LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_ V\Method\SFAMVTRO83122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@27638.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.214 48 54 61 rBv2 49384 46602 1.86% 0.280%
2 1.304 72 82 89 rBv 238461 234978 9.40% 1.410%
3 1.343 89 94 102 rVB 50023 58666 2.35% 0.352%
4 1.561 155 162 173 rBV 62053 73438 2.94% 0.441%
5 1.626 173 182 206 rVB 391487 494303 19.76%  2.966%
6 2.108 320 332 334 rBV 164726 227359 9.09%  1.364%
7 2.490 434 451 467 rBV 584070 1173466 46.92% 7.042%
8 2.571 467 476 502 rVB 118459 232885 9.31% 1.398%
9 2.754 518 533 576 rBv 1343880 2501035 100.00% 15.009%
10 3.535 763 776 791 rBv4 12374 31207 1.25% 0.187%
11 3.661 797 815 834 rBV 248098 663048 26.51% 3.979%
12 3.757 838 845 861 rVB3 21114 47116 1.88% 0.283%
13  3.9065 863 891 931 rBV 602458 1609890 64.37% 9.661%
14  4.346 1011 1028 1039 rBV 85429 225106 9.00%  1.351%
15 4.674 1116 1130 1140 rBv4 19513 48763 1.95% ©0.293%
16 4.760 1141 1157 1186 rVB 305600 797107 31.87% 4.783%
17  4.944 1197 1214 1228 rVB8 16394 45543  1.82% 0.273%
18 5.043 1228 1245 1274 rBV2 198618 541339 21.64%  3.249%
19 5.227 1276 1302 1317 rBV 625244 1652923 66.09% 9.919%
20 5.616 1411 1423 1452 rBV 177586 388847 15.55%  2.333%
21 5.912 1496 1515 1542 rBV 275079 580557 23.21%  3.484%
22 6.069 1549 1564 1597 rVB3 113754 334812 13.39% 2.009%
23 6.252 1610 1621 1629 rBV3 24350 47913 1.92% 0.288%
24  6.304 1630 1637 1651 rVB3 20265 41236 1.65% 0.247%
25 6.458 1670 1685 1698 rBv4 30692 69812 2.79% 0.419%
26 6.651 1726 1745 1764 rBV 313843 664253 26.56%  3.986%
27 6.773 1767 1783 1803 rBV 366466 784259 31.36% 4.706%
28 6.989 1831 1850 1860 rBV3 30588 71525 2.86% 0.429%
29 7.262 1922 1935 1942 rBV4 25606 52380 2.09% 0.314%
30 7.313 1942 1951 1979 rVB 210958 392609 15.70% 2.356%
31 7.442 1981 1991 2001 rBV2 14832 26613 1.06% 0.160%
32 7.587 2027 2036 2044 rBV4 20678 35434 1.42% 0.213%
33 7.654 2044 2057 2068 rVB9 18413 48557 1.94% 0.291%
34 7.786 2078 2098 2106 rBV3 27917 65053 2.60% 0.390%
35 7.841 2106 2115 2138 rVB 99691 203279 8.13% 1.220%
36 7.976 2144 2157 2167 rBV5 20687 40143 1.61% 0.241%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_ V\Method\SFAMVTRO83122WMA.M
Title : TRACE VOA SFAM1.0
37 8.095 2183 2194 2226 rBV2 159788 386332 15.45% 2.318%
38 8.230 2228 2236 2248 rVB10O 12726 26191 1.05% 0.157%
39 8.391 2279 2286 2295 rVB4 21666 34612 1.38% 0.208%
40 8.513 2311 2324 2338 rBvV4 19754 38672 1.55% 0.232%
41 8.850 2418 2429 2442 rBV 273259 449430 17.97% 2.697%
42 9.108 2497 2509 2534 rVB6 28803 90085 3.60% 0.541%
43 9.477 2611 2624 2638 rVB5 16697 44333 1.77% 0.266%
44 10.217 2839 2854 2869 rVB 72213 125039 5.00% 0.750%
45 11.246 3164 3174 3196 rBV 230498 369858 14.79% 2.220%
46 11.622 3280 3291 3309 rBV 172012 276558 11.06% 1.660%
47 12.194 3461 3469 3478 rVB2 23962 37347 1.49% 0.224%
48 12.548 3568 3579 3593 rBvV2 37842 61011 2.44% 0.366%
49 12.757 3633 3644 3656 rVB 56181 86479 3.46% 0.519%
50 13.062 3731 3739 3750 rVB 17876 28203 1.13% 0.169%
51 13.307 3806 3815 3830 rVB 35874 57509 2.30% 0.345%
Sum of corrected areas: 16663715
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV027638.D\data.ms
2.754

