LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 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_ U\Method\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@49335.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.938 172 186 197 rBvV2 169443 260680 2.32% 0.261%
2 2.575 374 384 407 rVB 71011 124479 1.11% 0.124%
3 3.141 550 560 580 rVB 77127 159633 1.42% 0.160%
4 3.363 615 629 650 rVvB2 66548 149005 1.33% 0.149%
5 3.697 721 733 751 rVB2 53998 115715 1.03% 0.116%
6 4.527 974 991 1017 rVB 434313 1065872 9.48% 1.066%
7 4.716 1017 1050 1093 rVB 53869 239660 2.13%  0.240%
8 5.086 1149 1165 1174 rBV2 85090 188633 1.68% 0.189%
9 5.141 1175 1182 1201 rVB2 50696 114769 1.02% 0.115%
10 5.408 1242 1265 1279 rBV3 757487 1969993 17.53% 1.970%
11 5.488 1279 1290 1314 rVB 248011 598078 5.32% 0.598%
12 5.623 1314 1332 1340 rBV 365526 795353 7.08% 0.795%
13 5.761 1359 1375 1379 rBV2 177006 368714 3.28% 0.369%
14 5.806 1379 1389 1401 rVV 1128076 2279315 20.28% 2.279%
15 5.877 1401 1411 1422 rVV 415998 869456 7.74%  0.869%
16 5.948 1422 1433 1443 rVV2 347595 733588 6.53% 0.734%
17 6.015 1443 1454 1471 rVB 360616 754902 6.72% 0.755%
18 6.279 1523 1536 1572 rVB 172100 364822 3.25% 0.365%
19 6.719 1661 1673 1676 rBV2 114293 185153 1.65% 0.185%
20 6.780 1677 1692 1714 rVB2 989517 2378402 21.16% 2.378%
21  6.996 1747 1759 1772 rVB 145831 261808 2.33% 0.262%
22 7.086 1772 1787 1801 rVB4 60647 139532 1.24% 0.140%
23 7.253 1829 1839 1857 rVB3 66919 168046 1.50% 0.168%
24  7.407 1867 1887 1904 rBV3 74998 206460 1.84% 0.206%
25 7.591 1925 1944 1963 rBV3 78454 211696 1.88% 0.212%
26 7.867 2015 2030 2035 rBV2 109275 194011 1.73% 0.194%
27 7.909 2036 2043 2056 rVB 219629 385167 3.43% 0.385%
28 8.051 2073 2087 2098 rBV 91605 186242 1.66% 0.186%
29 8.253 2139 2150 2171 rVB 233777 422587 3.76% 0.423%
30 8.378 2172 2189 2200 rBV3 92194 171987 1.53% 0.172%
31 8.652 2257 2274 2292 rBV 325730 642708 5.72% 0.643%
32 8.816 2312 2325 2334 rBV4 72129 140086 1.25% 0.140%
33 8.870 2334 2342 2352 rVB 86001 137665 1.22% 0.138%
34 9.423 2503 2514 2532 rBV 232646 406896 3.62% 0.407%
35 9.513 2533 2542 2550 rvv2 78813 135128 1.20% 0.135%

36 9.575 2550 2561 2585 rVV 4661588 7368062 65.56% 7.367%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 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_ U\Method\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0
37 9.700 2586 2600 2628 rVB 5136129 8299223 73.84%  8.298%
38 10.488 2824 2845 2878 rBV 5794763 8907744 79.26%  8.907%
39 10.761 2919 2930 2940 rBV 96089 148712 1.32% 0.149%
40 10.909 2961 2976 2998 rBV 7284432 11238785 100.00% 11.238%
41 11.025 2998 3012 3023 rVV 474338 723461 6.44% 0.723%
42 11.089 3023 3032 3042 rVB 99305 149424 1.33% 0.149%
43 11.292 3084 3095 3114 rVB 965756 1482308 13.19% 1.482%
44 11.468 3140 3150 3164 rVB 478640 724996 6.45% 0.725%
45 11.558 3166 3178 3187 rVV 325210 501159 4.46% 0.501%
46 11.610 3187 3194 3199 rVWV 179829 274788 2.44% 0.275%
47 11.642 3199 3204 3220 rVB 221722 339073 3.02% 0.339%
48 11.812 3244 3257 3269 rVB2 272971 475168 4.23% 0.475%
49 11.896 3269 3283 3295 rBV 3022879 4539471 40.39% 4.539%
50 12.012 3309 3319 3329 rVB2 72978 117631 1.05% 0.118%
51 12.095 3329 3345 3361 rVV2 3684138 5725604 50.95% 5.725%
52 12.189 3361 3374 3394 rVV4 566703 1368335 12.18% 1.368%
53 12.301 3398 3409 3422 rVV2 189755 299830 2.67% 0.300%
54 12.378 3422 3433 3443 rVB 160435 245772  2.19%  0.246%
55 12.465 3448 3460 3478 rBV 121710 227143  2.02% 0.227%
56 12.571 3478 3493 3502 rBV 3034162 4508521 40.12% 4.508%
57 12.613 3502 3506 3517 rVV 270298 370466 3.30% 0.370%
58 12.684 3517 3528 3546 rVB2 850759 1688493 15.02% 1.688%
59 12.877 3576 3588 3599 rVB 469991 757604 6.74% 0.758%
60 12.973 3599 3618 3627 rVV 2551552 3960739 35.24%  3.960%
61 13.025 3627 3634 3648 rVB 666674 1011674 9.00% 1.012%
62 13.105 3648 3659 3672 rBV2 85294 138297 1.23% 0.138%
63 13.201 3679 3689 3700 rBV3 57024 133244 1.19% 0.133%
64 13.291 3701 3717 3743 rVB 1042784 1659505 14.77% 1.659%
65 13.452 3744 3767 3783 rBV3 3332611 6052584 53.85% 6.052%
66 13.558 3793 3800 3811 rVV 131555 185838 1.65% ©0.186%
67 13.626 3812 3821 3836 rVB2 208281 340706 3.03% 0.341%
68 13.832 3876 3885 3902 rVB3 258224 470709 4.19% 0.471%
69 13.963 3914 3926 3942 rVB2 221452 427890 3.81% 0.428%
70 14.086 3942 3964 3986 rBV 4520125 7062164 62.84% 7.061%
71 14.291 4012 4028 4038 rBv4 88777 180959 1.61% 0.181%
72 14.484 4077 4088 4103 rVB 74990 115916 1.03% 0.116%
73 14.668 4135 4145 4160 rBV3 56870 115870 1.03% 0.116%
74 14.806 4178 4188 4200 rBV 94770 146148 1.30% 0.146%

Sum of corrected areas: 100010257
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62122\
: VUe49335.D

: 21 Jun 2022 18:42

: SY/MD

: N3400-11

: 25.0mL/MSVOA_U/WATER

: 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Time-->
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5000000

4000000

3000000

2000000
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7000000
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic3.141 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
3.141 2.19 ug/L 159633  1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 72
2 Cyclopentane 70 C5H1e 000287-92-3 72
3 Cyclopentane 70 C5H10 000287-92-3 72
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 72
Abundance Scan 560 (3.141 min): VU049335.D\data.ms (-550) (-) m/z 42.00 100.00%

