LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  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\SFAMUTR122121WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@46542.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.363 3 7 22 rVB 95744 104689 22.93% 1.482%
2 1.475 36 42 68 rvB 83198 96604 21.16% 1.368%
3 1.604 706 82 97 rBV3 71608 115008 25.19% 1.628%
4 1.736 118 123 133 rVB4 7705 10276  2.25% 0.145%
5 1.919 170 180 197 rBV 31206 46394 10.16% ©0.657%
6 1.999 198 205 214 rVB2 7179 9993 2.19% 0.141%
7 2.163 248 256 263 rVB2 8323 11294 2.47% 0.160%
8 2.215 263 272 284 rVB5S 7831 14997 3.28% 0.212%
9 2.417 330 335 346 rVB3 3471 5526 1.21% 0.078%
16 2.575 372 384 399 rBV 71228 115703 25.34% 1.638%
11  2.691 399 420 428 rBv2 5983 22376  4.90% 0.317%
12 3.591 689 700 713 rBB6 3001 7102 1.56% 0.101%
13  4.665 1014 1034 1050 rBV2 30940 129876 28.45%  1.839%
14 5.070 1143 1160 1179 rBV 58581 131952 28.90% 1.868%
15 5.729 1345 1365 1393 rBV2 119216 322118 70.55% 4.561%
16 6.253 1514 1528 1547 rBV 102057 193196 42.32% 2.735%
17 6.694 1652 1665 1682 rBvV2 72368 138260 30.28%  1.958%
18 6.784 1682 1693 1700 rBV5 2344 4828 1.06% 0.068%
19 6.887 1713 1725 1735 rBV3 2896 5282 1.16% 0.075%
20 7.568 1923 1937 1953 rBvV2 37892 65388 14.32% 0.926%
21  7.797 1996 2008 2027 rBV 28643 56015 12.27% 0.793%
22 7.900 2027 2040 2053 rVvV 152349 259289 56.79% 3.671%
23 7.970 2053 2062 2077 rVB 33113 55305 12.11% 0.783%
24  8.182 2117 2128 2139 rBV2 24625 41207 9.03% ©0.583%
25  8.555 2234 2244 2252 rBV6 5036 7480 1.64% 0.106%
26  8.639 2257 2270 2303 rBV 233864 456559 100.00% 6.464%
27 8.787 2307 2316 2326 rVv4 15161 25511 5.59% 0.361%
28 8.838 2326 2332 2340 rVB 4319 6263 1.37% 0.089%
29 9.417 2501 2512 2531 rBV 146041 241480 52.89% 3.419%
30 9.504 2531 2539 2546 rvB3 3485 5014 1.10% 0.071%
31 9.572 2550 2560 2577 rBV 23315 38505 8.43% 0.545%
32 9.694 2585 2598 2610 rBV 57270 92388 20.24% 1.308%
33 10.102 2714 2725 2743 rBV2 15451 31335 6.86% 0.444%
34 10.234 2753 2766 2776 rBV4 11697 21256 4.66% 0.301%
35 10.343 2791 2800 2813 rBV5 7225 12154 2.66% 0.172%

36 10.758 2917 2929 2942 rBV 70964 111514 24.42% 1.579%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  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\SFAMUTR122121WMA.M
Title : TRACE VOA SFAM1.0
37 10.906 2964 2975 2986 rVB 16953 26898 5.89% 0.381%
38 10.999 2988 3004 3009 rBV 41745 68750 15.06% ©.973%
39 11.089 3024 3032 3045 rVB 23305 36080 7.90% 0.511%
40 11.292 3080 3095 3105 rBV 16270 24662 5.40% 0.349%
41 11.469 3139 3150 3162 rBV 147728 223526 48.96%  3.165%
42 11.571 3173 3182 3191 rBvV3 6871 10695 2.34% 0.151%
43 11.687 3209 3218 3228 rVB3 19599 29041 6.36% 0.411%
44 11.742 3228 3235 3243 rBV2 6441 8637 1.89% 0.122%
45 11.813 3243 3257 3271 rVB2 171480 285322 62.49% 4.040%
46 11.896 3271 3283 3293 rBV 55791 87015 19.06% 1.232%
47 12.060 3323 3334 3338 rBV2 21181 32520 7.12% 0.460%
48 12.096 3338 3345 3350 rVV2 52664 85598 18.75% 1.212%
49 12.128 3351 3355 3363 rvV 44506 57001 12.48% 0.807%
50 12.192 3363 3375 3390 rVB3 230468 401762 88.00% 5.688%
51 12.305 3402 3410 3419 rBV9 3812 6988 1.53% 0.099%
52 12.375 3421 3432 3445 rVB 18411 30084 6.59% 0.426%
53 12.465 3445 3460 3465 rBV2 54050 84709 18.55% 1.199%
54 12.497 3465 3470 3479 rW 53728 77633 17.00% 1.099%
55 12.571 3479 3493 3501 rVV 109796 167905 36.78% 2.377%
56 12.613 3501 3506 3514 rVB2 12543 17102 3.75% 0.242%
57 12.684 3516 3528 3547 rVB3 32676 67426 14.77%  ©.955%
58 12.774 3547 3556 3563 rBV4 6243 10205 2.24% 0.144%
59 12.883 3577 3590 3602 rBvV3 94822 157943 34.59% 2.236%
60 12.973 3602 3618 3626 rVV 117733 183553 40.20%  2.599%
61 13.025 3626 3634 3651 rVB 180518 276783 60.62%  3.919%
62 13.105 3651 3659 3664 rBV 11863 18057 3.96% 0.256%
63 13.134 3664 3668 3673 rVV2 10671 14827 3.25% 0.210%
64 13.169 3673 3679 3685 rVWV 9281 13916 3.05% 0.197%
65 13.214 3685 3693 3701 rVBS8 6183 10226 2.24% 0.145%
66 13.292 3707 3717 3728 rVB 106627 169165 37.05% 2.395%
67 13.353 3729 3736 3744 rVB3 10938 15413 3.38% 0.218%
68 13.407 3744 3753 3757 rBV3 15396 25394 5.56% 0.360%
69 13.452 3757 3767 3782 rVB3 204227 354738 77.70% 5.022%
70 13.558 3793 3800 3810 rVB 17979 26105 5.72% 0.370%
71 13.626 3810 3821 3832 rBV3 27322 45593 9.99% 0.646%
72 13.732 3846 3854 3862 rBV3 15802 24978 5.47% 0.354%
73 13.787 3862 3871 3878 rBvV2 21992 38552 8.44%  0.546%
74 13.835 3878 3886 3892 rBV5 39236 66624 14.59% 0.943%
75 13.909 3904 3909 3912 rBV3 4205 4787 1.05% 0.068%
76 13.944 3913 3920 3923 rBV2 15657 21410 4.69% 0.303%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  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\SFAMUTR122121WMA.M
Title : TRACE VOA SFAM1.0