1200000
1000000
800000

5.227
600000 2.490 3.905

1.626

400000

200000 571

0 \\\‘\\\‘\\ [ [ [ \\‘\\\ ‘\\
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 6.40

Abundance TIC: VV027638.D\data.ms

1200000
1000000
800000
600000

400000 62-773
7.313 8.850 11.246

200000 8.095 j\ 11.622

7.841 10.217
. 6.989 7.2 -i“_@@%ﬂ@m 8.238.381513 9.108 9477 N\
‘ D S NN A T S A e . e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV027638.D\data.ms

1200000

1000000

800000

600000

400000

200000

0104 12.5482.757 13 16413.307
0 T T T ‘/\Y_—r/\\ T ‘ V_%/\k\ ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
1.214 0.60 ug/L 46602 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 47
2 Isobutane 58 C4H1e 000075-28-5 47
3 Isobutane 58 C4H10 000075-28-5 47
4 Isobutane 58 C4H10 000075-28-5 47
5 Propane, 1-chloro-2-methyl- 92 C4HoCl 000513-36-0 25
Abundance  Scan 54 (1.214 min): VV027638.D\data.ms (-48) (-) m/z 43.10 100.00%
43.1
5000 //k
e
‘ . 120 140 1.60
N — 2 Y PNE I Y BT W)
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #268: Isobutane
43.0
120 140 1.60
m/z 42.10  38.90%
15.0 ‘
O\‘H\“\‘\‘H\\i}\\\h‘\\\\‘\\\\’\\\\’\H\‘\H\‘\\H‘\\H‘\\H‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #267: Isobutane
43.0
e
120 140 1.60
5000 m/z 45.00 25.53%
15.0‘ ‘
O e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 L
Abundance #269: Isobutane LA S
43.0 120 140 1.60
m/z 39.00 24.70%
5000
15'0‘ | J\k
e e P A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
: TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1.626 6.36 ug/L 494303  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 45
4 3-Buten-1-ol 72 C4H80 000627-27-0 40
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 182 (1.626 min): VV027638.D\data.ms (-173) (-) m/z 43.05 100.00%
43.0
5000
‘ 21 1.40 1.60 1.80 2.00
) N — o L pABaDS 11151284 /7 41.00 89.01%
m/z--> 0 20 40 100 120
Abundance #814: Butane, 2-methyl-
43.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\/\
1.40 1.60 1.80 2.00
2700 m/z 42.05 85.36%
‘ ‘ 72.0
O\‘\\\‘\‘\‘\\\‘i}\\‘\‘\\‘1\’\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #813: Butane, 2-methyl-
43.0
0 N | G
1.40 1.60 1.80 2.00
5000 27.0 m/z 57.10 67.33%
72.0
0 ‘2"9‘u“_‘!H;:m!“‘m,ww_m_m
miz--> 0 20 40 60 80 100 120
Abundance #809: Pentane
43.0 1.40 1.60 1.80 2.00
m/z 39.00 32.68%
5000
T
0 "H"_wmi:‘Ml‘wl‘,””_”w”” e
m/z--> 0 20 40 60 80 100 120 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.490 15.09 ug/L 1173470  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
3 Butane, 2,3-dimethyl- 86 Ce6H14 000079-29-8 80
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
Abundance Scan 451 (2.490 min): VV027638.D\data.ms (-434) (-) m/z 43.05 100.00%
43.0
5000 /t
711 S0 NS N -
55‘1 86.1 2.20 2.40 2.60 2.80

0‘“"H"H‘_"‘;m"uhH‘HHWHWJ“M m/z 42.10 86.78%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2055: Butane, 2,3-dimethyl-
43.0

5000 e R
2.20 2.40 2.60 2.80

71.0 m/z 41.00 42.44%

27.0 ’
oL 150 K \ 550630 86.0
T ‘ TITT ‘ T T ‘ T T ‘ T T ‘ TTTT ‘ TT 1T ‘ T 1T ‘ T T ‘ TTT
miz--> 10 20 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0

