LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100124WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@61098.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.354 13 20 38 rBV2 31719 37127 1.39% 0.274%
2 1.451 39 50 56 rBvV 22099 44439 1.66% 0.328%
3  1.583 81 91 102 rBV2 88371 159837 5.96% 1.180%
4 1.718 125 133 153 rBV 496388 612378 22.85% 4.521%
5 1.901 184 190 203 rVB 49964 65562 2.45% 0.484%
6 2.232 286 293 310 rBV 31448 76895 2.87% 0.568%
7 2.550 382 392 406 rVB 96377 153724 5.74% 1.135%
8 3.849 784 796 817 rVB 12056 27940 1.04%  0.206%
9 4.695 1031 1059 1112 rBvV3 52107 309571 11.55% 2.285%
10 5.049 1153 1169 1190 rBV 93966 206810 7.72% 1.527%
11 5.711 1356 1375 1382 rBV2 202314 467153 17.43%  3.449%
12 5.759 1383 1390 1410 rVB 255211 508396 18.97% 3.753%
13 6.010 1443 1468 1485 rBvV2 42596 93124 3.47% 0.687%
14  6.238 1527 1539 1562 rVB 205893 393278 14.68%  2.903%
15 6.611 1645 1655 1665 rBvV2 14697 27743 1.04% 0.205%
16 6.682 1665 1677 1691 rBV 116450 227637 8.49% 1.680%
17 7.560 1937 1950 1968 rBV 64206 116178 4.34% 0.858%
18 7.888 2037 2052 2065 rBV 232177 406759 15.18%  3.003%
19 7.959 2065 2074 2094 rVB 115274 203115 7.58% 1.499%
20 8.174 2131 2141 2155 rBV2 38291 66074 2.47% 0.488%
21 8.544 2244 2256 2272 rVB 102276 175559 6.55% 1.296%
22 8.634 2272 2284 2321 rBV 290926 573346 21.39% 4.233%
23 9.409 2513 2525 2547 rBV 289937 511328 19.08% 3.775%
24  9.563 2564 2573 2595 rVB 37393 65829 2.46% 0.486%
25 9.682 2595 2610 2627 rBV 122759 212676  7.94% 1.570%
26 10.094 2727 2738 2756 rBV 85878 142274 5.31% 1.050%
27 10.746 2931 2941 2954 rVB 93977 153810 5.74% 1.135%
28 10.991 3005 3017 3035 rBV 56384 119351 4.45% 0.881%
29 11.081 3035 3045 3062 rVB 95590 148395 5.54% 1.095%
30 11.283 3099 3108 3125 rVB 55016 87947  3.28% 0.649%
31 11.460 3152 3163 3172 rBV 148594 241006 8.99% 1.779%
32 11.630 3194 3216 3226 rBvVv7 14142 32530 1.21% 0.240%
33 11.733 3237 3248 3256 rBV3 60620 102950 3.84% 0.760%
34 11.804 3256 3270 3287 rVvVv3 325088 761290 28.41% 5.620%
35 11.884 3287 3295 3309 rVB 154855 239479 8.94% 1.768%
36 12.055 3338 3348 3351 rBV 67905 96647 3.61% 0.713%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100124WMA .M
Title : TRACE VOA SFAM1.0
37 12.084 3352 3357 3365 rVB2 77552 121551 4.54% 0.897%
38 12.183 3377 3388 3406 rVB 284329 481007 17.95%  3.551%
39 12.302 3413 3425 3437 rBV 167369 273186 10.19% 2.017%
40 12.367 3437 3445 3460 rVB 28966 49520 1.85% 0.366%
41 12.457 3462 3473 3478 rBV2 31285 52455 1.96% ©.387%
42 12.486 3478 3482 3494 rVB 30873 43978 1.64% 0.325%
43 12.563 3494 3506 3514 rBV 49966 75914  2.83% 0.560%
44 12.675 3531 3541 3561 rVB4 33973 85509 3.19% 0.631%
45 12.868 3590 3601 3609 rBV3 36003 60459  2.26%  0.446%
46 12.920 3609 3617 3623 rVV 18795 36583 1.37% 0.270%
47 12.965 3625 3631 3638 rVV 43910 63460 2.37% 0.468%
48 13.019 3638 3648 3661 rVB2 110554 182573 6.81% 1.348%
49 13.283 3723 3730 3743 rVB4 28427 44591 1.66% 0.329%
50 13.441 3769 3779 3793 rVB3 150043 253286 9.45% 1.870%
51 13.618 3824 3834 3851 rVB5 31498 63554  2.37% 0.469%
52 13.830 3891 3900 3915 rBV6 31069 68925 2.57% 0.509%