42.0
5000 55.0
70.0

2.80 3.00 3.20 3.40

Ol e ettt e O | m/Z 54.95  45.48%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #656: Cyclopropane, ethyl-
42.0
5000 550 H‘H\\‘HH‘\H\’\H\‘\
27.0 2.80 3.00 3.20 3.40

70.0 m/z 40.95  35.84%

15.0 ‘ ‘
O \\\%\0\\\‘\\‘\\‘\\11‘\\\‘1‘ ‘\\\i‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
42.0

2.80 3.00 3.20 3.40

5000 m/z 70.00 32.31%
55.0
70.0
27.0
1] A S 1 MM
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane R Y
42.0 2.80 3.00 3.20 3.40

m/z 39.00 26.90%

5000
550 70.0
27.0 ‘
10 150 | ‘m

Ob e e bt e e e e R T T
miz--> 0 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
3.697 1.59 ug/L 115715 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 72
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 64
5 n-Hexane 86 C6H14 000110-54-3 64

Abundance Scan 733 (3.697 min): VU049335.D\data.ms (-721) (-) m/z 57.00 100.00%

57.0
41.0
5000
86.0 AR R EE
710 3.40 3.60 3.80 4.00
0 H“H"‘H“_“W“m\‘m‘“mkl‘uu‘$“W“H“H m/z 40.95 74.21%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 LN R B R
3.40 3.60 3.80 4.00
86.0 m/z 43.00 62.48%
15.0 71.0
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\\i\{\\‘\‘\‘\}‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
57.0
43.0
B REEREEE
29.0 3.40 3.60 3.80 4.00
5000 m/z 55.95 49.,09%
86.0
15.0 71.0
] R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane B AAROEReEEREE SR
57.0 3.40 3.60 3.80 4.00
m/z 41.95 31.67%
43.0
5000
86.0
71.0
ot e b e el
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic4.527 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4,527 14.61 ug/L 1065870  1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 991 (4.527 min): VU049335.D\data.ms (-974) (-) m/z 56.00 100.00%
56.0
5000 J\
AR e
84.0 4.20 4.40 4.60 4.80
ot 2068 /7 41,00 53.90%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0
5000 IR RN RN RN R
4.20 4.40 4.60 4.80
m/z 69.00 41.49%
0

28.0 84.0
w‘H‘wwH ”N\‘M‘J‘”\”‘W‘”‘W‘”\”‘W‘”‘W‘”
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56.0

4.20 4.40 4.60 4.80

5000 m/z 55.00 27.06%
27.0
84.0
0 1.0
T T T T T T e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1646: Cyclohexane R N Rmanmnaa
56.0 4.20 4.40 4.60 4.80
84.0 m/z 38.95 24.08%
5000
il
o SN 'R | O Y s ek memm—
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 45
R.T. EstConc Area Relative to ISTD R.T.
5.141 1.57 ug/L 114769 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 74
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 74
3 Octane, 2,3,6,7-tetramethyl- 170 C12H26 052670-34-5 64
4 Oxalic acid, hexyl neopentyl ester 244 C13H2404 1000309-73-1 56
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 56

Abundance Scan 1182 (5.141 min): VU049335.D\data.ms (-1175) (-) m/z 43.00 100.00%

43.0 71.0
5000
R EAREERREEEEEE
‘ 2076 4.80 5.00 5.20 5.40
bl b b e e m/z 71.00 89.15%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4482: Pentane, 3,3-dimethyl-
43.0
71.0
5000 L L L L L L L L O
4.80 5.00 5.20 5.40
m/z 41.00  28.19%
O \‘\?—\5\.?\\‘\\“‘M\\\‘\"\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
 ARAmEEAREE SRS
71.0 4.80 5.00 5.20 5.40
5000 m/z 85.00 28.09%
0 15.0 100.0
T T T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 ﬁ
Abundance #45517: Octane, 2,3,6,7-tetramethyl- R ‘4‘\‘ RERRRR RS
430 71.0 4.80 5.00 5.20 5.40
m/z 70.00  28.04%
5000
127.0
0 el 920 170.0 S N NAU
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 17
R.T. EstConc Area Relative to ISTD R.T.
5.488 8.20 ug/L 598078 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
Abundance Scan 1290 (5.488 min): VU049335.D\data.ms (-1279) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
85.0 5.20 5.40 5.60 5.80
100.1
0“W“H,‘H‘,H‘WA1‘WNJ1,H“H“W‘JH“H‘M“W m/z 43.00 83.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000
290 71.0 5.20 5.40 5.60 5.80
m/z 57.00 71.27%
‘ ‘ ‘\ ‘ Il 85‘.0 100.0
O\\\’\\\\’\\\\’\\\\’\\\\’\‘\\’\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
430 560 N\
 AREmaE R
5.20 5.40 5.60 5.80
5000 m/z 41.00 63.97%
29.0 71.0
0 15.0 85.0 100.0
R T R R RmamanEmss LR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0 5.20 5.40 5.60 5.80
m/z 71.00 40.60%
5000
29.0 71.0
o LB o0 J\
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.623 10.90 ug/L 795353  1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 80
5 Heptane 100 C7H16 000142-82-5 53
Abundance Scan 1332 (5.623 min): VU049335.D\data.ms (-1314) (-) m/z 42.95 100.00%
71.0
5000
“ ‘ 100.1 2072 5.40 5.60 5.80 6.00
0Lt el e e e e e s m/z 71,00 63.45%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4465: Hexane, 3-methyl-
43.0
71.0 ’\
5000 L L B I BN B
5.40 5.60 5.80 6.00
m/z 70.00 57.51%
oL, 150 \‘ oL | 1000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
5.40 5.60 5.80 6.00
5000 70.0 m/z 57.00 56.85%
15.0 100.0
T T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 M/\
Abundance #4471: Hexane, 3-methyl- R AR &
43.0 5.40 5.60 5.80 6.00
m/z 40.95 55.90%
5000 71.0
0 15.0 “ | ‘ ‘ 100.0
R B A A RaaanEEE s
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Formic acid, heptyl ester Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.877 11.92 ug/L 869456 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, heptyl ester 144 C8H1602 000112-23-2 64
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 64
3 Undecane, 3-methylene- 168 C12H24 071138-64-2 59
4 Octane, 3-methyl-6-methylene- 140 C10H20 074630-07-2 59
5 Hexanal, 3-methyl- 114 C7H140 019269-28-4 53

Abundance Scan 1411 (5.877 min): VU049335.D\data.ms (-1401) (-) m/z 70.00 100.00%
70.0

43.0
5000
RN A
%80 5.60 5.80 6.00 6.20
0\\“\\\\ ‘w“\?w“‘HH“HH‘HH‘HH‘HH m/Z 56.00 61.87%
20 40 60

m/z--> 80 100 120 140 160

Abundance #24111: Formic acid, heptyl ester
.0

70
41.0
5000 R AR RS S RARERE
5.60 5.80 6.00 6.20
m/z 55.00 58.63%
15.0 | 98"0
O' \\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
20 40 60

