LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample 1 M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 28 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\SFAMUTR111521WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@45974.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 72 81 90 rBvV2 29377 34664 6.44% 0.608%
2 1.655 90 98 107 rVB 16641 20720 3.85% 0.363%
3 1.919 171 180 192 rVB 35447 44924 8.35% 0.787%
4 2.385 314 325 338 rBV 6997 11892 2.21% 0.208%
5 2.575 372 384 388 rBV 66505 109320 20.32% 1.916%
6 3.048 516 531 547 rVB2 31037 65200 12.12% 1.143%
7 3.369 613 631 663 rBV 205237 501398 93.21% 8.788%
8 4.388 934 948 956 rBV3 7497 17982 3.34% 0.315%
9 4.652 1006 1030 1079 rBV 55160 247709 46.05% 4.341%
10 4.977 1115 1131 1134 rBV3 4993 7671 1.43% 0.134%
11 5.067 1144 1159 1173 rBV2 69644 158755 29.51% 2.782%
12 5.465 1275 1283 1302 rVBS8 3343 8772 1.63% 0.154%
13 5.729 1344 1365 1391 rBV2 143344 389229 72.36% 6.822%
14 5.903 1406 1419 1427 rBV3 26035 58566 10.89% 1.026%
15 6.253 1513 1528 1550 rBV 120356 229588 42.68% 4.024%
16 6.530 1601 1614 1626 rVB10O 2827 6356 1.18% ©0.111%
17 6.694 1650 1665 1685 rBV 91724 179542 33.38% 3.147%
18 7.186 1800 1818 1830 rBV7 10295 25213 4.69% 0.442%
19 7.260 1830 1841 1857 rVB2 10017 19895 3.70% 0.349%
20 7.385 1867 1880 1891 rBV5 10875 24972 4.64%  0.438%
21 7.568 1919 1937 1958 rBV 35843 76935 14.30% 1.348%
22 7.899 2012 2040 2074 rBV 172157 333447 61.99% 5.844%
23 8.083 2089 2097 2115 rVB6 6396 13238 2.46% 0.232%
24  8.182 2115 2128 2138 rBV2 22541 38271 7.11% 0.671%
25 8.311 2160 2168 2185 rVB6 6202 13338 2.48% 0.234%
26 8.414 2190 2200 2209 rBV 14723 25997 4.83% 0.456%
27  8.555 2232 2244 2256 rBV2 29842 50801 9.44% 0.890%
28 8.636 2256 2269 2299 rBV 257190 537943 100.00%  9.428%
29 9.073 2397 2405 2414 rBV9 3109 5439 1.01% 0.095%
30 9.330 2474 2485 2496 rVB8 8071 14306 2.66% 0.251%
31 9.420 2496 2513 2531 rBV 170489 298617 55.51% 5.234%
32 9.690 2584 2597 2611 rVB5 14360 30375 5.65% 0.532%
33 10.070 2707 2715 2719 rBV5 5597 8411 1.56% 0.147%
34 10.102 2720 2725 2733 rVB2 5761 8549 1.59% 0.150%
35 10.488 2832 2845 2853 rBV2 15949 25744  4.79%  0.451%
36 10.539 2853 2861 2871 rVB7 5049 9331 1.73% 0.164%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample 1 M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 28 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\SFAMUTR111521WMA.M
Title : TRACE VOA SFAM1.0
37 10.758 2916 2929 2944 rVB 82686 135043 25.10% 2.367%
38 10.893 2962 2971 2981 rVB 9216 14600 2.71% 0.256%
39 11.417 3119 3134 3144 rBVS 9115 18166 3.38% 0.318%
40 11.613 3181 3195 3198 rBV2 15335 22674 4.21% 0.397%
41 11.645 3198 3205 3216 rVB 48274 76618 14.24%  1.343%
42 11.812 3245 3257 3274 rBV 184859 293538 54.57% 5.145%
43 11.896 3274 3283 3294 rVB2 6701 9407 1.75% 0.165%
44 12.009 3309 3318 3328 rBvV2 25538 38872 7.23% 0.681%
45 12.066 3328 3336 3352 rVB7 4212 9561 1.78% 0.168%
46 12.195 3362 3376 3392 rBV 183724 299969 55.76% 5.257%
47 12.636 3500 3513 3517 rBvS8 6455 11033 2.05% ©0.193%
48 12.684 3517 3528 3545 rVV 340831 533655 99.20%  9.353%
49 12.761 3545 3552 3566 rVV5 7514 14022 2.61% 0.246%
50 12.867 3576 3585 3598 rVB 20194 32329 6.91% 0©.567%
51 12.973 3598 3618 3629 rBV 34347 60867 11.31% 1.067%
52 13.037 3629 3638 3646 rVB5 4296 8070 1.50% 0.141%
53 13.118 3653 3663 3676 rVB2 22777 33673 6.26% ©.590%
54 13.201 3679 3689 3696 rBv2 8982 12281 2.28% ©.215%
55 13.250 3696 3704 3713 rVwV 20357 29321 5.45% ©.514%
56 13.327 3719 3728 3743 rVB2 18317 27435 5.10% 0.481%
57 13.452 3757 3767 3782 rBV7 6062 11481 2.13% 0.201%
58 13.529 3782 3791 3800 rvv3 8301 12568 2.34% 0.220%
59 13.735 3844 3855 3860 rBV5 3618 5995 1.11% 0.105%
60 13.783 3860 3870 3879 rVV2 41217 69277 12.88% 1.214%
61 13.832 3879 3885 3893 rvv2 8850 12783 2.38% 0.224%
62 13.912 3893 3910 3913 rvv3 26584 52116 9.69% 0.913%
63 13.941 3913 3919 3935 rVB 55332 89242 16.59% 1.564%
64 14.086 3944 3964 3972 rBV3 13797 28296 5.26% ©.496%
65 14.208 3990 4002 4010 rBV2 15664 26839 4.99% 0.470%
66 14.288 4018 4027 4037 rVB4 7828 12302 2.29% 0.216%
67 14.349 4037 4046 4053 rBVS5 3923 6099 1.13% 0.107%
68 14.484 4077 4088 4095 rBV3 7909 11882 2.21% ©.208%
69 14.880 4202 4211 4222 rVB4 4194 6234 1.16% 0.109%
70 15.169 4286 4301 4311 rBvV2 10086 15966 2.97% 0.280%
71 15.420 4369 4379 4390 rBV6 5679 10354 1.92% ©0.181%
Sum of corrected areas: 5705678
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\