53 14.074 3962 3976 3997 rBV 1659885 2679829 100.00% 19.783%
54 14.199 4003 4015 4027 rBV 83722 139704 5.21% 1.031%

55 14.476 4091 4101 4108 rBV2 16539 27283 1.02% 0.201%
56 14.662 4150 4159 4171 rBV4 21109 44968 1.68% 0.332%
57 14.868 4214 4223 4235 rVB3 20193 33924 1.27% ©.250%
58 15.010 4257 4267 4278 rBV6 18794 35017 1.31% ©.259%
59 15.212 4320 4330 4343 rVV 158184 252178 9.41% 1.862%
60 15.402 4377 4389 4401 rBV 134917 227350 8.48% 1.678%
61 15.945 4552 4558 4569 rVB2 23687 36579 1.36% 0.270%
62 16.254 4638 4654 4663 rBV 28221 53830 2.01% 0.397%
63 16.402 4689 4700 4707 rBV 52024 86119 3.21% 0.636%
64 16.441 4707 4712 4722 rVB 25946 39115 1.46% ©.289%
65 16.878 4839 4848 4858 rBV3 18281 33328 1.24% 0.246%
66 17.087 4905 4913 4925 rVB 18924 32158 1.20% 0.237%
Sum of corrected areas: 13546090
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\

: VU061098.D

: 10 Oct 2024 18:49

: MD/SY

: P4380-14

: 25.0mL/MSVOA_U/WATER
: 19

Sample Multiplier: 1

Integrated Chromatogram

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA .M

: TRACE VOA SFAM1.0

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Sulfur dioxide Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
1.451 0.56 ug/L 44439  1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 4

Abundance  Scan 50 (1.451 min): VU061098.D\data.ms (-39) (-) m/z 63.90 100.00%

3.9
N /\/\
T EAAmanmanan L
140 160 1.80
O v b m/z 65.90 5.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L B L B
140 160 1.80
m/z 49.90 2.99%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
e NAamanmanan L
140 160 1.80
5000 m/z 64.90 0.89%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- A W e v o
64.0 140 160 1.80
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R L e R
m/z--> 20 40 60 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.232 0.98 ug/L 76895  1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 9
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

