LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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 : 0 Peak Location: TOP

IT 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: VU059819.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 1.595 84 95 106 rBv2 503966 555063 2.68% 0.303%
2 1.988 206 217 239 rVB 3083751 4185898 20.24% 2.287%
3 2.197 271 282 304 rVB 1653218 2324263 11.24% 1.270%
4 2.309 307 317 329 rBV 236428 337275 1.63% 0.184%
5 2.460 355 364 382 rvVvB 408186 650878 3.15%  0.356%
6 2.962 503 520 523 rBV3 120938 234354 1.13% 0.128%
7 3.010 524 535 546 rVW3 691565 1844276 8.92%  1.008%
8 3.074 547 555 562 rvW 845833 1687914 8.16%  0.922%
9 3.129 563 572 594 rvB2 1351419 3063175 14.81% 1.673%
10 3.351 622 641 666 rBV 721534 1593638 7.71% 0.871%
11  3.689 728 746 774 rBV 403753 895402 4.33% 0.489%
12 3.968 820 833 852 rvB2 134410 329080 1.59%  0.180%
13 4.158 879 892 907 rvW 293198 745406 3.60% 0.407%
14 4.242 907 918 934 rVW 158106 388103 1.88% 0.212%
15 4.521 987 1005 1023 rBV 2853965 6862920 33.19%  3.749%
16 5.380 1252 1272 1287 rBV 3773057 8607153 41.62% 4.702%
17 5.586 1321 1336 1342 rBV2 161536 344724 1.67% 0.188%
18 5.631 1343 1350 1362 rVV 207521 435416 2.11% 0.238%
19 5.766 1362 1392 1407 rVV 10147426 20680575 100.00% 11.298%
20 5.843 1407 1416 1420 rVV 451460 872226  4.22%  0.477%
21 5.885 1421 1429 1448 rVV3 1396465 3578492 17.30% 1.955%
22 5.981 1448 1459 1484 rVB2 500077 1118839 5.41% 0.611%
23  6.242 1528 1540 1547 rBV 199861 372310 1.80% 0-203%
24  6.756 1683 1700 1722 rVB 2947695 6264549 30.29%  3.422%
25 6.975 1756 1768 1781 rVB 230017 419697 2.03% 0.229%
26 7.155 1808 1824 1826 rBV2 428653 659032 3.19%  0-360%
27 7.389 1881 1897 1910 rBV 815988 1552683 7.51% 0.848%
28 7.569 1938 1953 1969 rBV6 91622 226196 1.09%  0.124%
29 7.753 2000 2010 2025 rVB 310032 578332 2.80% 0.316%
30 7.849 2027 2040 2046 rBV 241010 447115 2.16% 0.244%
31 7.891 2046 2053 2063 rVB2 291962 487859 2.36% 0.267%
32 7.962 2064 2075 2087 rVB 1143927 1896570 9.17% 1.036%
33 8.032 2087 2097 2109 rBv2 111378 258873 1.25%  0.141%
34 8.151 2127 2134 2149 rVB2 111470 238549  1.15%  0.130%
35 8.235 2150 2160 2172 rVv2 193991 376873 1.82%  0.206%
36 8.306 2173 2182 2191 rvV 187518 350243 1.69% 0-.191%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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 : 0 Peak Location: TOP

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

Method > Z:\voasrv\HPCHEMI\MSVOA_U\Method\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

37 8.360 2192 2199 2205 rVv2 144393 251497  1.22%  0.137%
38 8.405 2205 2213 2247 rVB 305371 626025 3.03% 0.342%
39 8.627 2273 2282 2295 rBY 249834 475223 2.30% 0.260%
40 8.862 2345 2355 2368 rBv4 139382 378424 1.83% 0.207%
41 9.325 2488 2499 2516 rBv8 108282 225726  1.09% 0.123%
42 9.412 2516 2526 2542 rBY 288272 557669 2.70%  0.305%
43 9.563 2562 2573 2594 rVB 4052045 6369897 30.80%  3.480%
44  9.688 2597 2612 2628 rBV 8504351 13637918 65.95%  7.450%
45 10.093 2729 2738 2765 rVB 624054 1107016 5.35% 0.605%
46 10.267 2769 2792 2804 rBV7 109309 302099 1.46%  0.165%
47 10.476 2846 2857 2868 rBVY 965093 1486772 7.19% 0.812%
48 10.897 2977 2988 3001 rBV 1732643 2641205 12.77% 1.443%
49 11.016 3009 3025 3035 rVV 1144687 2085066 10.08% 1.139%
50 11.081 3035 3045 3063 rVB 1251443 1945505 9.41% 1.063%
51 11.286 3097 3109 3130 rBVY 1017675 1728034 8.36% 0.944%
52 11.412 3132 3148 3154 rBvV2 130499 248447 1.20%  0.136%
53 11.460 3154 3163 3174 rVV 1756361 2566259 12.41% 1.402%
54 11.605 3197 3208 3212 rBV2 228456 360300 1.74% 0.197%
55 11.637 3213 3218 3233 rVB 291864 441501  2.13% 0.241%
56 11.804 3257 3270 3284 rVB3 381858 812155 3.93% 0.444%
57 11.888 3285 3296 3307 rBV 1065264 1638773 7.92% 0.895%
58 12.000 3323 3331 3346 rVB 246186 396688 1.92%  0.217%
59 12.087 3346 3358 3376 rBV2 4782002 7622580 36.86% 4.164%
60 12.183 3377 3388 3411 rVB4 1032534 2143604 10.37% 1.171%
61 12.296 3413 3423 3436 rBV2 356459 592289 2.86% 0.324%
62 12.370 3437 3446 3462 rVB 303888 488335 2.36% 0.267%
63 12.460 3464 3474 3480 rBV 238567 383746  1.86%  0.210%
64 12.563 3490 3506 3514 rBV 2478556 3739800 18.08%  2.043%
65 12.605 3514 3519 3531 rVV2 656821 1069318 5.17%  0.584%
66 12.675 3531 3541 3560 rVv2 2310590 4703315 22.74% 2.569%
67 12.810 3575 3583 3591 rVv3 173157 444816  2.15% 0.243%
68 12.859 3592 3598 3610 rVB2 487137 793945  3.84%  0.434%
69 12.965 3613 3631 3641 rBVY 1787641 3021417 14.61% 1.651%
70 13.023 3641 3649 3664 rVB2 422727 795725 3.85%  0.435%
71 13.103 3665 3674 3688 rBv4 394834 795333  3.85%  0.434%
72 13.193 3695 3702 3711 rBY 273020 376812 1.82%  0.206%
73 13.248 3712 3719 3724 rVV3 308034 472545 2.28%  0.258%
74 13.286 3724 3731 3755 rVB 1316179 2189737 10.59%  1.196%
75 13.444 3770 3780 3795 rVB3 4950008 8309406 40.18%  4.539%
76 13.518 3796 3803 3809 rBv4 207049 272439  1.32%  0.149%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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 : 0 Peak Location: TOP