77 14.086 3950 3964 3984 rVW 166012 272660 59.72% 3.860%
78 14.192 3985 3997 4006 rVB7 7725 13544 2.97% ©0.192%
79 14.288 4014 4027 4038 rBV4 17661 33392 7.31% 0.473%
80 14.346 4038 4045 4055 rVB2 8052 12000 2.63% 0.170%
81 14.484 4076 4088 4098 rBV 23773 37406 8.19% ©.530%
82 14.546 4100 4107 4116 rVV5 3306 4702 1.03% 0.067%
83 14.684 4121 4150 4159 rVvV5 25076 61992 13.58% 0.878%
84 14.809 4179 4189 4201 rBV 17285 26297 5.76% ©.372%
85 14.877 4201 4210 4219 rBV3 15196 22462 4.92% ©.318%
86 15.018 4245 4254 4266 rVB3 8610 15613 3.42% 0.221%
87 15.221 4298 4317 4328 rBV 87446 150567 32.98% 2.132%
88 15.269 4328 4332 4342 rVBS 4429 6032 1.32% ©.085%
89 15.407 4365 4375 4386 rBV 33460 52344 11.46% 0.741%
990 15.928 4528 4537 4542 rBV4 4491 7202 1.58% 0.102%
91 16.263 4629 4641 4649 rBV3 3822 5951 1.30% ©0.084%
92 16.407 4678 4686 4694 rBV3 4217 6273 1.37% 0.089%
93 16.767 4790 4798 4807 rBV5 10616 14828 3.25% 0.210%

Sum of corrected areas: 7063025
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57

Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU046542.D\data.ms
200000
150000
5.729
6.253
100000 363
1.475
1.604 2.575 6.69:
5.070
50000
1.919 4.665
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU046542.D\data.ms
8.639 12.1
200000
11.813
150000 7.900 9.417 11.469
100000
10.758
9.694
50000 7568 1 767,970 10.999
8.182
0 vk v
8.3 4\3 /@A AL
LA A VD AV'A Y L WS-+ N BN . .8 A Y LNV ‘/‘\_‘L_H
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12 00
Abundance TIC: VU046542.D\data.ms
13.452
200000
13.025
14.086
150000
100000 15.221
50000
8]34 4 15.407
12.3 142 ﬁ« Q%?
018 16.767
0@? ‘ T ‘ ‘ /\‘A- 1 26 \15\./?\2‘8 T 1?'@\4.07 T T T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14 50 15. 00 15 50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
1.363 2.71 ug/L 104689 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 7 (1.363 min): VU046542.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000 /\
T T
35 1.401.501.601.70 1.80
\\\H\\\’\\\\’\\H’\\\\’\\H’HH‘HH‘HH‘\.\H‘ \H‘HH‘HH m/z 39.06 89.6100
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
27.0 1.401.50 1.60 1.70 1.80
m/z 42.00 62.85%
J’-O”15’02’10““ \i\‘\\\\‘\\\\
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
41.0