Abundance Scan 293 (2.232 min): VU061098.D\data.ms (-286) (-) m/z 63.90 100.00%

3.9
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e ARRRNEEEEN S
2.00 2.20 2.40 2.60
O S8 b 82 e m/z 47.90  50.62%
m/z--> 20 40 60 80 100 120 140 160
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64.0
5000 L B I L L I LN B
2.00 2.20 2.40 2.60
m/z 65.90 4.71%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
H‘/\mf
2.00 2.20 2.40 2.60
5000 m/z 49.90 2.32%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e RmmaEEEE
64.0 2.00 2.20 2.40 2.60
m/z 64.90 1.94%
5000
44,
16.0
ol ‘ L ‘ 93.0 1150 143.0 169.0
R L e R e AREERENRE
m/z--> 20 40 60 80 100 120 140 160 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Thiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.010 1.18 ug/L 93124  1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene 84 C4H4S 000110-02-1 97
2 Thiophene 84 C4HA4S 000110-02-1 97
3 Thiophene 84 C4H4S 000110-02-1 91
4 Thiophene 84 C4H4S 000110-02-1 91
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 25
Abundance Scan 1468 (6.010 min): VU061098.D\data.ms (-1443) (-) m/z 84.00 100.00%
84.0
57.9
5000
44.9
T
36. P | 69.0 5.60 5.80 6.00 6.20 6.40
Ob et Ll m/z 57.98 59.76%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1532: Thiophene
84.0
58.0
5000 I L R R R
45.0 5.60 5.80 6.00 6.20 6.40
m/z 44.90  35.58%
0 18.026.0 37, N 69\0 i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1529: Thiophene
84.0
58.0 A v S
5.60 5.80 6.00 6.20 6.40
m/z 38.90 17.55%
5000 15.0
69.0
o2 29 T g b Tl
miz--> 10 20 30 40 60 70 80 90
Abundance #1531.Th|ophene BEEREEEEEE S
84.0 5.60 5.80 6.00 6.20 6.40
58.0 m/z 57.00 14.02%
45.0
5000
26.0 37% ‘ 69.0
T A O VT YT MO RN SRS SN A e et
m/z--> 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.991 0.78 ug/L 119351 1,4-Dichlorobenzene-d4 11.804
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-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 3017 (10.991 min): VU061098.D\data.ms (-3005) (- | m/z 105.00 100.00%
105.0
5000
120.1
e
378 510 g3 77"0 91"0 11.00
Ol b 223 ML L m/z 120,10 32.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T A
120.0 11.00
m/z 77.00 13.44%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
Rt
11.00
5000 m/z 91.00 12.31%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\mﬁ?";‘?wu“1“””“1"W‘;me“mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10720: Benzene, 1-ethyl-3-methyl- AL e
105.0 11.00
m/z 103.00 9.24%
5000
120.0
77.0 91.0 /\ j\
39.0
Obrrr 80 et M bl i | AL
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\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 Benzene, 1l-ethyl-4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.283 0.58 ug/L 87947 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3108 (11.283 min): VU061098.D\data.ms (-3099) (- | m/z 105.00 100.00%
105.0
5000
120.1
20 e
39.0 509 65.0 ‘ 91"0 11.00 11.50
Obrprrrr e gtk m/z 120,10 30.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 (ATE /\ AN
120.0 11.00 11. 50
m/z 77.00 4.17%
27‘0 39‘.0 51.0 650 77‘0 91‘.0 ‘
i N} i I, .
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 N
1100 11 50
5000 m/z 91.00 2.64%
120.0
79.0 910
oL 270 390 510 650 | I
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\“\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 [\
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 1100 11 50
m/z 79.00 9.20%
5000
120.0
27.0 39.0 51.0 65.0 77.0 91.0 /\ N
0‘W‘HV_“M‘H‘wuuwmhw‘umw‘u‘u‘wwﬂ“u‘W‘H“ L Leal b D
m/z--> 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M

: 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 8 p-Cymene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.733 e.68 ug/L 102950  1,4-Dichlorobenzene-d4  11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-cymene 134 clemia 000099-87-6 86

000535-77-3 55
000535-77-3 55
000099-87-6 55
000535-77-3 55

2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14
4 p-Cymene 134 C1loH14
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14

Abundance Scan 3248 (11.733 min): VU061098.D\data.ms (-3237) (- | m/z 119.10 100.00%
119.1
5000
LTy
38.9 A e R
| ‘ ‘ H 145.9 11.50 12.00
Ot \‘u el MHp il Pkl M‘ ,‘M i “1 — m/z 117.95  54.91%
miz--> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
5000 T I T j\A T T T
910 11.50 12.00
' m/z 91.00 35.66%
39.0
o N0 |
0 \\‘\‘\\\\‘\\‘\\“‘\\\\”‘\\‘1‘\"“\\1’\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
MU AL
11.50 12.00
5000 m/z 68.00 31.90%
91.0 4
olaso A0 80 e BB
miz-> 20 40 60 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- Ce “‘fW b,
119.0 11.50 12.00
m/z 89.00 31.26%
5000
91.0
39.0 65.0 13‘50 A /\ /\
m/z--> 20 40 60 80 100 120 140 11.50 12.00

SFAMUTR100124WMA.M Fri Oct 11 15:50:01 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.884 1.57 ug/L 239479 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3295 (11.884 min): VU061098.D\data.ms (-3287) (- | m/z 105.05 100.00%

