LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample : P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 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@59976.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.930 184 199 227 rBV 577332 946665 6.87% 0.660%
2 3.988 820 839 870 rBV 210477 551760 4.01% 0.384%
3  4.621 1026 1036 1062 rBV 85778 262091 1.90% 0.183%
4 5.058 1156 1172 1196 rBV 79967 180964 1.31% 0.126%
5 5.383 1256 1273 1290 rBV2 169844 385856 2.80% 0.269%
6 5.721 1361 1378 1380 rBV2 149039 271680 1.97% 0.189%
7 5.769 1381 1393 1409 rVB 2283706 4636929 33.67% 3.231%
8 6.248 1530 1542 1567 rBV3 175694 383579 2.79% 0.267%
9 6.563 1629 1640 1656 rVB2 80389 152253 1.11% 0.106%
10 6.688 1668 1679 1687 rBv2 85878 162074 1.18% 0.113%
11  6.759 1688 1701 1728 rVB 290541 628533 4.56% 0.438%
12 7.897 2045 2055 2070 rVB 163322 293154 2.13% 0.204%
13  8.029 2087 2096 2109 rVB 80955 145720 1.06% 0.102%
14  8.630 2269 2283 2296 rBV 917793 1575498 11.44% 1.098%
15 9.367 2491 2512 2520 rBV5 132122 340144  2.47%  0.237%
16  9.444 2520 2536 2550 rVB 4885419 8172358 59.34% 5.694%
17 9.569 2566 2575 2595 rVB3 130551 299338 2.17% 0.209%
18 9.669 2595 2606 2625 rVB4 397301 825837 6.00% ©.575%
19 9.875 2659 2670 2687 rVB5 103817 208931 1.52% 0.146%
20 10.2706 2785 2793 2806 rVB 128529 210923 1.53% 0.147%

21 10.370 2813 2824 2839 rVB1O® 56103 141219 1.03% ©0.098%

22 10.483 2842 2859 2879 rBV 3256539 5112270 37.12% 3.562%
23 10.698 2915 2926 2934 rBV5 128061 231426 1.68% 0.161%
24 10.749 2934 2942 2954 rVV3 258784 449798  3.27% 0.313%
25 10.904 2975 2990 3012 rBV 5212726 8175379 59.36% 5.696%
26 11.093 3037 3049 3063 rBV5 330806 600639 4.36% 0.419%
27 11.293 3099 3111 3130 rBV2 486386 938414 6.81% 0.654%
28 11.389 3131 3141 3145 rBv4 107195 175212  1.27% ©.122%
29 11.466 3157 3165 3185 rVB2 229864 442508 3.21% 0.308%
30 11.637 3199 3218 3234 rBV4 2123515 4028653 29.25%  2.807%
31 11.743 3235 3251 3259 rBV7 109999 282936 2.05% ©.197%
32 11.810 3259 3272 3276 rBV2 292162 542555 3.94% 0.378%
33 11.891 3288 3297 3324 rBV 657117 1192878 8.66% 0.831%
34 12.007 3325 3333 3344 rVB 250442 407001 2.96% 0.284%
35 12.093 3346 3360 3378 rBV2 8902330 13772235 100.00% 9.596%

36 12.209 3378 3396 3413 rVB3 3248926 6125386 44.48% 4.268%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample : P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 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 12.299 3414 3424 3437 rBV 504026 786237 5.71% 0.548%
38 12.373 3438 3447 3462 rVB 329086 536588 3.90% 0.374%
39 12.476 3465 3479 3497 rBV2 388056 852241 6.19% 0.594%
40 12.569 3498 3508 3515 rVV 2346950 3509145 25.48%  2.445%
41 12.608 3515 3520 3531 rVV 1356071 2050847 14.89% 1.429%
42 12.679 3531 3542 3560 rVV2 3609045 6661163 48.37% 4.641%
43 12.759 3560 3567 3578 rVB3 138417 224722 1.63% 0.157%
44 12.862 3589 3599 3614 rVB 360218 621461 4.51% 0.433%
45 12.971 3615 3633 3643 rBV 1613341 2675715 19.43% 1.864%
46 13.026 3643 3650 3658 rVB2 132148 199259 1.45% 0.139%
47 13.109 3669 3676 3691 rVB4 209344 382664 2.78% 0.267%
48 13.251 3708 3720 3725 rVV2 337576 676127 4.91% 0.471%
49 13.293 3725 3733 3758 rVB 1433317 2456118 17.83% 1.711%
50 13.450 3759 3782 3793 rBV3 6708948 11479642 83.35% 7.999%
51 13.502 3793 3798 3811 rVB5 359493 698179 5.07% 0.486%
52 13.621 3824 3835 3846 rBV 2154263 3297639 23.94% 2.298%
53 13.733 3862 3870 3877 rBV2 181374 278427 2.02%  0.194%
54 13.781 3877 3885 3893 rVB 350424 528326 3.84% 0.368%
55 13.836 3893 3902 3912 rBV3 619117 1011363 7.34% 0.705%
56 13.910 3918 3925 3928 rBV 252219 353911 2.57% 0.247%
57 13.939 3929 3934 3956 rVB2 693260 1397182 10.14% 0.973%
58 14.084 3965 3979 4001 rVB 4290888 7095680 51.52% 4.944%
59 14.190 4002 4012 4025 rBV 333328 560927 4.07% 0.391%
60 14.286 4032 4042 4052 rVV2 552394 951245 6.91% 0.663%
61 14.344 4052 4060 4070 rVB2 307232 465126  3.38% 0.324%
62 14.482 4093 4103 4126 rBV 715957 1236731 8.98% 0.862%
63 14.669 4149 4161 4185 rVB3 994214 2501304 18.16% 1.743%
64 14.807 4196 4204 4215 rBV 279960 433029 3.14% 0.302%
65 14.871 4215 4224 4236 rVB2 664694 1076824 7.82% 0.750%
66 15.016 4258 4269 4281 rBV2 638141 1076317 7.82% 0.750%
67 15.219 4319 4332 4344 rVV 6522844 10114187 73.44% 7.047%
68 15.408 4379 4391 4403 rBV 5791672 9011542 65.43% 6.279%
69 15.926 4542 4552 4565 rBV3 114585 256700 1.86% 0.179%
70 16.148 4611 4621 4627 rBV 246849 396879 2.88% 0.277%
71 16.260 4644 4656 4681 rVB 818988 1423414 10.34%  0.992%
72 16.405 4691 4701 4708 rBV 894183 1410086 10.24% 0.982%
73 16.444 4708 4713 4730 rVB 481063 742475 5.39% 0.517%
74 16.637 4756 4773 4795 rVB2 259081 607566 4.41% 0.423%
75 16.785 4809 4819 4841 rVB 123933 231776  1.68% 0.161%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 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

