LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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@46544.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.366 3 8 25 rVB2 69311 119574 25.89% 2.084%
2 1.494 37 48 61 rBvV 47700 55212 11.96% 0.962%
3 1.604 72 82 96 rVB 77491 95329 20.64% 1.662%
4 1.922 172 181 197 rBV 29622 41521 8.99% 0.724%
5 2.002 197 206 216 rVB 21779 30430 6.59% 0.530%
6 2.211 262 271 282 rVB2 10726 15639 3.39% 0.273%
7 2.575 372 384 400 rBV 70924 115693 25.05% 2.017%
8 2.690 400 420 444 rW4 5171 17685 3.83% 0.308%
9 2.803 444 455 466 rVB 6820 12333 2.67% 0.215%
106 3.366 617 630 641 rBB6 2597 4961 1.07% ©0.086%
11 3.7066 726 736 746 rBB3 2442 4694 1.02% 0.082%
12 4.539 982 995 1007 rBB3 4903 10437 2.26% 0.182%
13  4.671 1014 1036 1080 rBV3 77369 280363 60.71% 4.887%
14 5.070 1143 1160 1177 rBV2 58485 128550 27.84%  2.241%
15 5.729 1345 1365 1375 rBV2 121654 321610 69.65% 5.606%
16 5.777 1375 1380 1396 rVB 48094 88527 19.17% 1.543%
17 6.253 1514 1528 1552 rBV 105189 195936 42.43%  3.415%
18 6.546 1611 1619 1628 rBB3 3790 6417 1.39% 0.112%
19 6.694 1653 1665 1681 rBV2 72657 141158 30.57% 2.461%
20 7.568 1925 1937 1954 rVB 38999 67284 14.57% 1.173%
21 7.796 1998 2008 2025 rBV 15058 28101 6.09%  0.490%
22 7.899 2025 2040 2052 rBV 151823 259170 56.12% 4.518%
23 7.970 2052 2062 2076 rVB 101741 171248 37.08% 2.985%
24  8.182 2117 2128 2140 rBV2 25162 40813 8.84% 0.711%
25  8.555 2233 2244 2253 rBB5 10645 16864 3.65% 0.294%
26 8.636 2257 2269 2302 rBV 252710 461775 100.00%  8.049%
27 8.790 2307 2317 2327 rVV3 8957 16716 3.62% 0.291%
28 8.838 2327 2332 2347 rVB3 3163 5303 1.15% 0.092%
29 9.420 2501 2513 2532 rBV 150374 247161 53.52% 4.308%
30 9.571 2550 2560 2577 rBB 33281 53167 11.51% 0.927%
31 9.693 2587 2598 2610 rBV 64351 104665 22.67% 1.824%
32 10.102 2714 2725 2742 rVB2 22369 38297 8.29% 0.668%
33 10.237 2753 2767 2778 rBV2 7966 14324 3.10% 0.250%
34 10.346 2790 2801 2813 rBV3 6957 11117  2.41% 0.194%
35 10.488 2836 2845 2854 rvB2 3387 4854 1.05% 0.085%

