LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59928.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.358 14 21 36 rBV2 90009 110990 1.85% 0.266%
2 1.592 83 94 106 rBv4 174316 284384 4.74% 0.683%
3 1.907 183 192 208 rVB 70418 107589 1.79% 0.258%
4 2,557 381 394 413 rvVB 135071 222139 3.70% 0.533%
5 4.650 1029 1045 1065 rBV4 57027 212251 3.54% 0.509%
6 5.055 1155 1171 1200 rBV 112766 261619 4.36% 0.628%
7 5.718 1358 1377 1385 rBV3 242220 600737 10.01% 1.442%
8 5.766 1386 1392 1409 rVB 205053 398913 6.65% ©.957%
9 6.242 1528 1540 1563 rBV 225147 446523 7.44% 1.072%
10 6.560 1625 1639 1656 rBV 290615 558279 9.30%  1.340%
11 6.682 1667 1677 1688 rBV 135835 259676  4.33% 0.623%
12 6.753 1690 1699 1713 rVB 91600 191887 3.20% 0.461%
13 7.560 1936 1950 1969 rBV 71219 133727 2.23% 0.321%
14 7.891 2030 2053 2065 rBV 308021 532221 8.87% 1.277%
15 7.962 2065 2075 2091 rVB 278617 483659 8.06% 1.161%
16 8.174 2130 2141 2154 rBV 40958 72242 1.20% 0.173%
17 8.631 2272 2283 2312 rBV 294343 628861 10.48% 1.509%
18 9.412 2514 2526 2548 rBV2 332700 728021 12.13% 1.747%
19 9.689 2595 2612 2625 rBV 159991 279035 4.65% 0.670%
20 10.094 2727 2738 2755 rVB 264841 430561 7.17% 1.033%

21 10.476 2847 2857 2868 rBV 107844 168647 2
22 10.698 2914 2926 2933 rBV5 56111 100171 1
23 10.746 2933 2941 2953 rVB2 167644 279249  4.65%
24 10.901 2977 2989 3006 rBV 315400 512270 8
25 10.991 3006 3017 3022 rBV 411894 672645 11.

P RPOOOC
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N
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B

26 11.081 3036 3045 3062 rVB 287413 454222  7.57%
27 11.283 3097 3108 3125 rVV 758645 1195245 19.91%
28 11.460 3152 3163 3191 rVB 944995 1462777 24.37%
29 11.631 3198 3216 3230 rBV6 118790 271727  4.53%
30 11.740 3243 3250 3257 rVB3 57247 77914  1.30%

OO WNBER
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=
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R

31 11.807 3257 3271 3273 rBV2 428763 636950 10.61%
32 11.888 3288 3296 3315 rVB 157220 275280 4.59%
33 12.087 3340 3358 3377 rBV5 137409 312450 5.21%

O VOO
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B

34 12.203 3377 3394 3413 rVB2 2039694 3773964 62.88% 058%
35 12.370 3438 3446 3459 rVB 57494 92257 1.54% 221%
36 12.457 3462 3473 3479 rBV 40060 71408 1.19% 0.171%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0
37 12.563 3497 3506 3514 rBV2 62441 92385 1.54% 0.222%
38 12.676 3532 3541 3549 rBV 68568 125501 2.09% 0.301%
39 12.859 3591 3598 3612 rVB2 37089 78541 1.31% 0.189%
40 12.942 3612 3624 3640 rBV3 142183 363325 6.05% 0.872%
41 13.020 3640 3648 3664 rVB 90918 152771  2.55% 0.367%
42 13.106 3665 3675 3688 rBV6 30140 70332 1.17% 0.169%
43 13.399 3757 3766 3772 rBV4 71747 124084 2.07% 0.298%
44 13.444 3772 3780 3793 rVV3 244472 466209 7.77% 1.119%
45 13.508 3794 3800 3808 rVV5 40593 82568 1.38% ©0.198%
46 13.618 3826 3834 3850 rBv4 86044 154584  2.58% 0.371%
47 13.727 3859 3868 3877 rBV4 134457 223525 3.72% 0.536%
48 13.778 3877 3884 3890 rVvV 84071 130909 2.18% 0.314%
49 13.827 3890 3899 3917 rVV6 209202 595816 9.93% 1.430%
50 13.904 3918 3923 3927 rVV2 122400 183291 3.05% 0.440%
51 13.936 3928 3933 3952 rVB5 174783 410076 6.83% 0.984%
52 14.977 3962 3977 3998 rVB 391185 884285 14.73% 2.122%
53 14.184 4000 4010 4023 rVB2 186622 321960 5.36% 0.773%
54 14.280 4023 4040 4052 rBV4 348616 724026 12.06% 1.738%
55 14.341 4052 4059 4068 rvv4 108323 185022 3.08% 0.444%
56 14.389 4068 4074 4090 rVB6 55410 127139 2.12% 0.305%
57 14.476 4090 4101 4120 rBV2 309636 620443 10.34%  1.489%
58 14.663 4148 4159 4182 rVB4 508197 1208605 20.14% 2.901%
59 14.801 4193 4202 4213 rBV 441794 665435 11.09% 1.597%
60 14.868 4214 4223 4234 rVB2 500465 817758 13.63% 1.963%
61 14.933 4235 4243 4256 rVB2 97745 158617 2.64% 0.381%
62 15.010 4257 4267 4281 rBV3 457292 830193 13.83% 1.993%
63 15.142 4301 4308 4314 rBvV2 48448 75593 1.26% 0.181%
64 15.212 4315 4330 4341 rVV 2849191 4708378 78.45% 11.301%
65 15.264 4341 4346 4359 rVB3 203983 315528 5.26% 0.757%
66 15.338 4361 4369 4376 rBV3 76562 115150 1.92% 0.276%
67 15.402 4377 4389 4401 rBV 3708860 6001743 100.00% 14.405%
68 15.457 4401 4406 4412 rVB3 60464 79783 1.33% 0.191%
69 15.756 4483 4499 4505 rBVS5 38281 91864 1.53% 0.220%
70 15.920 4538 4550 4566 rVB2 237340 452883  7.55% 1.087%
71 16.000 4567 4575 4590 rVB9 34892 71493  1.19% 0.172%
72 16.142 4610 4619 4624 rBV2 161325 248222 4.14% 0.596%
73 16.174 4625 4629 4638 rVB2 124198 166366 2.77% 0.399%
74 16.254 4644 4654 4664 rBV 361836 575067 9.58% 1.380%
75 16.402 4690 4700 4707 rBV 518030 832159 13.87% 1.997%