=

-

m/z--> 80 100 120 140 160
Abundance
70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 43.00 57.93%
98.0
O L L B e N R
m/z--> 20 40 60 80 100 120 140 160
Abundance #43529: Undecane, 3-methylene- R RAREE R R S S
70.0 5.60 5.80 6.00 6.20
m/z 41.00 52.67%
5000
41.0
ol 220 L 970 15101390 1680
R T e B S AL S
m/z--> 20 40 60 80 100 120 140 160 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic5.948 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.948 10.05 ug/L 733588 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 87
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 86
Abundance Scan 1433 (5.948 min): VU049335.D\data.ms (-1422) (-) m/z 70.00 100.00%
70.0
41.
5000
 RAERERR TR
98.0 5.60 5.80 6.00 6.20
o]

ol it L2068 /7 5600 95.00%

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

Abundance #3807: Cyclopentane, 1,3-dimethyl-

70.0
41.
5000
5.60 5.80 6.00 6.20
m/z 55.00 77.57%
“ ‘ 98.0
O\‘\\\\‘\\\\ ‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 63.18%
15.0 98.0
R A ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0 5.60 5.80 6.00 6.20
m/z 69.00 37.57%
5000
270 83.0
0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic6.015 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.015 10.35 ug/L 754902  1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 93
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 90
Abundance Scan 1454 (6.015 min): VU049335.D\data.ms (-1443) (-) m/z 56.00 100.00%
56.0
5000
98.0
‘ ‘ . 5.60 5.80 6.00 6.20 6.40
ol bl L2068 /7 5500 71.58%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3746 Isopropylcyclobutane
6.0
5000 [T o[ T T[T T T T
27.0 5.60 5.80 6.00 6.20 6.40
‘ 98.0 m/z 70.00 69.44%
O\‘\\\\‘\\‘\\ ‘\w‘\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 57.78%
98.0
27.0
-
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 5.60 5.80 6.00 6.20 6.40
m/z 69.00  32.52%
5000
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 10 (DEL) Alkane: Cyclic6.996 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
6.996 3.59 ug/L 261808 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 95
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 72
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 38
5 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 38
Abundance Scan 1759 (6.996 min): VU049335.D\data.ms (-1747) (-) m/z 69.00 100.00%
69.0
41.0
5000 55.0
A BRRE
‘ 83.0 98.0 6.60 6.80 7.00 7.20 7.40
b et gl bbb m/z 68,00 74.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747: Cyclopentane, ethyl-
69.0
41.0
5000 550 [Trr T i oot
6.60 6.80 7.00 7.20 7.40
270 m/z 41.00 63.08%
| gao 980
O\\\‘]\-\5\.(\)‘\\\‘{“\\\\i\‘\\\‘\w\‘\‘\\\‘\“\\\\’\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41.0 69.0
55.0 6.60 6.80 7.00 7.20 7.40
| m/z 70.00  55.88%
5000 270
98.0
15.0 83.0
e U
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3738: 1-Hexene, 3-methyl-
41.0 55.0 6.60 6.80 7.00 7.20 7.40
' 69.0 m/z 54.95 51.33%
5000 27.0
15.0 ‘ ‘ ‘ 83.0 080
0 m‘m‘f“HH‘m:}!mMmm‘wmH,“m,ml,uu
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic7.086 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
7.086 1.91 ug/L 139532  1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 64
Abundance Scan 1787 (7.086 min): VU049335.D\data.ms (-1772) (-) m/z 70.00 100.00%
70.0
5000
41.0
‘H H ‘ 97.0 6.80 7.00 7.20 7.40
Ol il iy 2068 7 54,95 77.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7661: Cyclopentane, 1,2,4-trimethyl-
70.0
5000
6.80 7.00 7.20 7.40
43.0 o
m/z 40.95 29.50%
m B 112.0
O \‘\‘\‘\\“\\\‘\“\i\\““\\\“\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
70.0
6.80 7.00 7.20 7.40
5000 m/z 68.95 24.04%
41.0
97.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7707: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., AR SR R o
70.0 6.80 7.00 7.20 7.40
m/z 43.00 19.34%
5000 1.0
L om0
ottt e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic7.253 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
7.253 2.30 ug/L 168046  1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 87
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 64
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 59
Abundance Scan 1839 (7.253 min): VU049335.D\data.ms (-1829) (-) m/z 70.00 100.00%
550 /0.0
41.0
5000
84.0

‘ | ‘ 97.0 112.0 7.00 7.20 7.40 7.60
0ot tll o LI mjz s5.00  85.91%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,

56.0 70.0
41.0
5000
270 7.00 7.20 7.40 7.60
84.0 112.0 m/z 56.00 72.97%
| =
O\H‘\\H‘\H\’\\H‘\‘\\\‘\M\‘H\H\\H\‘\‘H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56.0 70.0
e RRRER BT
7.00 7.20 7.40 7.60
5000 41.0 m/z 41.00 53.90%
84.0
20 97.0 1120
Ol st el sl

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7659: Cyclopentane, 1,2,3-trimethyl-

56.0 70.0 7.00 7.20 7.40 7.60

m/z 43.00 37.57%
5000
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
0 ‘H‘HH‘m“‘,uu““uwﬂ; s ‘m‘““H‘m“‘mwuw‘ T
m/z--> 10 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_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 13 Cyclobutane, (1-methylethyl... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.407 2.83 ug/L 206460 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 64
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 64
3 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 58
4 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 53
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 49
Abundance Scan 1887 (7.407 min): VU049335.D\data.ms (-1867) (-) m/z 81.00 100.00%
81.0
5000 43.0
R R
‘ ‘ 7.00 7.20 7.40 7.60 7.80
0 Ak 2988 gz 43,00 44.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 [T T [T T[T T T T[Tt
7.00 7.20 7.40 7.60 7.80
39.0 m/z 79.00 29.91%
O\\\\‘\‘\‘\\“i‘\\‘h“‘\‘\h‘}\\“i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
R RAREEREEEEE SRR
7.00 7.20 7.40 7.60 7.80
5000 m/z 96.00 28.05%
39.0
15.0
-
m/z--> 20 40 60 80 100 120 140 160 180 200 //
Abundance #3284 Cyclopropane, trimethylmethylene- QH‘[%N‘W“H“H‘,‘
81.0 7.00 7.20 7.40 7.60 7.80
m/z 40.95 26.09%
5000 41.0
O Ll M
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 15 (DEL) Alkane: Cyclic8.051 Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
8.051 2.29 ug/L 186242  Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 97
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 95
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 91
4 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 72
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 56
Abundance Scan 2087 (8.051 min): VU049335.D\data.ms (-2073) (-) m/z 97.10 100.00%
97.1
55.0
5000
‘ ‘ 7.80 8.00 8.20 8.40
Oberr el st e 2970 m/z 54.95  68.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7613: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000
7.80 8.00 8.20 8.40
m/z 69.00 46.907%
27.0
0\\\\‘\U\\‘i“\\\‘\“\‘1‘\\“1\\}“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
AL,
55'0 \\\\‘\\\\‘\\\\’\\\\‘\\\
7.80 8.00 8.20 8.40
5000 m/z 56.00 38.84%
27.0
e -
m/z--> 20 40 60 80 100 120 140 160 180 200 JK%N/
Abundance #7618: Cyclohexane, 1,1-dimethyl- R R R
97.0 7.80 8.00 8.20 8.40
55.0 m/z 40.95  37.53%
5000
27.0
owuwmu Hu“““l‘m‘wlul‘_m‘uH‘HHWHWHWH e EaRA Al /AL
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

