LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 48 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\SFAMUTRO71824WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@60053.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 85 95 109 rBvV2 52216 63254 6.63% 0.908%
2 1.911 184 193 212 rVB 45313 62156 6.51% 0.893%
3 2.563 384 396 413 rBV 75711 124454 13.04% 1.787%
4 2.679 424 432 444 rVB3 5530 10270 1.08% 0.147%
5 4.657 1026 1047 1085 rBV2 356654 954696 100.00% 13.710%
6 5.055 1156 1171 1194 rBV2 82527 185441 19.42% 2.663%
7 5.721 1356 1378 1403 rBV3 160246 428831 44.92% 6.158%
8 6.242 1527 1540 1561 rBV 157344 308484 32.31% 4.430%
9 6.541 1621 1633 1652 rBV2 15417 31422 3.29% 0.451%
10 6.685 1665 1678 1696 rBV 103497 198559 20.80%  2.852%
11  7.560 1939 1950 1970 rBV2 44759 81496 8.54% 1.170%
12 7.891 2040 2053 2069 rBV 186232 326327 34.18% 4.686%
13 7.968 2069 2077 2090 rVB 13565 25239 2.64% 0.362%
14  8.177 2131 2142 2160 rBV2 25455 45965 4.81% 0.660%
15 8.547 2247 2257 2271 rVB 34138 58174 6.09% ©0.835%
16 8.627 2271 2282 2319 rBV 206867 415949 43.57% 5.973%
17  9.412 2514 2526 2548 rBV 234971 404323 42.35% 5.806%
18 9.566 2565 2574 2587 rVB 25694 40109 4.20% 0.576%
19 9.688 2600 2612 2638 rBV 66136 116008 12.15% 1.666%
20 10.094 2724 2738 2759 rBV 86073 144908 15.18% 2.081%
21 10.750 2931 2942 2954 rBV 88302 142468 14.92%  2.046%
22 10.894 2970 2987 3002 rBV4 10081 22238 2.33% 0.319%
23 10.994 3008 3018 3023 rBV2 34984 56757 5.95% 0.815%
24 11.084 3036 3046 3064 rVB 46992 74193  7.77% 1.065%
25 11.286 3098 3109 3122 rBV 46629 73336 7.68% 1.053%
26 11.463 3153 3164 3182 rBV 75837 121240 12.70% 1.741%
27 11.631 3202 3216 3228 rVBS8 7192 13205 1.38% 0.190%
28 11.740 3243 3250 3257 rBV3 9934 13126 1.37% 0.189%
29 11.807 3257 3271 3287 rVV 250379 469565 49.18% 6.743%
30 11.888 3287 3296 3309 rVB 119413 189499 19.85% 2.721%
31 12.090 3348 3359 3366 rBV3 44588 76679 8.03% 1.101%
32 12.190 3377 3390 3414 rVB2 273091 618460 64.78% 8.882%
33 12.296 3415 3423 3437 rVB7 5769 10683 1.12% 0.153%
34 12.373 3437 3447 3462 rVB2 17371 26444  2.77%  ©0.380%
35 12.460 3464 3474 3479 rBV2 20469 31979 3.35% 0.459%
36 12.489 3479 3483 3497 rVB 20750 29022 3.04% 0.417%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 48 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\SFAMUTRO71824WMA .M
Title : TRACE VOA SFAM1.0
37 12.566 3497 3507 3514 rBV2 39780 60276 6.31% ©.866%
38 12.605 3514 3519 3529 rVB2 10856 15866 1.66% 0.228%
39 12.676 3531 3541 3560 rBV2 29215 65327 6.84% 0.938%
49 12.868 3590 3601 3615 rvv3 19098 32105 3.36% 0.461%
41 12.968 3615 3632 3640 rvv3 25991 48775 5.11% ©.700%
42 13.020 3640 3648 3662 rVB 42908 65144 6.82% 0.936%
43 13.290 3724 3732 3740 rVB 16667 24401 2.56% 0.350%
44 13.447 3770 3781 3794 rVWW4 69473 123278 12.91% 1.770%
45 13.508 3794 3800 3811 rVB5 10836 16915 1.77% 0.243%
46 13.618 3824 3834 3847 rVB4 28914 48189 5.05% 0.692%
47 13.730 3860 3869 3877 rBV6 7595 11588 1.21% ©.166%
48 13.836 3892 3902 3914 rVW7 11468 21775 2.28% ©0.313%
49 13.933 3926 3932 3948 rVB4 8354 17436 1.83% 0.250%
50 14.084 3964 3979 3997 rBV 38753 70592 7.39% 1.014%
51 14.283 4030 4041 4050 rBV7 8468 14700 1.54% 0.211%
52 14.479 4093 4102 4116 rVB3 13591 21137 2.21% 0.304%
53 14.573 4120 4131 4147 rBV2 10295 17369 1.82% 0.249%
54 14.666 4147 4160 4174 rBV4 17955 43682 4.58% 0.627%
55 14.868 4215 4223 4233 rVB2 14322 21841  2.29% ©.314%
56 15.013 4255 4268 4275 rBV7 7193 12210 1.28% 0.175%
57 15.219 4317 4332 4346 rBV 76603 132375 13.87% 1.901%
58 15.405 4377 4390 4401 rBV 50220 83373 8.73% 1.197%
Sum of corrected areas: 6963313
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X
Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU060053.D\data.ms
350000 4.657