76 16.441 4707 4712 4725 rVB 245544 370557 6.17% ©0.889%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

77 16.521 4729 4737 4750 rVB4 39892 71526  1.19% 0.172%
78 16.605 4754 4763 4766 rBV3 62716 93145 1.55% ©.224%

79 16.634 4767 4772 4782 rVB 103936 156791 2.61% 0.376%
80 16.778 4809 4817 4838 rVB 69962 141042 2.35% 0.339%

Sum of corrected areas: 41665180
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU059928.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000

0 1.592 55186 6.242 6.5680
358 - 1.907 2.557 4650 5055 i 16.68

0\\‘\\\\‘\\\\‘\\\\ LN L L L L L L 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: VU059928.D\data.ms

3500000
3000000

2500000

12.:
2000000

1500000
1000000 11.460

500000

ﬂ

7.3%962 8.631 9.4 10.094

6

0753 7.560 M 8.174 . /\ 9689 A 47(55%@%\/\ 11M 8132 08‘

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: VU059928.D\data.ms
15.402

3500000

3000000 15.212

2500000

2000000

1500000

1000000

o1o
500000 14.07
1 13.444 4%28‘34 475 57 15, 92 25U 441
o 12ETBIRSTE %%@Qoe 13 Qsé 3 j’\ 9 51 15.756 WS

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\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 34
R.T. EstConc Area Relative to ISTD R.T.
1.358 1.24 ug/L 110990 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Furan, 2,5-dihydro- 70 C4AH60 001708-29-8 83
3 3-Butenoic acid 86 (C4H602 000625-38-7 78
4 2-Butenal, (E)- 70 C4H60 000123-73-9 78
5 Cycloheptano[d]imidazolidine, 1,... 186 C9H18N202 306947-39-7 74
Abundance  Scan 21 (1.358 min): VU059928.D\data.ms (-14) (-) m/z 41.00 100.00%

41.0
5000 /\\A

1.401.501.601.701.80
206.€

el e e e m/z 38.98 78.00%
miz—-> 0 20 40 60 80 100 120 140 160 180 200

Abundance #61: Propene
41.0

5000 T[T T[T T T [ T 1T
1.401.501.601.701.80
m/z 42.00 60.61%
150‘
\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #618: Furan, 2,5-dihydro-
390
‘H‘HH‘HH‘H‘WH‘WH
70.0 1.401.501.601.701.80
5000 m/z 43.95 25.37%
- I
e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1862: 3-Butenoic acid R RARANRARERRRRRREEREE
39.0 1.401.501.601.701.80

m/z 43.00  25.28%

5000
86.0
Ly 643-9 ‘
R AR RN AR SRS AR SRS SRS AR AR

m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 Diethyl sulfide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.560 6.25 ug/L 558279  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl sulfide 90 C4H1es 000352-93-2 97
2 Diethyl sulfide 90 C4H1es 000352-93-2 95
3 Diethyl sulfide 90 C4H1es 000352-93-2 91

4 Diethyl sulfide 90 C4H1es 000352-93-2 91
5 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 40

Abundance Scan 1639 (6.560 min): VU059928.D\data.ms (-1625) (-) m/z 75.00 100.00%

78.0 90.0
469 60.9
5000
e
‘ m 6.20 6.40 6.60 6.80
0 ‘H‘m“mWm_m“uH‘m“‘HHWUWHJ“MH‘m m/z 90.00  88.00%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2623: Diethyl sulfide
75.0
47.0 90.0
5000 61.0 L e e
29.0 6.20 6.40 6.60 6.80
m/z 46.90  55.59%
\\\‘\\\\‘\\\\‘\\}1‘\‘\‘\\“\\”\‘\\\Hl\\\\‘\\“f‘\\\\“w\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2624: Diethyl sulfide
75.0
47.0
90.0 T
27.0 61.0 6.20 6.40 6.60 6.80
5000 : m/z 60.90  53.29%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2625: Diethyl sulfide o e .
47.0 75.0 6.20 6.40 6.60 6.80
27.0 90.0 m/z 61.90  48.16%
61.0
5000
mlz--> 0 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46

Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .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 5 Benzene, propyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.901 4.02 ug/L 512270 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 76
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72