2.20 2.40 2.60 2.80

5000 m/z 71.10 25.11%
71.0
27.0
55.0 86.0
15 0 ‘ | | Il ‘ ‘
0 T e e e
miz--> 10 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl- R EERARENEESE
43.0 2.20 2.40 2.60 2.80

m/z 39.00 19.11%

5000
o 71.0
86.0
VAR At Aadendlc s teagat et

m/z--> 10 20 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.571 2.99 ug/L 232885 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 80
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
3 Cyclopentane 70 C5H10 000287-92-3 80
4 Cyclopentane 70 C5H10 000287-92-3 64
5 1-Pentene 70 C5H10 000109-67-1 59
Abundance Scan 476 (2.571 min): VV027638.D\data.ms (-467) (-) m/z 42.05 100.00%

42.0
5000 55.0
70.0

2.20 2.40 2.60 2.80

35, 488, 62.0 .
Ol prrrrersprerrreep eSS e A8 e 04 e M/Z 55.05  45.07%
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #629: 1-Pentene
42.0
55.0
5000 \‘HHWHWHWH‘\
70.0 2.20 2.40 2.60 2.80

15.0 ‘
‘\\\\‘\\\\‘HH’HH’HH’HH’\H

62.0
L1 ‘
\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #655: Cyclobutane, methyl-
42.0 !

2.20 2.40 2.60 2.80

290 ‘ m/z 41.00 32.46%

o

5000 ITI z 39.00 25.93%
55.0
27.0 70.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 /L
Abundance #636: Cyclopentane R
42.0 2.20 2.40 2.60 2.80

m/z 67.05 10.10%

5000
55.0
70.0
20 |
0 (i HH | m

\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.661 8.53 ug/L 663048 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 64
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 64
Abundance Scan 815 (3.661 min): VV027638.D\data.ms (-797) (-) m/z 43.10 100.00%
43.1 57.0
5000
85.0 AR R s
3.40 3.60 3.80 4.00
69.1
0m,mWm‘m;,‘m“u‘;‘u“Hm‘,‘mu‘uum‘ul‘(‘)?"‘lw m/z 57.05 88.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000
85.0 3.40 3.60 3.80 4.00
29.0 m/z 56.10 61.35%
0 15.0 H i miin 69\0 , 109'0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0 A RRR R
3.40 3.60 3.80 4.00
5000 m/z 41.05 61.11%
29.0 850
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474: Pentane, 2,4-dimethyl- R RAREE e
43.0 3.40 3.60 3.80 4.00
570 m/z 42.00 28.60%
5000
27.0 85.0
e e e e e e A Raa s
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic3.757 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.757 0.61 ug/L 47116  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 38
4 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 28
5 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 25
Abundance Scan 845 (3.757 min): VV027638.D\data.ms (-838) (-) m/z 56.05 100.00%

56.0
411 69.0
5000

84.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
“ ‘ H ‘ 95.7 3.40 3.60 3.80 4.00
bl Ll AT myz 41,10 59.25%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1682: Cyclopentane, methyl-
54.0
41.0
5000 69.0 L L R R B R B I

3.40 3.60 3.80 4.00
m/z 69.00 52.58%
M‘ \H‘

28.0 84.0
“\‘1‘5‘9\”“!‘\HH\HH\H ‘\““H““\‘!“\““\“
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1676: 1-Pentene, 2-methyl-
56.0

o

41.0 3.40 3.60 3.80 4.00
5000 m/z 42.00 27.18%
69.0 84.0
290 ‘
0H‘HH_mwu‘“uqu“ R mamE
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1679: Cyclopentane, methyl- P T R TR T
56.0 3.40 3.60 3.80 4.00

m/z 39.00 18.66%

5000 41.0
69.0
84.0
27 o
15'0 ‘ H i ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.760  10.25 ug/L 797107 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 59
Abundance Scan 1157 (4.760 min): VV027638.D\data.ms (-1141) (-) m/z 56.10 100.00%
56.1
43.0
5000
71.0
851 1001 4.40 4.60 4.80 5.00
Ol ettt m/z 43.05 73.61%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 560
5000 LI L L L LN BN L
29.0 71.0 4.40 4.60 4.80 5.00
m/z 41.05 68.87%
gomso | L e
\\\’\\\\’\\\\’\\\\’\\\\"\\ }’\\\\“\\\\‘\\\\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
N A RARRERRERE R
4.40 4.60 4.80 5.00
m/z 57.05 62.56%
5000 71.0
29.0
R A ™+
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484 Pentane, 2,3-dimethyl- T
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.05 37.29%
5000
29.0 71.0
XS T OO~ Y L 1 S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00

SFAMVTRO83122WMA.M Sun Sep 04 23:57:22 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic4.944 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.944 0.59 ug/L 45543  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 78
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 58
3 3-Heptene, (E)- 98 C7H14 014686-14-7 46
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 46
5 3-Heptene, (E)- 98 C7H14 014686-14-7 43