300000
250000

200000
5.721 6.242

150000
100000 6.08
2563 5.055
1.596
50000 1o11
TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT1 ‘ T ‘ TTTT ‘ TT T ‘ TT 1T ‘ LI ‘ TTTT ‘ TT 1T ‘ TTTT ‘ L ‘ TT 1T ‘ TTTT ‘ TTTT ‘ T [l (I} [} (I}

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: VU060053.D\data.ms
350000

o

300000
12.1
250000 9.412 11.807

8.627
200000 7.891

150000
.888

100000 10.094 10.750

9688 11.463
50000 7.560 8.5 101&9 811.286 12.09C
8.1 77 9.56
.968 J\ 0.89
0

Time--> 7.00 7.50 8.00 8 50 9.00 9.50 10.00 10. 50 11 OO 11 50 12 OO

Abundance TIC: VU060053.D\data.ms
350000

300000
250000
200000
150000

100000
13.447 15.219
15.405

50000 13.020 14.084
E%ﬁ%mﬁf\ . m&sskw i /\ _

Time--> 12150 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.994 0.60 ug/L 56757 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 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-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3018 (10.994 min): VU060053.D\data.ms (-3008) (- | m/z 105.00 100.00%
105.0
5000
120.0
77.0 91.0 AN
38.9 62.9 ‘ 11.00
Ot b bt m/z 120.08 32.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 T T T T T A T
m/z 77.00 14.60%
77.0 91.0
39.0 630 | |
OH‘\\H.‘H\‘\‘H\\“HH‘\\H“\‘\‘H‘H\}“HHM\H‘\MH‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
: RS
11.00
5000 m/z 91.00 13.72%
120.0
39.0 77.0 91.0
0‘W‘nggeu‘hm‘qh‘ﬁﬁpwuMHHHJMH‘MM_wNwH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl- L
105.0 11.00
m/z 106.00 8.56%
5000
120.0
77.0 91.0 f\
X T .. B S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.287 0.78 ug/L 73336  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 3109 (11.286 min): VU060053.D\data.ms (-3098) (- | m/z 105.00 100.00%
105.0
5000 j\
77.0 11.00 11.50
38\.9\ 1l M ‘ H L 206.9 . . 9
ot e e e m/z 120.00 31.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 SAA /\ .
11.00 11.50
79.0 m/z 91.00 12.64%
39.0 ‘
O\\\‘\‘H\“‘H‘\\“\‘H\H‘H‘i\‘H\\‘\“‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
AL Ly M
11.00 11.50
5000 m/z 77.00 12.39%
77.0
39.0
olt80 e b
m/z--> 20 40 60 80 100 120 140 160 180 200 /
Abundance #10721: Benzene, 1-ethyl-4-methyl- EIES R ANt
105.0 11.00 11.50
m/z 106.00 9.60%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.888 2.02 ug/L 189499 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3296 (11.888 min): VU060053.D\data.ms (-3287) (- | m/z 105.00 100.00%
105.0
5000 120.0
Al )
50.9 76‘-9 91.0 11.50 12.00
e 280 880 bl myz 119,95 44.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
5000 1200 — I
11.50 12.00
770 m/z 76.90  13.22%
51.0 ™ 91.0
OH‘\\H‘\2\\7\.(‘)\\H“H\\i“\‘\\}“eﬂ‘.\q‘\\\‘U‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 /\
