366 6. ‘.§5‘4 ‘7.1‘77‘7.3‘84‘ | | ‘88/1%16 8.50@\7? - ) j\ ‘/%‘i?k‘)ss J\

T ‘ L T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX029943.D\data.ms

1le+07

8000000
11.756
6000000

12.243
12.091

4000000

20000001-615 13.780

12,0 121150 313,292
‘ T

o M@@ﬂﬁ : ") J13.426 14.6B9779
T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ 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_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.745 376.94 ug/l 3247690  Pentafluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
5 1-Butene 56 C4H8 000106-98-9 9
Abundance Scan 108 (1.745 min): VX029943.D\data.ms (-103) (-) m/z 43.05 100.00%
43.0
5000
‘ 72.1 1.40 1.60 1.80 2.00
ol sl 2489 /7 41,10 88.20%
miz-> 20 40 60 80 100 120 140
Abundance #814: Butane, 2-methyl-
43.0
5000
1.40 1.60 1.80 2.00
2710 m/z 42.05 87.20%
‘ 72.0
O\\\\‘\‘\\\i‘\\\‘\‘\\‘1\‘\\\\‘\\\\’\\\\’\\\
miz-> 20 40 60 80 100 120 140
Abundance
42.0
1.40 1.60 1.80 2.00
5000 m/z 57.10 66.83%
26.0 720
B L B
m/iz--> 20 40 60 80 100 120 140
Abundance #809: Pentane ““H“‘H“‘AH““_
43.0 1.40 1.60 1.80 2.00
m/z 39.05 30.49%
5000
B
ot
m/z--> 20 40 60 80 100 120 140 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.952 161.09 ug/l 1387910  Pentafluorobenzene 5.555

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 50
3 Butane, 2-methyl- 72 C5H12 000078-78-4 50
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9
5 Butanenitrile, 2-hydroxy-3-methyl- 99 C5HONO 010021-64-4 9