Abundance Scan 1214 (4.944 min): VV027638.D\data.ms (-1197) ()| m/z 56.10 100.00%

56.1
69.1 83.1
41.0
5000
‘ ‘ ‘ ‘ 98.2 4.60 4.80 5.00 5.20
ol ULl WY T nz ss.ee 93.60%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
5000 L L R B B B R I
83.0 4.60 4.80 5.00 5.20
27.0 m/z 83.10 86.55%

o

\\\‘\\\\‘\\\\‘\\\‘\“\\\\“!‘\\\‘\H 98.0
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0

Wm‘mwm‘mw
410 69.0 4.60 4.80 5.00 5.20

83.0
5000 ITI z 69.10 81.66%
27.0

‘ ‘ ‘ ‘ 98.0

Y S S | 1 o 1| S S

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3722: 3-Heptene, (E)- Wm‘uwuw‘mm

41.0 4.60 4.80 5.00 5.20

m/z 40.95 58.60%

56.0
69.0
5000
27.0 98.0
140 ALl il 830
0 1 A

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20

SFAMVTRO83122WMA.M Sun Sep 04 23:57:23 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.227  21.25 ug/L 1652920 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
Abundance Scan 1302 (5.227 min): VV027638.D\data.ms (-1276) (-) m/z 57.05 100.00%
57.0
5000
41.0
M 631 991 5.00 5.20 5.40 5.60

bbbl e oo e A2 m/z 56.05  36.11%

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

Abundance #8668: Pentane, 2,2,4-trimethyl-

57.0
5000 L B I L I L B
41.0 5.00 5.20 5.40 5.60
m/z 41.00  28.35%
27,0 99.0
O \H‘\H\‘HH‘\H‘\‘HH‘“H\‘\‘\‘\}‘HH‘\\\3\3\.9‘\\\\‘\\\1—%3\?9‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
R AEEEmEE RS
5.00 5.20 5.40 5.60
5000 m/z 43.05 17 .84%
41.0
2710
o130 %01 \‘ | ‘ 830 9901149
T T e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0 5.00 5.20 5.40 5.60
m/z 39.00 9.80%
5000
41.0
27,0
0l 20 T 710 850 200 1140
e e e e e e e e e R AANEEEREY R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60

SFAMVTRO83122WMA.M Sun Sep 04 23:57:24 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
6252 o.62 ugll 47913  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 camis 000589-43-5 94

2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 87
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 59

Abundance Scan 1621 (6.252 min): VV027638.D\data.ms (-1610) (-) m/z 57.00 100.00%
43.0 57.0
85.2
5000 J\h
71.2 H‘fmj\“u“u‘w“
H ‘H 114.0 6.00 6.20 6.40 6.60
0 brreprrrrprrrrprrer b ‘_w‘mwwwm\u:w m/z 43.05  92.24%
miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8637: Hexane, 2,4-dimethyl-
430 570
85.0
5000 L L I L IR R B
6.00 6.20 6.40 6.60
29.0 710 m/z 85.20  74.25%
\H’HH’HH’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0 /\
57.0 N ANE N N
6.00 6.20 6.40 6.60
5000 85.0 m/z 40.95 62.48%
29.0
71.0
10 150 || || | 9901140
‘H,H‘W‘H‘“‘H‘HH‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl- A RAEENE AR R
43.0 57.0 6.00 6.20 6.40 6.60
m/z 56.10 50.20%
85.0
5000
29.0 71.0
S 150 | ||| 9901140 .
HWH‘WH‘WH‘WHH‘HH‘HH‘HH‘HH‘HHM‘HM‘HM‘HM‘ b e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60

SFAMVTRO83122WMA.M Sun Sep 04 23:57:25 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.304 0.53 ug/L 41236  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 59
2 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 45
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 45
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 45
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 42
Abundance Scan 1637 (6.304 min): VV027638.D\data.ms (-1630) (-) m/z 57.10 100.00%
57.1
5000
94.9 6.00 6.20 6.40 6.60
0 m,m‘Hww“‘Hm,m‘w_m‘w,m‘_m_m‘w‘ m/z 56.00  62.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8659: Pentane, 2,2,3-trimethyl-
57.0
5000 \‘\‘HH‘HH‘HH’HH‘
6.00 6.20 6.40 6.60
26.0 m/z 41.00 39.24%
' ‘ 99.0
O \\\’\‘\‘\\‘i‘\\\““\\h\\’\‘\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0
6.00 6.20 6.40 6.60
5000 m/z 55.00 12.21%
o 2900 | 1850 1130 1410 1680 2110
L I o e e R REEE
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl- R EAANA RN R
57.0 6.00 6.20 6.40 6.60
m/z 58.00 8.39%
5000
29.0 /\
0 m,“;‘”‘p‘”u‘uH‘”‘?ﬁ-?‘ﬁ?ﬁ-?w,mwwwww -m-nwﬂew(\/\wam,”w
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60