Sum of corrected areas: 143521560
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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: VU059976.D\data.ms

8000000
7000000
6000000
5000000
4000000
3000000
5.769
2000000
1000000 1.930

3.988 4.621 5058 5.383 5.7 6.248 6.56368

0\\‘\\H‘\\\\‘\\\\‘H\\‘\H\‘\\H|\\\\|\\\\‘\\\\‘\H\‘\\H‘\\\\‘\\\\/‘\\\\\‘H\\‘\H\‘\\‘v_v—rv_w—v—v—r\/\u\‘HH/\‘\H\‘\\H‘HH‘HH‘/\\H\‘\H/\\‘T\?

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: VU059976.D\data.ms

12.p9:
8000000

7000000

6000000
10.904

5000000 9.444

4000000
10.483

3000000

11.637
2000000

1000000 8.630 11.891 $

2
e 7.8%1029 L 9.3670.568° 9 875 1047670, 18%349 1109%1 ﬁ 56 ﬂnﬁﬁ%o
— ————— e e :
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11,00 11.50 12.00

Abundance TIC: VU059976.D\data.ms

8000000
7000000 13.450 15.219
6000000 15.408

5000000
14.084

4000000 12.679
P09

3000000
12.56 13.621

12.971 413 293
16.269405

1000000 /%%% a %}?A@é@%%l 50 é§7 %%A &14 gp.016 15,8286 ﬂfﬂ{%%i%

0 T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
Time--> 12. 50 13. OO 13. 50 14 00 14 50 15.00 15.50 16.00 16.50 17.00 17.50

2000000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 Diisopropyl ether Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
3.988 7.19 ug/L 551760 1,4-Difluorobenzene 6.248