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

Method > Z:\voasrv\HPCHEMI\MSVOA_U\Method\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0
77 13.621 3828 3835 3859 rVB6 555094 1195153 5.78% 0.653%
78 13.730 3860 3869 3875 rBV3 294212 503267 2.43% 0.275%
79 13.778 3876 3884 3891 rBY 571119 843769 4.08%  0.461%
80 13.830 3892 3900 3911 rBV5 820686 1407988 6.81% 0.769%
81 13.904 3917 3923 3927 rBV2 359908 542257 2.62%  0.296%
82 13.936 3928 3933 3948 rvB2 852445 1811874 8.76% 0.990%
83 14.055 3961 3970 3973 rBV3 324608 493631 2.39% 0.270%
84 14.109 3983 3987 3999 rVB 489884 738829  3.57%  0.404%
85 14.183 4001 4010 4024 rvB4 420236 717037  3.47%  0.392%
86 14.283 4025 4041 4051 rBV3 632202 1326813 6.42% 0.725%
87 14.341 4052 4059 4068 rBV5 295575 467326  2.26%  0.255%
88 14.476 4091 4101 4108 rBv2 427237 754117  3.65%  0.412%
89 14.666 4148 4160 4174 rBv6 819022 2087624 10.09%  1.140%
90 14.804 4195 4203 4213 rBV 389726 609466 2.95%  0.333%
91 14.868 4215 4223 4234 rVB3 521300 895811 4.33% 0.489%
92 14.932 4236 4243 4257 rVB2 223611 386588 1.87% 0.211%
93 15.013 4258 4268 4282 rBv4 649960 1339832 6.48% 0.732%
94 15.215 4318 4331 4341 rVV 3081017 4992676 24.14% 2.728%
95 15.402 4378 4389 4401 rBV 2877998 4738499 22.91% 2.589%
96 15.920 4540 4550 4560 rBV5 222009 392006 1.90%  0.214%
97 16.141 4611 4619 4625 rBv2 220870 336101 1.63% 0.184%
98 16.254 4645 4654 4664 rBY 504736 791365 3.83%  0.432%
99 16.402 4690 4700 4706 rBY 620976 972501 4.70% 0.531%
100 16.440 4706 4712 4726 rVB 460642 742019  3.59%  0.405%

Sum of corrected areas: 183047861
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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: VU059819.D\data.ms
1le+07 5.766

8000000
6000000
4000000 5.380

1.988 4,521
2000000 2.197 3.129 .885
384914 3.351
1.295 AZ %Ozv,mM N 3880 4 9684 15842 5@J Le. 242
SRR A T%/\ a

\‘\—V_Y_Y‘\\\ [ \\—r\\\\’—ﬁ\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\
Time--> 1.40 1.60 180200220240260280300320340360380400420440460480500520540560580600620640660

Abundance TIC: VU059819.D\data.ms
1le+07

o

9.688
8000000

6000000
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4000000 9369

756

2000000 10.897 11.460

7.362 0.476 10084, 286 11.888 1p.1
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Time--> 7.00 750 8.00 8.50 '9.00 9.50 1000 1050 1100 1150 12.00

Abundance TIC: VU059819.D\data.ms
1le+07

o

8000000

6000000
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4000000

2000000

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.988 56.22 ug/L 4185900 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 Pentane 72 C5H12 000109-66-0 42
4 Pentane 72 C5H12 000109-66-0 32
5 3-Buten-1-ol 72 C4H80 000627-27-0 25
Abundance Scan 217 (1.988 min): VU059819.D\data.ms (-206) (-) m/z 42.95 100.00%
1 570
5000
‘ ‘ 72.0 1.60 1.80 2.00 2.20 2.40
e prrrr e e b et e | m/z 42.00 83.73%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.60 1.80 2.00 2.20 2.40
m/z 40.95 80.58%
15.0 ‘ 1L, ‘ 7%0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0 1.60 1.80 2.00 2.20 2.40
5000 210 m/z 57.00 79.89%
15.0
72.
H“ziqu“mw"H‘HH}‘1””““!0‘””‘MOH“H
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane B e
43.0 1.60 1.80 2.00 2.20 2.40
m/z 55.95 26.50%
5000
27.0
57.0 72.0
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.197 31.21 ug/L 2324260 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 91
3 Pentane 72 C5H12 000109-66-0 90
4 Pentane 72 C5H12 000109-66-0 90
5 Pentane 72 C5H12 000109-66-0 90
Abundance Scan 282 (2.197 min): VU059819.D\data.ms (-271) (-) m/z 42.95 100.00%
5000 J\\
57.0 BRALALEL R e e
sl a0 65072-0 1.80 2.00 2.20 2.40 2.60
5. . .

O pvperene e peene s Wy 5 e s e e m/z 41.95 57.31%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

Abundance #809: Pentane

43.0
5000
1.80 2.00 2.20 2.40 2.60
m/z 40.95 48.87%
27.0 57.0 720 0
’HH‘\H\‘HH‘HHH!‘\‘\’HH‘\”MHM\?9.\9\}}H\‘\9\5‘.\(\)\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #808: Pentane
43.0
1.80 2.00 2.20 2.40 2.60
5000 m/z 56.95 18.76%
27.0 57.0 72.0
om0 [ lso o |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #810: Pentane B e AR
43.0 1.80 2.00 2.20 2.40 2.60
m/z 38.95 14.84%
5000
27.0
BN A N | T Y A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
2.309 4.53 ug/L 337275 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentene, (2)- 70 C5H10 000627-20-3 91
2 2-Methyl-1-butene 70 C5H10 000563-46-2 91
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 91
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
Abundance Scan 317 (2.309 min): VU059819.D\data.ms (-307) (-) m/z 55.00 100.00%
55.0
5000
H‘ 2.00 2.20 2.40 2.60
et e 2220 gz 70.000 43.18%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #639: 2-Pentene, (2)-
55.0
5000
2.00 2.20 2.40 2.60
27,0 m/z 41.95 27.70%
{
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #643: 2-Methyl-1-butene
55.0
2.00 2.20 2.40 2.60
5000 m/z 38.90 21.93%
1)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 2.00 2.20 2.40 2.60
m/z 40.95 20.49%
5000
i |
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 (DEL) Alkane: Cyclic2.460 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
2.460 8.74 ug/L 650878 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
4 2-Methyl-1-butene 70 C5H10 000563-46-2 86
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
Abundance Scan 364 (2.460 min): VU059819.D\data.ms (-355) (-) m/z 55.00 100.00%
55.0
38.9 R R !
‘ H 2.20 2.40 2.60 2.80
H‘HH‘HH‘\H‘\“\‘H\"‘\‘H\‘H\‘\“‘\\\\‘\8\5\.\8‘\\ m/Z 70.00 47.51%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
558.0
5000 70.0
41.0 2.20 2.40 2.60 2.80
290 ‘ m/z 38.90 23.22%
\\‘\\\\‘\\\‘\‘\\\{‘i\‘\\\i‘\‘}}\‘\\\‘\“‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
2.20 2.40 2.60 2.80
m/z 41.00 22.92%
5000 70.0 ?
41.0
29.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #647: 2-Butene, 2-methyl- R RARRE S
55.0 2.20 2.40 2.60 2.80
m/z 42.00 18.43%
5000 70.0
41.0
29.0
so |l L
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
2.962 3.15 ug/L 234354  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 76
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 53
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 49
4 1-Hexene 84 C6H12 000592-41-6 46
5 2-Butene, (2)- 56 C4H8 000590-18-1 43
Abundance Scan 520 (2.962 min): VU059819.D\data.ms (-503) (-) m/z 41.00 100.00%
41.0
56.0
69.0
5000
84.0
‘ ‘ 2.60 2.80 3.00 3.20
\\w\\\w\\\w\\\w\\NW\\\ﬂMEHW\w\W\\\W\NH‘\\ m/Z 42.95 91.00%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene
41.0 56.0
27.0
5000 L L B LI B LA LN R I
84.0 2.60 2.80 3.00 3.20
69.0 ' m/z 56.00 79.68%
15.0
‘H%P‘W‘m‘“‘lh‘H}LinﬂlHW‘MMH‘W‘M‘\H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
A e
2.60 2.80 3.00 3.20
5000 27.0 69.0 m/z  69.00 66.44%
84.0
15.0
‘H“H“wk‘_‘lM“ulmu‘Hh R R e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0 2.60 2.80 3.00 3.20
410 m/z 55.00 60.08%
5000
27.0 69.0 g4
15.0 ‘
\\\‘H\\‘\\‘\\‘Hll‘\ul}\‘\ui‘\‘} et R R ERRRAE
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 Cyclopentene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.010 24.77 ug/L 1844280 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopentene 68 C5H8 000142-29-0 91
3 Cyclopentene 68 C5H8 000142-29-0 90
4 Cyclopentene 68 C5H8 000142-29-0 78
5 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 64
Abundance Scan 535 (3.010 min): VU059819.D\data.ms (-524) (-) m/z 67.00 100.00%