SFAMVTRO83122WMA.M Sun Sep 04 23:57:26 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 12 (DEL) Alkane: Cyclic6.458 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.458 0.90 ug/L 69812 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 83
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 80
3 Heptane, 3-methylene- 112 C8H16 001632-16-2 64
4 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 64
5 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 59
Abundance Scan 1685 (6.458 min): VV027638.D\data.ms (-1670) (-) m/z 70.10 100.00%
70.1
55.0
5000
41.0

e S

112.0 6.20 6.40 6.60 6.80
oWHwWH“‘\mgw!“_uu‘!‘mw‘w!mMWH‘lm_‘l‘z‘?‘?‘ m/z 55.00  71.05%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4

70.0
55.0
5000 L B L I LN B
41.0 6.20 6.40 6.60 6.80
270 m/z 41.05  30.30%
]
O\H‘HH‘\H\“HH‘\‘H\‘\H\‘\‘HH ‘HH‘\WH‘\H‘\‘HH‘!H\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0
e BRARER N
55.0 6.20 6.40 6.60 6.80
5000 m/z 69.00 28.65%
41.0
270 97.0 112.0
I T Y T L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7570: Heptane, 3-methylene- ‘H“H“_“W“H“‘
55.0 70.0 6.20 6.40 6.60 6.80
m/z 42.00 20.77%
41.0
5000 27.0
‘ 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

SFAMVTRO83122WMA.M Sun Sep 04 23:57:28 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42

Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
: TRACE VOA SFAM1.0

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.651 8.54 ug/L 664253  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 87
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 86
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 83
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
Abundance Scan 1745 (6.651 min): VV027638.D\data.ms (-1726) (-) m/z 43.10 100.00%
43.1
71.1
5000
7.1 O ERRR SRS SSEEe
‘ ‘ 071 110 6.40 6.60 6.80 7.00
Obrrrrrrrprrreprrrib el et 842 2 11210 7 71010 79.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 L L I L L R U
6.40 6.60 6.80 7.00
27.0 57.0 m/z 70.10 65.18%
o H L, H 840 97.0 114.0
\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\1\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
“H‘H‘w“u,u‘w“
71.0 6.40 6.60 6.80 7.00
5000 m/z 40.95 36.96%
27.0
ol 140 L ‘ 114.0
H_‘H,HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H,HH‘H‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8663: Pentane, 2,3,4-trimethyl- R ARARREREN NS
43.0 6.40 6.60 6.80 7.00
71.0
m/z 55.05 31.98%
5000
270 57.0
0 \‘ H | 84.0 97.0 114.0
‘W‘HW‘H‘_H‘_‘HM‘H,HH‘H‘WH‘W‘HW‘H‘_H‘_‘ N AREERREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

SFAMVTRO83122WMA.M Sun Sep 04 23:57:29 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.773 10.08 ug/L 784259  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 49
Abundance Scan 1783 (6.773 min): VV027638.D\data.ms (-1767) (-) m/z 43.05 100.00%
71.0
57.1
5000 85.1
I A EERARREEES SR
| 991 6.40 6.60 6.80 7.00
Lol et o 32 mjz 7105 60.28%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T T T
57.0 6.40 6.60 6.80 7.00
270 85.0 m/z 70.10  55.36%
0 : | H | . ‘ 1N \‘ 99\0 113.0
\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 #8661: Pentane, 2,3,3-trimethyl-
43.0
6.40 6.60 6.80 7.00
5000 m/z 57.10 47 .30%
57.0 71.0
27.0 85.0
I
Ol rrrprrrrprrrr b e et e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8648: Hexane, 3,3-dimethyl-
43.0 6.40 6.60 6.80 7.00
m/z 41.05 38.79%
5000 71.0
57.0 85.0
29.0
oL 10 150 H L9904y
e e e e e e e R e S REREREER o
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00