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 90
2 Diisopropyl ether 102 C6H140 000108-20-3 83
3 Diisopropyl ether 102 C6H140 000108-20-3 80
4 Diisopropyl ether 102 C6H140 000108-20-3 78
5 Diisopropyl ether 102 C6H140 000108-20-3 64
Abundance Scan 839 (3.988 min): VU059976.D\data.ms (-820) (-) m/z 45.00 100.00%
45.0
5000
87.0
REEa e R
‘ 59‘-0 102.0 3.60 3.80 4.00 4.20 4.40
Ol bl et S L PET  mjz 42,90 54.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4986: Diisopropy! ether
45.0
5000 [TT T T[T I T[T T T T1
3.60 3.80 4.00 4.20 4.40
87.0 m/z 87.00  34.28%
59.0
ol 180 210 [l T 102.0
\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether
45.0
R
3.60 3.80 4.00 4.20 4.40
5000 m/z 40.90 19.05%
87.0
59.0
ol 180 200 [l " 7 102.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4985: Diisopropyl ether PP T
45.0 3.60 3.80 4.00 4.20 4.40
m/z 59.00 14.31%
5000
27.0 810
. 59.0
0 157.0 ‘ L | ‘\ \ ‘ I ‘ 102'0
e e e e e Eaaa e EEmma a R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 4 Benzene, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.904  75.34 ug/L 8175380 1,4-Dichlorobenzene-d4 11.810
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 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 64
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 64
Abundance Scan 2990 (10.904 min): VU059976.D\data.ms (-2975) (- | m/z 91.00 100.00%
91.0
5000
—
50.9 12L 0 281.0 11.00
ob ol L AekY 16281929 249.02810 1 175 09 23.49%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 L
11.00
m/z 92.00 10.64%
%01 i
O\\‘\\“’\‘\‘\‘\“\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10699: Benzene, propyl-
91.0
——
11.00
5000 m/z 64.95 9.76%
39.0 1210
0L b
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- A T
91.0 11.00
m/z 78.00 6.06%
5000
90 || 120
O e
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 5 Benzene, 1l-ethyl-2-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.293 8.65 ug/L 938414  1,4-Dichlorobenzene-d4 11.810
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 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3111 (11.293 min): VU059976.D\data.ms (-3099) (- | m/z 105.00 100.00%
105.0
5000
43.0 71‘-0 11.00 11.50
Ol bl 88D, ) 12401420 156 60 32.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 R
11.00 11.50
m/z 70.95 13.88%
77.0
0 \1\5\.9\‘\ \3\9".(\)\‘\5\9’.9\ T \M‘ T \‘1 T ‘H‘\ T “2\-(\)\ L L
miz--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
—— 4
11.00 11.50
5000 m/z 90.95 12.37%
39.0 77.0 J
0"‘,‘M‘Jy‘ﬂﬁ%g"$H‘J1‘ﬂ“‘}p%9“‘u““
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl- 1 —r—
105.0 11.00 11.50
m/z 76.90 11.88%
5000
79.0
39.0 ‘
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.637 37.13 ug/L 4028650 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 70
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 25
3 4-Hepten-3-one, 2,5,6-trimethyl- 154 C10H180 016466-21-0 25
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 25
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 25
Abundance Scan 3218 (11.637 min): VU059976.D\data.ms (-3199) (- | m/z 104.95 100.00%
105.0
429
5000 71.0
134.0
b ‘ ‘ 154.1 11.50 12.00
0 m_m“,mh“ ?wlM‘MMmu:um‘w m/z 111.80  51.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31316: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth
43.0 71.0 111.0
154.0
5000 T d ‘2\00‘
93.0 115 12.
m/z 42.90 46.917%
136,0
0 T \“,‘1‘\‘}‘ M“ \MM T “\‘\ T 1’-‘ T \‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #17622: Benzeneacetaldehyde, .alpha.-methyl-
105.0
= ==
11.50 12.00
5000 ITI/Z 70.95 38.53%
77.0
270 S0 [ PP
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #31109: 4-Hepten-3-one, 2,5,6-trimethyl- —4— —r—
43.0 111.0 11.50 12.00
m/z 55.00 33.17%
5000
71.0
154.0
o200 s SV
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 10 Benzene, cyclopropyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.093 126.92 ug/L 13772200 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
2 Indane 118 C9H10 000496-11-7 81
3 Indane 118 C9H10 000496-11-7 81
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74

Abundance Scan 3360 (12.093 min): VU059976.D\data.ms (-3346) (- | m/z 116.95 100.00%
11y7.0
5000 /K
91.0 LT ‘
389 629 ‘ 12.00
Ol et b et ol Ml 1390 1650 7 117,95 53.49%
miz--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 - :
91.0 12.00
51.0 m/z 114.95 32.94%
O\\\\‘\“?\‘\\““‘H m‘\\”\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 80 100 120 140 160
Abundance #10181.Indane
117.0
— ‘
12.00
5000 ITI/Z 91.00 16.36%
39.0 63.0 91.0
o"‘c_m“mw“h”_J‘wm O
m/z--> 20 40 60 80 100 120 140 160 A\
Abundance #10179: Indane T
117.0 1200
m/z 119.00 12.56%
5000
39.0 5g0 91.0
oo Lorly L
m/z--> 20 40 60 80 100 120 140 160 1200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 11 Benzene, 1,2-diethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.299 7.25 ug/L 786237 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 91
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 90
Abundance Scan 3424 (12.299 min): VU059976.D\data.ms (-3414) (- m/z 105.00 100.00%
105.0 &
5000 134.0
77.0
50.9 ‘ “ 12.00 12.50
Ob e L WL 1650 s 198,95 87.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00 12.50
39, 77.0 m/z 134.00  49.28%
O\]-\5\?\‘\‘\\“‘\\ﬁ\‘q\‘\\““\\‘}\“\\\‘\‘l\\\‘\‘\\\\‘\\\
miz-> 20 40 80 100 120 140 160
Abundance #17024. 1,3,8-p-Menthatriene
119.0
91.0
12.00 12.50
5000 m/z 91.00 33.79%
N M ¥
0 Hwm\_wmw S
miz--> 20 100 120 140 160
Abundance #17034: Benzene, 1,3-diethyl- — —
119.0 12.00 12.50
m/z 116.95 23.87%
5000
91.0
39.0 65.0 ‘ ‘
oH““m“h“H‘MMH”WWHh‘l”mw”_” —L R
m/z--> 20 60 80 100 120 140 160 12.00 12.50

SFAMUTRO61724WMA.M Fri Jul 19 16:20:26 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 13 Cyclohexanone, 3,3,5-trimet... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.476 7.85 ug/L 852241 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 83
5 1H-1,2,4-Triazole, 3-(2-methylpr... 125 C6H11N3 040515-29-5 47

Abundance Scan 3479 (12.476 min): VU059976.D\data.ms (-3465) (- | m/z 82.95 100.00%

83.0
5000
55.0
140.0

g 119.0 1250
o"‘w"3‘?1\‘M_uuwplmm‘uH‘_‘m‘uw‘l“if“-?‘ m/z 69.00  45.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L
55.0 12.50
140.0 m/z 54.95 32.87%
27.0 '
O\\\\‘\‘U\\ \\‘\‘\“\‘\‘\\“‘1\\1‘%9?.\0\‘\‘\\\1\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
F
12.50
5000 55.0 ITI/Z 56.00 29.14%
27.0 140.0
b A L asze, T
m/z--> 20 40 60 80 100 120 140 160
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl- AN