1.401.501.601.70 1.80
m/z 44.00 35.49%

5000 27.0
20 15.0
¢ MESISPY | ENNSENNE | FRNNNNNN 1] PRN——
miz--> 0 5 10 15 20 25 30 35 40 45 50

Abundance #64: Cyclopropane RRammEa AR
42.0 1.401.501.601.701.80

m/z 43.05 34.74%

5000 27.0 /\
i 380

m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 Hexanal Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.787 0.53 ug/L 25511  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 72
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 56
Abundance Scan 2316 (8.787 min): VU046542.D\data.ms (-2307) (-) m/z 56.00 100.00%
44.0 56.0
5000
72.0 DAL B B e
‘ ‘ ‘ ‘ ‘ 8.40 8.60 8.80 9.00 9.20
\\‘\\\\‘\\\\‘\\\\"\\\‘\‘\‘\‘\\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘ m/z 43.95 86.7900
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal
44.0
56.0
27.0 . s e
5000 L BN L L B
8.40 8.60 8.80 9.00 9.20
720 m/z 40.95 78.70%
\\‘\\\\‘\\\\“\\\\"\‘\\‘\‘\\‘\‘\\\‘\“!\\\8‘\3\.(\)\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
44.0
56.0 ,
R AR
8.40 8.60 8.80 9.00 9.20
5000 21.0 m/z 57.00 65.32%
72.0
150 83.0  100.0
T e e e e T
miz--> 10 20 30 40 50 60 70 80 90 100 [\ {\
Abundance #4249: Hexanal A
44.0 56.0 8.40 8.60 8.80 9.00 9.20
' m/z 43.00 53.86%
5000 29.0
72.0
B IR TS B I VLA S
m/z--> 10 20 30 40 50 60 70 80 90 100 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\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.999 1.20 ug/L 68750 1,4-Dichlorobenzene-d4 11.813
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-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3004 (10.999 min): VU046542.D\data.ms (-2988) (- | m/z 105.10 100.00%
105.1
5000
1201 ‘ N )
510 77.0 911 11.00
H‘\\H‘HH‘\\Szr‘guui‘\.ui‘eﬁwgw‘u\‘H‘HH“\‘\H‘\MH‘H‘\‘\“‘HH‘ m/Z 120.10 28.7800
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 j /\\\/‘\
m/z 91.10 12.26%
77.0 91.0
H‘J\-?\.(\)‘\H‘\‘\\3\\9“\0\\\“\\\\6‘?\"\0\‘\\\}“HH“MH‘\Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
105.0
‘ ‘ m )
11.00
5000 m/z 77.00 12.20%
120.0
77.0 91.0
180 390 63.0
T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 ]\\
Abundance #10722: Benzene, 1-ethyl-2-methyl- A A i
105.0 11.00
m/z 103.10 8.45%
5000
120.0
39.0 77.0 91.0 /\\
H“““‘2‘6“?”‘““Hui‘\um?%f)wu“1“””“1‘H“‘;me‘mu‘ ot A A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 Octanal Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.687 0.51 ug/L 29041 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 72
2 Octanal 128 C8H160 000124-13-0 72
3 Octanal 128 C8H160 000124-13-0 64
4 Octanal 128 C8H160 000124-13-0 64
5 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 50
Abundance Scan 3218 (11.687 min): VU046542.D\data.ms (-3209) (- | m/z 41.00 100.00%
41.0 57.0
84.1
5000
mr/‘\m(\ o /‘\ﬂ/‘\“’l‘ :
‘ 100 0 11.50 12.00
H‘HH‘HH‘HH‘H\‘\”H‘HH“HH‘HH’HH‘H\\‘HH’HH‘HH m/z 57.09 91.3900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
L
5000 J\ NEIWINVEVE
27.0 11.50 12.00
m/z 42.95 79.60%
|

100.0
H‘HH‘HH\‘HH‘ H\“\‘!H‘HH‘HH\‘HH’HH‘HH‘\\H’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 84.0
57.0 W nf/\\ﬁvﬂ W\umﬁ

1150 1200
5000 29.0 m/Z 84.10 66.25%
100.0
128.0
A £ A AN KRR AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 R
Abundance #14262: Octanal — — L
43.0 11.50 12.00
m/z 55.00 65.20%
84.0
5000 29.0 5(0
S
Hﬁ?”_mwme\mm,uH_WH,%?%F?H Lo hling ol
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.060 0.57 ug/L 32520 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
Abundance Scan 3334 (12.060 min): VU046542.D\data.ms (-3323) (- | m/z 57.10 100.00%
57.1
5000 41.0 /k
70.0 831 NEAWIWIZVER b
I
\\‘\\\\‘\\\\‘\\\\“\\\\‘\‘\\\‘\\\w‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\ m/z 41.09 37.9500
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 Al /‘\”\ ‘ MN
12.00
90,0 70.0 83.0 m/z 55.00  33.55%
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
57.0 ,w/\
/\/\ f\ﬂ f\\f\ ™y ‘
12. 00
5000 m/z 43.00 28.35%
43.0
29.0 70.0 83.0
15.0 98.0 112.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 W
Abundance #15692: 1-Hexanol, 2-ethyl- : W“M\W : —
57.0 12.00
m/z 70.00 25.119
5000 41.0
29.0 70.0 83.0 [\
98.0
1120 S s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00

SFAMUTR122121WMA.M Sat Jan 01 04:47:26 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 Indane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.095 1.50 ug/L 85598 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 92
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 83
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 70
4 Indane 118 C9H1e0 000496-11-7 64
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64

Abundance Scan 3345 (12.096 min): VU046542.D\data.ms (-3338) (- | m/z 117.10 100.00%
117.1
5000 /\ ﬂ
911 SVAV.N m
300 630 134.1 12.00
H‘H\\‘\\\\‘H\\“\\\\MH‘\MM‘H‘\}‘\M“H‘}\‘i}\\\H‘H\‘H\‘\‘HH‘H‘H‘H m/Z 118.10 54.9200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 . ‘”\/\
12.00
m/z 115.10 37.35%
39.0 63.0 9L.0
\\‘].\\5\.9\\\\‘H\\“.HH‘H\H1H‘\‘H‘\H‘\‘HH“HH‘\‘\H‘H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
NV DY
12.00
m/z 105.10  34.09%
5000 910 /
39.0 63.0
15.0
T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 }\ A
Abundance #10187: Benzene, 1-propenyl- . : ‘ﬁ}
117.0 12.00
m/z 119.10 34.01%
5000
91.0
39.0
150 ‘ ‘ 63.0
‘wuﬁwHWWHmwuHMmLNWW‘NMH‘MMHHMH_wJ_HW‘HWH il SIS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00