Abundance Scan 2989 (10.901 min): VU059928.D\data.ms (-2977) (- | m/z 91.00 100.00%
91.0
5000
10.50 11.00
51.0 % 4
ob 2yl | 110 2068 2488280 ;125 65 22.85%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 f} ‘ e
10.50 11.00
m/z 92.00 11.39%
39.0 L
T T ‘\ ‘\‘ “ \“\ “\ \‘ “1\2\ .\()\ ‘ T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
L, |
— e
10.50 11.00
5000 m/z 65.00 9.20%
39.0
S T T L
m/z--> 50 100 150 200 250
Abundance #10699: Benzene, propyl- ”AA
91.0 10.50 11.00
m/z 78.00 6.33%
5000
390 | 1210 A
I B e AL A T - o
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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-3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.991 5.28 ug/L 672645 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 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3017 (10.991 min): VU059928.D\data.ms (-3006) (- m/z 104.95 100.00%
105.0
5000
120.0
—
91.0
389 630 77"0 | 11.00
e bl e m/z 120,00 31.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 Ag
5000 ‘ /\f\fk
m/z 91.00 12.51%
- Il 39‘.0 | 63.‘0 77‘.‘0 91‘\.0 ‘ ‘
\\‘\H\‘\\H‘\H\“HH‘\\H‘\‘\H‘H\}‘\H\‘HH‘\M\‘H‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00
5000 m/z 76.95 11.28%
120.0
77.0 91.0
BT N <0 VOO OO OO N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl- P
105.0 11.00
m/z 106.00 8.81%
5000
120.0
39.0 77.0 91.0 m
280 AUV
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.283 9.38 ug/L 1195250 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 3108 (11.283 min): VU059928.D\data.ms (-3097) (- m/z 105.00 100.00%
105.0
5000
120.0
510 77.0 91.0 11.00 11.50
e 3L M e wjz 120,00 31.27%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 11.50
m/z 77.00 12.08%
39.0 . .
H‘\\H‘H\'\‘\H\“‘\H\"“1‘\\i‘e‘:\a‘\.‘(\)\‘\7\7}“0\\\9\“]‘}(\)\\‘\Hl\‘\\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 m/z 90.95 11.89%
120.0
77.0 91.0
B0 B oSN R OO U OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 103.00 8.88%
5000
120.0
79.0 ‘ f&m
S MU . M| YY1 O 1 1 0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.631 2.13 ug/L 271727 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 64
2 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 60
3 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 49
4 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 45
5 Cyclohexanone, 2-methyl-5-(1-met... 154 C1@H180 059471-80-6 38

Abundance Scan 3216 (11.631 min): VU059928.D\data.ms (-3198) (- m/z 104.95 100.00%

10%.0
43.0
71.0
5000
125.0
1541

I 11.50 12.00
Il \‘M

gl §9‘¢ : L M “‘m‘ _ ““ - m/z 42.95 64.06%

m‘ N
miz—> 20 40 60 80 100 120 140 160
Abundance #31311: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth

T J\A/VL\J\\
71.0 111.0 el o
5000 11.50 12.00
m/z 111.00  63.47%
154.0

miz—-> 20 40 60 80 100 120 140 160
Abundance #31304: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth

43.0
111.0 S WVAS :
71.0 11.50 12.00
5000 m/z 54.95 60.87%
27.0 154.0
‘\‘ ‘m “H“ \H\} \‘\136"0 ‘

3

H 93.
SRS 1 PR A NV [USTTY IS L) M
m/z--> 20 40 60 80 100 120 140 160
Abundance #31316: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth

‘ ‘ 1
43.0 111.0 11.50 12.00

71.0
m/z 71.00 52.87%
154.0
5000
93.0
136,0
— JMI“V“‘EE‘ s NS, /‘A“: ‘
miz—> 20 40 60 80 100 120 140 160 1150 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 Fenchone Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.942 2.85 ug/L 363325 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 94
2 Fenchone 152 C10H160 001195-79-5 93
3 L-Fenchone 152 C10H160 007787-20-4 93
4 L-Fenchone 152 C10H160 007787-20-4 91
5 D-Fenchone 152 C10H160 004695-62-9 90
Abundance Scan 3624 (12.942 min): VU059928.D\data.ms (-3612) (- m/z 80.95 100.00%
81.0
5000 J\
41.0
‘ 63 102.61190 152.1 13.00
Y S | VT Y - L O 69.00  50.89%
m/z--> 20 40 60 80 100 120 140
Abundance #29056: Fenchone
81.0
5000
1300
41.0 (20 m/z 41.00  19.92%
109.0 '
\1\5\.0‘\‘\‘\\““\\\\‘\\\\qﬂ\\‘\\‘\\‘\\‘\\\\‘\\!\‘
m/z--> 20 60 80 100 120 140
Abundance #29063: Fenchone
81.0
—
13.00
5000 m/z 152.05 13.21%
41.0
152.0
150 . | 630 | 1090 4340 ]
A T e e e e e
m/z--> 20 40 60 80 100 120 140
Abundance #29073: L-Fenchone : s e e
81.0 13.00
m/z 80.00 12.71%
5000
41.0
152.0
109.0
50 880 Um0
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46

Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 20 Benzene, 2-butenyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.444 3.66 ug/L 466209 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 52
3 o-Cymene 134 C1leH14 000527-84-4 50
4 o-Cymene 134 CleH14 000527-84-4 50
5 p-Cymene 134 C1oH14 000099-87-6 50