R
83.0 12.50
m/z 41.00 21.50%

5000 41.0

=

140.0
1l . lo70 |

015'0 A
miz--> 20 40 60 80 100 120 140 160 12.50

SFAMUTRO61724WMA.M Fri Jul 19 16:20:28 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 14 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.569 32.34 ug/L 3509150 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3508 (12.569 min): VU059976.D\data.ms (-3498) (- | m/z 119.00 100.00%
119.0
5000
91.0
389 650 | | |50 206. 12.50
O bttt A 2920 2005 T m/z 134,00 29.68%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50
m/z 91.00 15.31%
91.0
\‘\%?\.9\‘\\3\9“‘.\0\‘\ \6‘?‘\0\\““\\‘\\‘w‘\\‘\“l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
e A
12.50
5000 m/z 120.00 9.91%
91.0
NI PPl N AR B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50
m/z 117.00 8.88%
5000
91.0
ol 150 410 90 e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.50

SFAMUTRO61724WMA.M Fri Jul 19 16:20:29 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 15 (E)-1-Phenyl-1-butene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.608 18.90 ug/L 2050850 1,4-Dichlorobenzene-d4  11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-l-butene 132 clemi2 001005-64-7 93

2 1-Phenyl-1-butene 132 C10H12 000824-90-8 93
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
Abundance Scan 3520 (12.608 min): VU059976.D\data.ms (-3515) (- | m/z 117.00 100.00%
117.0
o0 1250  13.00
38.9 62.9 : :
| AN T W | S ni 14980 m/z 132.00  47.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 —— ——
91.0 12.50 13.00
m/z 115.00  34.80%
28.0 '
0 \\\‘\‘1 f \“ T \“}”\‘“M?ﬁ“}ﬂ T \‘1 T “W T ‘\‘M\‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
— —
12.50 13.00
5000 ITI/Z 91.00 16.89%
91.0
51.0 ‘
ol 280 e et T4 Mwo
m/z--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane 4 e
117.0 12.50 13.00
m/z 131.00 16.57%
5000
91.0
o 200, %10 a0 | | im0 _H
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00

SFAMUTRO61724WMA.M Fri Jul 19 16:20:31 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55

Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.679 61.39 ug/L 6661160 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87

Abundance Scan 3542 (12.679 min): VU059976.D\data.ms (-3531) (- | m/z 117.00 100.00%
11v.0
91.0 P 1200
12.50 13.00
389 63.0 h &
] SR i TR 1 el 38901529 sz 115,00 32.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000 —r A
12.50 13.00
91.0 m/z 132.00  28.34%
51.0
O ’2\7‘\‘0\\“ T \“1‘\“‘1‘\7%.‘9‘ T \“\ ™7 T M\‘\ LU
miz--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
——= —
12.50 13.00
5000 m/z 91.00 14.07%
39.0 65.0 910
m/z--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 12.50 13.00
m/z 118.00 10.07%
5000
91.0
o200 00 Ll ——
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00

SFAMUTRO61724WMA.M Fri Jul 19 16:20:32 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55

Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 19 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.971 24.66 ug/L 2675720 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96

Abundance Scan 3633 (12.971 min): VU059976.D\data.ms (-3615) (- | m/z 119.00 100.00%
119.0
5000
91.0
389 648 0 |, 149.0 168.9 1300
O bbbt e L 349D 3689 sz 134,00 47.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 90.95 15.43%
39.0 91.0
150 “7 | 850 | | L
0 H‘\|\‘\H“H“i‘\“i‘\\\”‘HH“1‘\\‘1“‘\\\‘\‘\\\\‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
13.00
5000 m/z 133.00 9.81%
91.0
39.0
0 %a?\H\JHH\H?iP\M\\L\‘W\WM\\JM‘\\\\_\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 120.00 9.80%
5000
39‘.0 65.0 91.0
0 H"‘M"ﬂ‘Wh‘Nu‘$\‘ﬂu‘w“Wl“M““““‘
m/z--> 20 40 60 80 100 120 140 160 13.00

SFAMUTRO61724WMA.M Fri Jul 19 16:20:34 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.251 6.23 ug/L 676127 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 93
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 93
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91

4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14

004175-53-5 90
017059-48-2 90

Abundance Scan 3720 (13.251 min): VU059976.D\data.ms (-3708) (- | m/z 131.00 100.00%
131.0

5000 J\
91.0 ——l SRVAW
13.00 13.50
38.9 63.0 ‘ L
el ml‘l‘&i"?m\“l _Ad9.01669 /7 146,00  27.92%
miz--> 20 40 60 80 100 120 140 160
Abundance  #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
5000 /\ i ﬁA\

91.0

39.0 ‘ l ’
65.0
0 ‘\‘\\\"‘\\‘w\‘m\‘\ \“’\\‘\\“\‘]\-J\-#k‘p\‘M\‘lw \8-\0\‘\\\\
miz—> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0