SFAMUTR122121WMA.M Sat Jan 01 04:47:26 2022

Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57

Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: 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 Benzene, 1-methyl-3-propyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.128 1.00 ug/L 57001 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 87
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 86
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 86
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 86
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 86

Abundance Scan 3355 (12.128 min): VU046542.D\data.ms (-3351) (- | m/z 105.10 100.00%
105.1
5000 A/\ A
HiIWITNY
iLo 77.0 ‘ 12.00 12.50
\\\\‘\\\\‘.\\\\6‘2‘.\0\\”\“\\H\\“{‘\\\‘\\\‘\‘\ m/Z 134.10 24.9900
miz-> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0 /\j\
5000 - /\[\/\ ‘
12.00 12.50
134.0 m/z 106.10  14.58%
39.0 77.0
\\\\‘\‘\ T \“‘\ \5\5\.()‘ \‘\ T \“‘ T \H T ‘H T \‘\“ Ll \‘\ ‘\
miz-> 20 40 60 80 100 120 140
Abundance
105.0 /\ /\
AT
12.00 12.50
5000 m/z 77.05 13.78%
134.0
27.0 77.0
12.0 51.0
L B Am e
miz--> 20 40 80 100 120 140 A
Abundance #17054: Benzene, 1-methyl-4-propyl- o A ‘
105.0 1200 1250
m/z 92.00 7.11%
5000
134.0
27.0 51.0 77.0 /\
‘;Zp“w“H“ﬁ“w“ﬂﬂ"\“H““““w“ A L M
m/z--> 20 40 80 100 120 140 1200 1250

SFAMUTR122121WMA.M Sat Jan 01 04:47:26 2022



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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-methyl-4-propyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.375 0.53 ug/L 30084 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 90
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
Abundance Scan 3432 (12.375 min): VU046542.D\data.ms (-3421) (1 m/z 105.10 100.00%
105.1
5000 J\/\ }\
0 134.1 SRR /\}]\
0 el e saes 0.4
H‘HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H m/z 134.05 19.490
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0 A/\
5000 — /\j\/\
12.00 12.50
134.0 m/z 77.00 11.80%
39.0 77‘0 1
| |
H‘HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0 /\
1200 1250
5000 ITIZ 91.00 9.98%
134.0
77
15 39.0 gy 1O
T T e e e e
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 [\ J
Abundance #17039: Benzene, (1-methylpropyl)- A
105.0 1200 1250
m/z 106.10 9.80%
5000
770 134.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

SFAMUTR122121WMA.M Sat Jan 01 04:47:27 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 12 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.465 1.48 ug/L 84709 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3460 (12.465 min): VU046542.D\data.ms (-3445) (- m/z 119.10 100.00%
119.1
5000 /\
911 /\\ T T T T T T
0 80 ||l wea 05
\‘\\\\‘\\\\"‘\\“\‘\“\‘\\\H‘\\\\’H‘\\V‘\\\“\‘\ m/Z 134.05 31.13%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 Aj\
5000 T T /\/\(\ T T /\\
12.50
91.0 m/z 91.10 18.32%
39.0 65.0 ‘ ‘
T \1\5\-? T \"‘\ \“i‘ T “i‘\ T \‘H‘ T "H“\ \“\w T \1\3?‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance fﬂ
119.0 A
Ll WA
12.50
5000 m/z 105.10 13.93%
91.0
150 390 650 135.0
L B B
m/z--> 0 20 40 60 80 100 120 140 ]\ /\
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl- o /\} :
119.0 12.50
m/z 117.10  10.85%
5000
91.0
39.0 650 N\
“"¥??‘M“Mu‘u“pw“M“ﬂ“,$“w}‘}?ﬁ?‘ ‘ﬁﬁ AL ‘A/
m/z--> 0 20 40 60 80 100 120 140 12.50

SFAMUTR122121WMA.M Sat Jan 01 04:47:27 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 o-Cymene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.497 1.36 ug/L 77633  1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 o-Cymene 134 C1eH14 000527-84-4 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
4 o-Cymene 134 C1eH14 000527-84-4 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91

Abundance Scan 3470 (12.497 min): VU046542.D\data.ms (-3465) (1 m/z 119.10 100.00%
119.1
5000
134.1 N A /\
911 -l e A
390 650 | ‘ 12.50
\\‘HH‘H\\‘\H\“\H\“\\\‘\“\‘\‘H“\\\‘1“HH“\\H‘MH‘H‘H‘HH‘H‘H‘H m/Z 134.05 26.6300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0
5000 /\j\ ]V\ T \A\
12.50
910 134.0 m/z 91.10  15.57%
4%0 65.0 |
I | [T L, L m Ll L
H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance f“
119.0 )\
LaJ A
12.50
5000 m/z 120.10 9.18%
134.0
91.0
15.0 41.0 65.0
T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- M A
119.0 12.50
m/z 117.10 8.44%
5000
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SFAMUTR122121WMA.M Sat Jan 01 04:47:28 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 14 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.571 2.94 ug/L 167905 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3493 (12.571 min): VU046542.D\data.ms (-3479) (- | m/z 119.10 100.00%
119.1
91.0 : L —-
90 550 | [ 1 250 o
\‘\\\\‘\\\\"‘\\‘\‘\“\\\\H‘\\i\’u\\1“\\\”\‘\ m/Z 134.05 29.01%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 /\/\\ T T /\/\]\ T /\\ T
12.50
910 m/z 91.05 16.83%
T \1\5‘\.0‘ T ‘\ \3\9"‘0\ T ‘\‘ T ‘63“\0\ \‘”‘ T ‘\. T ‘1‘ T M T \1??‘0\
miz--> 0O 20 40 60 80 100 120 140
Abundance
119.0 m
AL UWA N
12.50
5000 m/z 120.10 9.94%
91.0
15.0 89.0 65.0 135.0
T e e e
m/z--> 0 20 40 60 80 100 120 140 f& A
Abundance #16998: 0-Cymene ‘ e A0
119.0 12.50
m/z 105.10 9.52%
5000
91.0 /\
41.0 65.0
m/z--> 0 20 40 60 80 100 120 140 12.50