67.0
5000

389 530 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
2.60 2.80 3.00 3.20 3.40
\m \ Wl ,75.7 86.0

\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\“\\\.\’\\\.\‘\\\ m/Z 68.00 38.35%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #503: Cyclopentene
67.0

5000 AMSEENES A WA S
2.60 2.80 3.00 3.20 3.40

390 =530 m/z 38.90  17.29%

270 ‘W ‘
1
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 50 60 70 80 90
Abundance #498. Cyclopentene
67.0

2.60 2.80 3.00 3.20 3.40

5000 m/z 53.00 16.73%
39.0 53.0
270
15.0 I
“‘,‘,‘,‘

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #505: Cyclopentene _m‘uwmwu‘/‘\,u
67.0 2.60 2.80 3.00 3.20 3.40

m/z 42.00 11.56%

5000
39.0 53.0
27.0 ‘H
H"“"‘H“"",M“““‘,HH“““W“““‘

m/z--> 10 20 30 5 60 70 80 90 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.074 22.67 ug/L 1687910 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 59
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 59
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 50
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
Abundance Scan 555 (3.074 min): VU059819.D\data.ms (-547) (-) m/z 43.00 100.00%

43.0
71.0
5000
57.0

| | 0 2.80 3.00 3.20 3.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\i\}\\‘\“H\‘\\\\‘}\\\‘\\\‘\‘\\\ m/z 71.00 63.00%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0

5000 710 AN
2.80 3.00 3.20 3.40

27.0 57.0 m/z 42.00 41.24%

86.0
15.0
mi/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-

43.0

2.80 3.00 3.20 3.40
m/z 41.00 38.03%

5000 71.0
27.0 57.0
86.0
SO -1 O N (Y Y . 20
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-

43.0 2.80 3.00 3.20 3.40
m/z 57.00 21.54%

5000
27.0 71.0
15.0 ‘ 57.0 ‘

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 (DEL) Alkane: Cyclic3.129 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.129 41.14 ug/L 3063180 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
3 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
4 1-Pentene 70 C5H10 000109-67-1 59
5 1-Pentene 70 C5H10 000109-67-1 53
Abundance Scan 572 (3.129 min): VU059819.D\data.ms (-563) (-) m/z 42.00 100.00%
42.0
55.0
5000 700 JJ\/L
2.803.003.20 3.40
63.0 84.0 . : . :
e S e M/Z 55.00 5490
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #636: Cyclopentane
42.0
5000
55.0 2.80 3.00 3.20 3.40
700 m/z 70.00 49.41%
27.0 \‘ ‘
HH‘HH‘\H\‘HH’H\HHH‘HH‘\}\’HH‘\H\‘\\H‘HH’\HHH\\‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #652: Cyclobutane, methyl-
42.0
2.80 3.00 3.20 3.40
5000 m/z 41.00 36.01%
55.0
21.0 70.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #655: Cyclobutane, methyl- o RRRRREA S
42.0 2.80 3.00 3.20 3.40
m/z 38.95 24.06%
5000
55.0
B
i Al . :
I e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.351 21.40 ug/L 1593640 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 641 (3.351 min): VU059819.D\data.ms (-622) (-) m/z 57.00 100.00%
57.0
5000 41.0
‘ 710 g0 3.00 3.20 3.40 3.60
0 “w“u“u“u“_“Ml‘uvwﬁl‘u‘uwu‘w“ﬂ“u m/z 56.00 83.07%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0
290 410
5000 L L L L B LA LR I

3.00 3.20 3.40 3.60
m/z 40.95 50.63%
Ll

10 150 ‘ g, M0 80
TTT ‘ TTTT ‘ TTTT ‘ L ‘ LI ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
mi/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl- /k
57.0

3.00 3.20 3.40 3.60
5000 410 m/z 42.95 19.15%

29.0
so ||| 7m0 o
R e A A E
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-

57.0 3.00 3.20 3.40 3.60
m/z 38.95 12.82%

29.0 41.0
5000
. 71.0
20 80 I 7O 80

m/z--> 0 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 10 2-Ethyl-oxetane Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
3.689 12.03 ug/L 895402 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 91
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 83
4 n-Hexane 86 C6H14 000110-54-3 83
5 n-Hexane 86 C6H14 000110-54-3 83

Abundance Scan 746 (3.689 min): VU059819.D\data.ms (-728) (-) m/z 57.00 100.00%

57.0
41.0
5000
86.0
‘ | 71.0 3.40 3.60 3.80 4.00
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\‘\\1‘\\\\“‘\\\\‘\}\\‘\\\ m/Z 40-95 61-17%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0 /\
5000 \\\‘\\\\‘\\\\‘/\;ﬁ/\p\\\/\\
3.40 3.60 3.80 4.00
29.0 86.0 m/z 43.00 53.54%
‘ ‘ | \ 71\'0
h | | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
AR R R
43.0 3.40 3.60 3.80 4.00
5000 m/z 55.95 51.44%
86.0
7]‘..0
11N
R AR AR R R AR R IREARRRRERE
miz--> 0O 10 20 30 40 50 60 70 80 90 /\
Abundance #2040: n-Hexane B ARRARREE RS
57.0 3.40 3.60 3.80 4.00
43.0 m/z 41.95 28.49%
29.0
5000
86.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
3.968 4.42 ug/L 329080 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 91
2 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 87
3 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 87
4 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 86

Abundance Scan 833 (3.968 min): VU059819.D\data.ms (-820) (-) m/z 68.95 100.00%
69.

0
41.0
5000
84.0

53.0 3.60 3.80 4.00 4.20
Ol et W8S L m/z 40.95  62.62%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1668: 2-Pentene, 4-methyl-
41.0
69.0
5000

3.60 3.80 4.00 4.20
m/z 84.00 36.51%

27.0 84.0
150 Ll 3
T ‘ TTrTT ‘ T } } ‘ TTTT ‘ T TT i‘\ i T ‘ TTTT i TTTT ‘ TTTT ‘ TTTT
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1696: 2-Pentene, 4-methyl-, (Z2)-
41.0 69.0 /\

3.%0 3.éO 4.60 4.‘20 ’
5000 m/z 38.90 19.40%
84.0
27.0
15.0 ‘ 55.0
*w*‘*w***‘w*H‘\MH*\‘“‘*H*\H‘WHHWHWH
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1693: 2-Butene, 2,3-dimethyl- R EE R AR
41.0 69.0 3.60 3.80 4.00 4.20