13.00 13.50
5000 m/z 115.00 18.77%
91.0
51.0 ‘
0 _"‘,“u"w“w,ww“w"W“%l‘}‘§9““‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0 13.00 13.50

m/z 129.00 13.77%

5000 91.0
B R e 1140 | uso

m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

SFAMUTRO61724WMA.M Fri Jul 19 16:20:36 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 23 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.293  22.63 ug/L 2456120 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
Abundance Scan 3733 (13.293 min): VU059976.D\data.ms (-3725) (- | m/z 117.00 100.00%
117.0
5000
910 1300 1350
38.9 64.9 ‘ : :
) M sl T R ‘m"H1_‘U‘“u_‘157‘-9”“””2‘9?:9 m/z 132.00  39.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 T T T J\\ T T ‘/\
13.00 13.50
m/z 115.00 26.54%
39.0 g50 910 ‘ ‘
O \\\‘\‘\\\“\\“”\“U\\\“\\\\“\‘\\U‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
=N ]
13.00 13.50
5000 m/z 131.00 18.05%
91.0
51.0
270" ‘ ‘
) S P R SO L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- —r— P
117.0 13.00 13.50
m/z 91.00 10.70%
5000
390 65.0 ‘ ‘
0 m‘HH“H‘H“UHWumwu“_MWm_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

SFAMUTRO61724WMA.M Fri Jul 19 16:20:37 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 24 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.450 105.79 ug/L 11479600 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 64

Abundance Scan 3782 (13.450 min): VU059976.D\data.ms (-3759) (- | m/z 117.00 100.00%
0

117.
5000
91.0

38.9 64.8 13.50
5.0
Y o RO O R I P40 m/z 119.00  60.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T
91.0 13.50
51.0 m/z 131.95 36.25%
27.0 ' ‘
0 H\‘\‘\H“"‘\\“U\““HT?HQ‘HH\“H‘H ‘\‘U\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 Jk
=t
13.50
5000 ITI/Z 115.00 31.17%

39.0 65.0 91.0 M
B O U R [ -

=

mlz--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene T

11v.0 13.50

m/z 134.00  25.76%
5000
91.0
51.0 ‘
0 2”’,99-0“ ) S

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 Cyclopentene, 1,4-dimethyl-... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.502 6.43 ug/L 698179 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C1@H18 061142-33-4 50
2 Cyclohexene, 4-methyl-1-(1-methy... 138 C1@H18 000500-00-5 38
3 4-Fluoro-6-aminopyrimidine 113 CAHA4FN3 051421-96-6 38
4 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 005502-88-5 38
5 1-(1-Propynyl)cyclohexanol 138 C9H140 000697-37-0 35
Abundance Scan 3798 (13.502 min): VU059976.D\data.ms (-3793) (- | m/z 95.00 100.00%
95.0 113.0
5000
42.9
67.0 ‘
H m ‘ 138.0 13.50 |
Ofrrr e ‘u ‘ M Al UJ‘ bl b L1880 11300 86.37%
m/z--> 20 40 100 120 140 160
Abundance #19536: Cyclopentene, 1,4-dimethyl-5-(1-methylethyl)-
95.0
5000 AN
670 / 811:;:0 33.839
m/z . . 0
270 ‘ ‘ 123.0
O\\\‘\‘\\\“ \Q\‘\\\\““\\‘\M‘\\\\“\\\\“\\\\‘\\\
miz--> 20 80 100 120 140 160
Abundance #19530.Cydohexene,44neﬂwh1{14neﬂwkﬂhwy
95.0
R 1
13.50
5000 67.0 m/z 42.90  33.51%
41.0
138.0
0 ‘1‘51'0“‘“ L, “‘Hu M ‘ ‘?nl?’d‘ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #7741: 4-Fluoro-6-aminopyrimidine T
113.0 13.50
m/z 67.00 25.42%
5000
41.0
59.0
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55

Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.621 30.39 ug/L 3297640  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
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 93
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91