Abundance Scan 142 (1.952 min): VX029943.D\data.ms (-137) (-) m/z 43.10 100.00%

43.1
5000 /k
R e R RANEE
‘ 72.1 1.60 1.80 2.00 2.20
Obo b L 928 1894 4210 6e.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #809: Pentane
43.0
5000
1.60 1.80 2.00 2.20
m/z 41.05 53.35%
‘ 72.0
O\\1\5\.‘0\‘“\\“HH‘u‘\H\‘\\\\’HH‘HH‘HH’HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
42.0
1.60 1.80 2.00 2.20
5000 m/z 39.10 19.18%
71.0
15.0
Ol bt e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #814: Butane, 2-methyl-
43.0 1.60 1.80 2.00 2.20
m/z 57.05 15.68%
5000
72.
0 15.0 ‘ i “ | 0
R LI L B o B R AR R RERRET Sy o
m/z--> 20 40 60 80 100 120 140 160 180 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 Butane, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.782 118.80 ug/l 1023540  Pentafluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Pentane 72 C5H12 000109-66-0 36
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 28
5 C2H5C(CH3)2COCH3 114 C7H140 020669-04-9 12
Abundance Scan 278 (2.782 min): VX029943.D\data.ms (-258) (-) m/z 43.05 100.00%
43.0
5000
71.1
- ‘ 86.2 2.40 2.60 2.80 3.00 3.20
Obrrrrrrrrrrere et e it 38 m/z 42,10 85.18%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2055: Butane, 2,3-dimethyl-
43.0
5000
2.40 2.60 2.80 3.00 3.20
m/z 41.10 37.89%
27.0 710 /
\H‘HH‘HH‘HH‘HH‘ H\‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
2.40 2.60 2.80 3.00 3.20
5000 m/z 71.10 26.73%
27.0 710
| 57.0 86.0
Ol et et i e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #808: Pentane
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 17.31%
5000
27.0 57.0 72,0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.824 150.27 ug/l 1294746  Pentafluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 33
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 32
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 23
Abundance Scan 285 (2.824 min): VX029943.D\data.ms (-281) (-) m/z 43.10 100.00%
5000 711
57.1
‘ ‘ 86.2 2.60 2.80 3.00 3.20
O el el et e e m/z 71,100 47.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2048: Pentane, 2-methyl-
43.0
5000 71.0
2.60 2.80 3.00 3.20
270 57.0 m/z 42.10  43.35%
T Y
O H‘HH‘\H\‘\H\i\}\\‘\\H\‘HH“HH‘\\1\’\\H‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
70.0 2.60 2.80 3.00 3.20
5000 m/z 41.10 38.46%
270 85.0
0 99.0 114.0
T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14557: Heptane, 2,4-dimethyl-
43.0 2.60 2.80 3.00 3.20
m/z 57.10  18.23%
5000
85.0
57.0 710
29.0
0 [ N | 99.0113.0128.0
A A RRafaan=szisay
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 1-Pentene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.867 140.85 ug/l 1213530  Pentafluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 86
2 Cyclopentane 70 C5H10 000287-92-3 78
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 45
5 1-Pentanol 88 C5H120 000071-41-0 9
Abundance Scan 292 (2.867 min): VX029943.D\data.ms (-289) (-) m/z 42.10 100.00%
42.1
55.1
5000 701 E
‘ 84.1 2.60 2.80 3.00 3.20
0 et e m/z 55.10 48.61%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
55.0
5000
70.0 2.60 2.80 3.00 3.20
29.0 m/z 41.10 40.93%
wo
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
42.0
2.60 2.80 3.00 3.20
5000 m/z 70.10 38.08%
55.0 70.0
27.0
1.0 15.0
o R AR
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl-
42.0 2.60 2.80 3.00 3.20
m/z 39.10 24.13%
5000
55.0
27.0 70.0
0 ‘H‘H“_“W“$HH‘J}M‘wu‘u‘u“w“W“u“‘ AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.105 116.45 ug/1 1003350  Pentafluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 78
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
4 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 56
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45
Abundance Scan 331 (3.105 min): VX029943.D\data.ms (-319) (-) m/z 57.10 100.00%
57.1
41.1
5000
| ‘ ‘ 862 2.80 3.00 3.20 3.40
0 v e e T m/z 56.10  82.73%
miz--> 0 20 40 60 80 100 120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000
2.80 3.00 3.20 3.40
m/z 41.10 58.33%
15.0 ‘ ‘ 86.0
0 \‘\\\‘\‘\‘1\\i\\\““\\‘\\‘\‘\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance
57.0
2.80 3.00 3.20 3.40
5000 m/z 43.10 23.36%
41.0
0 26.0 83.0 98.0 113.0
e e e e e
m/iz--> 0 20 40 60 80 100 120
Abundance #14571: Hexane, 2,2,3-trimethyl-
57.0 2.80 3.00 3.20 3.40
m/z 39.10 15.02%
5000
41.0
0 2&b M‘ L., 850 113.0128.0
T
m/z--> 0 20 40 60 80 100 120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,306 299.09 ug/l 2576970  Pentafluorobenzene 5.555

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 78
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 64
Abundance Scan 528 (4.306 min): VX029943.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
5000 411 69.1 »/L
o RRNEAREE RS
‘ ‘ 84.2 4.00 4.20 4.40 4.60
Ol et L 968 sz 41,10 49.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 4.20 4.40 4.60
m/z 69.10 44.56%
28.0 “ ‘ 84.0
O\\\‘\\\\‘]\-?\.\O‘\\}H\“\\\}}\‘\\\i‘\w ‘\‘\\\‘11\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
41.0 84.0
4.00 4.20 4.40 4.60
5000 m/z 55.05 25.69%
27.0
69.0
15.0
2.0
B[ S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1678: Cyclopropane, propyl-
41.0 56.0 4.00 4.20 4.40 4.60
m/z 42.10 21.51%
5000
27.0
69.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.615 118.33 ug/1 2230050 1,4-Dichlorobenzene-d4 12.024
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 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1727 (11.615 min): VX029943.D\data.ms (-1721) (- m/z 105.05 100.00%