36 10.758 2915 2929 2943 rBV 71113 110356 23.90% 1.924%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 2988 rvB2 15350 23228 5.03% 0.405%
38 10.999 2988 3004 3009 rBV 43376 70670 15.30% 1.232%
39 11.089 3024 3032 3047 rVB 19469 28766 6.23% 0.501%
40 11.291 3085 3095 3105 rBV 16428 24716  5.35% 0.431%
41 11.468 3139 3150 3163 rBV 104289 161025 34.87% 2.807%
42 11.571 3174 3182 3188 rBvV3 3685 4967 1.08% 0.087%
43 11.687 3210 3218 3229 rVV2 24001 35997 7.80% 0.627%
44 11.742 3229 3235 3243 rVB2 5893 8276 1.79% 0.144%
45 11.812 3243 3257 3272 rVB 170253 273306 59.19% 4.764%
46 11.896 3272 3283 3293 rBV 34503 52410 11.35% 0.914%
47 12.060 3322 3334 3338 rBV2 12870 19344 4.19% 0.337%
48 12.095 3338 3345 3350 rVV2 37940 60276 13.05% 1.051%
49 12.124 3351 3354 3364 rVvV 27707 35783 7.75% 0.624%
50 12.192 3364 3375 3395 rVB2 195250 331458 71.78% 5.778%
51 12.378 3423 3433 3445 rVB 10972 17161 3.72% 0.299%
52 12.465 3447 3460 3465 rBv2 21799 34767 7.53% 0.606%
53 12.494 3465 3469 3479 rVV 23603 34277 7.42% 0.597%
54 12.571 3479 3493 3501 rwV 45050 69469 15.04% 1.211%
55 12.613 3501 3506 3514 rvB2 7713 9937 2.15% 0.173%
56 12.680 3518 3527 3548 rVB3 21023 41472 8.98% 0.723%
57 12.770 3548 3555 3562 rBV5 4783 7236 1.57% 0.126%
58 12.886 3578 3591 3604 rBV2 111088 171263 37.09%  2.985%
59 12.973 3609 3618 3626 rBV 41638 60801 13.17% 1.060%
60 13.028 3626 3635 3647 rVB 62223 96790 20.96% 1.687%
61 13.108 3649 3660 3664 rBV4 5079 8502 1.84% 0.148%
62 13.208 3685 3691 3700 rVB8 3537 5311 1.15% 0.093%
63 13.295 3707 3718 3729 rVB3 42926 68812 14.90% 1.199%
64 13.349 3729 3735 3743 rVB3 4967 7026  1.52% 0.122%
65 13.407 3743 3753 3757 rBV3 6321 9502 2.06% 0.166%
66 13.452 3757 3767 3782 rVB3 72655 128276 27.78%  2.236%
67 13.558 3794 3800 3809 rVB2 6582 9471 2.05% 0.165%
68 13.622 3809 3820 3832 rVB2 23204 38762 8.39% 0.676%
69 13.735 3848 3855 3862 rBV3 6265 7888 1.71% 0.137%
70 13.786 3862 3871 3878 rBV2 11295 18035 3.91% 0.314%
71 13.835 3878 3886 3892 rBv4 17125 29620 6.41% 0.516%
72 13.944 3913 3920 3925 rBV2 8442 14721 3.19% 0.257%
73 13.979 3927 3931 3943 rVB4 17173 23689 5.13% 0.413%
74 14.085 3951 3964 3980 rBV 67976 110765 23.99% 1.931%
75 14.192 3989 3997 4009 rVB5 6236 9454  2.05% 0.165%
76 14.285 4017 4026 4038 rBV3 9352 15382 3.33% 0.268%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 14.346 4038 4045 4054 rVB2 4327 6069 1.31% 0.106%
78 14.484 4081 4088 4100 rVB2 11446 16015 3.47% 0.279%
79 14.684 4136 4150 4159 rVvVs 14775 32445 7.03% 0.566%
80 14.735 4159 4166 4173 rVB7 3031 4700 1.02% 0.082%
81 14.809 4179 4189 4197 rBV3 6701 10235 2.22% 0.178%
82 14.876 4201 4210 4218 rBvV4 7844 11839 2.56% 0.206%
83 15.018 4238 4254 4262 rVB9 6296 14131 3.06% 0.246%
84 15.220 4301 4317 4329 rBV 44664 77691 16.82% 1.354%
85 15.407 4366 4375 4387 rBV 17683 27945 6.05% 0.487%
86 15.928 4525 4537 4541 rBVe6 3119 4625 1.00% 0.081%
87 16.262 4632 4641 4650 rBV3 4555 7064 1.53% 0.123%
88 16.410 4679 4687 4693 rBV3 5699 8163 1.77% 0.142%

Sum of corrected areas: 5736817
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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

Abundance TIC: VU046544.D\data.ms
250000

200000

150000

5.729

6.253
100000

366 1004 4.671 6.69:

2.575
1.49. 5.070 777

1. ?&02

2211 2.68303 3.366 3.706 453 6.546

50000

o

U L T N D LA L L L L L L L B L L L L B L L L L L B B

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: VU046544.D\data.ms
250000 8.636

200000 12.1

11.812

150000 7.899 9.420

970 11.468
100000

0.693 10.758

9.57

8.182 10.102 .08 11.68
7.79 8.555 8 j\ 5 10% 1.201 Alz'
L caeedsss UL eommsas [T msrd

50000 7568 10.999 0
.89?2

01— SRSL ;
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: VU046544.D\data.ms
250000

200000

150000

12.886
100000

14.085

50000 12,571 15.220

15.407

2. 6223 g g7 684
12.378 2|6 g ‘ 2 407,593 7360 1@% 48k} %&)’fﬁ ﬂ
0 LJ\\/\\ T T ;?7\7\ \ \‘ . \. T \4.\ \%/\‘ T]A;\ T /\ ‘01\8 L /\\ T 15\928 16m410

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@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 2
R.T. EstConc Area Relative to ISTD R.T.
1.366 3.05 ug/L 119574  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 83
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Cyclopropene 40 C3H4 002781-85-3 2