SFAMVTRO83122WMA.M Sun Sep 04 23:57:30 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 16 (DEL) Alkane: Cyclic7.262 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.262 0.58 ug/L 52380 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 49
2 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 49
3 Isopropylcyclobutane 98 C7H14 000872-56-0 38
4 2-Heptene, 6-methyl- 112 C8H16 073548-72-8 30
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 27
Abundance Scan 1935 (7.262 min): VV027638.D\data.ms (-1922) (-) m/z 57.00 100.00%
57.0
70.1
41.1
5000 972
112.2 R A RAREE RS
| ‘ | ‘ 83.1 | 7.00 7.20 7.40 7.60
[ S————I ‘ - ;‘1‘& et Lo “m‘u b m/z 55.10  75.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
5000
41.0 7.00 7.20 7.40 7.60
84.0 112.0 m/z 56.10 64.12%
27.0 ‘ ‘ 97.0
0\\‘\\\‘\“\\\\"\‘\\\’\H \‘\\\‘i ‘\\\\‘\‘\\\‘\\\‘\’\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7584: 1-Hexene, 5,5-dimethyl-
57.0
7.00 7.20 7.40 7.60
5000 41.0 m/z 70.10 60.90%
280 97.0
om0 o 70 g
(O e o e L A o o R R B
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #3746: Isopropylcyclobutane
56.0 7.00 7.20 7.40 7.60
41.0
m/z 41.10 53.52%
70.0
5000 27.0
98.0
‘ ‘ 83.0
o‘w‘mlw‘m}»‘¢ﬂlL_‘mpu‘wﬂu‘_‘u,u‘w‘u‘_
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42

Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 17 (DEL) Alkane: Cyclic7.786 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.786 0.72 ug/L 65053  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 93
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 93
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 93
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 93
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 93