Abundance Scan 3780 (13.444 min): VU059928.D\data.ms (-3772) (- m/z 119.00 100.00%
118.0
5000 134.0
91.0 P
389 650 | ‘ “ 13 50
bl bk Wl m/z 116.95  80.25%
m/z--> 20 80 100 120 140
Abundance #16114: Benzene, 2-butenyl-
117.0
132.0
5000
1350
39.0 65.0 m/z 134.00 43.68%
\\1\5\.0‘\”\\“‘\\‘}h\““ r \\”\ — “\‘U“\‘\‘\
miz--> 20 40 80 100 120 140
Abundance #16166:Benzene,14neﬂwh4{2¢nopenwy
117.0 ﬁ\
—r= :
13.50
5000 132.0 m/z 115.00  28.40%
91.0
270 51.0
S O . |
m/z--> 20 80 100 120 140
Abundance #16996: o-Cymene ﬂJ\‘ —
119.0 13.50
m/z 132.00 27.65%
5000
134.
39.0 91.0 34.0
15.0 I 6?0
dy im | L
“““““““‘ Ao e A
m/z--> 20 80 100 120 140 13.50

SFAMUTRO61724WMA.M Thu Jul 18 00:29:02 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 36
R.T. EstConc Area Relative to ISTD R.T.
13.618 1.21 ug/L 154584  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 81
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 76
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 76
Abundance Scan 3834 (13.618 min): VU059928.D\data.ms (-3826) (- | m/z 104.00 100.00%
104.0
132.
ek P
509 76.9 H‘ 13.50 14.00
e W 2088135 00 51.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
L
5000 L e B I
13.50 14.00
m/z 90.95 44.43%
\\\‘2\7\\0\“\5:‘\\0“1‘\\7ﬁ‘?\\\‘H\\M‘\‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
— —
132.0 13.50 14.00
5000 ITI/Z 119.00 28.18%
39.0 650 | |
SN PO AP N Y | O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro- Al ) i o
104.0 13.50 14.00
m/z 115.00 19.73%
5000 132.0
78.
28.0 51 0 ‘ ‘
miz--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46

Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 23 Camphor Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.727 1.75 ug/L 223525 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphor 152 C10H160 000076-22-2 96
2 (+)-2-Bornanone 152 C10H160 000464-49-3 96
3 (+)-2-Bornanone 152 C10H160 000464-49-3 96
4 (+)-2-Bornanone 152 C10H160 000464-49-3 96
5 (+)-2-Bornanone 152 C10H160 000464-49-3 96

Abundance Scan 3868 (13.727 min): VU059928.D\data.ms (-3859) (- m/z 94.95 100.00%
95.0
131.0
5000 410
69.0 152.0
e =
‘ h 13.50 14.00
LA ““\ \‘h\‘\ "H“\“\ f m/Z 80.95 70.07%
m/z--> 20 0 60 80 100 120 140 160
Abundance #29050: Camphor
41.0 95.0
5000 — L
69.0 13.50 14.00
152.0 m/z 131.80  56.38%
\\\‘\‘\‘\\‘i“\\‘\‘“\’\‘h\‘\\‘ 121.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #29114: (+)-2-Bornanone
95.0 AN\
J\AA e
13.50 14.00
5000 4o 690 m/z 133.00  49.60%
152.0
150 | “m \‘ , h il Lg2so
m/z--> 20 40 60 80 100 120 140 160
Abundance #29115: (+)-2-Bornanone — -
95.0 13.50 14.00
m/z 107.95 40.74%
5000
41.0
69.0 152.0
o Lol g im
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00

SFAMUTRO61724WMA.M Thu Jul 18 00:29:04 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 25 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.827 4.68 ug/L 595816 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 70
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 60
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 58
4 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 58
5 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 58
Abundance Scan 3899 (13.827 min): VU059928.D\data.ms (-3890) (- m/z 133.00 100.00%
138.0
- M
91.0 oy S
43.0 13.50 14.00
4. 160.0181.8
w‘Hmiw;‘m%‘?‘?@ m/z 131.00  35.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000
105.0 13.50 14.00
m/z 148.00  30.24%
\1\5\‘\\\4\.1‘\0\‘\\‘\\7\7\‘0\\‘\\‘\\\\‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
133.0 M/\
R :
13.50 14.00
5000 m/z 119.00 21.63%
91.0
150 390990 | Lk
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26356: Benzene, pentamethyl-
138.0 1350 1400
m/z 90.95 20.57%
5000
N LR A I
[T | YRR Ll |
R A mmaa e P R
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46

Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 26 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
13.904 1.44 ug/L 183291 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14

017059-48-2 95
004912-92-9 91
000769-57-3 91
004175-53-5 91

5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 91
Abundance Scan 3923 (13.904 min): VU059928.D\data.ms (-3918) (- m/z 131.00 100.00%
131.0
Anp PIV A 4
300 642 91‘-0 115.0 I 14‘7_0 14.00
o 20 e T mjz 146,00 25.36%
miz--> 20 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 L
14.00
115.0 m/z 129.00 12.21%
91.0 .
00 e0 T T o
\‘\‘\\\“\ \“\‘\‘W\‘\ \"\\\\“\‘\\1‘\‘“‘\\‘\‘\\\‘\
miz-—-> 20 60 80 100 120 140 160
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
Lo p JVV AT
14.00
5000 m/z 132.00  11.23%
91.0
115.0
LI el N N ) .
miz—> 20 60 80 100 120 140 160 M
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- e B L
131.0 14.00
m/z 91.00 10.80%
5000 91.0
39.0 115.0
e b e
“‘“‘}M‘m“HW:mW,‘ul‘pm“h“dw“‘h““ —
m/z--> 20 40 60 80 100 120 140 160 14.00