Abundance Scan 8 (1.366 min): VU046544.D\data.ms (-3) (-) m/z 44.00 100.00%

44.0
5000
37 60.0 R R RRRARRES
“w ‘ 1.401.501.60 1.70 1.80
e e e e m/z 43,100 93.12%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #88: Propane
29.0 ]\

5000 RN RN N R R
44.0 1.401.501.601.701.80
m/z 39.00 73.24%
15.0 ‘H
|
\HHH\‘\H\‘HH‘HH‘HH‘HH‘\H ‘HH‘HH \H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
29.0
AR EE R
1.401.501.601.701.80
5000 m/z 41.00 63.39%
44.0
1.0 15.0 37.0
TP e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #90: Propane Rmama s R ARAR
29.0 1.401.501.601.701.80

m/z 42.00  23.94%

5000
44.0
150 ‘
2.0 i i

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 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@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.494 1.41 ug/L 55212 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H1e 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 42
Abundance  Scan 48 (1.494 min): VU046544.D\data.ms (-37) (-) m/z 43.10 100.00%
43.1
- j\ M
140 160 180
35.‘ 50.057.0 ' : ' )
HHHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\?\i\\ \‘HH‘HH‘\H\‘\H\‘HH‘ m/z 41.09 47.910
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0
5000 L L B
27.0 140 160 1.80
m/z 42.00 32.28%
15.0
2'0 Il \\‘ Il Il 50'057\:0
H\HH\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH T \‘HH‘HH‘HH‘\H\‘HH‘
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
43.0 /\
=
140 160 1.80
5000 m/z 39.00 22.20%
27.0
15.0 500 58.0
T T T T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane e
43.0 140 160 1.80
m/z 57.00 4.59%
5000
27.0
150 “‘\ 360, |, 500570 L,
L T e e Pt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.002 0.78 ug/L 30430 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 37
4 Propane, 2-methyl-1-nitro- 103 C4HSNO2 000625-74-1 12
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 11
Abundance Scan 206 (2.002 min): VU046544.D\data.ms (-197) (-) m/z 43.00 100.00%
43.0
57.1
5000
e R
‘ 720 1.60 1.80 2.00 2.20 2.40
el B myz 41,00 84.82%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 ‘\/\\\\‘\\\\‘\\\\‘\\\\"‘
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 42.00 82.61%
il | 2.0
. | L i |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance
43.0
e e
570 1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10  75.19%
29.0
15.0 72.0
R B B e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol \ Amu““‘W““au“,‘
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 39.00  29.52%
5000
150 “‘57‘0‘7‘2‘0‘
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 9
R.T. EstConc Area Relative to ISTD R.T.
10.999 1.29 ug/L 70670  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
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): VU046544.D\data.ms (-2988) (- | m/z 105.10 100.00%
105.1
5000 N
120.1
510 77.0 ‘- 11.00
e 309 T 839 L wmjz 120.10 29.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\J\/\ i /‘\ \
m/z 91.10 13.98%
77.0 91.0
H‘J\-?\.(\)‘\H‘\‘\\3\\9‘.\0\\\“\\\\6‘:\3‘\"9\‘\\\M“HH“M\\‘\‘11\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0 j\
AN I
11.00
5000 m/z 77.00 12.08%
120.0
77.0 91.0
180 390 63.0
AR R R AN E L e mana
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10722: Benzene, 1-ethyl-2-methyl- N A ; A ‘
105.0 11.00
m/z 106.10 8.83%
5000
120.0
39.0 77.0 91.0 {\
S F RS . 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@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 18
R.T. EstConc Area Relative to ISTD R.T.
11.687 0.66 ug/L 35997 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 87
3 Octanal 128 C8H160 000124-13-0 78
4 Octanal 128 C8H160 000124-13-0 78
5 Octanal 128 C8H160 000124-13-0 59
Abundance Scan 3218 (11.687 min): VU046544.D\data.ms (-3210) (- | m/z 41.00 100.00%
41.0
57.1
84.1
5000 J\
100.1 YAIYY ‘A/\T\ : f"\u/‘\\nﬂ‘
‘ i ‘ ‘ 11.50 12.00
H‘HH‘\H\‘\H\} H\‘\HH“HH}H\\“\\H’H‘H‘\\\\“\H\’HH‘\H\ m/z 57.19 83.4900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 Lo }k N
11.50 12.00
‘ 100.0 m/z 42.95 83.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
41.0
57.0 mA | /\‘A AT N/\ﬂ
84.0 11.50 12. 00
5000 m/z 56.00 76.75%
27.0
100.0
R MR L L o ma e aea
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #14265: Octanal —— —
43.0 11.50 12.00
m/z 84.10 73.45%
29.0 o170
: 4.
5000 84.0
H H 100.0
waw‘m‘_wlu_‘H‘HH‘_m,uwa,‘l‘?%?” — _ A
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@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.095 1.10 ug/L 60276 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 92
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
3 Indane 118 C9H1e 000496-11-7 90
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 90
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 86
Abundance Scan 3345 (12.095 min): VU046544.D\data.ms (-3338) (- | m/z 117.10 100.00%
117.1
5000
o 134.1 1900 ‘f‘q/\
390 630 ‘ ‘- 12.00
\H‘HH‘H\\‘\\H“\H\Mi‘\\w’}‘\‘u‘\HH“H\\“\‘\HH‘H\’H!\‘HH’HH‘H m/Z 118.10 56.2800
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
5000 L
91.0 12.00
m/z 115.05  38.25%
39.0 5gg
\\\‘\\H‘H\‘\‘\\H“\H\H{\\‘1’}‘\‘\\‘7\\5\110‘\\\\‘H\HH‘H\’H!“HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 f\
I ‘
12.00
5000 m/z 119.10 31.06%
91.0
39.0
58.0 74.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AA
Abundance #10180: Indane A ﬁ\‘ ‘
117.0 12.00
m/z 105.10  28.74%
5000
390 630 91.0 ‘ }\
S NI SN NN () N0 | U 4| O "
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\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzene, 1-methyl-3-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.124 0.65 ug/L 35783 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 90
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 87
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 80
4 2-Indanol 134 C9H100 004254-29-9 80
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 78