: VUe45974.D

: 23 Nov 2021 22:59

: SY/MD

. M4722-12

: 25.0mL/MSVOA_U/WATER
. 28

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.048 1.42 ug/L 65200 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86

4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 78

Abundance Scan 531 (3.048 min): VU045974.D\data.ms (-516) (-) m/z 43.00 100.00%

43.0
5000
71.1
R ERAEREEE
55.0 86.1 2.80 3.00 3.20 3.40
S 1 S MBS B m/z 42.60  83.32%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000 /\\\\\‘\\\\‘\\\\‘\\\\‘\\\
71.0 2.80 3.00 3.20 3.40
27.0 m/z 41.00 41.00%
55.0 86.0
15.0 \ Al .| 63.0 1
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
2.80 3.00 3.20 3.40
5000 m/z 71.10 28.60%
71.0
27.0 55.0
150 || e | %0
A Bt e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl- s ‘/‘\H R RRRERRE
43.0 2.80 3.00 3.20 3.40
m/z 39.00 18.23%
5000
o, 71.0
' 86.0
- R NN N J\
m/z--> 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\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.903 1.28 ug/L 58566 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 5-hexen-1-yl ester 156 C9H1602 1000159-27-4 23
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 16
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 16
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 16
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 16

Abundance Scan 1419 (5.903 min): VU045974.D\data.ms (-1406) (-) m/z 57.05 100.00%