m/z 66.95 13.19%

5000
84.0

27.0 55‘-0
‘ 1 I ‘ | ‘

m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 12 Cyclopentene, 3-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
4.158 10.01 ug/L 745406  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 83
5 Cyclopentene, 1l-methyl- 82 C6H10 000693-89-0 83
Abundance Scan 892 (4.158 min): VU059819.D\data.ms (-879) (-) m/z 67.00 100.00%
67.0
5000
82.0
39.0 3.80 4.00 4.20 4.40
[l 330 ) 748 ;
‘HH’HH‘mw‘m\‘HH‘HH‘H\\“HH‘\m"\\ui\m‘m\‘\ H’HH‘HH“HH‘HH‘H m/Z 82.00 25.65/0
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1394: Cyclopentene, 3-methyl- //\f\
67.0
5000 \‘HH‘HH‘HH‘J\"\\
3.80 4.00 4.20 4.40
39.0 82.0 m/z 38.95 12.44%
27.0 53.0
‘\H\’HH‘.HH‘\H\‘\‘\H‘HH‘HHiH\\‘HHH\M‘HH‘HH}\}\’Zﬂ.ig\}‘l!\\‘\\\\‘\\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1411: Cyclopentene, 3-methyl-
67.0
 RRRERESEAREE
3.80 4.00 4.20 4.40
5000 m/z 81.00 12.06%
41.0 82.0
27‘-0 53.0 “
\ i [ 1] |
P e e e e e
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 /\\
Abundance #1404: Cyclopentene, 3-methyl- T T
7.0 3.80 4.00 4.20 4.40
m/z 40.95 10.03%
5000
39.0 82.0
27.0
_Hw‘%ETQW‘Hwﬂuwu‘wuﬁikuw‘uﬁﬁE?H‘_Hﬂl1wZﬁ;9J‘wHM‘HM‘ R AARRRRREEREY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 13 Cyclopentene, 4-methyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
4.242 5.21 ug/L 388103 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
5 Cyclopropane, 1,1-dimethyl-2-met... 82 C6H10 004372-94-5 83
Abundance Scan 918 (4.242 min): VU059819.D\data.ms (-907) (-) m/z 67.00 100.00%
67.0
5000
82.0
38‘ 9 w0 I 4.00 4.20 4.40 4.60
\\‘\\\\‘\\\\‘\\\\“\\\\“‘\H\\\’\\M1‘\\\\‘\\\\‘\\ m/Z 82-00 27-92%
miz--> 10 20 30 50 60 70 90
Abundance #1398: Cyclopentene 4-methyl-
67.0
5000
4.00 4.20 4.40 4.60
39.0 82.0 m/z 38.90 13.81%
54.0
miz--> 10 20 50 60 70 90
Abundance #1404.Cycbpentene,34nethyh
67.0
4.00 4.20 4.40 4.60
5000 m/z 81.00 12.04%
39.0 82.0
27.0
m/z--> 10 20 30 50 60 70 80 90
Abundance #1411.Cydopemene,34nemyL A
67.0 4.00 4.20 4.40 4.60
m/z 79.00 11.46%
5000
41.0 82.0
S | N ) R
il 1
“‘H““H““H““w““w““w““w““ A REEREEEE S R
m/z--> 10 20 30 40 50 60 70 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 14 (DEL) Alkane: Cyclic4.521 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.521 92.17 ug/L 6862920 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

Abundance Scan 1005 (4.521 min): VU059819.D\data.ms (-987) (-) m/z 56.00 100.00%

56.0
5000 41.0 69.0

H ‘ 84.0 4.20 4.40 4.60 4.80
el el il L m/z 69.00 45.71%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 UL L B R IR R |
4.20 4.40 4.60 4.80

m/z 40.95 40.53%

28.0 ‘ ‘ ‘ 84.0
\\‘\J-\S\O\‘\\\H“\\\\‘\‘\\\“\w \‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 10 20 50 60 70 80 90
Abundance #1683. Cyclopentane, methyl-
56.0

4.20 4.40 4.60 4.80

5000 41.0 m/z 54.95 25.35%
84.0
180270 “ ‘ 68.0
1 i
H_m_m_m,m‘_‘ b
m/z--> 10 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0 4.20 4.40 4.60 4.80
84.0 m/z 41.95 17.46%
5000 41.0
69.0
Tl |
miz--> 10 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
5.586 4.63 ug/L 344724  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 64
Abundance Scan 1336 (5.586 min): VU059819.D\data.ms (-1321) (-) m/z 42.95 100.00%
43.0 71.0
57.0
5000
‘ 85.0 100.1 5.20 5.40 5.60 5.80 6.00
\\\‘\\H‘\\\\’H\\‘\\H‘!\\\’H\‘\‘\\H‘\\\\’H‘\\‘\\H“\\\\’ m/Z 71-00 84-27%
mi/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 /\A/\A
20.0 5.20 5.40 5.60 5.80 6.00
m/z 70.00 77.26%
150 M | 85.0 100.0
\\\‘\\H‘\\\\’H}\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0 5.20 5.40 5.60 5.80 6.00
5000 57.0 m/z 56.95 69.63%
29.0
so | | w0
e e b e el e ey
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0 5.20 5.40 5.60 5.80 6.00
m/z 40.85 58.74%
5000 290 57.0 71.0
1.0 150 “ ‘ 850 100.0
‘H‘H‘w‘H‘W‘H‘H‘w‘H‘W‘H‘HH‘H‘W‘H‘_‘H‘H‘W P T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
5.631 5.85 ug/L 435416  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 35
2 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 27
3 (2)-4-Methyl-2-hexene 98 C7H14 003683-19-0 27
4 2-Hexene, 4-methyl-, (E)- 98 C7H14 003683-22-5 27
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 27