Abundance Scan 3835 (13.621 min): VU059976.D\data.ms (-3824) (- | m/z 103.95 100.00%
104.0
5000 131.9
= —
509 /8.0 ‘ 13.50 14.00
o Y N W 1“‘ Al 1580 n/y 131,05 49.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0
13.50 14.00
m/z 90.95 44.09%
78.0
270 | *° ) 7] Lyl
O\\\\‘\\\\‘\\‘H H\\\‘\\}\“\\1‘\‘1‘\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
1320 13.50 14.00
5000 m/z 114.95 17.64%
270 00 0 L
O e el e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13.50 14.00
m/z 117.00 14.77%
132.0
5000
omww‘_m\m o b
m/z--> 20 40 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.781 4.87 ug/L 528326 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
Abundance Scan 3885 (13.781 min): VU059976.D\data.ms (-3877) (- | m/z 131.00 100.00%
131.0
910 1350 1400
38.9 64.2 ' ‘ : :
ol i ‘u]"]?‘i"?‘ i 1651 sz 146,00 24.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
13.50 14.00
390 91.0 m/z 129.00 17.14%
0 630 ‘
04 T \‘1‘\ \“‘\ \“1‘ \“‘W\ \‘\“‘ 1T “‘\‘]\-]TJ’\‘.?\‘ 1 \8\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
13.50 14.00
5000 m/z 115.00 16.32%
39.0 64.0 91.0
0l \“w NSRS \‘\ \ ‘w‘]\'%'?\‘!“! \ ‘11‘\810\ I
m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- —r— R
131.0 13.50 14.00
m/z 128.00 11.89%
5000
91.0
39.0
64.0
oo 00 | e weo . ]
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.836 9.32 ug/L 1011360 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 89
Abundance Scan 3902 (13.836 min): VU059976.D\data.ms (-3893) (- | m/z 131.00 100.00%
131.0
- LA/\/\/\ /Lj\/
91.0 A e
50.9 179.9 13.50 14.00
0 oaoAl T 2068 /7 133.00  64.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0
13.50 14.00
39.0 m/z 146.00 36.49%
0\‘\\\\‘H\\‘\\‘HM}\\‘\\H\\“H\\H“\L‘m\‘\M\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
LA o
13.50 14.00
5000 m/z 115.00 23.90%
390 650 910 | |
0WHW‘M“‘M“_“H‘H‘1“‘MW‘HWHH_M,HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- o R
131.0 13.50 14.00
m/z 91.00 22.97%
5000
SET.O 63.0 91.0 ‘ ‘
oW‘MW‘W‘MJWH_H!‘_‘Mw:MHWHWH,HH o A AN
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\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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-1,6-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.939 12.88 ug/L 1397180 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
Abundance Scan 3934 (13.939 min): VU059976.D\data.ms (-3929) (- | m/z 131.00 100.00%
131.0
5000
91.0
14.00
38.9 64.6 ‘
Ol et e i i ‘H“ Al L 1681 2069 o 14600 26.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 ‘A“ T
14.00
m/z 115.00 15.89%
390 gq0 910
O\‘\‘\\\“‘H“i‘\““\‘\ \“\\‘\\“r‘\\H‘\‘M\‘i“\\\‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
e
14.00
5000 m/z 91.00 13.25%
91.0
51.0 ‘ |
0“H“_‘MWW‘HM‘M‘pw‘hwmlwﬁhu“u“u‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl- — NS
131.0 14.00
m/z 129.00 12.89%
5000
91.0
2 a0 O N
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 Azulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.084 65.39 ug/L 7095680 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Naphthalene 128 C10H8 000091-20-3 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3979 (14.084 min): VU059976.D\data.ms (-3965) (- | m/z 128.00 100.00%
128.0
5000
14.00 |
50.9 73.8 102.0 .
0 ‘HH_nh‘“wmw"H‘M‘Hw“H‘“1‘4‘9-9‘1‘7‘9-‘1“”‘2,95-‘9 m/z 127.00  13.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 T T

-
14.00
m/z 129.00  10.95%

51.0 750 102.0 H
O‘\\\\‘\\“\\‘w\\w“\\\\“‘\\\\‘\‘\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene
128.0

14.00
5000 m/z 101.95 7.93%
102.0
ol280 °10 770 "
L I L L e B B R M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene /\‘ = ]
128.0 14.00

m/z 125.95 7.40%

5000

270 10 770 1020

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55

Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 33 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.190 5.17 ug/L 560927 1,4-Dichlorobenzene-d4 11.810
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 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 003877-19-8 81

4 Naphthalene,

5 Naphth[1,2-b]oxirene, 1a,2,3,7b-...

1,2,3,4-tetrahydro-...

146 C11H14
146 C10H1e0

003877-19-8 76
002461-34-9 62

Abundance Scan 4012 (14.190 min): VU059976.D\data.ms (-4002) (-

104.0

m/z 103.95 100.00%

C

5000 146.0
e .
s09 770 128,0 14.00 14.50
I M TIOR8 p” ~AL, gin b 'm/z 146.00  46.95%
miz--> 20 60 80 100 120 140 160
Abundance  #25044: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
146.0
5000
14.00 14.50
m/z 90.95 33.48%
Ot rrr iyt ‘U\\\‘\\‘}\‘\\ \‘\M\ \“\\\ T
\ \ \ \ 1 T \ T
miz--> 20 60 80 100 120 140 160
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%
150 39"0 g 70 | | 0
O P R OO M YO MO Y A
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl- —r —
104.0 14.00 14.50
m/z 114.95 19.67%
5000 146.0
39.0 78.0 1280
o N .1 O M O T A e A
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

SFAMUTRO61724WMA.M Fri Jul 19 16:20:50 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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-Inden-1-one, 2,3-dihydro... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.286 8.77 ug/L 951245 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 81
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 76
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 76
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 76
Abundance Scan 4042 (14.286 min): VU059976.D\data.ms (-4032) (- | m/z 131.00 100.00%
131.0
91.0 - J
389 649 ‘ 14.00 14.50
O i el Wl 1600 1913y, 117 00 37.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0
5000 N P
103.0 14.00 14.50
' m/z 146.00  34.42%
39.0 77.0 ‘ ‘
0 \H\‘\W\\““\\Hi \“‘M\ \HU“\\“‘\\“U\ T M“ T }‘! \‘\“\ R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
14.00 14.50
5000 m/z 115.00 26.52%
91.0
0 #0 0 |
o i P TR I O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- — =
131.0 14.00 14.50
m/z 133.00 25.76%
5000
390 gq0 910
0\\\W\M\AMHWWW\HM\\LWN\JM\%M‘JHH‘\\H‘\\H‘
m/z--> 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\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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, 1-pentenyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
14.344 4.29 ug/L 465126  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 52
2 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 50
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 50
4 1H-Indene, 1l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 49
5 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 47
Abundance Scan 4060 (14.344 min): VU059976.D\data.ms (-4052) (- | m/z 117.00 100.00%
117.0
5000
146.0
= =
a9 769 ‘ 14.00 14.50
Obrrro b oedyotee et i 17402089 268¢ 131 60 39.24%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #24983: Benzene, 1-pentenyl-
11v.0
5000 — P
14.00 14.50
146.0 m/z 146.60  35.41%
28.0 65.0 ‘
O \’\“\H“‘H“H“MH“’\H\‘H\‘Hl‘\}HH’\‘H\‘HH‘HH’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #25008: Benzene, (1-ethyl-2-propenyl)-
117.0
14.00 14.50
5000 m/z 115.00 32.99%
39.0‘ ‘77.0 ‘ 146.0
Ottt ettt e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #24981: Benzene, 1-pentenyl- I =
117.0 14.00 14.50
m/z 145.00  23.78%
5000
39.0 146.0
LA
L .. M -
m/z--> 20 40 60 80 100120140160 180200 220 240260 14.00 14.50