SFAMUTRO61422WMA.M Fri Jun 24 18:51:23 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic8.253 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.253 5.19 ug/L 422587  Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 97
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 97
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 96
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
Abundance Scan 2150 (8.253 min): VU049335.D\data.ms (-2139) (-) m/z 97.05 100.00%
55.0 97.0
5000
H ‘ 8.00 8.20 8.40 8.60
Ol M 2069 sy 5405 95.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000
8.00 8.20 8.40 8.60
m/z 40.95 46.66%
i |
O\\\\‘\H\\“‘\\\“\‘!\\’h\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
e SARANNENRES Lo
8.00 8.20 8.40 8.60
5000 m/z 55.95 37.38%
27.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 L
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans) ‘H“‘H‘,‘H““H“‘
55.0 8.00 8.20 8.40 8.60
97.0
m/z 69.00  35.27%
5000
27.0 A
0 ol A,/\MA
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 17 (DEL) Alkane: Cyclic8.378 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
8.378 2.11 ug/L 171987 Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 97
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94

Abundance Scan 2189 (8.378 min): VU049335.D\data.ms (-2172) (-) m/z 96.95 100.00%

55.0 97.0
5000
|

H ‘ 8.00 8.20 8.40 8.60
el o 2088 4 a5 95.54%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000

8.00 8.20 8.40 8.60

o

27.0 ‘ m/z 40.95  36.69%
O\\\‘\U\\ \\\‘“\\‘\\“H\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
ARRSEAREREEEaRSESSES
8.00 8.20 8.40 8.60
5000 ITI/Z 112.10 31.81%
27.0
Ottt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 \\
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- R mmanmE
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.00  29.16%
5000
in N
X T A B O N S N L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 (DEL) Alkane: Cyclic8.816 Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
8.816 1.72 ug/L 140086 Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 93
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 93
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 87
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 70

Abundance Scan 2325 (8.816 min): VUO49335[NdMarns(2312)() m/z 55.00 100.00%

5!:
97.0
41.0
5000 69.0 83.0
112.0
A S E L VATATS
‘ N ‘ ‘ 1260 8.40 8.60 8.80 9.00 9.20
0 m_Hwww‘\Hmu‘w mww!wm‘wihwww m/z 97.00  69.38%
m/fz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
5000 | LN BB R
83.0 112.0 8.40 8.60 8.80 9.00 9.20
27.0 69.0 : 9
m/z 40.95 55.29%
Ll

o

H \A Il
H\‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
55.0

97.0 | L LA LA I B B
8.40 8.60 8.80 9.00 9.20

5000 41.0 83.0 ITI z 83.00 42.27%
69.0 112.0
27.0
o SN A A 1 NS S | S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis- O RARRZ EEsa S
55.0 8.40 8.60 8.80 9.00 9.20
97.0 m/z 70.00  42.15%
41.0
5000 83.0
69,0 112.0
T e
oHWwM‘MW‘}wmHu\!wl!wm:_w“_w‘ _HW‘_WW_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42

Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: 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 19 (DEL) Alkane: Cyclic8.870 Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
8.870 1.69 ug/L 137665 Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 95
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
Abundance Scan 2342 (8.870 min): VU049335.D\data.ms (-2334) (-) m/z 83.00 100.00%
83.0
55.0
5000
41.0
112.1 L
| GP'O 8.60 8.80 9.00 9.20
bl i~ m/z 55.00  70.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 L B B L R B
410 oo 8.60 8.80 9.00 9.20
' m/z 82.00 47.82%
27.0 ‘ 69.0
O\\‘\\\\‘\\\‘}“\\\\}1‘\\\“\‘!!\‘\\\}‘i\\\\‘\1\\‘\\\\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
83.0
CEPTE O e
55.0 8.60 8.80 9.00 9.20
5000 m/z 41.00 33.50%
41.0
112.0
27.0 69.0
0 97.0
L e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- N AANNBERR R
83.0 8.60 8.80 9.00 9.20
m/z 112.10 21.48%
55.0
5000
41.0
112.0
27.0 69.0
NI o7~ N L A L Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Pentalene, octahydro- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
9.513 1.66 ug/L 135128 Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 90
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 90
3 Fomepizole 82 C4H6N2 007554-65-6 64
4 4-Hexen-1-o0l, acetate 142 C8H1402 072237-36-6 64
5 1,4-Hexadiene, (Z)- 82 C6H1e 007318-67-4 64
Abundance Scan 2542 (9.513 min): VU049335.D\data.ms (-2533) (-) m/z 67.00 100.00%
67.0
41.0
Ll s 1o
Y RN N SO S R | R A [y 82.00 51.17%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #6709: Pentalene, octahydro-
67.0
82.0
5000
950
41. m/z 40.95 16.76%
0 54.0
JLozo 50 1100
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
67.0
950
5000 82.0 m/z 38.95 14.84%
41.0
54.0
950 110.0
e RE
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #1305: Fomepizole
82.0 950
420 67.0 m/z 68.00 12.82%
5000
‘ 54.0 A
o"_m"ml‘wHMHWMHH‘Mu‘mwm‘mw 0wy tloald nll
m/z--> 20 30 40 50 60 70 80 90 100 110 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Benzene, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.909 118.26 ug/L 11238800 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 86
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
Abundance Scan 2976 (10.909 min): VU049335.D\data.ms (-2961) (- | m/z 91.00 100.00%
91.0
5000
120.1 e
1100
39.0
Obrroomkobeec ot b 2070 28LU pp 120,10 21.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000
1100
120.0 m/z 65.00  11.24%
39.0
0\H‘H\\“‘\\‘\\’\‘\H“\\!\‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
1100
5000 m/z 92.00 10.65%
120.0
39.0
Olrrr et e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl-
91.0 1100
m/z 78.00 6.60%
5000
120.0
39.0
Y S A —
m/z--> 20 40 60 80 100120140160180200220240260280 1100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.025 7.61 ug/L 723461 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3012 (11.025 min): VU049335.D\data.ms (-2998) (- | m/z 105.00 100.00%
105.0
5000
120.1 A
b ‘
77.0 .
39.0 630 ' 91‘0 H 11.00
0‘WH‘wu‘wu‘ﬁu‘JH‘WMMwu‘uu‘wu‘wm‘wuwwu‘wu“ m/z 120.10  28.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ /‘\ A
120.0 11,00
m/z 76.95 11.79%

o

39.0 77.0 91.0
”!””EER””M””w”ﬁﬁe\”mﬁ”wh‘W”MW”W‘”W””
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0

11.00
5000 ITI z 91.00 11.14%
120.0
91.0
. 150 39.0 63.0 77.0
R A o R A R o R e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl- ‘
105.0 1100
m/z 106.00 9.09%
5000
120.0
79.0
o w0
O bbb e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.292 15.60 ug/L 1482310 1,4-Dichlorobenzene-d4 11.812
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-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3095 (11.292 min): VU049335.D\data.ms (-3084) (- | m/z 105.00 100.00%
105.0
5000
201 || || I
5 A
390 63.0 77‘-0 91‘-0 11.00 11.50
Ol et el et i el m/z 120005 28.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 A it A
120.0 11.00 11.50
m/z 77.00 12.56%
39.0 77.0 91.0
OH‘\\\\‘\2\6\‘.\(‘)\\H"‘HHHVH\‘6’?\.‘(\)\‘\\\‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
11.00 11.50
5000 m/z 90.95 12.35%
120.0
91.0
. 150 39.0 63.0 77.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl- —— —
105.0 11.00 11.50
m/z 78.95 9.64%
5000
120.0
79.0
R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42

Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: 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 24 2-Heptanone, 4,6-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.558  5.27 ug/L 561159  1,4-Dichlorobenzene-dd  11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 conso 019549-86-5 90
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 64

3 Carbonic acid, hexyl prop-1-en-2... 186

4 2-Hexanone, 5-methyl-
5 2-Hexanone, 5-methyl-

114
114

C10H1803
C7H140
C7H140

1000382-54-2 64
000110-12-3 50
000110-12-3 50

Abundance Scan 3178 (11.558 min): VU049335.D\data.ms (-3166) (- | m/z 42.95 100.00%
3.0
5000
69.0 85.0
T T
11.50
109.0
| M M:H‘ bl 22T myz sl 59.70%
miz--> 20 40 60 80 100 120 140
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 \A/\\ L — T f\’*/\
69.0 85.0 11.50
m/z 68.95 34.25%
27.0
Ll 1090 157
O\\\‘\‘\U\\i{\\‘H‘\‘\“\\“\‘\\\‘\\‘\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance
43.0
T \
11.50
5000 ITI/Z 85.00 32.57%
270 69.0 85.0
109.0 142.0
okt e
miz--> 20 40 60 80 100 120 140 N
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester O ‘
43.0 11.50
m/z 84.10 30.80%
5000
59.0 85.0
5.
S .- il
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 25 Benzene, (2-methylpropyl)- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.610 2.89 ug/L 274788 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 90
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 80
Abundance Scan 3194 (11.610 min): VU049335.D\data.ms (-3187) (- | m/z 91.00 100.00%
91.0
5000
134.0
390 650 1151 ‘ 11.50 12.00
Orprrrr el g b e e et m/z 92.80 52.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17042: Benzene, (2-methylpropyl)-
91.0
5000 ﬂ A L ﬂ ‘
134.0 11.50 12.00
430 650 m/z 134.00  23.91%
0 27\0 ‘ ‘ ‘ | | ‘ Ml . 1150 |
H‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH’ \H‘HH‘HH‘HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
91.0 m
N S - v
11.50 12.00
5000 m/z 64.95 12.33%
43.0 65.0 134.0
0 27.0 115.0
T e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0 11.50 12.00
m/z 38.95 6.76%
5000
65.0 134.0
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 26 Oxirane, 2-methyl-2-phenyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.642 3.57 ug/L 339073 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 91
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 90
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 90
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 86
5 Benzeneacetaldehyde, 4-methyl- 134 CS9H1e0 000104-09-6 86

Abundance Scan 3204 (11.642 min): VU049335.D\data.ms (-3199) (- | m/z 105.00 100.00%

105.0
5000
JU

510 77‘ .0 13‘4.1 11.50 12.00
)t A | S 77.00  11.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
5000
11.50 12.00
770 m/z 134.05 10.95%
51.0 134.0
OH‘\\\\‘%\7\?\\\“\H\i‘\H\‘\\H‘\HH‘HH“\\H‘\‘\!\‘HH‘HH‘\EH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0 ﬁ&
11.50 12.00
5000 79.00 9.25%
134.0
o70 510 70
e e RSASM N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 11.50 12.00

m/z 106.00 8.89%

5000
134.0
o 770 ‘ A\
0 270 Il Il M ‘ ‘\‘ : ‘]\‘ : : ‘ ]\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 27 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.896 47.77 ug/L 4539470 1,4-Dichlorobenzene-d4 11.812
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 97
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3283 (11.896 min): VU049335.D\data.ms (-3269) (- | m/z 104.95 100.00%
105.0
5000 1201 A
L A
77.0
39.0 630 ' 91‘-0 o 11.50 12.00
O bbbt e m/z 120010 39.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 1200 J\‘ : L
11.50 12.00
770 m/z 77.00 13.08%
51.0 7 91.0
O\\’\\\\’\2\\7\.9H\“\H\i‘{‘\\}“Gﬂr\(\)‘\\\‘“‘\\H“H\\‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
11.50 12.00
m/z 90.95 10.42%
5000 120.0 /
77.0
15.0 39.0 63.0 91.0
O | RN [
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 119.00 9.39%
120.0
5000
39.0 63.0 77.0 91.0
Y B N NN e R WO OO A
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 28 p-Cymene Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
12.012 1.24 ug/L 117631 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 93
3 p-Cymene 134 CloH14 000099-87-6 93
4 o-Cymene 134 C1loH14 000527-84-4 93
5 p-Cymene 134 C1oH14 000099-87-6 93

Abundance Scan 3319 (12.012 min): VU049335.D\data.ms (-3309) (- | m/z 119.00 100.00%
119.0
5000
91.0
57‘-0 | 12.00
Obrrerre bt Mo ML 2088 ps 134,05 29.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16994: p-Cymene
119.0
5000 M —NAL N\A
91.0 12.00
' m/z 90.95 26.06%
39.0 650 ‘ ‘
O \1??\.?\\\\“‘\\“\\“‘\‘\\\‘H‘\\‘w\‘w\\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
12.00
5000 m/z 116.95 15.21%
91.0
39.0 65.0
0 15.0
e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: p-Cymene —ts
119.0 12.00
m/z 56.95 13.85%
5000
91.0
39.0 65.0 ‘ JM
0 }ﬁ?m\“Vmew\NMHM‘WHHL\HW\H\‘H\W\\H‘H\\ UiV ‘\”Nkﬁﬂ)%
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: 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 29 Indane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.095 60.25 ug/L 5725600 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Indane 118 C9H1e 000496-11-7 76
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 76
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64

Abundance Scan 3345 (12.095 min): VU049335.D\data.ms (-3329) (- | m/z 117.00 100.00%
117.0
5000
91.0 T 1
39.0 63.0 ‘ ‘ 134.1 12.00
b b Ll gl LTz 118,00 54.49%
miz-> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 — :
12.00
m/z 115.00  33.90%
390 630 910
O\\l\s\()‘\\\\“\\‘\\“‘\‘\\\‘\\‘\\“\\\!“\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
NV
12.00
m/z 90.95 19.56%
5000 91.0
51.0
27.0 74.0
o L
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0 12.00
m/z 119.05  14.98%
5000
39.0 gg9 91.0 ‘
owl?no"\wm‘\_wmm_m | e
m/z--> 20 40 60 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 30 Benzene, 1,2-diethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.301 3.15 ug/L 299830 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
Abundance Scan 3409 (12.301 min): VU049335.D\data.ms (-3398) (- | m/z 105.00 100.00%
105.0
5000 134.1
77.0 AN an A
38.9 ‘ | H 12.00 12.50
bl b W 2070 s 119,10 84.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 A Ao o e
12.00 12.50
77.0 m/z 134.05 45.48%
39.0
180, 0y b4
O \\\‘\\\\‘\\w\“\\\\‘\\w‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
Vw1
134.0 12.00 12.50
5000 m/z 91.00 37.32%
27.0 510 77.0
Ot el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0 12.00 12.50
m/z 116.95 21.31%
5000
91.0
ot 00 L Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 31 Benzene, 1-methyl-4-propyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.378 2.59 ug/L 245772  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 91
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
Abundance Scan 3433 (12.378 min): VU049335.D\data.ms (-3422) (- | m/z 104.95 100.00%
105.0
5000
134.1 AL an N
s10 00 12.00 12.50
o | 207.0 g
o+ e e m/z 134.05  21.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
12.00 12.50
134.0 m/z 77.00  11.88%
77.0
O 270\5]\_0 | ‘\‘ ‘ ‘\‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
12.00 12.50
5000 m/z 106.00 9.24%
134.0
150 390 770
012 ettt b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #17055: Benzene, 1-methyl-4-propyl- ‘ A\ﬂﬁ .
105.0 12.00 12.50
m/z 79.00 8.20%
5000
134.0
39.0 77.0
o) S A L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 32 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
12.465 2.39 ug/L 227143  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3460 (12.465 min): VU049335.D\data.ms (-3448) (- | m/z 119.00 100.00%
119.0
5000 J
010 | )
389 64.9 ‘ 12.50
o‘Hww“uuhupuhH‘H,m‘u‘m‘;“}Huf“l"‘l“_wwzf??:? m/z 134.05  32.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 ]\\/\\\ T T T T \/\\
12.50
m/z 91.00  20.22%