Abundance Scan 2098 (7.786 min): VV027638.D\data.ms (-2078) (-) m/z 97.20 100.00%
53.1 97.2
5000
41.0 112.1
69.1
‘ ‘ ‘ “ ‘ 7.40 7.60 7.80 8.00 8.20
o‘w‘H‘,"H‘mw\M;w‘!‘”wwMHM‘,WJH“m!“_m,mw m/z 55.18  98.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7673: Cyclohexane, 1,4-dimethyl-, cis-
53.0 97.0
5000 410 [TT T T[T T[T rrrrprt
7.40 7.60 7.80 8.00 8.20
112.0
27.0 69.0 m/z 112.10  37.44%
T s
O\\‘\\\\’\\\\‘\\\\‘\‘\\\"\u\‘\‘\\\\H\\\\’\H\\‘\\11‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 \
gt
7.40 7.60 7.80 8.00 8.20
5000 ITI/Z 41.00 36.61%
41.0 112.0
69.0
27.0 ‘ 83.0
0‘“H‘W‘HH_‘HMwu‘VHN‘HHJM‘HFM‘W‘ﬂl‘H‘WHH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans- AR R
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 56.10 27.99%
5000 41.0
112.0
270 69.0
83.0
01,,,, VAN ' N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 18 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.841 2.26 ug/L 203279  Chlorobenzene-d5 8.850
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 72
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
5 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 64
Abundance Scan 2115 (7.841 min): VV027638.D\data.ms (-2106) (-) m/z 95.10 100.00%
95.1
5000 J\
67.0 110.1 w/}w“‘
39.0 550 79.1 ‘ ‘ ‘ 7.60 7.80 8.00 8.20
0H‘mwuH“mw""“‘M“w“w“u“e‘{‘m“H“wm:“mH‘ m/z 67.05  25.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 UL B L L O I LA L
67.0 7.60 7.80 8.00 8.20
m/z 110.05 20.96%
270 390 550 79.0 . !
O\\‘]\-\5\.(\)‘\\\“‘\\\\‘i‘\\\\i‘}‘\‘\\‘\\‘\}‘\\\‘i‘i“\\\\“\‘\1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
ﬂN/‘\“mf
7.60 7.80 8.00 8.20
5000 m/z 91.10 13.90%
67.0 110.0
410 550 82.0 '
70 -
0H‘HH‘m“‘_H“WH‘,M‘Hu,“M!““““i‘m“‘M‘Wm‘um‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6786: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0 7.60 7.80 8.00 8.20
m/z 93.10 13.53%
41.0
5000 67.0
55.0
27.0 110.0
‘ ‘ 81.0
0\\‘uu‘uu“\\\\{1‘\\\“111\‘”‘\“1\”‘\‘}‘\”\‘u‘\!wm‘\m‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 19 Bicyclo[3.2.1]octane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.108 1.00 ug/L 90085 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 81
2 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 74
3 Cyclohexane, ethenyl- 110 C8H14 000695-12-5 64
4 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 58
5 Ethylidenecyclobutane 82 C6H10 001528-21-8 52
Abundance Scan 2509 (9.108 min): VV027638.D\data.ms (-2497) (-) m/z 66.95 100.00%
67.0
82.0
5000
41.0 110.1
R AR A
H 1241 8.80 9.00 9.20 9.40
O‘WH‘WH‘WH\WmWNWE‘“leﬂh‘uwﬁﬁuuwdu“ﬂwwu‘ m/z 82.05 74.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6695: Bicyclo[3.2.1]octane
41.0
5000
1100 8.80 9.00 9.20 9.40
m/z 81.10 56.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6699: Bicyclo[3.2.1]octane
67.0
82.0 )
e e e
8.80 9.00 9.20 9.40
m/z 110.10 37.86%
5000 110.0 /
53.0
S oA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ,f’“\
Abundance #6707: Cyclohexane, ethenyl- nﬂu‘ﬂ‘u,m‘u“‘u“‘u,
81.0 8.80 9.00 9.20 9.40
67.0 m/z 109.20  34.30%
5000
410 95.0 1100
7o
RSN A Y S A S M
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_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 20 2,2-Dimethylindene, 2,3-dih... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.194 0.50 ug/L 37347 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 97
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 95
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 94
Abundance Scan 3469 (12.194 min): VV027638.D\data.ms (-3461) (- m/z 131.00 100.00%
131.0
5000
91.0 1151 ESNENAVIN N
5.0 04 ‘ ‘ H 147 1 12.00 12.50
Y PR PN NN IR Al il m/z 146.05  37.40%
miz-> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 SN
12.00 12.50
o 91.0 115.0 o m/z 90.95 20.99%
O\\\\‘\\\\‘\\‘\.‘\“}‘\7\5\19\\“‘1\“”\\H“\‘U‘L\‘\H\.\\
miz-> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 /\f\
910 12.00 12.50 .
5000 m/z 115.10 16.87%
39.0
65.0 115.0
o | | LS00
W T N N
m/iz--> 20 40 60 80 100 120 140 {\
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- Ay, /‘m pl LA (LD
131.0 12.00 12.50
m/z 129.05 15.74%
5000
115.0
00 eao P T o AL
0\\\\‘\M\\“\HW\‘WH\J‘\\H‘wh\!‘\Mh\‘wu\\ —h— b
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 21 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.548 0.82 ug/L 61011 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 97
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 96
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 95
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 94
Abundance Scan 3579 (12.548 min): VV027638.D\data.ms (-3568) (- m/z 131.05 100.00%
131.1
5000 A
911 1150 AR =
50.9 ‘ ‘ ‘ 12.50
75,0 147.2
Ol 20 “H‘! S m/z 146.20  26.79%
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 L ‘“‘A\
12.50
91.0 m/z 91.10 20.34%
390 eug | 115.0 1‘)‘7 .
O\\\\‘\‘\ T \“‘\ \“\‘\ ‘H\‘ T \“‘ T “‘\‘\ \M“ \‘U“\ ™ 1‘\.\\
miz--> 20 60 80 100 120 140
Abundance #25010.Benzene,(34nethyL2—butenyD— m}\
131.0
2w N AJ A A
12.50
91.0
5000 m/z 115.00 19.50%
39.0
115.0
15.0 M ‘ 650 | “ 147.0
(o A A1 “1 mu ST W
m/iz--> 60 80 100 120 140 j\ /\
Abundance #25018: 2,2—D|methy||ndene, 2,3-dihydro- all o O ?/\(j
131.0 12.50
m/z 129.05 16.12%
5000
51.0 7 uso 147.0 }\
0“‘“‘H““W‘ﬁUZSR‘uM“W‘WM‘NH“Jhu‘ (RAW/ VI ‘"“A‘AN
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 22 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.757 1.17 ug/L 86479  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
Abundance Scan 3644 (12.757 min): VV027638.D\data.ms (-3633) (- m/z 131.05 100.00%
131.1
5000
911 115.0 Do A A
39.0 64.2 ‘ “ ‘ 1471 12.50 13.00
ot H‘\Nuuﬂﬁ‘wﬁ“‘;“““ wU“un“ m/z 146.05  25.29%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 /\\‘\M /‘\A‘\W
12.50 13.00
1150 m/z 115.00  19.26%
O\\\\‘\‘\ T \“‘\ \“f‘\ ‘W\‘\ \“ T “\‘\ T 1 T \‘U‘\ ™ T
miz-> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
Lo m”e‘AvAfA‘AV
12.50 13.00
5000 m/z 91.10 18.70%
91.0
115.0
39.0 64.0 ‘ ‘ ‘ 147.0
Y WY MY i PO P PV Y R
miz-> 20 40 60 80 100 120 140 /\J\
Abundance #25010: Benzene, (3-methyl-2-butenyl)- f\»wu‘ 1 ‘A L oS
131.0 12.50 13.00
m/z 129.05 16.98%
91.0
5000
39.0
115.0
so | | % | o )
0 AN M AL, “1 mu el Al U R W T VA WY
m/z--> 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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 23 1H-Indene, 1-ethyl-2,3-dihy... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.307 0.78 ug/L 57509 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 76
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 74
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 72
4 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 72
5 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 72