Abundance Scan 3354 (12.124 min): VU046544.D\data.ms (-3351) (' | m/z 105.10 100.00%
105.1

5000 [\
136.1 IO A WD E AN VAV
519 77.0 ‘ 12.00 12.50
“_HWH‘wHH\Huum‘_mw‘ﬂmuHNMHHMH_HW‘HWHuWH m/z 134.05 28.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0 M
5000 o M S A A
12.00 12.50
134.0 m/z 106.10  16.44%
77.0
\\‘H\\‘H\‘\‘\ﬁ?‘.‘\()\\\‘\\5\.\()‘\‘\‘\\‘\\\‘H‘\\H‘H\H‘\HH‘H‘H“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0 /\
AL
12.00 12.50
5000 ITI/Z 77 .00 10.97%
134.0
77.0
150 390 620
T T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ /\ /\/\
Abundance #17055: Benzene, 1-methyl-4-propyl- DAL o e
105.0 12.00 12.50

m/z 103.00 7.43%

134.0 /\ m
77.0
890  e20 00 ) | L /\ Il

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 10 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.465 0.64 ug/L 34767 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94

Abundance Scan 3460 (12.465 min): VU046544.D\data.ms (-3447) (' | m/z 119.10 100.00%
119.1
5000
. L T
390 649 I 12.50 ;
\‘\\\\‘\\\\"‘\\‘\\“\‘\\\“‘\\\\"\\\\“\\\‘\‘\ m/Z 134.05 29.39%
miz--> 0O 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 : A/V\ o /\
12.50
910 m/z 91.10 17.76%
150 | 3?? L 630 \ { L) 1350
\‘\\\\‘\\\\’\\\\‘i\\\H‘\\\\’{‘\\{“\\\‘\‘\
miz--> 0O 20 40 60 80 100 120 140
Abundance J
119.0
wl ﬂ/\/\/\ ‘ /\ o/\
12.50
5000 m/z 105.00 13.58%
91.0
15.0 39.0 65.0 135.0
e e e e e
m/z--> 0 20 40 60 80 100 120 140 A
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- : ‘A}A
119.0 12.50
m/z 117.10 10.34%
5000
39.0 91.0
15.0 65.0 Aﬂ
\‘\\\M‘J\HMU\W\‘W\\L\\JH,WM\WW\}???\ \ﬁ\\ Lol
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 o-Cymene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.494 0.63 ug/L 34277 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1leH14 000934-74-7 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 3469 (12.494 min): VU046544.D\data.ms (-3465) (- | m/z 119.10 100.00%
119.1
5000
134.1 N A }\
91-0 T T \]-2‘50\ T T T
W09 | )] ' ;
\\‘HH‘H\\‘\H\‘\H\‘\H‘\‘\\H‘\\\i‘HH“\\H‘MH‘HH‘HH‘\‘\H‘H m/Z 134.05 27.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0 /U\
5000 \/\\ T T \/\\
12.50
910 134.0 m/z 91.05 17.64%
4%0 65.0
I ‘ [ L . im Ll .
\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance f\
119.0
alk MM /\A/\
12.50
5000 m/z 77.00 12.53%
91.0 134.0
0 41.0 65.0
T e o T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A ﬂ\ ﬁ\ A
Abundance #17075: Benzene, 1-ethyl-3,5-dimethyl- A A
119.0 12.50
m/z 120.10 8.01%
5000
134.0
91.0
a5 390 80 O et L ) gl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SFAMUTR122121WMA.M Sat Jan 01 04:47:44 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 10