91.0 ’
150 39 650
O\H‘\‘\‘\H“‘\\“1‘\“1‘\H‘H’\\H‘W“HMH\”\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0

12.50
5000 m/z 105.00 14.81%
91.0
. 15.0 39.0 65.0
R T B T S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 12.50

m/z 77.00 11.12%

5000
91.0

39.0 650 ‘
150, %50 b ]

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 33 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.571 47.44 ug/L 4508520 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3493 (12.571 min): VU049335.D\data.ms (-3478) (- | m/z 118.95 100.00%
119.0
9o e 12:50
39.0 65.0
o‘Hww_mwu‘u“‘H‘H‘M‘H‘HH“_?‘9“”“““2‘97‘1‘ m/z 134.00  28.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 Arspnadln AN
12.50
91.0 m/z 91.00 17.87%
65.0 ‘
0\\]_\5\.(‘)\\\3\9‘“\()\‘\\“\‘\\\“\\\\‘u‘\\‘\w\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
12.50
5000 m/z 120.10 9.83%
1.
150 390 4 91.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- An - rj\ ‘
119.0 12.50
m/z 76.95 9.68%
5000
91.0
39.0 65.0
T Y T O
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 34 Benzene, 4-ethenyl-1,2-dime... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.613 3.90 ug/L 370466 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethenyl-1,2-dimethyl- 132 C1eH12 027831-13-6 91
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
Abundance Scan 3506 (12.613 min): VU049335.D\data.ms (-3502) (- | m/z 117.00 100.00%
11y7.0
5000 132.1
91.0
39.0 6%.0 ‘ I ‘ 148.0 12.50 13.00
O prerrprretprrrebrd et e el il m/z 132.85 50.62%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16153: Benzene, 4-ethenyl-1,2-dimethyl-
117.0132.0
5000 L it
12.50 13.00
91.0 ‘ ‘ m/z 115.00  35.09%
O \‘HH’HH‘HH‘HH‘HH‘H\}’HH“HH‘\‘\‘H‘HH‘H\‘“’ ‘\H‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
117.0
12.50 13.00
5000 m/z 131.05 14.47%
132.0
39.0 65.0 910
Ot prrrdprrreflere e et
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 M
Abundance #16107: 1-Phenyl-1-butene et <
117.0 12.50 13.00
m/z 91.00 14.16%
5000 132.0
91.0
51.0
7o 0 o | |
o] B VO PSSO | SN S
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 35 1Indan, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.684 17.77 ug/L 1688490 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 94
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 3528 (12.684 min): VU049335.D\data.ms (-3517) (- | m/z 117.00 100.00%
117.0
5000
51.0 9]‘“0 Lm 12.50 13.00
bl MW 2480 2069 /7 114,95 33.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5000
12.50 13.00
m/z 132.00 27.53%
39.0 65.0 91"0 ‘
0\\\‘\‘\\\“\\“\\“u‘\\\“\\‘\\‘\\\H‘\\H‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
— —
12.50 13.00
5000 m/z 91.00 16.05%
91.0
. 270 51.0
R o B T B B e A mma R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 12.50 13.00
m/z 119.00 11.32%
5000
91.0
39.0 65.0 ‘
o280, b b - vile
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42

Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: 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 36 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.877 7.97 ug/L 757604  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C1eH14 000527-84-4 94
4 p-Cymene 134 C1eH14 000099-87-6 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3588 (12.877 min): VU049335.D\data.ms (-3576) (- | m/z 119.00 100.00%
119.0
91.0 ‘ T T ‘ T
390 650 ‘ 12.50 13.00
O el 3B s 134 00 29.70%
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 Aa ALV
12.50 13.00
91.0 m/z 91.00  19.31%
39.0 65.0 ‘
04 \1\5\.? T \"‘\ \“i‘\ “i‘\ T \‘H‘ T “H“\ \Hl T \1\35‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
12.50 13.00
5000 m/z 104.95 11.44%
91.0
ol 150 390 650 135.0
LA e e
m/iz--> 20 40 6 80 100 120 140
Abundance #16996: o-Cymene - e
119.0 12.50 13.00
m/z 119.95 10.00%
5000
91.0
150 390 450 ‘
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42

Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 37 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.973 41.68 ug/L 3960740 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 3618 (12.973 min): VU049335.D\data.ms (-3599) (- | m/z 119.00 100.00%
119.0
5000
910 T T /\\ T T
390 650 135.1 13.00
bl TS ns7 134,05 45.32%
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
910 91.00 17.62%
15.0 3?0 65.0 ' | 1350
O\\\’\‘\\\“\\‘\\“\‘\\\’\\\\“\‘\\‘\“\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
13.00
5000 m/z 120.05 9.83%
39.0 65.0 91.0 135.0
o R
miz--> 20 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- T‘/\\ -
119.0 13.00
133.05 9.05%
5000
390 91.0
150 0 80 ul 190
T
m/z--> 20 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 38 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.025 10.65 ug/L 10116760  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 3634 (13.025 min): VU049335.D\data.ms (-3627) (- | m/z 119.00 100.00%
119.0
5000 A J\/\
910 | /\ELS‘OC; |
39.0 65.0 .
bbb ‘ 1480 2071 n; 134.05 42.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 AV :
13.00
m/z 91.00 16.85%
300 gso 10
O \]-\5‘\"0\‘\ T \“‘\\“\‘\“\“\\\‘H‘ T \‘\\‘m\\m‘"\\\M\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
13.00
5000 m/z 120.05 9.66%
91.0
41.0 63.0
O R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17065: Benzene, 1,2,3,5-tetramethyl- r/\ - T
119.0 13.00
m/z 77.00 9.34%
5000
390 g5 OO
0 ‘H‘“"‘HH“;M“;“H““"“‘“‘1‘”‘1“,“H“‘,‘m,‘m‘mwm R
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42

Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 39 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
13.105 1.46 ug/L 138297 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 76
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 76
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 76
4 Benzene, 1l-methyl-4-(1-methylpro... 148 Cl1Hl6 001595-16-0 72
5 o-Cymene 134 C1oH14 000527-84-4 70