SFAMUTRO61724WMA.M Thu Jul 18 00:29:07 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 27 Benzene, 1-methyl-3-(1-meth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.936 3.22 ug/L 410076  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 55
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 55
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 49
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 49
Abundance Scan 3933 (13.936 min): VU059928.D\data.ms (-3928) (- m/z 131.00 100.00%
1311.0
71.0
=7 M
1.0 e T
10. 162.0 14.00
m/z 71.00 52.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)-
131.0
5000 T
91.0 14.00
m/z 42.95 50.66%
39.0 ‘
65.0
\\\‘\‘\‘\\“‘\\‘w\‘m\\\““\\‘1\“”“]\1#!{0‘\‘”14\‘\“\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
—
910 14.00
5000 m/z 133.00 46.11%
51.0
AT
S .Y A [ N A
miz--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- =
131.0 14.00
m/z 84.95 37.98%
5000 91.0
39.0 65.0 ‘
m‘uu‘}‘u“:“““‘:w““mm“:‘u!“wW“m_m /]
mlz--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 28 Azulene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.077 6.94 ug/L 884285 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 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 90
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 3977 (14.077 min): VU059928.D\data.ms (-3962) (- | m/z 127.95 100.00%
128.0
5000
50.9 75,0 102.0 14.00
O 00 LT L1490 107 00 12.90%
m/z--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 — i
14.00
m/z 128.95 10.95%
510 70 R0
L 1| I L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13684: Naphthalene
128.0
A\ T ‘ T ‘
14.00
5000 m/z 101.95 7.62%
51.0 740 1020
oo 0T T L
m/z--> 20 40 60 80 100 120 140
Abundance #13681: Azulene s ]
128.0 14.00
m/z 126.00 6.84%
5000
28.0 ‘ 75.0 ‘ M
““‘ui‘ﬂ"J;‘NE‘WW““wf““‘J T e
miz--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 29 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.184 2.53 ug/L 321960 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 003877-19-8 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 81
5 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C1@H100 002461-34-9 58
Abundance Scan 4010 (14.184 min): VU059928.D\data.ms (-4000) (- | m/z 104.00 100.00%
104.0
5000 146.0
510 77.0 12} 14.00 14.50
m_Hm‘um‘Hmu”_m,”m ‘M w189 sz 146,00 45.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 M ‘ s
14.00 14.50
m/z 90.95 31.05%
39.0 78.0
H\‘\‘H\“‘\\‘?\8.‘9‘\””‘\\‘}\,”HMT?%‘{O\’MH‘HH’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
— —
14.00 14.50
5000 146.0 m/z 130.95 26.04%
39.0
15.0 77.0 }
o O . N <
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25044: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0 14.00 14.50
m/z 114.95 20.80%
146.0
5000
51.0 78.0 ‘
NP oo O 1 IWLIIVAVALNASS
miz--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 30 Benzene, (3-methyl-2-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.280 5.68 ug/L 724026 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 78
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 62

Abundance Scan 4040 (14.280 min): VU059928.D\data.ms (-4023) (- m/z 131.00 100.00%
131.0
5000
91.0
389 649 ‘1601 14.00 14.50
b b bl A VST 20887 133 00 39.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
1371.0
5000 SIS el
14.00 14.50
m/z 146.00 35.64%
39.0 63.0 91.0 ‘
\\\\‘\‘\\\“\\‘\‘\‘w\‘\\"\\\\‘\\\1“\M\‘N\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25004: Benzene, (3-methyl-2-butenyl)-
131.0 M
91.0 T ‘ T T ‘ T
14.00 14.50
5000 m/z 117.00  33.78%
39.0
65.0
R W T A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- T R
131.0 14.00 14.50
m/z 91.00 29.66%
5000
21.0 510
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 31 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.341 1.45 ug/L 185022 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 55
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 49
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 47
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 46
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 43

Abundance Scan 4059 (14.341 min): VU059928.D\data.ms (-4052) (- m/z 117.00 100.00%

117.0 145.0
5000
= M
91.0 14.00 14.50
389 62.9
e et et el uwW‘HwFZfJH‘%Q§§ m/z 145.00  89.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
5000 L N