ALY
120.0 11.50 12.00
5000 m/z 119.05 10.31%
27.0 51.0 77.0 910 |
) S B R ... R 1 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\ /\
Abundance #10715: Benzene, 1,2,3-trimethyl- — N A il
105.0 11.50 12.00
m/z 91.00 9.86%
120.0
5000
39.0 77.0 91.0 A)\ j\\
M OO N SO SO U DY A "W LAV ANPY A TRV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.090 0.82 ug/L 76679  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 58
2 Indane 118 C9H10 000496-11-7 53
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 53
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 49
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 47
Abundance Scan 3359 (12.090 min): VU060053.D\data.ms (-3348) (- | m/z 117.00 100.00%
117.0
91.0 T T
38.9 62.9 ‘ ‘ “ 134.0 12.00
Oberprrrrprereprrepereeios bbbl b m/z 118.00 50.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10178: Indane
117.0
5000 AV RV o
12.00
m/z 115.00 46.54%
390 580 91.0
0H‘HH‘HH‘H\\‘H\\i‘\\\!‘}‘\‘\\[7\?!.‘\()’H\\“\H\‘\‘H\‘HH“HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
T i
12.00
5000 m/z 119.00 23.88%
91.0
I T B o ) R |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\ /\
Abundance #10185: (2)-1-Phenylpropene
117.0 12.00
m/z 105.00 19.13%
5000
91.0
51.0
o""""%‘7“0“‘“""‘H""‘EHH"m‘,H‘“""":‘mwﬂ_ww,‘ Ly M
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\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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-2,3-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.566 0.64 ug/L 60276 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3507 (12.566 min): VU060053.D\data.ms (-3497) (- | m/z 119.00 100.00%
119.0
5000 j\ f\j\
91.0 : R
89 649 | | | 130 12.50
ot el m/z 134.00 32.79%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 T /\AM T /\\ \/\\ T
12.50
9L.0 m/z 90.95 16.27%
0 T \1\5\.? i \3\9‘"(\) \“V T ?ﬁ\ow i‘H‘ T "H“\ \Ml T 135.0
m/z--> 0 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
110.0 /\ A
AWATA N1
12.50
5000 ITI/Z 120.00 12.73%
91.0
ol w0 B0 00, L L ) 10
m/z--> 0 20 40 60 80 100 120 140 A
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- A e A
119.0 12.50
m/z 117.00  11.44%
5000
39.0 65.0 91.0
15.0 : 135.0
0 ““‘u"M“M“W“W“$W‘J“pU‘NW}‘HM“ N bt
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\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 7 Benzene, (2-methyl-1-propen... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.676 0.70 ug/L 65327 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 83
3 Indan, 1-methyl- 132 C10H12 000767-58-8 76
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 72
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 70