SFAMUTR122121WMA.M Sat Jan 01 04:47:28 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57

Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 15 1Indan, 1-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.684 1.18 ug/L 67426 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 83
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83

Abundance Scan 3528 (12.684 min): VU046542.D\data.ms (-3516) (- | m/z 117.10 100.00%
117.1
132.1 /V‘\ A ‘
911 ‘ ‘ A ‘
\\‘HH‘\\H‘HH“\H\i‘\\\‘\‘\‘UH‘\\\‘\“HH“\H\H‘\‘\\’H\‘\‘“\H‘“‘“\‘\‘H‘H m/z 115.16 33.3400
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 el 19&0
132.0 - :
91.0 m/z 132.05 25.81%
39‘.0 | 65.0 ) “ |
L | | 1 L | min
\\‘HH‘\\H‘HH‘\H\‘\H\‘HH‘\\H‘HH‘\H\‘\H\’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
A , f/‘\ , , /\‘/\ )
12.50 13.00
5000 132.0 m/z 91.10 16.11%
91.0
27.0 51.0 74.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁq A
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- P ‘f\ e
117.0 12.50 13.00
m/z 118.10 10.28%
132.0
5000
91.0
390 650 ‘ ‘ m
H‘HH‘Hm‘HH‘HHimu‘MH‘HMV‘HN‘HMHHM‘HM‘WAMHM‘ - ‘A“ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMUTR122121WMA.M Sat Jan 01 04:47:29 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 p-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.883 2.77 ug/L 157943  1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 90
2 o-Cymene 134 C10H14 000527-84-4 90
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
4 o-Cymene 134 C10H14 000527-84-4 90
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90

Abundance Scan 3590 (12.883 min): VU046542.D\data.ms (-3577) (- | m/z 119.10 100.00%

110.1
57.1
41.0
5000
521 981 134.1

ol 1
SN HHwW!‘Mwhﬂhﬁu M_UH_WM‘MWHuWH n/z 57.10  78.11%

m/z--> 10 20 30 O 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0

5000 ww\ AW,
1250 1300
910 134.0 m/z 41.00 61.67%
41.0 65.0
H‘HH‘?ﬁ\o‘\\\\w\\\\‘\H\‘HH‘\H‘\‘HH“HH‘\\H‘H‘\‘\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
1250 1300
5000 ITI z 43.10 47 .22%
134.0
91.0
41.0 65.0
e e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 1250 1300

m/z 56.10 46.57%

5000
91.0 134.0
650 ‘
150 390 " W

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1250 1300

SFAMUTR122121WMA.M Sat Jan 01 04:47:29 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 17 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.973 3.22 ug/L 183553  1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3618 (12.973 min): VU046542.D\data.ms (-3602) (- | m/z 119.10 100.00%
119.1
911 e =t
390 650 I 13.00
\\‘\H\‘\H\‘H\\“‘\\H“\‘\\\’\‘i‘u‘\H“‘\H\HH\‘\W\\‘H‘H‘HH’H‘H‘\H m/Z 134.20 45.8100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0 A A
5000 W A ‘
13.00
m/z 91.10 15.61%
41.0 91.0
\\‘]_\\5\.9\H‘\‘H\\‘\.\H“\‘\\\’6\?\.\()‘\\\‘\“\\H‘HH‘\w\\‘\\‘\‘\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 ﬂ
NASUIPLAY
13.00
5000 134.0 m/z 133.20  9.88%
91.0
15.0 39.0 65.0
T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AA
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- A‘ fn, -k
119.0 13.00
m/z 120.10 9.85%
5000 134.0
39.0 90 J\
: 65.0
uiﬁﬂum‘uJﬁuﬂmHMWW\JMHHHHWMMWJWLHWNM‘H\ o AA ‘ AA
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\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.025 4.85 ug/L 276783 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
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, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3634 (13.025 min): VU046542.D\data.ms (-3626) (- | m/z 119.10 100.00%
119.1
5000 134.2
91.1
390 650 | | 13.00
\\’HH‘HH‘\H\‘\H\‘HH‘H‘H‘\\H‘\H\‘HH‘H‘H‘H‘\‘\‘HH‘\‘\‘H‘\H m/z 134.15 44.0800
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 A J\
5000 ‘A T I
13.00
91.0 m/z 91.10 16.57%
\\’HH‘\H‘\‘\\\4;:"-\\()\\‘\\\ﬁ\s\\()\‘\H‘\‘\H\“HH‘HH‘H\‘\l\\\\‘\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
A M
1300
5000 134.0 m/z 120.05 9.53%
91.0
150 390 65.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- o /\J\
119.0 1300
m/z 77.05 9.01%
134.0
5000
39.0 65.0 91.0 A Nﬂm
‘WH‘W‘JW‘HLMH‘WH‘_M‘_‘ﬁ_‘HJHH‘HH‘HWWH‘WmMW‘H [s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 19 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.292 2.96 ug/L 169165 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 91
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
Abundance Scan 3717 (13.292 min): VU046542.D\data.ms (-3707) (- | m/z 117.05 100.00%
1171
5000
91.0
30.0 65.0 ‘ ]13'1 13.00 13.50
\\\‘\\\\“‘\\“i‘\“‘\H\\”\‘H’\\‘i\’H\‘M\\\’\‘\‘\‘\‘\\\\ m/Z 132.00 37.7400
miz-> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 P TR .
91.0 13.00 13.50 .
o 51.0 o m/z 115.05  28.37%
\\\‘\‘\.\\“\\“U\““H\?ﬂ‘}ﬁ‘)’\\‘}\"H‘\\!"\‘U\‘\.‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0 A/\
SL1E Pl
13.00 13.50
5000 m/z 131.05 16.76%
91.0
270 OO0 740 133.0
o A e e
miz--> 20 40 60 80 100 120 140
Abundance #16119: Benzene, 2-butenyl- o — A
117.0 13.00 13.50
m/z 91.00 14.08%
5000 91.0
39.0
65.0
133.0
“1\wwH‘,\\‘1\,“1”‘\,\‘1\‘\‘”” /\‘ : ARV AWA
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\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.452 6.22 ug/L 354738 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 64
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 62
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 62
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 62
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 60
Abundance Scan 3767 (13.452 min): VU046542.D\data.ms (-3757) (- | m/z 117.05 100.00%
117.1
5000
132.1
91.0
77.0 ‘ M 1350
H_‘H_‘HR‘HMuH‘MH‘HMWHH‘H‘“MuWHEHHuMmu“H m/z 119.10  61.62%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0
13.50
m/z 132.05 33.62%
39.0 65.0 91.0 ‘ ‘
\\‘2\\5\‘\0‘H\\‘\\HHw\H‘\‘UH‘H\‘H\H\‘HH‘\H\‘HH‘\H‘“‘\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
LA
1350
m/z 115.0 31.25%
5000 1320 /
39.0 65.0 91.0
R AT o N L e A e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 AA
Abundance #16120: Benzene, 2-butenyl- ‘ ”Aﬁ\f
117.0 1350
m/z 134.05  25.39%
132.0
5000 910
39.0 65.0 ‘ j\
H_‘“"H‘“"‘H;‘M‘wH‘H‘m‘l"H"HHm“HHW:“‘WW L
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57

Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
: TRACE VOA SFAM1.0

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

TIC Library
TIC Integration Parameters:

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 21 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.626 0.80 ug/L 45593  1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 83
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 64
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 60
4 Naphthalene, 1,2,3, 4 tetrahydro- 132 C10H12 000119-64-2 58
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 43

Abundance Scan 3821 (13.626 min): VU046542.D\data.ms (-3810) (- | m/z 104.10 100.00%
104.1
5000 132.1
pdall e
510 770 m 13.50 14.00
S PR A THO R ‘“ Al ~1481  m/z 132,05  44.71%
m/z--> 20 60 80 100 120 140
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 VIO
13.50 14.00
m/z 91.05 38.09%
270 510 780
\\\‘\‘\“1\\““\\““\““H\\”1““\\‘}\“H\\M‘\‘M‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
104.0 MAJ\
1350 1400
5000 132.0 m/z 115.05  36.02%
78.
27.0 51.0 8.0
T e T e
miz--> 20 60 80 100 120 140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro- e /\/\‘/\’/\‘
104.0 13.50 14.00
m/z 129.05 28.58%
5000 132.0
280 510 80 ﬂ J\
w_w_m\ wmw”_m““‘H‘l“ml“u_”‘ U ‘
m/z--> 20 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57

Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 22 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
13.787 0.68 ug/L 38552 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94

2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 91
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
Abundance Scan 3871 (13.787 min): VU046542.D\data.ms (-3862) (- | m/z 131.05 100.00%
131.1
- Jk /\/\M
146.2 /
115.1 T A T T
38.9 64.9 91.0 | ‘ 13.50 14.00
\‘\\\\“.\\‘\\“‘\H\}\“\\‘\\‘”\\\\“\‘!‘!\‘\“\\\ m/Z 146.15 28.19%
m/z--> 20 80 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
- /\
5000 —h At
146.0 13.50 14.00
m/z 115.05 19.37%
39.0 63.0 91.0 115.0
\2‘4\.9\ \“‘\ \“\‘\ ‘u.‘\‘i \“ T \‘\ T ‘ \‘\ \M“ \‘H‘! T ‘ }“\ T
miz--> 20 40 60 80 100 120 140
Abundance
131.0
SN
146.0 13.50 14.00
5000 ' m/z 129.05  14.98%
91.0 1150
510 760
e T I R B e R R
miz—-> 20 40 60 80 100 120 140 \ /\
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- o /\‘W‘ ‘
131.0 13.50 14.00
m/z 128.05 13.80%
5000
146.0
240 - e NN |
m/z--> 20 40 60 80 100 120 140 13.50 14.00

SFAMUTR122121WMA.M Sat Jan 01 04:47:32 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 6-Methyl-4-indanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.835 1.17 ug/L 66624  1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-4-indanol 148 C10H120 020294-32-0 80
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 76
4 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 74
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 68

Abundance Scan 3886 (13.835 min): VU046542.D\data.ms (-3878) (- | m/z 133.05 100.00%
138.1