57.0
5000
41.0
AR
m ‘ 82‘-1 9.2 5.60 5.80 6.00 6.20
Tl m/z 67.05 34.71%
miz--> 0 20 40 60 80 100 120
Abundance #33847: Propanoic acid, 5-hexen-1-yl ester
57.0
5000 82.0 AR AN S
29.0 5.60 5.80 6.00 6.20
m/z 56.00 30.35%
\‘\\\\‘\M T \““\ T }“ T 1 \‘\“‘H T \9\9’.()\\\\1‘-2\6\.9\
miz--> 0 60 80 100 120
Abundance #8654.Hexane,22—dnneﬂwk
57.0
R
5.60 5.80 6.00 6.20
5000 m/z 41.00 27.68%
41.0
150 | | | 770 %1140
e e e AT
m/iz--> 0 20 40 60 80 100 120 /\
Abundance #8667: Pentane, 2,2,4-trimethyl- NS4 A SRS
57.0 5.60 5.80 6.00 6.20
m/z 54.10 22.27%
5000
41.0
150 | H 83.0 9901140
““““ “““‘ b ey
m/z--> 0 60 80 100 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 Cyclohexene, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.186 0.55 ug/L 25213 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 55
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
3 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 38
4 1,4-Heptadiene 96 C7H12 005675-22-9 32
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 30
Abundance Scan 1818 (7.186 min): VU045974.D\data.ms (-1800) (-) m/z 81.10 100.00%
81.1
5000 54.0
39.0 67.0 9.1
R RO REETE
‘H ‘ 6.80 7.00 7.20 7.40 7.60
SR TN AN | MY 1 ‘H‘HH‘HH“‘H‘ m/z 75.10  78.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3234: Cyclohexene, 4-methyl-
81.0
67.0 96.0 6.80 7.00 7.20 7.40 7.60
27.0 m/z 54.00 46.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3228: Cyclohexene, 4-methyl-
81.0
Rmaas A REaan LR
54.0 6.80 7.00 7.20 7.40 7.60
5000 96.0 ITI/Z 79.00 39.94%
67.0
39.0
270 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3284 Cyclopropane, trimethylmethylene- Rmaas A RAR T o
81.0 6.80 7.00 7.20 7.40 7.60
m/z 54.95 37.13%
5000 41.0
53.0
96.0
27.0 67.0
‘ m\““
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

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

Peak Number 4 unknown-02 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.385 0.54 ug/L 24972  1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 47
2 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 47
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 45
4 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 37

5 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 33
Abundance Scan 1880 (7.385 min): VU045974.D\data.ms (-1867) (-) m/z 43.10 100.00%
43.1
71.1

5000

95.1
7.00 7.20 7.40 7.60 7.80

\‘\\\\“1\\“\‘\‘\‘\\“M\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 71.16 73.5900
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127980: Oxalic acid, isohexyl neopentyl ester
43.0 71.0

5000 MMBENN N 0.V WD ¥
7.00 7.20 7.40 7.60 7.80

‘ m/z 70.00 55.14%
|

Lol H‘ L 130.0 160.0 188.0  229.C

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #117906: Sulfurous acid, hexyl pentyl ester
43.0 85.0 /\
A b o
7.00 7.20 7.40 7.60 7.80
5000 m/z 57.10 51.97%
| M o 11101870 167.0
R e RARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ﬂ /\
Abundance #8661: Pentane, 2,3,3-trimethyl- ““m“u“u‘,‘ﬁ“u
43.0 7.00 7.20 7.40 7.60 7.80
m/z 41.00 40.047%
5000