Abundance Scan 3541 (12.676 min): VU060053.D\data.ms (-3531) (- | m/z 117.00 100.00%
117.0
5000
132.0 M AN
O Y
51.0 76.9 %09 ‘ 12.50 13.00
O b e e e e el b m/z 114,95 39.46%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16140: Benzene, (2-methyl-1-propenyl)-
11v.0
132.0
5000 910 \"\“j\\\‘\
: 12.50 13.00
m/z 132.00 26.66%
51.0 65.0
O\‘\2\7\"0\\\\“‘H\\H\“\\‘\‘m‘u‘H1‘1“\\H‘HH\‘M\\‘HH‘H\‘M‘\‘\H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
A LA B Y
12.50 13.00
5000 132.0 m/z 90.90  16.34%
91.0
51.0 77.0
0 w‘%%q‘ﬁ‘Hq\HWNW‘_H‘_HHHH‘HMH_‘H_‘AWNH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 AA
Abundance #16104: Indan, 1-methyl- AW 11 M\P
117.0 12.50 13.00
m/z 131.00 11.39%
5000
132.0
39.0 65.0 91.0 ‘ p/\ (\ A
AR P IR NS | S NSNS | | HA Y.
m/z--> 20 30 40 50 60 70 80 90 100110 120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.968 0.52 ug/L 48775 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91

Abundance Scan 3632 (12.968 min): VU060053.D\data.ms (-3615) (- | m/z 119.00 100.00%

119.0
5000 134.0 1}\

91.0

38.9 64.9 “ ‘ 13 00
Oberprerrprerrpreedperee e plbere b ey il b e m/z 134,00 48.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 A
5000 134.0 /\ \/\ !
13.00
910 m/z 91.60  16.47%
65.0
O \\‘]_\\5\9\\\‘\‘HH"‘HH“\‘H\’\‘\‘\\‘\H‘\‘H\\"\\H‘\‘\‘\\’\\U\l\\\\‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 m /\
13.00
5000 134.0 m/z 133.00  12.00%

41.0 91.0
0 ”%ﬁ‘M”W”‘W””M‘”???”J”””P‘”M”W”Hw””wu”w‘ Am
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- ‘”ﬁﬂ e B ﬂﬂ‘
119.0 13.00
m/z 117.00 11.25%

134.0

91.0
39.0 65.0 J\
L A Wl A

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

5000

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 9 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.020 0.69 ug/L 65144  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 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, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3648 (13.020 min): VU060053.D\data.ms (-3640) (- | m/z 119.00 100.00%
119.0

5000 134.0 /\
9.0 1300 |
o 60 | L] :
byt lirlle e m/z 134,00 37.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 /\
5000 /\ e AN

13.00
m/z 90.95 14.01%

39.0 65.0 91.0
\\‘H\\‘\\\‘\‘H\\"‘\\Hi‘“\\\’\\‘\\‘\HM“H\\"\\H‘\H\’\\‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- j\
119.0 /\

13,00
5000 134.0 m/z 132.95 10.33%

o

91.0
15.0 39.0 65.0 |

0‘wH‘wHL_kuuﬂmuwuwuﬁuuuwuwuuwﬂﬁkuwﬁhw‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 M/\
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- St ‘
119.0 13.00

m/z 120.00 9.39%

5000 134.0

91.0
15.0 I ‘\ Ly 6ﬁ0 Ly ‘ Ll H‘ ‘\ [\ /\ Al A

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50

Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 3-Phenylbut-1-ene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.447 1.31 ug/L 123278 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 64
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 60
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 60
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 60
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 60

Abundance Scan 3781 (13.447 min): VU060053.D\data.ms (-3770) (- | m/z 117.00 100.00%
11y7.0
5000
132.0
91'0 /\/\ T T T T ‘ T
389 649 ‘ ‘ 13.50
0 HwWwm“‘mn“w‘uM‘U\W‘wwmm‘Mm_“‘MHNHMW m/z 119.00  71.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 R
13.50
91.0 132.0 m/z 114.95  39.11%
390 650 ‘
O \\‘H\\‘H\‘\‘H\\“H\\H“\\\‘\H‘\\‘\\i‘l“\\\\“{\\\‘{M‘H‘\\H‘\\\i“‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0 J\A j\
j\/\‘ ANV AN
13.50
5000 ITI/Z 132.00 33.14%
91.0 132.0
39.0 65.0
0 ‘“1”5:‘0_‘m‘H‘;“H"}‘:uH‘l‘!“wmh“w‘:H"1‘1‘”_‘Mwlu‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16144: Benzene, (2-methyl-1-propenyl)- pa AL A
117.0 13.50
m/z 133.95 32.20%
132.0
5000 91.0
39.0 65.0
0“%?pwuu‘H«uuJM‘uMLWAJMH‘MMH‘Mm‘HM‘HNmMHM‘ TR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50