5000
A/M /&‘_/\‘/‘\

91.0 1151 -
|

39.0 65.0 1 ‘9 1 13.50 14.00
1 L, ‘ m\ m ‘ \lﬁ\ ’

et el U= m/z 131.e5  33.04%

m/z--> 20 40 60 80 100 120 140
Abundance #26190: 6-Methyl-4-indanol
133.0
i |

5000 ‘ ey
13.50 14.00
m/z 148.15 27 .84%
39.0 91.0 149.0
\\\‘\\\\“‘\ T \‘6?.9\ \“ T \‘\ T “\‘\]-\1\7“.0\\‘1‘\ ‘ T \‘\.\
miz--> 20 40 60 80 100 120 140
Abundance
133.0
Vi n
13.50 14.00
5000 m/z 115.05  15.97%
91.0
150 390 650 1150 149.0
e B I
miz--> 20 40 60 80 100 120 140
Abundance #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)- o ‘A/\‘/\‘J\‘ :
133.0 13.50 14.00

m/z 91.00 15.66%

5000
105.0
39.0 77.0 ‘ ‘ 4‘
\1\5‘\.? \ ‘m ww\ \“15\8"91‘\ ; 1““ -ty \M‘“ \ 1‘\‘\ ‘1\ \9\'0\ M
40 60

T T
80 100 120 140 13.50 14.00

m/z--> 20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 24 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.086 4.78 ug/L 272660 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3964 (14.086 min): VU046542.D\data.ms (-3950) (- | m/z 128.05 100.00%
128.1
5000
T
51.0 64.0 771 102.1 14.00
e 380 2 D Tl mz 127,10 12.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120130
Abundance #13686: Naphthalene
128.0
5000 e ‘
14.00
m/z 129.05 11.03%
51.0 64.0 77.0 10‘2-0 I
H‘HH’\H\’\H\"\H\‘HH‘\M‘\‘HH‘HH“HH‘H\\‘\H ‘\H\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120130
Abundance
128.0
N AN L e
14.00
5000 m/z 102.10 9.21%
102.0
380 210 64.0 77.0
T T e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120130
Abundance #13679: Azulene = ‘
128.0 14.00
m/z 126.10 7.05%
5000
51.0 102.0
64.0 :
H‘%}?HAHHHHMHVNH‘%ﬁ?‘H_‘Hﬁ‘uw‘uw‘wh‘u‘ R
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 1H-Indene-4-carboxaldehyde,... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14.288 0.59 ug/L 33392 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 90
2 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 90
3 Benzene, (1-ethyl-1-propenyl)- 146 C1l1H14 004701-36-4 87
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 55
5 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 55
Abundance Scan 4027 (14.288 min): VU046542.D\data.ms (-4014) (' | m/z 131.05 100.00%
131.1
5000 1151
91.0 /\A
—
39.0 650 ‘ H 148.1 14.00 14.50
‘“““‘Mu“w‘HUw‘M“J"HW“‘M‘\WMp‘W“ m/z 117.16  78.69%
miz-> 20 40 60 80 100 120 140
Abundance  #24962: 1H-Indene-4-carboxaldehyde, 2,3-dihydro-
117.0
146.0
5000 it ) \/\‘ e
14.00 14.50
390 630 91.0 ‘ m/z 133.05 59.45%
\\\‘\‘\‘\ \““\ \“\ T “‘\‘\ \“\“ T \“\ T “\ L “ T !‘\ T ‘ \‘\ L
miz-> 20 40 60 80 100 120 140
Abundance
117.0
146.0 “A‘A‘_‘/
14.00 14.50
5000 m/z 115.10  44.78%
39.0 63.0 91.0
L B o W
m/fz--> 20 40 60 80 100 120 140
Abundance #25001: Benzene, (1-ethyl-1-propenyl)- ‘ ‘”'ﬂA\ —
117.0 14.00 14.50
m/z 146.05  43.14%
5000 91.0 146.0
39.0 65.0 /\
‘1‘5{?““‘ u‘i“ “‘1“ Ay w‘l““ P !“ ul““ e i /\ ﬂ -
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.485 0.66 ug/L 37406 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 87
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 4088 (14.484 min): VU046542.D\data.ms (-4076) (' | m/z 131.05 100.00%
131.1
5000 AA
. 1151 /\\ T T T
390  63.0 | “ 1472 14.50
\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\\‘\‘\\‘}‘\\\ m/2146.2e 31.3200
miz--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 . j\/\[\ - £
14.50
39.0 91.0 11590 m/z 129.05 19.74%
0 630 ‘ | 147.0
\\\\‘\‘i‘\ \“‘\ \“\“\ “U\ T \“‘ T “\‘\ T H \‘\“\ ™ “\ T
miz-> 20 40 60 80 100 120 140
Abundance
131.0
can Ao
14.50
5000 m/z 115.10 19.28%
115.0
390  g39 910 147.0
e e e e
m/iz--> 20 40 60 80 100 120 140 /\
Abundance #25010: Benzene, (3-methyl-2-butenyl)- "‘ﬂ MY
131.0 14.50
m/z 128.05 16.01%
91.0
5000
39.0
115.0
15.0 M ‘ 650 | ‘ 147.0
‘ M AL, “: mu I A il ——
m/z--> 60 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.684 1.09 ug/L 61992 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
Abundance Scan 4150 (14.684 min): VU046542.D\data.ms (-4121) (- | m/z 131.05 100.00%
131.1
5000 /\A
oo 191 AT A
39.0 63.0 | ‘ ‘ ‘ H‘ %7_2 14.50 15.00
e b W T gz 146,20 50.64%
miz--> 20 40 60 80 100 120 140
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 \/\/\ AI\
39.0 910 1150 14.50 15.00
150 63.0 m/z 118.10 45.03%
NN Ll e
\\\\‘\W‘\\‘i‘\\‘“\“ hm“’\\\\“‘\\\\“\‘\1\’\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
131.0 A
[ AP
14.50 15.00
m/z 115.10  29.75%
5000 105.0 /
39.0 77.0 147.0
A o o
m/iz--> 20 40 60 80 100 120 140 \ /\ I
Abundance #25010: Benzene, (3-methyl-2-butenyl)- L
131.0 14.50 15.00
m/z 117.10  26.47%
91.0
5000
39.0
65.0 115.0
15.0 ‘ ‘ 147.0
HH‘Hw\m‘umw,Hu‘wtw_‘t‘l‘,wH VALWNA Y TN (I
m/z--> 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 28 1,4-Methanonaphthalene, 1,4... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.221 2.64 ug/L 150567 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C1l1H1e 000090-12-0 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91