SFAMUTRO61724WMA.M Fri Jul 19 16:20:53 2024 Page: 27



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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-5,6-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.482 11.40 ug/L 1236730  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 96
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
Abundance Scan 4103 (14.482 min): VU059976.D\data.ms (-4093) (- | m/z 131.00 100.00%
131.0
91.0 i4%d
50.9 70. ' '
il M }ﬂlp I ‘ I 1620 m/z 146.00 34.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
5000
14.50
390 m/z 115.00 16.13%
. 91.0
63.0
O T \]-\5\‘0\‘\\\“‘\\“\‘\‘m\‘\ ““““J‘WJ“]"hp M\\‘\“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
==
14.50
5000 m/z 129.00 15.86%
27.0 51.0 91.0
O e N £ |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 14.50
m/z 145.00 14.19%
B M
39.0 91.0
63.0
R P RN N £ | Y Uy
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.871 9.92 ug/L 1076820 1,4-Dichlorobenzene-d4 11.810
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-5,6-dimet... 146 C11H14 001075-22-5 97
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 93
Abundance Scan 4224 (14.871 min): VU059976.D\data.ms (-4215) (- | m/z 131.00 100.00%
131.0
14‘56 iS‘Od
509 70.9 | ‘ 160.0 : :
o‘m_Hmm‘ww?w“w}\R‘Mmmim‘lﬁf‘c?’ m/z 146.00  35.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 [ SR
14.50 15.00
m/z 145.00 22.27%
390 650 91.0
O\\\\‘\\\\‘\\‘\\“H\H\“\\‘\\‘\\\hh‘\m\‘\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
7 P
14.50 15.00
5000 m/z 115.00 17.35%
39.0 91.0
63.0
o 2200 1 W0 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 14.50 15.00
m/z 128.00 14.15%
39.0 91
63.0
owwmhow\ NAVASIVAN
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\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 40 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

15.016  9.92 ug/L 1076320 1,4-Dichlorobenzene-d4  11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 83
,3,4-t
3,4-t

,4-
4 Naphthalene, 1,2,3, etrahydro-... 146 C11H14 002809-64-5 76
5 Naphthalene, 1,2,3, etrahydro-... 146 C11H14 001680-51-9 76

Abundance Scan 4269 (15.016 min): VU059976.D\data.ms (-4258) (- | m/z 131.00 100.00%
131.0
5000
105.0
T T
509 770 ‘ | ‘ 160.0 15.00
O byl il m/z 118.00  64.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 S0 L VA S’
39.0 91.0 15.00
15.0 63.0 m/z 146.00  59.67%
Om’ ’\““!\“\“\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
=TT T
15.00
5000 ITI/Z 117.00 38.07%
0 ,““Mu“‘w””_
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- s :
131.0 15.00
m/z 104.95 31.92%
5000 91.0
39.0
‘ 65.0 ‘ ‘
o220l A “‘1“‘1“;‘”‘ el A s
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 45 Naphthalene, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.260 13.12 ug/L 1423410 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 4656 (16.260 min): VU059976.D\data.ms (-4644) (- | m/z 156.00 100.00%
15

6.0
5000

ago 789 11‘5-0‘ I ‘ 16.00 16.50
ol P LAl 207.0 2804y 141,00 66.20%
m/z--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl- Wh
156.0
5000 U

—
16.00 16.50
m/z 155.00 35.40%

77.0 1150
04— ‘\39‘\0” ‘\‘h HH‘\ 8 T \“\ ““\ U ‘M\ L B B B B B B
m/z--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0

16.00 16.50
5000 m/z 153.00 13.75%
77. 115.0
ol 229 ‘MHH“OH iy HJM S
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0 16.00 16.50