SFAMUTRO71824WMA.M Mon Jul 22 13:35:00 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 unknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.618 0.51 ug/L 48189 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 27
2 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 27
3 Acetic acid, 2-phenylethyl ester 164 C1OH1202 000103-45-7 27
4 Acetic acid, trichloro-, 2-pheny... 266 C10H9C1302 071965-07-6 27
5 2-Phenylethylamine, N,N-di(trifl... 313 C12H9F6NO2 1000463-67-7 27
Abundance Scan 3834 (13.618 min): VU060053.D\data.ms (-3824) (- | m/z 104.00 100.00%
104.0
5000 132.0
\/\‘ T T ‘ T
50.9 77-9 ‘ 13.50 14.00
o""‘HJ‘m‘uuNU‘n‘u“‘wa“‘”!“_” ey m/z 132,00 48.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64672: 3(2H)-Furanone, dihydro-2,2-dimethyl-5-phenyl-
104.0
5000 j\ i \’\\ﬂ\‘

13.50 14.00
m/z 90.95 44.40%

43.0 78.0
o T 1320 1620 190.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #95950: Acetic acid, trifluoro-, 2-phenylethyl ester
104.0
) SN

13.50 14.00
5000 m/z 128.00 25.94%
510 770
S O I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39329: Acetic acid, 2-phenylethyl ester e o
43.0 104.0 13.50 14.00

m/z 115.00  23.18%

5000 J\\
o 1y
0 15\.0 A | \‘ AN ‘/*/\‘/\’”‘/\‘

m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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 Azulene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.084 0.75 ug/L 70592  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 91
3 Naphthalene 128 C10H8 000091-20-3 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3979 (14.084 min): VU060053.D\data.ms (-3964) (- | m/z 128.00 100.00%
128.0
5000
14.00 |
102.0 .
378 %09 910 769 Il ;
O e e e e e e e e m/z 127.00 12.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 A . m‘nm‘/\‘ B Y A‘
14.00
m/z 129.00  11.22%
O \‘\H\‘HH‘HHi\\H‘HH‘\“M‘\\H‘\H\“\\H‘HH‘H\ ‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13685: Naphthalene
128.0 NMM
airawav sl
14.00
5000 m/z 102.00 8.37%
51.0 64.0
AT L A A B e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #13683: Naphthalene b ‘ N
128.0 14.00
m/z 126.00 7.07%
5000
PN e s NN OO (Y NN |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00

SFAMUTRO71824WMA.M Mon Jul 22 13:35:03 2024 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071824\
Data File : VU@60053.D

Acqg On : 19 Jul 2024 11:50
Operator : MD/SY

Sample : P3217-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO71824WMA.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|
Benzene, 1l-ethy... 10.994 0.6 ug/L 56757 3 11.807 469565 5.0
Benzene, 1l-ethy... 11.287 0.8 ug/L 73336 3 11.807 469565 5.0
Benzene, 1,2,3-... 11.888 2.0 ug/L 189499 3 11.807 469565 5.0
Indane 12.090 0.8 ug/L 76679 3 11.807 469565 5.0
Benzene, 1-ethy... 12.566 0.6 ug/L 60276 3 11.807 469565 5.0
Benzene, (2-met... 12.676 0.7 ug/L 65327 3 11.807 469565 5.0
Benzene, 1,2,4,... 12.968 0.5 ug/L 48775 3 11.807 469565 5.0
Benzene, 1,2,3,... 13.020 0.7 ug/L 65144 3 11.807 469565 5.0
3-Phenylbut-1-ene 13.447 1.3 ug/L 123278 3 11.807 469565 5.0
unknown-01 13.618 0.5 ug/L 48189 3 11.807 469565 5.0
Azulene 14.084 0.8 ug/L 70592 3 11.807 469565 5.0
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