Abundance Scan 1350 (5.631 min): VU059819.D\data.ms (-1343) (-) m/z 56.00 100.00%
56.0 83.0
5000
41.0
‘ | H‘ | oo 5.40 5.60 5.80 6.00
\\\‘\\\\‘“\\“\"\‘\\\““1\\\“\\\\‘\\\\‘\\ m/Z 83.00 96.91%
miz-> 20 40 60 80 100 120 140
Abundance #20696: 1-Octene, 3,3-dimethyl-
410 69.0
5000
5.40 5.60 5.80 6.00
0
84.0 m/z 69.00 93.01%
26"b ““ \‘\ ‘ wH L “\ ‘ 112'0 140'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (Z)-
55.0
83.0 R RRERARE R
5.40 5.60 5.80 6.00
5000 m/z 55.00 87.87%
39.0 98.0
50 | |
B 1Y O O
m/fz--> 20 40 60 80 100 120 140
Abundance #3758: (Z)-4-Methyl-2-hexene R S RRARES
69.0 5.40 5.60 5.80 6.00
m/z 41.00 32.82%
41.0
5000
98.0
m/z--> 20 40 60 80 100 120 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 17 (DEL) Alkane: Cyclic5.843 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.843 11.71 ug/L 872226  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 52
5 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 50
Abundance Scan 1416 (5.843 min): VU059819.D\data.ms (-1407) (-) m/z 70.00 100.00%
70.0
56.0
5000 41.0
83.0
‘ H ‘ ‘ 98.0 5.60 5.80 6.00 6.20
‘w“u“u“u“p“wﬂliu‘mh‘m“m“w“ﬂ“u‘ m/z 56.00 68.37%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
21.0 83.0 m/z 55.00 61.33%
mo | o e
\\’\H\\‘\\{}‘\\\\}\‘\\\i‘\u\\‘\\‘\” ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
R e S RARRARE
4L.0 5.60 5.80 6.00 6.20
5000 m/z 41.00 41.47%
21.0 83.0
98.0
LR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis- E e RRRRR RN
56.0 70.0 5.60 5.80 6.00 6.20
m/z 83.00 26.83%
41.0
5000
83.0
- i
| | ] I il .
IR R
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 18 Cyclohexene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.885 48.06 ug/L 3578490 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene 82 C6H10 000110-83-8 90
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
3 Cyclohexene 82 C6H10 000110-83-8 90
4 Cyclohexene 82 C6H10 000110-83-8 90
5 Cyclohexene 82 C6H10 000110-83-8 90
Abundance Scan 1429 (5.885 min): VU059819.D\data.ms (-1421) (-)| ' m/z 67.00 100.00%
67.0
54.0
5000 82.0
38.9 R e EEEEEEEE
H 5.60 5.80 6.00 6.20
et 990 s 54 00 60.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1358: Cyclohexene
67.0
54.0
5000 82.0
210 5.60 5.80 6.00 6.20
m/z 82.00 42.00%
27.0 ‘
\\‘\\\.\‘\\\‘\‘\\\{i}\\\“}‘\‘\\‘\\‘i1‘\\\‘\“‘\‘\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0
5.60 5.80 6.00 6.20
5000 m/z 38.90 21.77%
41.0 82.0
27.0 ‘
H“H“H‘;_“w1‘HUﬁm‘,uhlw‘ﬂmtuu“u“u“
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1359: Cyclohexene e
67.0 5.60 5.80 6.00 6.20
54.0 m/z 40.95 18.19%
5000 410 82.0
27.0
‘w“h“m;‘H‘;p“qﬁh‘w‘um“uﬂﬂu“_“w“u
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 19 (DEL) Alkane: Cyclic5.981 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.981 15.03 ug/L 1118840 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
Abundance Scan 1459 (5.981 min): VU059819.D\data.ms (-1448) (-)| | m/z 56.00 100.00%
56.0
70.0
5000 41.0
98.0
‘ ‘ 83.0 5.60 5.80 6.00 6.20 6.40
‘H‘H‘W‘H‘_‘H‘H‘qﬂu‘wHM‘HwMuHumyw‘u‘w‘u‘ m/z 70.00 76.82%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
5000
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 55.00 67.34%
‘ ‘ 83.0 ‘
\\\‘\\\\‘\\\\‘\\11‘\\\}‘\‘\\\i‘\u ‘\‘\\\w“\\\\‘\‘\\\‘\\\1‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
410 0.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 40.95 45 _.27%
27.0 98.0
‘ ‘ 83.0
‘“1‘-9"%ﬂn‘?‘H;!“HHMWM IS N R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0 5.60 5.80 6.00 6.20 6.40
m/z 69.00 37.04%
41.0 70.0
5000
27.0 83.0 98.0
‘H‘H‘WH‘W‘HHMHJMLHVNL‘Huuhuwﬂu‘_‘uw‘u
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 20 (DEL) Alkane: Cyclic6.975 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
6.975 5.64 ug/L 419697 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 86
2 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 43
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 43
4 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 43
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
Abundance Scan 1768 (6.975 min): VU059819.D\data.ms (-1756) (-) m/z 69.00 100.00%
69.0
5000 41.0 55.0
‘ ‘ 83.0 980 6.60 6.80 7.00 7.20
el ol L 1120 s 68 00 75.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3747: Cyclopentane, ethyl-
69.0
41.0
5000 55.0
6.60 6.80 7.00 7.20
270 m/z 70.00 57.66%
\\\‘\\\\‘\\\‘\“H\\‘i\‘\\\‘\w\‘\‘H\‘\‘\\\\8‘\3\\0\‘\\9\8!.‘(?\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3728: 1-Pentene, 3-ethyl-
41.0
69.0
6.60 6.80 7.00 7.20
5000 m/z 40.95 51.76%
27.0 55.0
98.0
‘ ‘ 83.0
"w‘H‘_‘1M‘H1JV‘wJh‘_‘ﬁ“u‘_‘u‘u“_‘u‘u“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3730: 1-Hexene, 3-methyl-
55.0 6.60 6.80 7.00 7.20
41.0 69.0 m/z 54.95 51.36%
5000
27.0
LI e s
Iy
“w‘H‘_“w‘H‘_“w‘H‘_‘H“H‘_‘H‘H“_‘H‘H“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 21 Cyclohexene, 3-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.155 8.85 ug/L 659032 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 94
2 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 87
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 81
Abundance Scan 1824 (7.155 min): VU059819.D\data.ms (-1808) (-) m/z 80.95 100.00%
81.0
5000 67.0
55.0 96.0
38.9
‘ ‘H 6.80 7.00 7.20 7.40
\\‘HH‘HH‘H\\MMHW\H‘\‘\u\“\u‘\“‘\H“H‘\‘\‘H\]T}\zwlwow‘ m/Z 66.95 40.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl-
81.0
5000 6.80 7.00 7.20 7.40
67.0 . . . .
7o 390 %80 96.0 m/z 96.00  32.92%
15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl-
81.0
T i ey
6.80 7.00 7.20 7.40
5000 67.0 96.0 m/z 68.00 28.99%
55.0
39.0
27.0
9
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3235: Cyclohexene, 4-methyl-
81.0 6.80 7.00 7.20 7.40
m/z 79.00 28.86%
54.0
5000 390
67.0 96.0
27.0
\Wm‘u\‘1“””{‘1\\\i‘i‘m‘u‘i!‘m‘\“%u‘u‘u‘\m‘\m‘ T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 22 Cyclobutane, (1-methylethyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.389 20.85 ug/L 1552680 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
4 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 72
5 Cyclopropane, 1l-methyl-1-isoprop... 96 C7H12 003422-07-9 72
Abundance Scan 1897 (7.389 min): VU059819.D\data.ms (-1881) (-)| | m/z 80.95 100.00%
81.0
5000
96.0
39.0 53.0 67.0 ‘ ‘ 7.00 7.20 7.40 7.60 7.80
‘H_m_‘H_H““um\u“mm‘ww!Wu‘;“u_‘l}?;?‘ m/z 95.95 27.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 BN R RN
7.00 7.20 7.40 7.60 7.80
0,
‘ 530 670 96.0 m/z 79.00 27.49%
\\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\“1\\\‘\\‘!\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
R R RBRRRRREREENES
7.00 7.20 7.40 7.60 7.80
5000 m/z 67.00 13.19%
27 0 39.0 96.0
53.0
1.0 ‘ L SO ‘
Wy 1y | L |
"W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3253: 3,5-Dimethylcyclopentene RRRRSEEEE S R
81.0 7.00 7.20 7.40 7.60 7.80
m/z 52.95 11.17%
5000
o 390 53 0 o 96.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 24 Cyclohexene, 1-methyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.753 7.77 ug/L 578332 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 94
2 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 90
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 87
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 87
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 81
Abundance Scan 2010 (7.753 min): VU059819.D\data.ms (-2000) (-) m/z 81.00 100.00%
81.0
67.0
389 L L LI B BB B
‘ ‘ ‘ 7.40 7.60 7.80 8.00
H_‘H_m_m;‘MMH,‘MH“"lww_“l‘l‘l‘:% m/z 67.00 52.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 670 L LA B B I LN B
96.0 7.40 7.60 7.80 8.00
390 550 m/z 96.00  40.49%
27.0 ‘ - -
\\‘\\\\‘\\\\‘\\\\“\\\\‘\H\\‘\\w\‘\\\‘\“l\\\“\\‘\‘\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl-
81.0
R T RA
7.40 7.60 7.80 8.00
5000 67.0 96.0 m/z 68.00 35.23%
55.0
27.0
-0,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl-
81.0 7.40 7.60 7.80 8.00
m/z 55.00 26.91%
5000
39.0 5506 0 96.0
270 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 25 (DEL) Alkane: Cyclic8.032 Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
8.032 2.32 ug/L 258873  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 81
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 81
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 68
4 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 53
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 50
Abundance Scan 2097 (8.032 min): VU059819.D\data.ms (-2087) (-)| | m/z 97.00 100.00%
97.0
55.0
5000 69.0
41.0
7.80 8.00 8.20 8.40
84.0 112.0
, m/z 55.00 63.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 41.0 69.0 e RRRERRE A
7.80 8.00 8.20 8.40
27.0 m/z 69.00 46.26%
\H‘]-ﬂr\o\‘\H‘l"\\\\‘”‘\H‘l‘{\‘\‘\\\“\l\\\\‘8\4}’.\()\‘\\H‘H\J-\]‘.\Z\.\CJ\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7613: Cyclohexane, 1,1-dimethyl-
97.0
55.0 R ASRR S EEEEEE A
7.80 8.00 8.20 8.40
5000 69.0 m/z 56.00 31.08%
41.0
27? 1 | ] 8$0 | 1120
| | | | |
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Cyclohexane, 1,1-dimethyl- e T
97.0 7.80 8.00 8.20 8.40
55.0 m/z 41.00  29.26Y%
5000 41.0 69.0
27.0
84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

SFAMUTRO61724WMA.M Thu Jul 11 01:34:40 2024 Page: 28



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 26 (DEL) Alkane: Cyclic8.235 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
8.235 3.38 ug/L 376873  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
2 Cyclohexane, 1,2-dimethyl-, trans— 112 C8H16 006876-23-9 93
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 93
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 93
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 90

Abundance Scan 2160 (8.235 min): VU059819[Ndmarns(2150)() m/z 97.00 100.00%
97.
55.0
5000 409
) 70.0 1121
83.0
‘ ‘ ‘ | 8.00 8.20 8.40 8.60
‘H_w‘H‘,HH_MHM‘wHH_HuMH_MH_WW_ m/z 55.00 84.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
53.0 97.0
41.0
5000 ' 8.00 8.20 8.40 8.60
69.0 112.0 : : : :
2r.0 m/z 40.90  37.04%
‘ ‘ ‘ 83.0
\\\‘\\\\‘\\\\"\\\\‘\‘\\\“\‘\\‘\‘\\\“\‘\\\\‘\M\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
T et e
8.00 8.20 8.40 8.60
5000 41.0 m/z 55.95 34.30%
69.0 630 112.0
27.0 ‘ ‘ :
H“H‘w"H,H“_LH‘Jmh‘uﬂh“u‘m“_‘H“H“m‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans- R RAAARRERR s
55.0 97.0 8.00 8.20 8.40 8.60
m/z 69.95 32.29%
41.0
5000
27.0 69.0 1120
‘ 83.0
m_m‘w‘,uH_‘m_‘mHJ\_m_‘luwlwww EEVARVARV SV A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 28 (DEL) Alkane: Cyclic8.360 Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.