Abundance Scan 3815 (13.307 min): VV027638.D\data.ms (-3806) (- m/z 117.10 100.00%
11y.1
5000
145.1 N
= =
301 51 O3t “ 13.00 13.50
OF ettt Ml L Tm/z 115010 36.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25015: 1H-Indene, 1-ethyl-2,3-dihydro-
117.0
5000 Abh S
13.00 13.50
910 146.0 m/z 145.05  26.49%
4%0 63.0 M ‘
O\\\’\\\\‘}\‘\\”‘w\\i‘”‘\\‘i\‘\‘\\“\i‘\\‘\‘\\\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25009: Benzene, (1-ethyl-1-propenyl)-
117.0 /\ /\
L ‘ T T ‘ T
13.00 13.50
5000 91.0 146.0 m/z 146.05 20.18%
39.0 65.0
0 ‘1‘5‘?“‘ : “‘ dﬂ “M‘l uw‘u SH RN | |
m/z--> 20 40 60 80 100 120 140 160 A A
Abundance #24981: Benzene, 1-pentenyl- A — dh P A“
117.0 13.00 13.50
m/z 91.10 13.66%
5000
90 146.0
39.0 :
65.0
0 ‘“,‘W“M‘HM“Hl‘W“Hi‘pw‘w P ; fﬁmwﬂn
m/z--> 20 40 60 80 100 120 140 160 1300 1350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83122\
Data File : VV027638.D

Acqg On : 01 Sep 2022 00:42
Operator : SY/MD

Sample : N4366-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 1.214 0.6 ug/L 46602 1 5.616 388847 5.0
(DEL) Alkane: S 1.626 6.4 ug/L 494303 1 5.616 388847 5.0
(DEL) Alkane: S 2.490 15.1 wug/L 1173470 1 5.616 388847 5.0
(DEL) Alkane: S 2.571 3.0 ug/L 232885 1 5.616 388847 5.0
(DEL) Alkane: S 3.661 8.5 ug/L 663048 1 5.616 388847 5.0
(DEL) Alkane: C 3.757 0.6 ug/L 47116 1 5.616 388847 5.0
(DEL) Alkane: S... 4.760 10.3 ug/L 797107 1 5.616 388847 5.0
(DEL) Alkane: C... 4.944 0.6 ug/L 45543 1 5.616 388847 5.0
(DEL) Alkane: S 5.227 21.3 ug/L 1652920 1 5.616 388847 5.0
(DEL) Alkane: S 6.252 0.6 ug/L 47913 1 5.616 388847 5.0
(DEL) Alkane: S 6.304 0.5 ug/L 41236 1 5.616 388847 5.0
(DEL) Alkane: C 6.458 0.9 ug/L 69812 1 5.616 388847 5.0
(DEL) Alkane: S 6.651 8.5 ug/L 664253 1 5.616 388847 5.0
(DEL) Alkane: S 6.773 10.1 ug/L 784259 1 5.616 388847 5.0
(DEL) Alkane: C.. 7.262 0.6 ug/L 52380 2 8.850 449430 5.0
(DEL) Alkane: C... 7.786 0.7 ug/L 65053 2 8.850 449430 5.0
Cyclopentene, 1... 7.841 2.3 ug/L 203279 2 8.850 449430 5.0
Bicyclo[3.2.1]o... 9.108 1.0 ug/L 90085 2 8.850 449430 5.0
2,2-Dimethylind... 12.194 0.5 ug/L 37347 3 11.249 369858 5.0
1H-Indene, 2,3-... 12.548 0.8 ug/L 61011 3 11.249 369858 5.0
1H-Indene, 2,3-... 12.757 1.2 ug/L 86479 3 11.249 369858 5.0
1H-Indene, 1-et... 13.307 0.8 ug/L 57509 3 11.249 369858 5.0
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