105.1
5000 120.1
[ L

39.0 630 10 910 11.50 12.00
Oberrerrepererperediereeire bbb sz 120,05 41.05%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
5000 1200
11.50 12.00

m/z 77.00  13.94%
77.0

51.0 ~ 91.0
\\’HH’\2\\7\.?\\\\"\H\"“\‘\\\“6\4\”.1(\)‘\H‘H‘HH“HH‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl- jy\j\
105.0 /\ﬁ

o

11. 50 12 00
m/z 91.00 10.23%
5000 120.0
39.0 77.0 91.0
A LN S T WSO Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 11. 50 12 00

m/z 119.10 9.23%

5000 120.0

28.0 77.0 91.0 J\
51.0
0 140 \‘ ‘\ [ .640 M ‘ Il ‘ : /\ /‘\/‘\ LA

P T e e e e ey -
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00

SFAMUTR100124WMA.M Fri Oct 11 15:50:04 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49

Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 10 1-Hexanol, 2-ethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.055 0.63 ug/L 96647 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 53

Abundance Scan 3348 (12.055 min): VU061098.D\data.ms (-3338) (- | m/z 57.00 100.00%

57.0
5000
‘ ‘ 70.0 83.1 == ‘
98.1 12.00
om_m‘mWHMHWu!lw‘!‘m‘“!"_HJWH‘Z‘HM m/z 41.60  36.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 —T— |
43.0 12.00
29.0 70.0 830 m/Z 43.00 28.27%
W\ L] “ d 980 112.0
OH\‘\H\‘\H\‘I\H[\H\‘\H\‘\H\‘\\H‘\H\‘\\H‘\H\‘\H\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
T T \
12.00
m/z 55.00 26.65%
5000 410 /
A A ==
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15691: 1-Hexanol, 2-ethyl- 1 ‘
57.0 12.00
m/z 56.00 21.96%
5000
‘ 70.0 83.0
98.0
oHWww“w“!wWH“1‘W‘mwalﬁ?‘?w pend Mpn) AP
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.00

SFAMUTR100124WMA.M Fri Oct 11 15:50:06 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Indane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.084 0.80 ug/L 121551 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 92
2 Indane 118 CS9H10 000496-11-7 76
3 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 72
4 Indane 118 C9H10 000496-11-7 70
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 70
Abundance Scan 3357 (12.084 min): VU061098.D\data.ms (-3352) (- | m/z 117.10 100.00%
117.1
5000 Jk A
91.0 ‘A‘
389 630 12.00
] ‘b M/z 118,10 55.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10181: Indane
117.0
5000 j\A a ‘
12.00
m/z 115.00 36.31%
39.0 630 10
O\]\-\5\.‘0\‘\H“.HHH"“\‘.\H”’H“H"‘H\ [T T T[T T [T T[T T[T T TrT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10179: Indane
117.0 f\
— ‘
12.00
5000 m/z 91.00 21.47%
. 1.
39.0 ﬁ&o 9‘0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 AK
Abundance #102215: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis- ‘ ‘m4 ‘ ‘/\ ‘
117.0 12.00
m/z 119.10  19.43%
5000
91.0
39.0 65.0
oh 2080 Ll ame o zoe I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

SFAMUTR100124WMA.M Fri Oct 11 15:50:09 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 12 1Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.302 1.79 ug/L 273186 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 95
3 Indene 116 C9H8 000095-13-6 94
4 Indene 116 C9H8 000095-13-6 94
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91

Abundance Scan 3425 (12.302 min): VU061098.D\data.ms (-3413) (- | m/z 115.00 100.00%

115.0
5000 AA
Sivivin

300 020 _ 80 12.00 1250
L, 760 | | 1340
O Frrrrrrprrperrrbee e it ey e m/z 116.10  94.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9541: Indene
115.0
5000
12.00 1250

m/z 63.00 14.78%

30.0 63‘0 89.0 |
O\‘\\H’\\H’\\\\’1HH\"\\\\‘H\\‘HH‘HH‘HH‘H \‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140
Abundance #9545: 1-Propyne, 3-phenyl- V\ j\

115.0
1200 1250
5000 ITI z 89.00 13.87%
63.0 89.0
FrrrT e P e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 /k/\
Abundance #9543: Indene
116.0 1200 1250
m/z 117.00 9.45%
5000
63.0
390 e \ ﬂL »XAKAR
oh 280 Tl T80 S t0s0 L JULA L
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 12.00 12.50