R.T. EstConc Area Relative to ISTD R.T.
12.571 1.27 ug/L 69469 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 3493 (12.571 min): VU046544.D\data.ms (-3479) (- | m/z 119.10 100.00%
119.1
134.2
91.1 A\‘ T ‘A T
90 880 | =
\\‘\\\\‘\H\‘H\\“‘\\\\i‘\‘\H‘\‘\‘H‘H\MH\\‘\\\\‘\H\\‘HH‘HH‘\‘\‘H‘H m/Z 134.29 29.6500
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\j\ ‘/\/V‘\ - \
12.50
910 134.0 m/z 91.10 17.95%
39.0 65.0 ‘
\\‘1\\5\.\0‘\H‘\‘H\\“‘\\\\“‘\”\H‘\‘\‘H‘H\“‘H\\“1\\\‘iu‘{\‘waluu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 m
A
12.50
5000 m/z 120.10 10.96%
15.0 39.0 65.0
R RARANRaa L o e o e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ f/\
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- AR I TR ﬂA ‘
119.0 12.50
m/z 117.10 10.53%
5000
91.0 134.0
390 650 ‘ ‘ /\j\
\\‘1\\5(\0‘\\m‘u\\“H\\\‘“m\\‘\‘1‘”‘\\\‘1“u\w‘1\\\‘1‘1‘\\‘u‘i‘\l\m‘um‘u ‘/V‘\ AL \A\/\‘I\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SFAMUTR122121WMA.M Sat Jan 01 04:47:45 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzene, 1-methyl-2-(2-prop... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.680 0.76 ug/L 41472  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 80
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 80
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 74
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 72
Abundance Scan 3527 (12.680 min): VU046544.D\data.ms (-3518) (- | m/z 117.10 100.00%
11y.1
5000 Aﬂ
wea Lo sl L
91.0
390 630 | | ‘ 12.50 13.00
H‘\\\\‘\H\‘\\H“‘\‘\\\“‘\\‘\‘\‘m‘u‘\\‘\M‘H\\"M\\‘“\\\’\‘\\\“\H‘U‘“\‘\H‘\ m/Z 115.10 34.1900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
132.0
5000 5 A\ VI
12.50 13.00
91.0 m/z 132.05  25.41%
390 650 ‘ ‘ ‘
H‘\\\\‘\\\‘\‘\\H“\\\\i‘\‘\\\‘\‘H\\‘\\\M“HH"MH‘\‘}‘H’\\H‘\H‘“‘\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
/\ T ‘ T T ‘n T
1320 12.50 13.00
5000 m/z 91.00 14.51%
91.0
39.0 65‘0
15.0
T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁ\ /\ A
Abundance #16106: 3-Phenylbut-1-ene P AL ) U
117.0 12.50 13.00
m/z 118.10 9.09%
5000
91.0 132.0
| hill
H‘HH‘H‘wu‘w‘Hqhu‘NW‘_‘M_‘HWMH‘MMWH‘M‘Hmuu‘_ L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMUTR122121WMA.M Sat Jan 01 04:47:45 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45

Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

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

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

Peak Number 14 Nonanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.886 3.13 ug/L 171263 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 90
2 Nonanal 142 CSH180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 72
4 Cyclohexanol, 2-methyl-, cis- 114 C7H140 007443-70-1 30

5 Heptane, 4-chloro-

134 C7H15C1

000998-95-8 27

Abundance Scan 3591 (12.886 min): VU046544.D\data.ms (-3578) (- | m/z 57.10 100.00%
57.1
41.0
5000 8.1
821 717 1101
M | ‘ 12.50 13.00
\\\\‘\\\\}\‘\‘\‘ ‘H ‘\‘\\\“\‘\‘\\‘\‘\\ mZ 41.00 77610
miz--> 20 40 60 100 120 140
Abundance #22961: Nonanal
41.0 57.0
5000
82.0 98.0 12'50 13.00
m/z 43.00 58.83%
| |, e
\\\\‘\‘\‘\\}\\\“ ‘\“\H\\‘\\\\‘}\\\‘\\
m/z--> 20 40 80 100 120 140
Abundance
57.0
41.0 S
1250 1300
5000 98.0 m/z 56.10  55.51%
82.0
114.0
141.0
e R B e
m/iz--> 20 40 60 80 100 120 140
Abundance #22962: Nonanal s et
57.0 12.50 13.00
41.0 m/z 55.00 54.26%
5000
82.0
114.0
“13-9__;‘\”‘\ [ TP YS B RN [V
m/z--> 20 40 80 100 120 140 12.50 13.00