m/z 128.00  13.48%

5000
115.0
39.0 77.0 ‘ ‘
- i‘ \‘\ m\H\ - ‘\H‘ U |

AV A
miz--> 50 100 150 200 250 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 Naphthalene, 2,7-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.405 12.99 ug/L 1410090 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
Abundance Scan 4701 (16.405 min): VU059976.D\data.ms (-4691) (- | m/z 156.00 100.00%
156.0 m
5000
115.0
38.9 76.0 “ m 16.50
e L 1928 2691y 0 141 .00 80.80%
miz-> 50 100 150 200 250
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
5000 T
16.50
m/z 155.00  30.14%
77.0 115.0
0\\\\?’9‘\01‘ \H\‘H‘\ ‘\‘\‘\m\ ‘i“w\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
16.50
5000 m/z 115.00 17.10%
77.0
115.0
o320 d il
miz--> 50 100 150 200 250
Abundance #33148: Naphthalene, 2,3-dimethyl- —F=
156.0 16.50
m/z 153.00 14.70%
5000
o 1150 m
o B i L
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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 47 Naphthalene, 1,7-dimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
16.444 6.84 ug/L 742475 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 4713 (16.444 min): VU059976.D\data.ms (-4708) (1 m/z 156.00 100.00%
156.0
5000 b
a8 7?-9 11‘5'0‘ ‘ 16.50
ol e Ll 1920 2828 s 141,00 65.50%
miz-> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000
16.50
m/z 155.00  37.79%
77.0 115.0 m
0 \‘:\39‘\01‘ \h\‘H‘\ g T \‘\‘m\ H“ L B B B B B B B
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
16.50
5000 m/z 115.00 15.12%
770 115.0
39.0 ’
miz--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl- —F=
156.0 16.50
m/z 157.00  14.58%
5000
77.0 115.0
O IO W O I —
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample ¢ P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 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, 2,3-dimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
16.637 5.60 ug/L 607566 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
Abundance Scan 4773 (16.637 min): VU059976.D\data.ms (-4756) (- | m/z 156.00 100.00%
156.0
115.0 T T
38.9 75.9 ‘ ‘ m 16.50 17.00
A L L 1929 2690 s 146,95 86.90%
miz-> 50 100 150 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000
16.50 17.00
115.0 m/z 155.00  25.86%
77.0 ‘
0 T T ‘\ ‘\ “ \‘h \‘ HH‘\ ‘\ ‘ T ‘\ ““\ U ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 Pﬂ
—r— —
16.50 17.00
5000 m/z 115.00 18.54%
76.0
oL “\‘39‘ \‘M‘\H\”‘ \110‘\“\‘ “‘ . P P
miz--> 50 100 150 200 250
Abundance #33149: Naphthalene, 2,3-dimethyl- —= ==
156.0 16.50 17.00
m/z 127.95 14.00%
5000
115.0
39.0 60 | | m
) St B EEPAVARD B 15 1 S — e e
m/z--> 50 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59976.D

Acqg On : 16 Jul 2024 15:55
Operator : MD/SY

Sample : P3217-21

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 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|
Diisopropyl ether 3.988 7.2 ug/L 551760 1 6.248 383579 5.0
Benzene, propyl- 10.904 75.3 ug/L 8175380 3 11.810 542555 5.0
Benzene, 1l-ethy... 11.293 8.7 ug/L 938414 3 11.810 542555 5.0
7-Oxabicyclo[2.... 11.637 37.1 ug/L 4028650 3 11.810 542555 5.0
Benzene, cyclop... 12.093 126.9 wug/L 13772200 3 11.810 542555 5.0
Benzene, 1,2-di... 12.299 7.3 ug/L 786237 3 11.810 542555 5.0
Cyclohexanone, ... 12.476 7.8 wug/L 852241 3 11.810 542555 5.0
Benzene, 1l-ethy... 12.569 32.3 wug/L 3509150 3 11.810 542555 5.0
(E)-1-Phenyl-1-... 12.608 18.9 wug/L 2050850 3 11.810 542555 5.0
Benzene, 1l-ethe... 12.679 61.4 ug/L 6661160 3 11.810 542555 5.0
Benzene, 1,2,3,... 12.971 24.7 ug/L 2675720 3 11.810 542555 5.0
Benzene, 1-meth... 13.251 6.2 ug/L 676127 3 11.810 542555 5.0
1H-Indene, 2,3-... 13.293 22.6 ug/L 2456120 3 11.810 542555 5.0
Benzene, 2-ethe... 13.450 105.8 ug/L 11479600 3 11.810 542555 5.0
Cyclopentene, 1... 13.502 6.4 ug/L 698179 3 11.810 542555 5.0
Naphthalene, 1,... 13.621 30.4 ug/L 3297640 3 11.810 542555 5.0
1H-Indene, 2,3-... 13.781 4.9 ug/L 528326 3 11.810 542555 5.0
Benzene, (1,2-d... 13.836 9.3 wug/L 1011360 3 11.810 542555 5.0
1H-Indene, 2,3-... 13.939 12.9 ug/L 1397180 3 11.810 542555 5.0
Azulene 14.084 65.4 ug/L 7095680 3 11.810 542555 5.0
Naphthalene, 1,... 14.190 5.2 ug/L 560927 3 11.810 542555 5.0
1H-Inden-1-one,... 14.286 8.8 wug/L 951245 3 11.810 542555 5.0
Benzene, l1l-pent... 14.344 4.3 ug/L 465126 3 11.810 542555 5.0
1H-Indene, 2,3-... 14.482 11.4 ug/L 1236730 3 11.810 542555 5.0
1H-Indene, 2,3-... 14.871 9.9 wug/L 1076820 3 11.810 542555 5.0
Naphthalene, 1,... 15.016 9.9 ug/L 1076320 3 11.810 542555 5.0
Naphthalene, 2, 16.260 13.1 ug/L 1423410 3 11.810 542555 5.0
Naphthalene, 2,... 16.405 13.0 ug/L 1410090 3 11.810 542555 5.0
Naphthalene, 1,... 16.444 6.8 ug/L 742475 3 11.810 542555 5.0
Naphthalene, 2, 16.637 5.6 ug/L 607566 3 11.810 542555 5.0
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