14.00 14.50
m/z 146.00  43.03%

SN I I
b bl | |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-

145.0 m
\

14.00 14.50
5000 m/z 115.00 37.97%
117.0
91.0
150, 390, S0 LM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- = R
145.0 14.00 14.50
m/z 131.00 37.54%
5000
117.0
91.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 32 Benzene, (1,3-dimethyl-2-bu... Concentration Rank 490
R.T. EstConc Area Relative to ISTD R.T.
14.389 1.00 ug/L 127139 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 93
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 90
3 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 87
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 87
Abundance Scan 4074 (14.389 min): VU059928.D\data.ms (-4068) (- m/z 145.00 100.00%
145.0
5000
105.0 14.00 14.50
50.9 82.9 ‘ ; :
%00 829 L lgese Il 1700 ice.ee  23.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36231: Benzene, (1,3-dimethyl-2-butenyl)-
145.0
5000 M ‘
91.0 41470 14.00 14.50
41.0 : m/z 128.00 16.16%
' 67.0 ‘
TTTT ‘ \‘\‘\ \““\ \“{H\ ‘WH\ T \“H‘ T } T "‘{‘\ \‘}" \‘M“\ T ‘M}‘\ T “\ TTT ‘ T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
14.00 14.50
5000 ITI/Z 129.00 14.83%
115.0
ST 0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl- = T
145.0 14.00 14.50
m/z 104.95 13.32%
5000
15.0 39.0 77 115.0
mlz--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 33 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.476 4.87 ug/L 620443 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 93
Abundance Scan 4101 (14.476 min): VU059928.D\data.ms (-4090) (- | m/z 131.00 100.00%
131.0
5000
91.0 14.50
50.9 70.9 .
oHH_‘m_mp:uw_«MWQ‘@"MMMHT??"?W m/z 146.00  34.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
5000 T T T T T T
14.50
m/z 115.00 16.59%
65.0 91.0
\\\\‘\\\3\9“.(\)\‘\\“”\‘\\“\\‘\\‘\\\h“\‘m\‘\“\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
T
14.50
5000 m/z 128.95 16.03%
270 510 91.0
U P sl NN R 1 N O
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- T
131.0 14.50
m/z 128.00 14.14%
5000
39.0 91.0
0 630 ‘
10 00
miz--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 34 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.663 9.49 ug/L 1208610 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 92
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 92
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 87
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 4159 (14.663 min): VU059928.D\data.ms (-4148) (- | m/z 131.00 100.00%
131.0
5000
91.0 = =
50.9 70% ‘ 111 ‘\ 1621 14.50 15.00
L T e m/z 146.00  33.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 W! ‘ T

14.50 15.00
m/z 133.00  25.58%

39.0 91.0
63.0
\\\\‘\‘\\\“\\‘\‘\“U\‘\\“\\\\‘\\\‘p L‘M\’}“\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0

14.50 15.00
5000 m/z 115.00  20.09%
39.0 1.0
: ‘1‘5‘(‘)‘ “ — “\ : ‘\‘{\ ‘6‘:3‘\\0\ “ T ‘9‘ ‘ ™ ‘ — ‘P \U_H‘ T L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- T —T
131.0 14.50 15.00

m/z 128.00  15.81%

5000
39.0 o10
0 630 ‘
30 e JUS WL

T \
m/z--> 20 40 ©60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 35 Benzene, pentamethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.801 5.22 ug/L 665435 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87
51,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 83
Abundance Scan 4202 (14.801 min): VU059928.D\data.ms (-4193) (- m/z 133.00 100.00%
138.0
5000
91.0 14.50 15.00
51.0 160.1 . :
Ol 1O L1400, 14865 40.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26356: Benzene, pentamethyl-
138.0
5000 - T T
14.50 15.00
m/z 90.95 12.37%
41.0 91.0
T ‘ \‘\‘\ T “\ \‘\“\??.\0\ \“‘ T \‘\ T ‘ \‘1\1\4\.‘.“9\ \‘\‘\ ‘ \U\ T ‘ T TT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26354: Benzene, pentamethyl-
133.0
—— —
14.50 15.00
5000 m/z 133.95 11.21%
91.0
150 L el
m/z--> 20 40 60 80 100 120 140 160 180 \fvv\/m/\
Abundance #26355: Benzene, pentamethyl- R o v
133.0 14.50 15.00
m/z 145.00 10.50%
5000
91.0
11 P OO SO L 1V LV
mlz--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 36 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.868 6.42 ug/L 817758 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 74
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 74
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 68
Abundance Scan 4223 (14.868 min): VU059928.D\data.ms (-4214) (- | m/z 131.00 100.00%
131.0
- MUM,/\M
- =
s10 0 14.50 15.00
0 VO Ll 74 281.( m/z 145.00 40.46)
T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T ‘ T T T T . . (]
m/z--> 50 100 150 200 250
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 = —r—
14.50 15.00
m/z 146.00 36.27%
39.0 91.0
T T L\ ‘\‘ i“‘ \m \“ ‘\ \‘ ‘M\h‘\ M \““ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
= Ay
14.50 15.00
5000 m/z 115.00  20.37%
27.0 91.0
SR ¥ A ) S—
miz--> 50 100 150 200 250
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 14.50 15.00
m/z 129.00 19.01%
5000
91.0
39.0 ‘
“u‘ “\ i‘d B “‘H‘H\ \‘m \“M‘ : e e e e
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 37 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.933 1.25 ug/L 158617 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 64
2 1H-Indene, 2,3-dihydro-4,5,7-tri... 168 C12H16 006682-06-0 49
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 49
4 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 49
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 49
Abundance Scan 4243 (14.933 min): VU059928.D\data.ms (-4235) (- m/z 145.05 100.00%
145.1
o 1150 I
389 650 2 H 174.1 15.00
SRR " mm“‘,‘mmm“ bl 2088 133,60 55.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000
15.00
1050 m/z 160.05 44 .,88%
o 1o ||
\\\\‘\\\\“‘\\‘\\‘w‘\\\‘H’\\‘\\‘\\\\‘W\\\\“h\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36251: 1H-Indene, 2,3-dihydro-4,5,7-trimethyl-
145.0
J\ T ‘ T
15.00
5000 m/z 159.10  41.77%
80 880 O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- ——
145.0 15.00
m/z 128.00 22.97%
5000
115.0
15.0 390 g2 910 |
(-
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 38 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.010 6.52 ug/L 830193 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 81
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
5 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 76
Abundance Scan 4267 (15.010 min): VU059928.D\data.ms (-4257) (- | m/z 131.00 100.00%
131.0
5000
105.0
R [
50.9 77.0 160.1 15.00
et bl WMl L2070 s 14660 57.91%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 A
39.0 91.0 15.00
15.0 63.0 m/z 118.00  57.30%
‘\‘\H\“‘\‘\\ ‘\‘“!\“\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
T \
15.00
5000 m/z 117.00 33.87%
105.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- —— ‘
131.0 15.00
m/z 145.00 32.77%
h M\A/WM
B [ UM
miz--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 39 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
15.142 0.59 ug/L 75593  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 53
2 3-Phenyl-2-penten-1-0l 162 C11H140 105330-11-8 52
3 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 49
4 Benzene, 1,4-dipropyl- 162 C12H18 004815-57-0 46
5 4'-Ethylpropiophenone 162 C11H140 027465-51-6 46