SFAMUTR100124WMA.M Fri Oct 11 15:50:12 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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, (2-methyl-2-propen... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.675 0.56 ug/L 85509 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 83
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1OH12 000824-63-5 76
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
Abundance Scan 3541 (12.675 min): VU061098.D\data.ms (-3531) (- | m/z 117.00 100.00%
117.0
5000 /\
910 132.1 L MJ‘\
389  63.0 ‘ ‘ 12.50 13.00
Obrrprrerperrrrorebree i s b Ml myz 115,00 32.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16139: Benzene, (2-methyl-2-propenyl)-
117.0
132.0 X¥
5000 Vo e
91.0 12.50 13.00
39.0 65.0 m/z 132.05 25.62%
O\\‘]-\\5\\0‘\\\‘\‘H\\“‘H\\MH\\‘\H‘\\‘\H\‘\H\‘\H\‘\‘}‘H‘H‘H‘\Hm‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
2 T ‘,\\ \A\ T ‘ T
12.50 13.00
5000 m/z 119.10 22.51%
132.0
39.0 65.0 91.0 ‘ |
Otrrprrrrprrtr et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #16134: 1-Methyl-2-phenylcyclopropane R
117.0 12.50 13.00
m/z 91.00 19.18%
5000 132.0
91.0
51.0
Ol 230 Ll Ol A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1250 1300

SFAMUTR100124WMA.M Fri Oct 11 15:50:14 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.020 1.20 ug/L 182573  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94

Abundance Scan 3648 (13.019 min): VU061098.D\data.ms (-3638) (- | m/z 119.10 100.00%
119.1
5000
91.0
51.0 744 ‘ 185.1 13.00
o O IS ORI 4 T TR m/z 134.00  40.89%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\ /‘\ ‘j\‘ 7 T
13.00
91.0 m/z 91.00  16.53%
39.0 65.0
0 \1\5\.0‘\‘\ T \“‘\ \“i‘\ “1“\ T \““ T \‘i T “%‘\ \M T \1:3?‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
T \
13.00
5000 m/z 131.00 16.20%
410 91.0
{ 65.0 1%50
) S S Y ARG PR s S
m/iz--> 20 40 60 80 100 120 140 M
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- f\/\‘/\ s A
119.0 13.00
m/z 77.00 13.07%
5000
91.0
39.0 65.0 ‘ ‘ Jk/\
-l P P TR =~ L VLAY
m/z--> 20 40 60 80 100 120 140 13.00

SFAMUTR100124WMA.M Fri Oct 11 15:50:18 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 15 Benzene, 1-methyl-2-(2-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.441 1.66 ug/L 253286 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 70
2 o-Cymene 134 C10H14 000527-84-4 64
3 p-Cymene 134 C10H14 000099-87-6 64
4 p-Cymene 134 C10H14 000099-87-6 64
5 o-Cymene 134 C1oH14 000527-84-4 64
Abundance Scan 3779 (13.441 min): VU061098.D\data.ms (-3769) (- | m/z 119.10 100.00%
119.1
5000 134.1 J
91.0
‘ ‘ | 13 50
oww“‘3‘5-‘,”HMmﬁﬁ‘m‘mm,wmm,"!1“‘”:“““‘”‘” m/z 117.00  52.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16168: Benzene, 1|nethy|2(2;nopenyb
17.0
.
5000 132.0 Py
m/z 134.0 39.57%
39.0 65.0
0 \\‘]_\\5\\0‘\\H‘H\\"\\HH“H\HH\\‘\MM“H\\"HH‘M‘\\’HM‘\H‘““HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
—r—
13 50
5000 m/z 22.34%
134.0
91.0
41.0 65.0 ‘ ‘
Obreprerrprrderrrher ety e redtereeterr e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16993: p-Cymene fﬁfvf
119.0 13 50
m/z 115.0 20.66%
5000
91.0
134.0
390 650 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13 50