105.1
5000
120.2 /\A /\
I

77.1 91.1

391 63.1 “ ‘ | 11.50 12.00
Ot e e e e m/z 120.15 31.25%

m/z--> 20 30 40 50 60 70 80 90 100 110120130

Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
00 Vil

120.0 11.50 12.00

m/z 77.10 11.86%
\ \

39.0 77.0 91.0
H‘\2\6\‘\(‘)\\\\‘\\\\“\\\\6‘%\‘9\‘\\\‘\“\\\\‘HH‘\\1\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0

o

11.50 12.00
5000 m/z 91.10 11.69%
120.0
79.0
39.0 65.0 92.0
O e T T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100110120130 ﬂ
Abundance #10695: Mesitylene N A—‘ T A
105.0 11.50 12.00
m/z 106.10 8.99%
120.0
5000
77.0
030 s 70N i
oH_m_m‘uW‘mm‘mwm:‘_m‘wmwuwwm‘ B A
m/z--> 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 200.36 ug/l 3776000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 1805 (12.091 min): VX029943.D\data.ms (-1799) (- m/z 105.10 100.00%
105.1
5000 120.2 A A
771 1200 ‘
39.1 631 ' 91‘.0 . 12.00
Ot et el b el m/z 120015 42.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 1200 /\ : A :
12.00
770 m/z 77.10 11.73%
51.0 "~ 91.0
O\\‘H\\‘\2\\7\.‘()\\\\“\H\i‘{‘\\}“\‘\‘H‘\\\‘H‘H\\“\H\‘\M1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
120.0 12.00
5000 m/z 119.10 9.98%
77.0
0 15.0 39.0 63.0 91.0
T T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 12.00
m/z 91.05 9.42%
5000
120.0
39.0 77.0 91.0
0‘“““‘2“5(‘9””““”‘H;u‘1‘6‘%;“0‘“H‘l“uu“luw“;!wmu“‘uu‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.243 277.36 ug/l 5227116 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 81
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Deltacyclene 118 C9H1e 007785-10-6 64
Abundance Scan 1830 (12.243 min): VX029943.D\data.ms (-1824) (- | m/z 117.05 100.00%
117.1
5000
39.1 63.0 o1 ‘12‘00‘ 1250A
134.2 : :
) S AT J“ el 2382 s 118 10 56.62%
miz-> 20 40 60 8 100 120 140
Abundance #10179: Indane
117.0
5000 e —
12.00 12.50
390 sgq 91.0 m/z 115.10  33.02%
0\4\3\0‘\‘\\\“\\\\“‘\‘\\\‘\\“\\
miz--> 20 40 60 100 120 140
Abundance
117.0
12.00 12.50
m/z 91.10 17.30%
5000 91.0
51.0
27.0 74.0
o L
miz--> 20 40 60 80 100 120 140
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 12.00 12.50
m/z 119.10 9.41%
5000
91.0
39.0 580 ‘
N V. Y N M| R
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070622\
Data File : VX029943.D

Acqg On : 06 Jul 2022 14:54
Operator : JC/MD

Sample : N3599-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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- 1.745 376.9 ug/l 3247690 1 5.555 430800 50.0
Pentane 1.952 161.1 wug/l 1387910 1 5.555 430800 50.0
Butane, 2,3-dim... 2.782 118.8 wug/l 1023540 1 5.555 430800 50.0
Pentane, 2-methyl- 2.824 150.3 ug/l 1294740 1 5.555 430800 50.0
1-Pentene 2.867 140.8 ug/l 1213530 1 5.555 430800 50.0
Pentane, 3-methyl- 3.105 116.5 ug/l 1003350 1 5.555 430800 50.0
Cyclopentane, m... 4.306 299.1 wug/l 2576970 1 5.555 430800 50.0
Benzene, 1l-ethy... 11.615 118.3 ug/l 2230050 4 12.024 942304 50.0
Benzene, 1,2,3-... 12.091 200.4 ug/l 3776000 4 12.024 942304 50.0
Indane 12.243 277.4 ug/l 5227110 4 12.024 942304 50.0
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