Abundance Scan 3659 (13.105 min): VU049335.D\data.ms (-3648) (- | m/z 119.00 100.00%
119.0
5000
91.0 148.1
410 64.9 ) m “‘ | 13.00 13.50
ARSI S PR MM 1L ) m/z 90.95  29.42%
miz--> 0 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
13.00 13.50
91.0 m/z 148.05  25.76%
390 650 ‘
O \‘\\]-\5\0‘\\\\“‘\\\\“\‘\\\“‘\\\\‘M\\U‘\\\\’\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance
119.0 ﬂA ﬁM
VAV VAVAIWNETRR
13.00 13.50
5000 ITI/Z 105.00 16.40%
39.0 91.0
0 150 65.0 136.0
B e T B s
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl- Y A —
119.0 13.00 13.50
m/z 120.00 13.21%
5000
91.0
0 ""1‘5‘?»‘m‘umm"u"\‘“M‘y‘lﬁ,qm
m/z--> 0 20 60 80 100 120 140 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 41 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.291 17.46 ug/L 1659510 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
Abundance Scan 3717 (13.291 min): VU049335.D\data.ms (-3701) (- | m/z 117.00 100.00%
11y7.0
5000 1320
510 . 91‘-0 ‘ ‘ 13.00 13.50
o‘wmwmwwuHHi‘uW‘HWf’_m_m_WHWMMH m/z 132.00  37.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 f\
5000 j
1320 13.00 1350
m/z 114.95 10%
390 50 910 ‘
OH‘H\\‘H\‘\‘HH“HH}‘“H\‘\‘UH‘\H‘H\H\‘HH‘\\H‘H‘H‘H\‘}“\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
<IN
1300 1350
5000 132.0 m/z 131.00 19.73%
91.0
o 270 S0 740
T T R R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 13.00 13.50
1320 m/z 91.00 13.72%
5000
91.0
51.0
27.0 | ‘ ‘
o S P PP Y YN O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 42 3-Phenylbut-1-ene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.452  63.69 ug/L 6052580 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 55
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 55
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 55
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 55
Abundance Scan 3767 (13.452 min): VU049335.D\data.ms (-3744) (- | m/z 117.00 100.00%
117.0
5000
91.0 M
——
51.0 | ‘ ‘ 13.50
Ol e M gl147.9 2070 0919 00 85.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 T
13.50
91.0 m/z 134.05 34.72%
390 450 ‘ ‘
O‘\‘\\\“\\“}‘\‘H‘\\\h“\\w\““\‘\\H‘\\“\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
—
13.50
5000 m/z 132.05 33.02%
91.0
270 51.0
O ettt Ml e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- —
117.0 13.50
m/z 114.95 32.81%
5000
91.0
390 65.0 ‘ ‘ | /h
) R S M Y S —— —IL I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 43 Benzene, 1-methyl-4-(1-meth... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.558 1.96 ug/L 185838 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 90
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 78
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 72
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 72
Abundance Scan 3800 (13.558 min): VU049335.D\data.ms (-3793) (- | m/z 119.00 100.00%
119.0
5000
910 148.1 RS ‘
13.50
409 649 | \ ‘ .
Ol b e b m/z 148.05 20.49%
miz-> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0 AﬁJkAA
5000 ﬁk[\“‘ L 1
13.50
010 148.0 m/z 91.00 13.52%
TR A R |
O\\\\‘\‘\\\‘\\‘\\“\‘\\\‘\\\\“i\\‘\“\\\‘\‘\\\\|\
miz--> 20 40 60 80 100 120 140
Abundance
119.0
13.50
5000 91.0 m/z 120.05 11.11%
41.0 148.0
15.0 65.0
o N D M
miz--> 20 40 60 80 100 120 140
Abundance #26389: Benzene, (1,1-dimethylpropyl)- ‘ ‘/¥A‘ ‘
119.0 13.50
m/z 77.00 6.38%
91.0
5000
41.0 148.0
65.0 L |
O L2 b e e e
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42

Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 44 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.626 3.59 ug/L 340706 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 89
2 Benzene,1- methyl 1,2-propadienyl- 130 C1oH1e 022433-39-2 83
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 50
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 50
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 50

Abundance Scan 3821 (13.626 min): VU049335.D\data.ms (-3812) (- | m/z 104.00 100.00%
104.0
5000 132.0 M
51.0 77.0 J\\ L — I —
L L e, gaee e
0 “‘,““‘u‘luq“‘ﬂk,““‘ e T m/z 115.00 56.58%
mfz--> 20 80 100 120 140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000
132.0 13.50 14.00
78.0 m/z 91.00  45.47%
280 10 | |
O\\\’\“\\“\\“‘\“‘m\\m"\\}\‘ \1“\‘1“\‘\‘\\\\
miz--> 20 60 80 100 120 140
Abundance
115.0
M
1350 14.00
5000 m/z 132.00 45,22%
51.0
77.0
131.0
o 27.0 08.0
—
m/iz--> 20 60 80 100 120 140
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- =
104.0 13.50 14.00
m/z 130.00 43.82%
5000 1320
78.0
270 °00 7 ALy J\
L RAN.
m/z--> 20 40 60 80 100 120 140 13.50 14.00

SFAMUTRO61422WMA.M Fri Jun 24 18:51:57 2022

Page: 46



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62122\
: VUe49335.D

: 21 Jun 2022 18:42

: SY/MD

: N3400-11

: 25.0mL/MSVOA_U/WATER

: 19 Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M

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 45 Benzene, 1-ethyl-2,4,5-trim...

Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.832 4.95 ug/L 470709  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 91
2 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 90
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 87
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 87