8360 2.5 ugl 251497 Chlorobenzene-ds 9.412
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclohexane, imethyl- 112 C8H16 000589-90-2 91

1,4-d
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91

Abundance Scan 2199 (8.360 min): VU059819.D\data.ms (-2192) (-) m/z 97.00 100.00%
97.0
55.0
5000
112.0
40.9 69.0
‘ ‘ 83.0 8.00 8.20 8.40 8.60
el el e m/z 55.00 73.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0
5000 410 L L L LN B R
8.00 8.20 8.40 8.60
21.0 69.0 1120 m/z 112.00  32.86%
O’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7676: Cyclohexane, 1,3- dlmethyl— cis-
55.0 97.0
e ey
8.00 8.20 8.40 8.60
m/z 40.90 21.83%
5000 41.0
112.0
27.0 69.0
83.0
‘“%‘3‘9“WH,HH‘Mm‘“1!M“H‘\Mum_‘mwmuw‘m_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans- R RRaEE e AAREA
55.0 97.0 8.00 8.20 8.40 8.60
m/z 55.95 21.83%
5000
41.0 112.0
69.0
i O
I U [l
‘H‘H‘w‘H‘M‘H_‘H‘H‘W‘H‘_‘HM‘H‘H‘W‘H‘_H‘_ LA RRE e SO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 29 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
8.405 5.61 ug/L 626025 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 83
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 78
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
4 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 64
5 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 59
Abundance Scan 2213 (8.405 min): VU059819.D\data.ms (-2205) (-) m/z 95.00 100.00%
95.0
5000
67.0 110.0 “H“‘H““H“fﬂ}%A
389 53.0 79.0 8.00 8.20 8.40 8.60 8.80
e e e ot bbb m/z 67.00 23.35H
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 IR R R
67.0 8.00 8.20 8.40 8.60 8.80
0,
yro 390 550 o 110.0 m/z 110.00 20.09%
\\‘]\-\5\.(\)‘\\\}.“\\\\‘i‘\\\\i‘{‘\‘\\‘\\‘\}‘\\\‘\‘i“\\\\“\‘\l\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6791: 1,4-Pentadiene, 2,3,3-trimethyl- JJ\
95.0
R
67.0 8.00 8.20 8.40 8.60 8.80
5000 41.0 m/z 93.00 11.07%
55.0
270 790 110.0
‘W‘H‘_‘ﬁhu‘hﬁu‘phh,‘mU_‘mwu‘wﬁﬁ‘_‘Hlu“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6752: 1,3-Dimethyl-1-cyclohexene R A
95.0 8.00 8.20 8.40 8.60 8.80
m/z 77.00 8.69%
5000
67.0 110.0
41.0 550 82.0 '
27.0 | ‘
‘W‘H‘_‘ﬁuu‘huu‘whm“mbw‘ﬁwm‘WUH‘_‘HwH‘W e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 30 (DEL) Alkane: Cyclic8.862 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
8.862 3.39 ug/L 378424  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
5 Cyclohexane, decyl- 224 C16H32 001795-16-0 53
Abundance Scan 2355 (8.862 min): VU059819.D\data.ms (-2345) (-) m/z 83.00 100.00%
83.0
55.0
5000
41.0 112'1 \\\\‘\\\\’\\\\‘\\\\‘\\\\
6’9.0 ‘ 8.60 8.80 9.00 9.20
\H‘HH‘HH’HH‘H‘\H“\‘H\‘H‘\H‘\H‘\“‘\l\\“?\5\.\9‘\\\\}\‘\\\‘\ m/Z 55.00 63.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0
5000 L L L LI B B IR
41.0 8.60 8.80 9.00 9.20
112.0 m/z 81.95 47.99%
il N
| I | | .
\H‘HH‘\H\’\\H‘\\H‘H\\‘H\1‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536 Cyclohexane, ethyl-
83.0
55.0 8.60 8.80 9.00 9.20
5000 m/z 40.95 29.37%
41.0
112.0
27.0 69.0
S N S P e 7/ M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, ethyl- R AEERERREEE
83.0 8.60 8.80 9.00 9.20
55.0 m/z 112.05 23.39%
5000 41.0
27.0 112.0
H ‘ 69.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 33 Benzene, propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.897 16.26 ug/L 2641210 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 64
Abundance Scan 2988 (10.897 min): VU059819.D\data.ms (-2977) (- m/z 91.00 100.00%
91.0
5000
1050 1100
51.0 L : :
ol oyl L Ao 2810 4712000 22.68%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
10.50 11.00
m/z 91.95 10.86%
39.0
T T ‘\ ‘\‘ “ \“\ “\ \‘ 12Lﬂ0 ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
- AUV
10.50 11.00
5000 m/z 65.00 9.58%
39.0
SO ame
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- ~Ar ‘ =~
91.0 10.50 11.00
m/z 77.95 6.17%
39.0
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\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 34 Benzene, 1-ethyl-2-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.016  12.84 ug/L 2085070 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3025 (11.016 min): VU059819.D\data.ms (-3009) (- m/z 105.00 100.00%
105.0
5000
120.0
77.0 11.00
50.9
Ol b A 1380 s 120 00 29.62%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00
m/z 77.00 10.83%
77.0
\:L\S\.q T \3\9‘.0\ \‘\5\9‘-0\‘\ T \M‘ (L 7 \‘\”“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
11.00
5000 m/z 91.00 10.72%
120.0
39.0 77.0
““""MH‘Wﬁ%?U"M“M“Hh‘uw“““‘
miz--> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl- P4 ‘
105.0 11.00
m/z 106.00 8.85%
5000
120.0
77.0
15.0 . 39\0 \59'0\ L ‘ M‘ i
e L e B B o
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 35 Benzene, 1-ethyl-4-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.286  10.64 ug/L 1728030 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3109 (11.286 min): VU059819.D\data.ms (-3097) (- m/z 104.95 100.00%
105.0 A
5000
77.0 11.00 11.50
51.0 121.0
i L 30 1400 s 150 00 30.91%
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
11.00 11.50
m/z 90.95  11.90%
39.0 77.0
L \‘ \‘\ T \"‘\ ‘\M\!‘j‘?"?“ T \““ T \‘} T ‘H‘\ \]‘-\2“‘1-\-0\\ \‘ L
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 m/z 76.95 11.47%
77.0
10 090 e
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene —
105.0 11.00 11.50
m/z 103.00 9.05%
5000
77.0
51.0
L VIR T AN . o
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 38 Benzene, 1,2,3-trimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.888 10.09 ug/L 1638770 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3296 (11.888 min): VU059819.D\data.ms (-3285) (- m/z 104.95 100.00%
105.0
5000 120.0
510 77.0 11.50 12.00
e el 1870 s 100 00 42.82%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 120.0 \‘ T
11.50 12.00
770 m/z 76.95 12.09%
51.0 '
\\\’2\7\-0\\“\\‘M‘\““\‘\\\““\\‘\\‘M‘\\‘\“"\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
- .
120.0 11.50 12.00
5000 m/z 118.95 9.96%
39.0 77.0
EET il A T N
miz-> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 90.95 9.60%
5000 120.0
39.0 77.0
‘¥?9‘M“M‘Ww?%ﬂ“w“t“hh‘wb““‘
m/z--> 20 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 40 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.087 46.93 ug/L 7622580 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76