AL e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 Cyclooctene, (Z)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.690 0.51 ug/L 30375 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctene, (Z)- 110 C8H14 000931-87-3 90
2 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 87
3 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 83
4 4-Octyne 110 C8H14 001942-45-6 64
5 Cyclooctene 110 C8H14 000931-88-4 62
Abundance Scan 2597 (9.690 min): VU045974.D\data.ms (-2584) (-) m/z 67.05 100.00%
67.0
82.1
5000 1101
54.0 '
‘ ‘ | ‘ F ‘ 9.50 10.00
\\‘\\\\‘\\\\‘\\\\}\\\\“}‘\1\‘\\‘1\}\\\‘\}\‘\\\‘\1}\‘\\‘1\“\\\\‘ m/z 82.16 83.3300
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6684: Cyclooctene, (Z)-
67.0
54.0 82.0
5000 41.0 ~— -
110.0 9.50 10.00
27.0 ‘ 95.0 ' m/z 81.10 63.47%
\\‘\\\.\‘\\}1“\\\\}1\\\U}‘\‘}\‘\\‘\\“\\\‘\M‘\\\‘\\\\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6695: Bicyclo[3.2.1]octane
670 go o N\
Lop (M WA UL 1
9.50 10.00
410 m/z 110.10 36.107
5000 27.0 54.0 110.0 : A
‘ 95.0
H_mwl“‘mllh w,‘:HM Al
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6699: Bicyclo[3.2.1]octane —— e
67 82.0 9.50 10.00
' m/z 54.00 32.30%
5000 54.0 110.0
‘ ‘ 95.0
H‘HH‘HH‘HH‘\\\\“1‘\‘}\‘H‘l\“\\\\“\‘u\‘\\‘M‘\\\\“HH‘ —— —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 Benzene, 1-methyl-4-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.645 1.31 ug/L 76618 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 87
2 Oxirane, 2-methyl-2-phenyl- 134 CSH1e0 002085-88-3 87
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 80
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 80
Abundance Scan 3205 (11.645 min): VU045974.D\data.ms (-3198) (- | m/z 105.10 100.00%
105.1
5000
S W | W
g0 170 134.1 11.50 12.00
H‘HH‘HH‘HH“\H\i‘\H\‘\‘\H‘\\\m‘\\H‘\\H‘\H1\‘\\‘\‘\‘\\\\‘\\‘\\‘\\ m/z 134.05 14.1200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 A T T 7
11.50 12.00
134.0 m/z 77.00  11.13%
77.0
\\‘H\\‘%Z\-RH\“\\?]‘T\.\C)H‘\‘\‘H‘\\\m‘\\H“i\H‘\M!\‘H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0 /\
g A | A
11.50 12.00
5000 m/z 79.05 9.64%
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17039: Benzene, (1-methylpropyl)- AT A“‘ { A4 O ‘
105.0 11.50 12.00
m/z 103.05 8.75%
5000
770 134.0
27.0 51.0 | ‘ A
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\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 p-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.009 0.66 ug/L 38872 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 95
3 o-Cymene 134 C10H14 000527-84-4 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 p-Cymene 134 C1oH14 000099-87-6 94
Abundance Scan 3318 (12.009 min): VU045974.D\data.ms (-3309) (- | m/z 119.10 100.00%
119.1
5000
91.0 134.1
RN 1
38.9 65.1 ‘ I 12.00
e e et e b m/z 134,05 27.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16993: p-Cymene
119.0
5000 L S/ B
91.0 12.00
134.0 m/z 91.80  26.15%
300  65.0 ‘
\\‘].\\5\.\()‘\Hw‘H\\"‘\\Hi‘\H{H‘\\\‘\H‘MHH"}‘\H‘\m\\’\\M‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 J\
A ‘
12.00
5000 m/z 117.10 14.31%
91.0
134.0
390 650 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16997: o-Cymene /\‘ —
119.0 12.00
m/z 120.10  10.65%
5000
134.0
91.0
o o | I ‘
| [T, m m I L I
T e e e e e i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.684 9.09 ug/L 533655 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 86
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83
Abundance Scan 3528 (12.684 min): VU045974.D\data.ms (-3517) (- | m/z 117.05 100.00%
11v.1
5000
132.1
—— —
510 4, 91‘-0 ‘ 12.50 13.00
H_H‘_Hw‘uqu‘4HJHWH_JQMHM‘HWMH,HH_HWWHW“ m/z 115.05  33.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0 \ T —
12.50 13.00
91.0 m/z 132.05  27.14%
51.0
\\‘\\H‘%Z\.e\H“\\\\MiH‘f‘\W\\7\4;‘.\9‘\\\\“‘\H\‘M‘\\’HH‘\HH‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
—— —
12.50 13.00
5000 m/z 91.05 13.64%
132.0
| L Ll | I | i
b e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene A T ‘”ﬁ» A
117.0 12.50 13.00
m/z 118.10  10.28%
5000 132.0
91.0
51.0
2107%0, — =
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.867 0.55 ug/L 32329 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91

Abundance Scan 3585 (12.867 min): VU045974.D\data.ms (-3576) (- | m/z 131.05 100.00%
1