Abundance Scan 4317 (15.221 min): VU046542.D\data.ms (-4298) (- | m/z 142.05 100.00%
142.1

5000 1151 J\
[ - [ —
63.0 15.00 1550
39.0 89.1
‘HH“HH\\““\‘\“\Hi‘\”\“\\‘\H‘}‘HH‘i‘\‘\\\‘\\\\‘\\\\2’(\)?-\9\ m/Z 141.05 86.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — }\ -
115.0 15.00 15.50

m/z 115.10  37.57%
39.0 630 890

‘ I
T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ’ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0 Jk

T
15.00 15.50

5000 ITI/Z 143.05 11.92%
115.0
39.0 63.0 89.0
A B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #22150: Naphthalene, 2-methyl- e
142.0 15.00 15.50
m/z 139.05 10.57%
5000
115.0
500 0 90 | /\
R o e P o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 29 Naphthalene, 2-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
15.407 0.92 ug/L 52344 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91

Abundance Scan 4375 (15.407 min): VU046542.D\data.ms (-4365) (- | m/z 142.05 100.00%
142.1

5000 115.1 J\
15.50
63.0 :
38.9 89.0
\‘\H\‘\H\“\H\i‘\H‘\‘HH\“‘\W\‘\\\‘\“\\H‘HH‘\‘\‘H‘HH‘HH“‘H\‘\H m/Z 141.05 84.78%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 ]\ ‘

115.0 15.50
m/z 115.10 39.13%

39.0 63.0 89.0 1l

m/z--> 20 30 40 50 60 70 80 90 100110120130140150

Abundance
142.0 Jk

15.50
m/z 139.05 11.09%
5000 115.0
39.0 63.0 89.0
T T T T T T e e e
mlz--> 20 30 40 50 60 70 80 90 100110120130140150 /\
Abundance #22150: Naphthalene, 2-methyl- e
142.0 15.50
m/z 143.05 10.15%
5000
115.0
| l
L | 1 1 il | n
e e e e e e N
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46542.D

Acqg On : 21 Dec 2021 22:57
Operator : SY/MD

Sample : M5170-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 1.363 2.7 ug/L 104689 1 6.253 193196 5.0
Hexanal 8.787 0.5 ug/L 25511 2 9.417 241480 5.0
Benzene, 1l-ethy... 10.999 1.2 ug/L 68750 3 11.813 285322 5.0
Octanal 11.687 0.5 ug/L 29041 3 11.813 285322 5.0
1-Hexanol, 2-et... 12.060 0.6 ug/L 32520 3 11.813 285322 5.0
Indane 12.095 1.5 ug/L 85598 3 11.813 285322 5.0
Benzene, 1-meth... 12.128 1.0 ug/L 57001 3 11.813 285322 5.0
Benzene, 1-meth... 12.375 0.5 ug/L 30084 3 11.813 285322 5.0
Benzene, 2-ethy... 12.465 1.5 ug/L 84709 3 11.813 285322 5.0
o-Cymene 12.497 1.4 ug/L 77633 3 11.813 285322 5.0
Benzene, 4-ethy... 12.571 2.9 ug/L 167905 3 11.813 285322 5.0
Indan, 1-methyl- 12.684 1.2 ug/L 67426 3 11.813 285322 5.0
p-Cymene 12.883 2.8 ug/L 157943 3 11.813 285322 5.0
Benzene, 1,2,3,... 12.973 3.2 ug/L 183553 3 11.813 285322 5.0
Benzene, 1,2,3,... 13.025 4.8 ug/L 276783 3 11.813 285322 5.0
Benzene, 1-ethe... 13.292 3.0 ug/L 169165 3 11.813 285322 5.0
1H-Indene, 2,3-... 13.452 6.2 ug/L 354738 3 11.813 285322 5.0
Naphthalene, 1,... 13.626 0.8 ug/L 45593 3 11.813 285322 5.0
1H-Indene, 2,3-... 13.787 0.7 ug/L 38552 3 11.813 285322 5.0
6-Methyl-4-indanol 13.835 1.2 ug/L 66624 3 11.813 285322 5.0
Azulene 14.086 4.8 ug/L 272660 3 11.813 285322 5.0
1H-Indene-4-car... 14.288 0.6 ug/L 33392 3 11.813 285322 5.0
1H-Indene, 2,3-... 14.485 0.7 ug/L 37406 3 11.813 285322 5.0
Naphthalene, 1,... 14.684 1.1 ug/L 61992 3 11.813 285322 5.0
1,4-Methanonaph... 15.221 2.6 ug/L 150567 3 11.813 285322 5.0
Naphthalene, 2-... 15.407 0.9 ug/L 52344 3 11.813 285322 5.0
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