SFAMUTR122121WMA.M Sat Jan 01 04:47:46 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 15 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.973 1.11 ug/L 60801 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3618 (12.973 min): VU046544.D\data.ms (-3609) (- | m/z 119.10 100.00%

119.1
5000 134.1 J\ /j\
| . ‘
91.0
39.0 651 | I 13.00
H‘HH‘\\H‘H\\"‘HH“\‘H\’\‘NH‘\H“‘H\\’HH‘\HH’\\‘M“HH‘H‘H‘H m/z 134.05 47.8400
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 ‘ ‘ A T
13.00
m/z 91.00 13.18%
91.0
39.0 65.0 | | |
. . Il Ly l . i Ll |
H‘HH‘\\H‘H\\’HH‘HH’\\H‘\H\‘H\\’HH‘HH’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 V\ /\/\
AV -
134.0 13.00
5000 ’ m/z 120.10 10.29%

91.0
41-0 63.0
rrprrrr e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\ J\ J\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- il (‘/\ P
119.0 13.00

m/z 133.05 9.74%

5000 134.0
91.0
390 650 [\ /\
10 o e d Y] Ly J\& Ml al ‘A‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SFAMUTR122121WMA.M Sat Jan 01 04:47:46 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 16 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.028 1.77 ug/L 96790 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3635 (13.028 min): VU046544.D\data.ms (-3626) (- | m/z 119.10 100.00%
119.1
5000 134.2 /\/\A
91.0 I
H‘H\\‘HH‘HH’HH‘HH’\‘\‘H‘\H“‘HH’HH‘H‘H’HH\‘\H\‘\‘\‘H‘H m/z 134.15 41.4500
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0
13.00
910 m/z 91.05 15.81%
H‘]-\?H()‘H\‘\‘\ﬁ?"\()\\\“\‘\\\’e\ﬁ\f)‘\H‘\‘HH"HH‘\H\’H‘\‘\l\H\‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
1300
5000 134.0 m/z 120.10  10.06%
39.0 65.0 91.0
T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- | —
119.0 13.00
m/z 77.00 8.33%
5000
134.0
91.0
so w0 w0 0y m
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@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 17 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.294 1.26 ug/L 68812 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90

Abundance Scan 3718 (13.295 min): VU046544.D\data.ms (-3707) (- | m/z 117.10 100.00%
117.1

5000
610 e IR
39.0 65.0 { %#&1 13.00 13.50
\\\‘\\\\““\ \“i‘ \"“U 7= \‘“‘ 7 “‘i”\ T U‘ e T m/Z 132.05 49.0300
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T Ty /\ £

13.00 13.50
m/z 115.10  28.53%

91.0
27.0 5%\.0 , 740 \‘ m Il 1\3\)\30
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
117.0 N\
M LN

13.00 13.50
5000 ITI/Z 131.05 17.67%
91.0
51.0
20,0 4.0 133.0
i 4R /R I | I
miz—-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl- Awn AL ‘A‘A‘
117.0 13.00 13.50
m/z 91.05 13.89%
5000
91.0
39.0 650 ‘ /\
S el i A M~ G VA PAL VS AU A Y
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@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 18 Benzene, (1-methyl-1-propen... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.452 2.35 ug/L 128276 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 70
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 64
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 62
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 62
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 60
Abundance Scan 3767 (13.452 min): VU046544.D\data.ms (-3757) (- | m/z 117.05 100.00%
11y.1
5000
132.2
91.0 AN I
510 770 ‘ H 13.50
\H’\H\‘HH"‘\\H“\‘H\‘\‘HH‘\HM“HH‘\H\‘H\‘H‘\\H“H\‘\H’HH‘H m Z 119.16 61.9900
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
132.0 ﬁA\
A
5000 I
13.50
91.0 m/z 132.20  35.44%
o I
‘ L 1l 1l M |
\H’\H\‘HH’\\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH’HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 A
i
132.0 13.50
5000 91.0 ’ m/z 115.05 32.04%
51.0
27.0 77.0
A A o e e aaa
m/z--> 20 30 40 50 60 70 80 90 100110120130140 AA rAm A
Abundance #16107: 1-Phenyl-1-butene 0 M ‘AAﬂﬁf
117.0 13.50
m/z 91.05 24.49%
5000 132.0
91.0
51.0 77.0 ‘
‘“,%‘7“0“H‘,‘m;“Hw‘wHU‘HH_HwM‘HWHW:‘,‘WW — M/\/
m/z--> 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.623 0.71 ug/L 38762 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 89
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 81
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 81