Abundance Scan 4308 (15.142 min): VU059928.D\data.ms (-4301) (- m/z 133.00 100.00%
133.0

5000

o

162.1 A ——
M 15.00 15.50
[ |

Muh“““““ m/z 145.00  60.99%

115.0
91.0
389 649 | | N‘LL I,

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #37999: Benzene, 2,4-dimethyl-1-(1-methylpropyl)-
133.0
5000 AV LV
15.00 15.50
m/z 162.05 21.91%
27.0 510 91.0 1150 1620
| 710, |

\‘ MJ L

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

Abundance #37784: 3-Phenyl-2-penten-1-0
b ol
A L

15.00 15.50
5000 55.0 910 1150 m/z 114.95 16.51%
162.0
3”07&£
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37978: Benzene, 1,3,5-trimethyl-2-propyl-
133.0 15.00 15.50
m/z 159.00 15.43%
5000
162.0
410 es0 910 1150 | |
m Ll 1 Ll 1
R 1 - —
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50

SFAMUTRO61724WMA.M Thu Jul 18 00:29:23 2024 Page: 29



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 41 Benzene, 1-(1-methylethenyl... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.264 2.48 ug/L 315528 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 91
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 91
4 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 91
5 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 91

Abundance Scan 4346 (15.264 min): VU059928.D\data.ms (-4341) (- m/z 145.00 100.00%
145.0

5000

3

117.0 —r— R
91.0 15.00 15.50
389 64.9 184 .1
0 H““Hw"«ww“wp‘k‘phwﬂm‘ ol T8 160,10 24.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36309: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0

=

5000 VL CE
15.00 15.50
m/z 117.00 15.56%
410 105.0
77.0 ‘ ‘
\\\"\‘i\\“\\‘\\“”\\\““\\\\“\\\‘}“‘\‘1”‘\\“\‘\\\“\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0
T —
15.00 15.50
5000 m/z 128.00  13.76%
%0 eg0 910 MY |
| | . (T . Ll , 1
R T W o
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- —— —
145.0 15.00 15.50
m/z 146.00  11.83%

5000
117.0
91.0

41.0
H‘u \‘ \\“ ‘\

65.0
15.0 H L1l I M

m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50

i%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 46 1H-Indene, 2,3-dihydro-4,5,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.920 3.56 ug/L 452883 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 93
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 87
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 87
Abundance Scan 4550 (15.920 min): VU059928. D\data ms (-4538) (- m/z 145.00 100.00%
145.
115.0 LA
16.00
389 650 910 JM
] S el JH,HMJH‘:“_ 1720 2090 ) 166,05 35.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36251: 1H-Indene, 2,3-dihydro-4,5,7-trimethyl-
145.0
5000 T
16.00
m/z 128.00 18.10%
11
\’]ﬁ?\‘\\\“‘\\\\6“5}‘\0\\’\9\1\\0‘\\\?‘O\U‘\\‘H}\\\‘ \\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
—
16.00
5000 m/z 114.95 15.20%
39.0 77.0 ‘ ‘M ‘
S “,MM Y N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36302: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl- =
145.0 16.00
m/z 129.00 14.17%
h w
117.0
91.0
15039”5",” Lo
miz--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 48 Naphthalene, 1-ethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
16.142 1.95 ug/L 248222  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 89
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 76
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 76
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 76
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 76

Abundance Scan 4619 (16.142 min): VU059928.D\data.ms (-4610) (- m/z 141.00 100.00%

141.0
5000
1600 1650
76.9 174.1 : :
38.9 1 %
,HH_mMMm‘mw‘u‘!‘w‘“W‘HHW?PWWW‘?“‘3‘8“?” m/z 156.00  47.22%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #33124: Naphthalene, 2-ethyl-
141.0
5000

16.00 16.50
m/z 145.00  29.18%

39.0 760 4130 |

m/z--> 20 40 60 80 100120140 160 180200220240 260280

o

Abundance #33126: Naphthalene, 1-ethyl-
141.0
==
16.00 16.50
5000 m/z 114.95 24.03%
76.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl- — T —T
141.0 16.00 16.50
m/z 128.00 14.36%
h ﬁ/AVJAbeﬁW/\\/MbNJA
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 50 Naphthalene, 1,7-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.254 4.51 ug/L 575067 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 4654 (16.254 min): VU059928.D\data.ms (-4644) (- m/z 156.00 100.00%

156.0
5000
115.0

77.0 16.00 16.50
39.0 Ll 1881 280.¢

b 881 2808 n7 141,00 64.68%

i
m/z--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000

16.00 16.50
m/z 155.00  35.23%

77.0 1150
T ‘:\39‘\0” ‘\‘h MH‘\ “ T \‘\ ““\ U ‘M\ L B B B B B B
miz--> 50 100 150 200 250
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0