131
5000 J\ M
910 1151 A e Ll
: 12.50 13.00
390 646
o0 e L “1\}“1447.‘1‘ m/z 91.00 17.09%
miz—-> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 e Ao
12.50 13.00

\ RN TR Al

\\\\‘\\\\“\\‘r\‘ ‘\\\\“\‘\\\‘\

m/z 146.05 15.57%
‘ 1£,‘7.0

L I
L LI B

miz--> 20 40 60 80 100 120 140
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 ﬂ
Pt
12.50 13.00
5000 ITI/Z 132.05 15.05%
91.0
15.0 39.0 115.0
o O O OB RO GO . 2}
miz--> 20 40 60 80 100 120 140
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl- — T
131.0 12.50 13.00
m/z 115.10 14.74%
5000
91.0
115.0
2?0 | 5]\-\0 il 7510 oy | M \M 147.0
A I e e o =
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\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.973 1.04 ug/L 60867 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
Abundance Scan 3618 (12.973 min): VU045974.D\data.ms (-3598) (- | m/z 119.10 100.00%
119.1
5000 134.1
91.1 L
390 650 ‘ ‘ 13.00
\\‘HH‘\\H‘H\\"‘\\H“\‘H\’\‘N\\‘\H“‘H\\’}\H‘\w\\’HMHHH‘\‘\‘H‘H m/Z 134.05 47.4200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000 —0 . ‘/\ -, \/\
13.00
91.0 m/z 91.10 20.12%
41.0 63.0 ‘
H‘HH‘H\‘\‘HH"HH“‘H\’\‘H\‘\H‘U‘HH’HH‘\m\\’\\ml\\\\‘\‘\‘\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
A,
13.00
5000 134.0 m/z 120.106  9.92%
41.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- T ‘n
119.0 13.00
m/z 77.00 9.59%
134.0
5000
91.0
39.0 65.0
\w\Nw\wwu\M%\Jm\wmh‘uﬁwuuw\uwwuwﬁhwu\mﬁw\\ ‘/\ Aanp
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.118 0.57 ug/L 33673 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 93
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 3663 (13.118 min): VU045974.D\data.ms (-3653) (- | m/z 131.00 100.00%
131.0
5000 J\ M
S I SR 13/50
51.0 ‘ ‘ : :
\‘\\\\“‘\\‘\\“1‘\7\5}‘9‘\\‘\\“‘\‘\\M“\‘M‘H\‘\W\\ m/Z 146.05 24.51%
m/z--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 A T i /\
13.00 13.50
91.0 146.0 m/z 91.10  22.76%
290 up ‘ 115.0 ‘
\‘\‘\ T \“‘\ \“i‘\ ‘W\ T \“‘ T “\‘\ \M“ \‘U‘! | i“\ T
m/z--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
AP AN
146.0 13.00 13.50
5000 ' m/z 115.10 18.55%
o 910 4150
SN - PR S
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- ——f —r—
131.0 13.00 13.50
m/z 129.05 17.45%
5000
146.0
20070 L0 A B AN A
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.783 1.18 ug/L 69277 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
Abundance Scan 3870 (13.783 min): VU045974.D\data.ms (-3860) (- | m/z 131.05 100.00%
131.1
5000
146.2 j\ A
910 1151 1350 1400
39.0 64.1 ‘ M H | 13.50 14.00
e L T . m/z 146.15  26.41%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 /\ ‘A‘ e nJ
13.50 14.00
o 146.0 m/z 129.05 17.14%
91.0 . ‘
64.0
\‘\9\ \“‘\ \“\‘\ ‘W\‘\ \“ L “\‘\ T 1 ‘ \‘U‘! T ‘ \“\ T
miz--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 //\
A ‘/\ ‘f\ . . ‘ ‘/\Aﬂ‘ /
13.50 14.00
5000 m/z 115.10 16.89%
910 146.0
290 cap ‘ 115.0
2ap L0 30 0 L L bl
m/z--> 20 40 60 80 100 120 140 j\ /\
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- Q/\‘ AR — /\W?’/
131.0 13.50 14.00
146.0 m/z 128.00 14.47%
5000 91.0
115.0
TS | A
“HH‘}‘H“:“ TN T “‘1“ ‘ !“ ‘M“ — “ Dgun o Jar /.
m/z--> 20 40 60 80 100 120 140 13.50 14.00