Abundance Scan 3358 (12.087 min): VU059819.D\data.ms (-3346) (- | m/z 117.00 100.00%
117.0

5000
91.0 U
39.0 630 ‘ 1340, 4 12.00
oHH_Hm_mJ“M‘_JH_H s m/z 117.95 53.09%
mfz--> 20 40 60 100 120 140
Abundance #10181. Indane
117.0
5000 s

12.00
m/z 115.00 33.59%

91.0
39.0 630
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
=

12.00
5000 m/z 119.00 18.08%
39.0 g 91.0
TN N W VN S
miz--> 20 40 60 80 100 120 140 J\j\
Abundance #10195: Benzene, cyclopropyl- ‘ /‘\ — ‘
117.0 12.00

m/z 91.00 17.76%

5000
91.0
51.0 ‘
270‘74PLM‘

m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 44 o-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.563  23.02 ug/L 3739800 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 3506 (12.563 min): VU059819.D\data.ms (-3490) (- | m/z 119.00 100.00%
119.0
5000
91.0
389 650 Ll 1l60153 1 12:50
0ttt el UL 2400153, m/z 134.00  29.76%
m/z--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000
12.50
91.0 l m/z 91.00 16.15%
41.0 .
\1\5\.0‘\‘\ T “\ i \”’Gﬁwow \“‘ T ‘W\ \‘\w T \‘\" T
miz-> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
T I
12.50
5000 m/z 120.00 9.76%
91.0
39.0 65.0 ‘ ‘
E?R‘H“p‘WM,W"Lu‘uiwﬂh‘u“‘w‘_“‘
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50
m/z 117.00 8.99%
5000
91.0
150 MO 8O0 a0 el
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 45 Benzene, (1-methyl-1-propen... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.605 6.58 ug/L 1069320 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 90
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
3 Indan, 1l-methyl- 132 C10H12 000767-58-8 87
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 87
Abundance Scan 3519 (12.605 min): VU059819.D\data.ms (-3514) (- m/z 117.00 100.00%
117.0
91.0 e =
389 63.0 ‘ ‘ ‘ 148.0 12.50 13.00
e b Al 1980 s 132 00 49, 49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0
5000 — ——
12.50 13.00
910 m/z 115.00  35.20%
w0 M w0 | L |
‘\‘\ T il “1 L T “‘U\ Tt T \‘U‘r‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
132.0 12.50 13.00
5000 m/z 131.00 17.37%
91.0
s w M|
S R N PR O R Y
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl- — =
117.0 12.50 13.00
m/z 91.00 16.64%
5000
132.0
9o w0 |
L L Ll 1 L | N
e  E o e Foh
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 46 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.675 28.96 ug/L 4703320 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
2 Indan, l-methyl- 132 C10H12 000767-58-8 87
3 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83
Abundance Scan 3541 (12.675 min): VU059819.D\data.ms (-3531) (-~ | m/z 117.00 100.00%
117.0
- Jﬁj\
91.0 s olen RN
38.9 65.0 L” 4 12.50 13.00
ob 380 o0 L 18401830 115 00 32.93
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.50 13.00
91.0 m/z 132.00 28.14%
51.0
T ’2\7\'0\ T “ T \“i \‘ ‘ w 7%"\& T \“\ T ‘H“\ T ‘ \]-}‘\‘;3\(‘) T T
miz-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
P —
12.50 13.00
5000 m/z 91.00 14.60%
39‘.0 | 65‘.0 91"0 M 133.0
L L Ll 1 L i
B A e e o e
miz--> 20 40 60 80 100 120 140
Abundance #16120: Benzene, 2-butenyl- e =
117.0 12.50 13.00
m/z 118.00 10.08%
5000 910
39‘.0 65‘.0 Lﬂ 133.0
SRR URP FY NO Y r
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 49 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.965 18.60 ug/L 3021420 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96

Abundance Scan 3631 (12.965 min): VU059819.D\data.ms (-3613) (- | m/z 119.00 100.00%
119.0 n
5000
91.0
389 650 || 1492 13.00
bbb e M SRR T m/z 134,00 46.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
910 m/z 91.00 16.33%
L
- | | Ly mh M Ll LL |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
7
13.00
5000 m/z 119.95 10.14%
41.0 91.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 132.95 9.65%
5000
91.0
LI ) I
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 54 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.286  13.48 ug/L 2189740 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 Indan, 1-methyl- 132 C10H12 000767-58-8 90
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81
5 Indan, l-methyl- 132 C10H12 000767-58-8 81
Abundance Scan 3731 (13.286 min): VU059819.D\data.ms (-3724) (- m/z 117.00 100.00%
11v.0
5000
91.0 EI_3‘Od EL3‘56
38.9 64.0 )
Ot e bl 488.91520 o 132 00 40.34%
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11v.0
5000 ‘ ﬂ
13. 00 13 50
m/z 115.00 26.47%
39.0 65.0 .0 ‘
\‘\‘\\\“‘\\“”\“H\\\“\\\\‘\\\H‘\\ \.‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
e T
13.00 13.50
5000 m/z 131.00 19.07%
‘_uH\\_wuxmn_wWH_M-?W_W
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0 13.00 13.50
m/z 91.00 11.01%
5000
39.0 65.0 910
bt b U340 LN s
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 55 1-Phenyl-1-butene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.444 51.16 ug/L 8309410 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 86
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 86
5 2,4-Dimethylstyrene 132 C10H12 002234-20-0 70
Abundance Scan 3780 (13.444 min): VU059819.D\data.ms (-3770) (- | m/z 119.00 100.00%
119.0
5000
91.0
38.9 65.0 13.50
SN R O m‘m ] 52l 0 m/z 117.00  92.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 T
13.50
910 m/z 134.00  42.84%
51.0
miz--> 20 40 60 80 100 120 140 160
Abundance #16114: Benzene, 2-butenyl-
117.0
13.50
5000 91.0 m/z 132.00 32.28%
39.0 65.0
E??‘h‘ﬂp‘%uwﬂ‘wh‘n:‘um‘ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- T
117.0 13.50
m/z 115.00 30.73%
5000
37.0 65.0 91‘.0
‘ il \‘u \‘H L L m M .
R e E T o ]
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\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 57 1H-Indene, 1-methyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.621 7.36 ug/L 1195150 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C10H10 034324-40-8 64
2 1H-Indene, 1l-methyl- 130 C10H10 000767-59-9 64
3 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10H10 006053-74-3 43
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 43
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 43
Abundance Scan 3835 (13.621 min): VU059819.D\data.ms (-3828) (- | m/z 104.00 100.00%
104.0
130.0
5000
63.0 1480
20 | lgsal b L e
Ot Ll “““‘u“‘ m/z 119.00 91.87%
miz--> 20 40 60 80 100 120 140 160
Abundance #15064: Tetracyclo[5.3.0.0<2,6>.0<3,10>]deca-4,8-diene
129.0
5000
13.50 14.00
510 m/z 115.00 67.91%
770 1020
‘2\7\9\“\\“ \‘\\wh‘\\“\\‘H\\\l‘\‘i\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15031: 1H-Indene, 1-methyl-
130.0
P —
13.50 14.00
5000 m/z 130.00 62.98%
27.0 “ ib 770 102.0
L \ H\ L
“““““‘ el
miz--> 20 40 80 100 120 140 160
Abundance #15062: 2a,4a,6a,6b—TetrahydrocycIopenta[cd]pentalene P —Y—
129.0 13.50 14.00
m/z 129.00 61.90%
5000
51.0
G il N (W V1 V1 VA LAV
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\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 59 Benzene, (3-methyl-2-butenyl)- Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
13.778 5.19 ug/L 843769 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 83

Abundance Scan 3884 (13.778 min): VU059819.D\data.ms (-3876) (- | m/z 131.00 100.00%
131.0
5000
91.0 ‘ 13.50 14.00
64.0
Ol B2 e Y b | ‘ M L 1631 2069 /7 146.00 25.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000
13.50 14.00
39.0 m/z 129.00  20.86%
’M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
= —
13.50 14.00
5000 m/z 115.00 16.04%
39‘ .0 63.0 91.0 ‘ ‘
S Y v WY IV W 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- T —
131.0 13.50 14.00
m/z 128.00 12.45%
5000
91.0
51.0 ‘ |
Sl NN SV N | I
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\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 60 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.