SFAMUTR100124WMA.M Fri Oct 11 15:50:20 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.074 17.60 ug/L 2679830 1,4-Dichlorobenzene-d4 11.804
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 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3976 (14.074 min): VU061098.D\data.ms (-3962) (- | m/z 128.00 100.00%
128.0 ﬂ
5000
T 1 \
10 7409 1020 | 14.00
O 389l i 1460 s 107,10 13.01%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13684: Naphthalene
128.0
5000 — :
14.00
1020 m/z 129.05 10.99%
51.0 74.0 ‘ ‘
0 \‘\\zﬁl‘(\)\\\“\\\\H\\H‘}HH‘\UM‘\H‘\‘\HH‘!H\‘HH’H}“HH’HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
T 1 T
14.00
5000 m/z 102.00 9.49%
51.0 75.0 10%0 l
O+ e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13683: Naphthalene —
128.0 14.00
m/z 51.00 8.32%
5000
510 770 1020 I
O e e e —r
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00

SFAMUTR100124WMA.M Fri Oct 11 15:50:22 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzo[c]thiophene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.200 0.92 ug/L 139704 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
Abundance Scan 4015 (14.199 min): VU061098.D\data.ms (-4003) (- | m/z 134.00 100.00%
134.0
5000
—— —
89.0
OF e b e e bl S04 m/z 89.00  12.82%
miz--> 20 40 60 80 100 120 140 160
Abundance #17519: Benzo[c]thiophene
134.0
5000 ol ———
14.00 14.50
m/z 135.00 10.00%
89.0
450 630 | 1080 |
0 ‘\\\\‘\‘\”\\“‘\‘\‘\\“\\\‘\“\1\\‘\\\w’\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17518: Benzo[b]thiophene
134.0
T L ‘ T T ‘ T
14.00 14.50
5000 m/z 90.00 8.84%
89.0
ol zzof30 17y tee )
m/z--> 20 40 60 80 100 120 140 160
Abundance #17522: Cyclopenta[c]thiapyran — /\ T
134.0 14.00 14.50
m/z 63.00 7.55%
5000
89.0
45.0 63.0 “ 108.0 |
Y R Y NOUR Y S — —
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Naphthalene, 2,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.402 0.57 ug/L 86119 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 98
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 4700 (16.402 min): VU061098.D\data.ms (-4689) (- | m/z 156.05 100.00%
156.1
5000
o 1150 — AA
TN D I N ~X: o
Ottt bl Al T m/z 141,00 85.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 L
16.50
115.0 m/z 155.05 27 .54%
51.0 ‘
27.0
O \\\‘\\\\’\\\\‘h\‘\”!h‘\\‘\\‘\\\\‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 A
16.50
5000 m/z 115.00  20.01%
115.0
27.0 510 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33154: Naphthalene, 1,8-dimethyl- —
156.0 16.50
m/z 128.00 15.87%
5000
76.0 115.0
510 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101024\
Data File : VU@61098.D

Acqg On : 10 Oct 2024 18:49
Operator : MD/SY

Sample : P4380-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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|
Sulfur dioxide 1.451 0.6 ug/L 44439 1 6.238 393278 5.0
unknown-01 2.232 1.0 ug/L 76895 1 6.238 393278 5.0
Thiophene 6.010 1.2 ug/L 93124 1 6.238 393278 5.0
Benzene, 1l-ethy... 10.991 0.8 ug/L 119351 3 11.804 761290 5.0
Benzene, 1l-ethy... 11.283 0.6 ug/L 87947 3 11.804 761290 5.0
p-Cymene 11.733 0.7 ug/L 102950 3 11.804 761290 5.0
Benzene, 1,2,3-... 11.884 1.6 ug/L 239479 3 11.804 761290 5.0
1-Hexanol, 2-et... 12.055 0.6 ug/L 96647 3 11.804 761290 5.0
Indane 12.084 0.8 ug/L 121551 3 11.804 761290 5.0
Indene 12.302 1.8 ug/L 273186 3 11.804 761290 5.0
Benzene, (2-met... 12.675 0.6 ug/L 85509 3 11.804 761299 5.0
Benzene, 1,2,4,... 13.020 1.2 ug/L 182573 3 11.804 761290 5.0
Benzene, 1-meth... 13.441 1.7 ug/L 253286 3 11.804 761290 5.0
Azulene 14.074 17.6 ug/L 2679830 3 11.804 761290 5.0
Benzo[c]thiophene 14.200 0.9 ug/L 139704 3 11.804 761290 5.0
Naphthalene, 2,... 16.402 0.6 ug/L 86119 3 11.804 761290 5.0
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