Abundance Scan 3820 (13.622 min): VU046544.D\data.ms (-3809) (- | m/z 104.10 100.00%
104.1
5000 132.1
CEVAREY —
51.0 771 ‘ 13.50 14.00
H‘HH_‘H_HmwuqhuuMMme_muﬂuwJVWHW‘HﬂW‘H_ m/z 132.05  41.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 A /\ e
13.50 14.00
m/z 91.00 40.55%
78.0
270 0 7 L
H‘\\\\‘\\\‘\‘\\H“\\\\H{‘H\‘\m\\‘\\\‘\‘HH"}\HHHH’HM‘H\‘1“\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
104.0
13.50 14.00
m/z 115.00 22.53%
5000 132.0 /
28.0 51.0 78.0
e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro- = o /J\‘/\m‘/\‘ ‘
104.0 13.50 14.00
m/z 117.10 14.31%
132.0
5000
51.0 78.0
H_Hwazﬁ‘uwuqhm‘ﬁuwum‘HWMHHV‘MMWHNmMH_ SNPY -~
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.835 0.54 ug/L 29620 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 58
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 53
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 52
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 52
5 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 49
Abundance Scan 3886 (13.835 min): VU046544.D\data.ms (-3878) (- | m/z 133.05 100.00%
133.1
5000 /\«
4/\/\/\ A ) f\
91.0 115.0 T T
Gl N TN S e
N [ m/z 131.85 47.10%
miz-> 20 40 60 80 100 120 140
Abundance #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000 A ‘NA‘ — ﬂf\f
13.50 14.00
105.0 m/z 148.05  28.19%
39.0 77.0
15\'0 ‘ “ ‘ Mw i 14‘9'0

‘m ; ‘\‘P‘S‘QN ‘\\
miz--> 20 40 60 80 100 120 140

Abundance /\
133.0 [\f\ﬁﬂﬂ

13.50 14.00
5000 105.0 ITI/Z 91.00 17.62%
41.0 77.0
25.0 59.0 149.0
I L B I T e e o AR
m/z--> 20 40 60 80 100 120 140
Abundance #26355: Benzene, pentamethyl- I /\/\‘/\\f/\ M\W
133.0 13.50 14.00
m/z 115.00 16.29%
5000
91.0
115.0
180 30, 80 L LU e NSy
m/z--> 20 40 60 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@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 21 Azulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.086 2.03 ug/L 110765 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
4 Azulene 128 C10H8 000275-51-4 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3964 (14.085 min): VU046544.D\data.ms (-3951) (- | m/z 128.05 100.00%
128.1
5000
T \
51.0 64.0 77.0 102.1 14.00
380 e A w2 127,10 13.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13684: Naphthalene
128.0
5000 Dralimgarl, —
14.00
020 m/z 129.05 12.01%
5.0 740 102.
\‘\\\\‘\\3\8\‘.‘(\)\\\U\\\\‘}H\\‘\\“1‘}‘\8\\7\.(‘)\\\\“\\\\‘\\\\‘\\1“\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
128.0
NaMA I g s N
14.00
5000 m/z 102.10 9.07%
51.0 64.0 77.0 102.0
T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13688: 1H-Indene, 1-methylene- b os o 1l ‘
128.0 14.00
m/z 126.10 7.43%
5000
51.0
il |
! IL ‘ iyl
e e e e co
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 22 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.684 0.59 ug/L 32445 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 81