Abundance Scan 3885 (13.832 min): VU049335.D\data.ms (-3876) (- | m/z 133.00 100.00%
138.0
5000
91.0
390 65.0 13.50 14.00
o T i “u‘u‘:“‘i ll o 17982068 /7 148,00 28.82%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0 /kaﬂﬂ
5000 T T T \/\ T A
13.50 14.00
m/z 119.10 18.78%
105.0
150 390 77.0 7 ‘ |
0 \‘\H‘\‘\‘H\“‘H‘\‘\‘W‘H\“‘H‘\\“\H‘MH‘M‘\‘\‘H‘HH‘\H\‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
133.0
- ——
13.50 14.00
5000 m/z 91.00 14 .54%
150 390 g5 910
e A |
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- - A —
133.0 13.50 14.00
m/z 115.00 11.61%
5000
15.0 390 65.0 91.0
Y WOV R Y MDY O N — -
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 46 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.964 4.50 ug/L 427890 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 91
2 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 90
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 90
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 Cl1H1l6 004920-99-4 87
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 80
Abundance Scan 3926 (13.963 min): VU049335.D\data.ms (-3914) (- | m/z 133.00 100.00%
138.0
5000
91. 14.00
38.9 65.0 :
Ob i 82,890, L L 1821 206 148 65 29.10%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0 m
5000 f T T /\ T /\\ T
14.00
m/z 118.95  13.29%
15.0 39.0 65.0 91.0
0 \‘\\\\‘\‘\\\“‘\\‘\‘\‘w‘.\\\“‘\\‘\\‘\‘\\m‘“\\‘\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
133.0
L
14.00
5000 m/z 91.00 12.93%
150 390 g5 910
S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0 14.00
m/z 134.00 10.81%
5000
150 390 4 o 910 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 47 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.086 74.31 ug/L 7062160 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
4 Naphthalene 128 C10H8 000091-20-3 94
5 Azulene 128 C10H8 000275-51-4 94
Abundance Scan 3964 (14.086 min): VU049335.D\data.ms (-3942) (- | m/z 128.00 100.00%
128.0
5000 A
T I
51.0 740 102.0 | 14.00
O 380l e el 1451 s 107,00 12.98%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13684: Naphthalene
128.0
5000 — :
14.00
102.0 m/z 129.00 11.01%
51.0 740 :
O \‘\\zﬁ.‘o\\\\“HH“\\\\‘}H\\‘\\H\H\“\\\\‘\\H“!\\\‘\\H‘Hl“’\\\\’\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
128.0
T 1
14.00
5000 m/z 102.00 9.50%
51.0 75.0 102.0
S R S ——
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13688: 1H-Indene, 1-methylene- —
128.0 14.00
m/z 51.00 8.33%
5000
51.0
‘ 75.0 102.0 ‘
0‘_‘H_HJMHﬂiuwm‘wdw‘umw‘uﬂu‘wuw‘wMH‘WHH_‘ L
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 48 Benzene, pentamethyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
14.291 1.90 ug/L 180959 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 64
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 59
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 52
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 50
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 49
Abundance Scan 4028 (14.291 min): VU049335.D\data.ms (-4012) (- | m/z 133.05 100.00%
133.1
5000
91.0
410 64.9 ‘ 1761 14.00 14.50
o Al L 2T 2069107 00 36.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000 T "\‘/\\ T T /}“ \/\'J
14.00 14.50
105.0 m/z 131.00  33.64%
39.0 77.0 ‘ ‘ ‘
0 -}\5‘\.‘0\‘\‘\ \‘m\ \“H\‘m\\\““ T \‘1‘\“\”\\‘1‘”‘\i‘\‘\‘H‘H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133.0 AJ&K
e
14.00 14.50
5000 m/z 148.05 23.58%
0/15.0 410 e50 90
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #26355: Benzene, pentamethyl- — A e ‘/
133.0 14.00 14.50
m/z 115.00 20.89%
5000
91.0 M j\
39.0 65.0
ol “W‘H‘:‘ﬂ_M_‘mwwww VSR ﬂd
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49335.D

Acqg On : 21 Jun 2022 18:42
Operator : SY/MD

Sample : N3400-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: C.. 3.141 2.2 ug/L 159633 1 6.279 364822 5.0
(DEL) Alkane: S.. 3.697 1.6 ug/L 115715 1 6.279 364822 5.0
(DEL) Alkane: C.. 4.527 14.6 ug/L 1065870 1 6.279 364822 5.0
(DEL) Alkane: S.. 5.141 1.6 ug/L 114769 1 6.279 364822 5.0
(DEL) Alkane: S.. 5.488 8.2 ug/L 598078 1 6.279 364822 5.0
(DEL) Alkane: S.. 5.623 10.9 wug/L 795353 1 6.279 364822 5.0
Formic acid, he.. 5.877 11.9 ug/L 869456 1 6.279 364822 5.0
(DEL) Alkane: C.. 5.948 10.1 ug/L 733588 1 6.279 364822 5.0
(DEL) Alkane: C.. 6.015 10.4 wug/L 754902 1 6.279 364822 5.0
(DEL) Alkane: C.. 6.996 3.6 ug/L 261808 1 6.279 364822 5.0
(DEL) Alkane: C.. 7.086 1.9 ug/L 139532 1 6.279 364822 5.0
(DEL) Alkane: C.. 7.253 2.3 ug/L 168046 1 6.279 364822 5.0
Cyclobutane, (1.. 7.407 2.8 ug/L 206460 1 6.279 364822 5.0
(DEL) Alkane: C.. 8.051 2.3 ug/L 186242 2 9.423 406896 5.0
(DEL) Alkane: C.. 8.253 5.2 ug/L 422587 2 9.423 406896 5.0
(DEL) Alkane: C.. 8.378 2.1 wug/L 171987 2 9.423 406896 5.0
(DEL) Alkane: C... 8.816 1.7 ug/L 140086 2 9.423 406896 5.0
(DEL) Alkane: C... 8.870 1.7 ug/L 137665 2 9.423 406896 5.0
Pentalene, octa... 9.513 1.7 ug/L 135128 2 9.423 406896 5.0
Benzene, propyl- 10.909 118.3 wug/L 11238800 3 11.812 475168 5.0
Benzene, 1-ethy... 11.025 7.6 ug/L 723461 3 11.812 475168 5.0
Benzene, 1l-ethy... 11.292 15.6 wug/L 1482310 3 11.812 475168 5.0
2-Heptanone, 4,... 11.558 5.3 ug/L 501159 3 11.812 475168 5.0
Benzene, (2-met... 11.610 2.9 ug/L 274788 3 11.812 475168 5.0
Oxirane, 2-meth... 11.642 3.6 ug/L 339073 3 11.812 475168 5.0
Benzene, 1,2,3-... 11.896 47.8 ug/L 4539470 3 11.812 475168 5.0
p-Cymene 12.012 1.2 ug/L 117631 3 11.812 475168 5.0
Indane 12.095 60.3 wug/L 5725600 3 11.812 475168 5.0
Benzene, 1,2-di... 12.301 3.1 ug/L 299830 3 11.812 475168 5.0
Benzene, 1-meth... 12.378 2.6 ug/L 245772 3 11.812 475168 5.0
Benzene, 2-ethy... 12.465 2.4 ug/L 227143 3 11.812 475168 5.0
Benzene, 4-ethy... 12.571 47.4 ug/L 4508520 3 11.812 475168 5.0
Benzene, 4-ethe... 12.613 3.9 ug/L 370466 3 11.812 475168 5.0
Indan, 1-methyl- 12.684 17.8 ug/L 1688490 3 11.812 475168 5.0
Benzene, 1l-ethy... 12.877 8.0 ug/L 757604 3 11.812 475168 5.0
Benzene, 1,2,3,... 12.973 41.7 wug/L 3960740 3 11.812 475168 5.0
Benzene, 1,2,3,... 13.025 10.7 ug/L 1011670 3 11.812 475168 5.0
Benzene, 2-ethy... 13.105 1.5 wug/L 138297 3 11.812 475168 5.0
1H-Indene, 2,3-... 13.291 17.5 wug/L 1659510 3 11.812 475168 5.0
3-Phenylbut-1-ene  13.452 63.7 ug/L 6052580 3 11.812 475168 5.0
Benzene, 1-meth... 13.558 2.0 ug/L 185838 3 11.812 475168 5.0
Naphthalene, 1,... 13.626 3.6 ug/L 340706 3 11.812 475168 5.0
Benzene, 1l-ethy... 13.832 5.0 ug/L 470709 3 11.812 475168 5.0
Benzene, 1,3-di... 13.964 4.5 ug/L 427890 3 11.812 475168 5.0
Azulene 14.086 74.3 ug/L 7062160 3 11.812 475168 5.0
Benzene, pentam... 14.291 1.9 ug/L 180959 3 11.812 475168 5.0
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