SFAMUTR111521WMA.M Mon Nov 29 00:51:34 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 14 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.912 0.89 ug/L 52116 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
Abundance Scan 3910 (13.912 min): VU045974.D\data.ms (-3893) (- | m/z 131.05 100.00%
131.1
5000 J&
A A
51.0 ‘ m ‘ 14.00
S N “3‘7‘1‘1 - i - ‘ M 280 7 146,05 26.85%
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 /\ T T T T AJ\A\
14.00
m/z 115.05 21.73%
39.0 g4 910 ‘i
\\\\‘\‘\\\“‘\\“\‘\‘m\\\"\\‘\\’\\\3‘ !\’\‘\.\\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
/\/\“f\ AL ‘/\N?A/\a
14.00
5000 m/z 129.05 17.57%
390 91.0
0 630 ‘
““‘mw‘h‘ﬂh‘ﬂﬂ“,‘“‘,‘H$ 1 %Q,“
m/z--> 20 40 60 80 100 120 140 160 /N
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- "/\ A g /\‘“‘
131.0 14.00
m/z 91.10 15.07%
5000
270 519 91.0
i 520 710 T aado | aso 1 pl fW b,
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 15 Benzene, (3-methyl-2-butenyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.941 1.52 ug/L 89242 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91

Abundance Scan 3919 (13.941 min): VU045974.D\data.ms (-3913) (- | m/z 131.05 100.00%
131.1
5000 [Q
115.1 A‘ L
\\\\‘\\\\“.\\‘\”\“\“\\\“\\‘i\‘”\‘\\1‘\‘\“\‘\‘1”\.\\ m/Z 146.05 25.59%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 /\ T T T f /\\r/\/‘\
14.00
39.0 m/z 115.85 16.97%
65.0 115.0
S T O
T \‘\ T \‘“‘\ \‘i‘\ \‘r“\ “H 1 ‘\”1“‘ T \“\ T “‘U‘\ T “‘ \‘\‘L T “} ‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
N/\"‘f\ o "\WV/‘\/\@
14.00
5000 m/z 129.05 15.53%
91.0 115.0
e S0 L i
miz-> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- “/\ S e /‘\“‘
131.0 14.00
m/z 132.05 13.87%
5000
91.0
115.0
39.0
63.0 \ 147,
“‘“‘M‘Jf‘wﬂ‘ﬂﬂ"M‘N\“w“m“$t‘ﬁU‘9‘ KA‘ R
m/z--> 20 40 60 80 100 120 140 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45974.D

Acqg On : 23 Nov 2021 22:59
Operator : SY/MD

Sample : M4722-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 3.048 1.4 ug/L 65200 1 6.253 229588 5.0
unknown-01 5.903 1.3 ug/L 58566 1 6.253 229588 5.0
Cyclohexene, 4-... 7.186 0.6 ug/L 25213 1 6.253 229588 5.0
unknown-02 7.385 0.5 ug/L 24972 1 6.253 229588 5.0
Cyclooctene, (Z)- 9.690 0.5 ug/L 30375 2 9.420 298617 5.0
Benzene, 1-meth... 11.645 1.3 ug/L 76618 3 11.812 293538 5.0
p-Cymene 12.009 0.7 ug/L 38872 3 11.812 293538 5.0
Benzene, 1l-ethe... 12.684 9.1 ug/L 533655 3 11.812 293538 5.0
1H-Indene, 2,3-... 12.867 0.6 ug/L 32329 3 11.812 293538 5.0
Benzene, 1,2,3,... 12.973 1.0 ug/L 60867 3 11.812 293538 5.0
1H-Indene, 2,3-... 13.118 0.6 ug/L 33673 3 11.812 293538 5.0
1H-Indene, 2,3-... 13.783 1.2 ug/L 69277 3 11.812 293538 5.0
1H-Indene, 2,3-... 13.912 0.9 ug/L 52116 3 11.812 293538 5.0
Benzene, (3-met... 13.941 1.5 ug/L 89242 3 11.812 293538 5.0
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