Abundance Scan 4150 (14.684 min): VU046544.D\data.ms (-4136) (- | m/z 131.00 100.00%
131.0
5000 /\ /\ /\
o0 1150 oW1l R AT L
39.0 ‘ ‘ H 1471 14.50 15.00
\\\‘\\\\“\\‘\‘\’6‘4\“..\9\ \“‘\\\\“\\\1“\‘\‘\“\“?‘\\\ m/Z 146.20 56.9500
miz--> 20 40 60 80 100 120 140
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 !\ /\A T T T [\ [\ T
39.0 910 1150 14.50 15.00
15.0 63.0 m/z 118.10 54.19%
| L I
\\\‘\H‘\\‘M\\‘U\"‘l\HH}M‘\‘\‘}\“‘\‘\\!“\‘\!\“\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance
131.0 ﬂ {
{1
14.50 15.00
5000 L1slo m/z 115.00  31.07%
39.0 91.0 '
15.0 63.0
147.0
———————
miz—-> 20 40 60 80 100 120 140 \ (\ /\ {
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- |
131.0 14.50 15.00
m/z 117.10 31.03%
5000 105.0
39.0 77.0 H 147.0 {\
ST P [ 5 TN A o Y Y
m/z--> 20 40 60 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@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.220 1.42 ug/L 77691  1,4-Dichlorobenzene-d4 11.812
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 95
4 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91
Abundance Scan 4317 (15.220 min): VU046544.D\data.ms (-4301) (- | m/z 142.05 100.00%
142.1
5000 1151 /\
—— e
63.0 15.00 15.50
‘\\?\9“.(\)\”\ \““\‘\“\“\“8\3‘.\9‘H\‘M\‘\H‘i‘\‘\\\’\\\\‘\\\\2‘9\7.\0\ m/Z 141.05 87.0600
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 UL /\ T
115.0 15.00 15.50
m/z 115.10  37.92%
300 %30 890 |
‘\\\\‘\\\\‘\\\‘\‘\‘\\\‘\\\‘}‘\\\\i\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0 fk
YA o
15.00 15.50
5000 m/z 139.05 11.61%
115.0
39.0 630 89.0
A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #22150: Naphthalene, 2-methyl- — T
142.0 15.00 15.50
m/z 143.05 11.01%
5000
115.0
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

SFAMUTR122121WMA.M Sat Jan 01 04:47:50 2022 Page: 25



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Naphthalene, 2-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.407 0.51 ug/L 27945 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91

Abundance Scan 4375 (15.407 min): VU046544.D\data.ms (-4366) (- | m/z 142.05 100.00%
142.1

5000
1151
S
63.0 15.50
39.0 89.0
‘Hm_nuu‘uumum‘Hu_‘H‘,‘HH_HWHZ‘Q?'} m/z 141.05  92.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 J\ ‘

115.0 15.50
m/z 115.10 36.57%

‘\\\\‘\5\0\‘0\“‘\7\]‘.‘\"(\)‘\9\’2\.9‘\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0 K
O -
15.50
5000 m/z 143.05 14.10%
115.0
39.0 63.0 89.0
R AL I o o R
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #22148: Naphthalene, 2-methyl- L e
142.0 15.50
m/z 139.05 10.14%
5000
115.0
39.0 710 [\
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122121\
Data File : VU@46544.D

Acqg On : 21 Dec 2021 23:45
Operator : SY/MD

Sample : M5170-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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... 1.366 3.0 ug/L 119574 1 6.253 195936 5.0
(DEL) Alkane: S... 1.494 1.4 ug/L 55212 1 6.253 195936 5.0
(DEL) Alkane: S... 2.002 0.8 ug/L 30430 1 6.253 195936 5.0
Benzene, 1-ethy... 10.999 1.3 ug/L 70670 3 11.812 273306 5.0
Octanal 11.687 0.7 ug/L 35997 3 11.812 273306 5.0
Benzene, 1l-ethe... 12.095 1.1 ug/L 60276 3 11.812 273306 5.0
Benzene, 1-meth... 12.124 0.7 ug/L 35783 3 11.812 273306 5.0
Benzene, 4-ethy... 12.465 0.6 ug/L 34767 3 11.812 273306 5.0
o-Cymene 12.494 0.6 ug/L 34277 3 11.812 273306 5.0
Benzene, 2-ethy... 12.571 1.3 ug/L 69469 3 11.812 273306 5.0
Benzene, 1-meth... 12.680 0.8 ug/L 41472 3 11.812 273306 5.0
Nonanal 12.886 3.1 wug/L 171263 3 11.812 273306 5.0
Benzene, 1,2,4,... 12.973 1.1 ug/L 60801 3 11.812 273306 5.0
Benzene, 1,2,3,... 13.028 1.8 ug/L 96790 3 11.812 273306 5.0
Benzene, 1l-ethe... 13.294 1.3 ug/L 68812 3 11.812 273306 5.0
Benzene, (1-met... 13.452 2.4 ug/L 128276 3 11.812 273306 5.0
Naphthalene, 1,... 13.623 0.7 ug/L 38762 3 11.812 273306 5.0
Benzene, 1,3-di... 13.835 0.5 ug/L 29620 3 11.812 273306 5.0
Azulene 14.086 2.0 ug/L 110765 3 11.812 273306 5.0
Naphthalene, 1,... 14.684 0.6 ug/L 32445 3 11.812 273306 5.0
Naphthalene, 1-... 15.220 1.4 ug/L 77691 3 11.812 273306 5.0
Naphthalene, 2-... 15.407 0.5 ug/L 27945 3 11.812 273306 5.0
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