P
16.00 16.50

5000 m/z 128.00  14.24%
no 770 130 |
T O T Il |
L L e T T
m/z--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl- — —
156.0 16.00 16.50

m/z 114.95 14.07%

5000
77.0 115.0
39'0\ Ly | ‘ b1l ‘\

—T —T
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 51 Naphthalene, 1,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.402 6.53 ug/L 832159 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4700 (16.402 min): VU059928.D\data.ms (-4690) (- m/z 156.00 100.00%
156.0
5000
115.0
38.9 77.0 16.00 16.50
, : ey 200 e 2O m/z 141.00  83.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
5000
16.00 16.50
m/z 155.00  28.68%
26.0 115.0
\H‘\\3\\9‘\0\‘\\’W\‘\”‘"\\H‘H\‘\‘\‘l‘\\“‘\\‘ ’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
— —r
16.00 16.50
5000 m/z 115.00 17.12%
76.0
B OOV 1
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33150: Naphthalene, 2,3-dimethyl- - —T
156.0 16.00 16.50
m/z 152.95 14.76%
5000
115.0
39'0\ \\?GH\.O ‘ I \‘ H\‘
\H‘H\\‘\H\’\\H‘HH‘HH‘HH‘H‘\’\H\’\\H‘HH‘HH‘HH‘HH’H ‘ T T ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 52 Naphthalene, 1,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.441 2.91 ug/L 370557 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4712 (16.441 min): VU059928.D\data.ms (-4707) (-  m/z 156.00 100.00%
156.0
5000
76.9 115ﬂ 16.50
388w d L ‘Mu 1880 2820 47 141.00  61.96%
m/z--> 50 100 150 200 250
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
5000
16.50
m/z 155.00  35.52%
39.0 77.0 115.0
T T ‘\ ‘\ i‘ \‘H \HH‘\ ‘\ “ \‘\ ““\ ‘H “M\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
16.50
5000 m/z 128.00 16.63%
77.0 115.0
890 i Lyl
St N EE A e e
miz—> 50 100 150 200 250
Abundance #33145: Naphthalene, 2,7-dimethyl- —
156.0 16.50
m/z 153.00  14.88%
5000
77.0
115.0
LD N i Y R A
mlz--> 50 100 150 200 250 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59928.D

Acqg On : 12 Jul 2024 17:46
Operator : MD/SY

Sample : P3217-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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... 1.358 1.2 ug/L 110990 1 6.242 446523 5.0
Diethyl sulfide 6.560 6.3 ug/L 558279 1 6.242 446523 5.0
Benzene, propyl- 10.901 4.0 ug/L 512270 3 11.807 636950 5.0
Benzene, 1l-ethy... 10.991 5.3 ug/L 672645 3 11.807 636950 5.0
Benzene, 1-ethy... 11.283 9.4 wug/L 1195250 3 11.807 636950 5.0
7-Oxabicyclo[2.... 11.631 2.1 wug/L 271727 3 11.807 636950 5.0
Fenchone 12.942 2.9 ug/L 363325 3 11.807 636950 5.0
Benzene, 2-bute... 13.444 3.7 ug/L 466209 3 11.807 636950 5.0
Naphthalene, 1,... 13.618 1.2 ug/L 154584 3 11.807 636950 5.0
Camphor 13.727 1.8 wug/L 223525 3 11.807 636950 5.0
Benzene, 1l-ethy... 13.827 4.7 ug/L 595816 3 11.807 636950 5.0
1H-Indene, 2,3-... 13.904 1.4 wug/L 183291 3 11.807 636950 5.0
Benzene, 1-meth... 13.936 3.2 ug/L 410076 3 11.807 636950 5.0
Azulene 14.077 6.9 ug/L 884285 3 11.807 636950 5.0
Naphthalene, 1,... 14.184 2.5 ug/L 321960 3 11.807 636950 5.0
Benzene, (3-met... 14.280 5.7 ug/L 724026 3 11.807 636950 5.0
1H-Indene, 2,3-... 14.341 1.5 ug/L 185022 3 11.807 636950 5.0
Benzene, (1,3-d... 14.389 1.0 ug/L 127139 3 11.807 636950 5.0
1H-Indene, 2,3-... 14.476 4.9 ug/L 620443 3 11.807 636950 5.0
1H-Indene, 2,3-... 14.663 9.5 wug/L 1208610 3 11.807 636950 5.0
Benzene, pentam... 14.801 5.2 ug/L 665435 3 11.807 636950 5.0
1H-Indene, 2,3-... 14.868 6.4 ug/L 817758 3 11.807 636950 5.0
Benzene, 1,3,5-... 14.933 1.3 ug/L 158617 3 11.807 636950 5.0
Naphthalene, 1,... 15.010 6.5 ug/L 830193 3 11.807 636950 5.0
Benzene, 2,4-di... 15.142 0.6 ug/L 75593 3 11.807 636950 5.0
Benzene, 1-(1-m... 15.264 2.5 ug/L 315528 3 11.807 636950 5.0
1H-Indene, 2,3-... 15.920 3.6 ug/L 452883 3 11.807 636950 5.0
Naphthalene, 1-... 16.142 2.0 ug/L 248222 3 11.807 636950 5.0
Naphthalene, 1,... 16.254 4.5 wug/L 575067 3 11.807 636950 5.0
Naphthalene, 1,... 16.402 6.5 ug/L 832159 3 11.807 636950 5.0
Naphthalene, 1,... 16.441 2.9 ug/L 370557 3 11.807 636950 5.0
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