13.830 8.67 ug/L 1407990 1,4-Dichlorobenzene-d4 11.807

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87

2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 50
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 50

Abundance Scan 3900 (13.830 min): VU059819. D\data ms (-3892) (-~ m/z 133.00 100.00%
138
w AMMMMM
91.0 ‘ T T ‘ T
509 ‘ M “ 13.50 14.00
S Py il s MR mh‘l‘ u‘P‘M‘ 00T 1820 /131,00 94.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0
13.50 14.00
0
39.0 m/z 146.00 35.16%
\\\‘\\\\‘H\\“‘\‘\‘H‘H\\‘\\‘}\“U\\H“\M\‘\“\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25004: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
13.50 14.00
5000 m/z 115.00 26.10%
39.0
65.0
15 0 ‘ ‘
o) o o L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)- = —T
131.0 13.50 14.00
m/z 148.05 26.00%
91.0
5000
41.0 65.0 M
SSRGS T .1 Y N SIVAVRVIW
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 62 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.936  11.15 ug/L 1811870 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 72
2 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 64
3 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 64
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 59
5 1H-Indene, 2,3-dihydro-4-propyl- 160 C12H16 092013-16-6 59
Abundance Scan 3933 (13.936 min): VU059819.D\data.ms (-3928) (-~ | m/z 131.00 100.00%
131.0
5000
91.0
14.00
39 0 64.2 ‘ ‘
00 o2 L amlp gl | 16211821 /014505 23.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000
14.00
m/z 133.00 20.71%
30 sa0 7%
L Il | il Il
\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\f\\‘\f\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25021: Benzene, (1,1-dimethyl-2-propenyl)-
131.0
.
14.00
0,
5000 91.0 m/z 115.00 13.50%
27.0 510
bl e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- —
131.0 14.00
m/z 91.00 13.36%
5000
91.0
39.0
65.
i L
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 66 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.283 8.17 ug/L 1326810 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene, ... 160 C12H16 078920-29-3 55
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 55
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 55
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 55
Abundance Scan 4041 (14.283 min): VU059819.D\data.ms (-4025) (-~ | m/z 131.00 100.00%
131.0
5000
91.0
—r=5 -
389 64.9 ‘ 14.00 14.50
S N R R 1 O | O “1(‘5?‘9‘1‘?2‘?‘ m/z 133.00  68.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36270: Bicyclo[4.2.0]octa-1,3,5-triene, 7-butyl-
131.0
104.0
5000 TR A
160.0 14.00 14.50
390 770 m/z 117.00 45.21%
T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25005: Benzene, (2-methyl-1-butenyl)-
131.0
91.0 — S
14.00 14.50
5000 m/z 146.00 36.24%
39.0
63.0
5
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- — =
131.0 14.00 14.50
m/z 91.00 34.07%
- W
65.0 910
SN v S N W O SN [ A2 '
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\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 69 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.666  12.85 ug/L 2087620 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87
Abundance Scan 4160 (14.666 min): VU059819.D\data.ms (-4148) (- m/z 131.00 100.00%
131.0
- Mm
10 1450 1500
51. 0 \ M 162.1 : :
S Yol “‘ . ‘1}“&’_ ol 1821 m/z 146.00  35.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 S TSI
14.50 15.00
m/z 133.00 23.59%
39.0 91.0
\‘\‘\\\“\\‘\\6“??”(\)‘\\“\\\\‘\\\L‘{)‘\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
= T
14.50 15.00
5000 m/z 115.00 21.71%
65.0 91.0
W w P O W N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- T —
131.0 14.50 15.00
m/z 129.00 17.20%
5000 91.0
39.0
W“Hw‘ﬂhHM“_ulWM‘WM‘M“M“_“W“H“ Sl —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 71 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
14.868 5.52 ug/L 895811 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 49
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 46
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 45

Abundance Scan 4223 (14.868 min): VU059819.D\data.ms (-4215) (' | m/z 131.00 100.00%

131.0 )
5000
160.1 A s
50.9 ‘ l“m 14.50 15.00
S M m e bl i - 1900 'm/z 145.00 90.41%
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 al AV
14.50 15.00
105 o m/z 146.00  39.27%
mo o M|
\\\‘\\\\“‘\\‘\\‘w‘\\\“\\‘\\‘\\\\“i\\\\“H\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
= P
14.50 15.00
5000 m/z 129.00 29.71%
115.0
91.0
390 650 | |
;ﬁ?u“k‘Mww‘HM‘u“w‘hp ‘wﬂku“u“u“_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- — —
131.0 14.50 15.00
m/z 128.00 27.90%
5000
39.0 63.0 91.0 ‘ ‘
“W‘MHM‘ﬂhHMMJ_“w“ﬁq‘w“m“_“w“u“ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 73 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
15.013 8.25 ug/L 1339830 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 76
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 70
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 60
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 60

Abundance Scan 4268 (15.013 min): VU059819.D\data.ms (-4258) (- m/z 131.00 100.00%
131.0
5000
105. 160.1
. T \
g 70 15.00
0 il 1982 m/z 145.00  64.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3 4-tetrahydro -5-methyl-
31.0
5000 1050 50
m/z 146.05  54.46%
\‘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 118.00 51.15%
105.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- = !
131.0 15.00
m/z 115.00 33.16%
) MM
B I 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\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 74 Naphthalene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.215 30.74 ug/L 4992680 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4331 (15.215 min): VU059819 D\data.ms (-4318) (| m/z 142.00 100.00%
2.0
5000
115.0
38 9 15 00 15 50
ol 380,/ Y 920 4ol 17el 2122 ;o140 95 89.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — —
115.0 15. 00 15 50
m/z 115.0 30.43%
39.0 039 890 I
‘\\\\‘\\H\\“\\‘\‘\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
15 00 15 50
5000 m/z 143.0 11.32%
115.0
500 10 920
R B T B R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0 15 00 15 50
m/z 139.0 10.97%
5000 115.0
39.0 029 890 I
‘\\\\‘\\H\\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 75 Naphthalene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.402  29.17 ug/L 4738500 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94

Abundance Scan 4389 (15.402 min): VU059819.D\data.ms (-4378) (- m/z 142.00 100.00%

142.0
5000

630 1130 Il 172.0 208.0 281.. 1550
0,‘HWH‘WMMWJH‘HH‘HHM‘HMHC_H‘_Hn_HW‘HWH‘Wn' m/z 141.00 92.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
1550

m/z 115.00 33.19%

270 530 11l0 I
’\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0

15 50
5000 m/z 143.00 11.88%
390 110 11l0 I
et e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0 15 50

m/z 139.00 11.32%

5000
o0 830 11l0 I

m/z--> 20 40 60 80 100120140160180200220240260280 15 50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU059819.D

Acq On : 04 Jul 2024 00:05
Operator : MD/SY

Sample : P3136-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21  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 1.988 56.2 ug/L 4185900 1 6.242 372310 5.0
(DEL) Alkane: S... 2.197 31.2 ug/L 2324260 1 6.242 372310 5.0
(DEL) Alkane: S... 2.309 4.5 ug/L 337275 1 6.242 372310 5.0
(DEL) Alkane: C 2.460 8.7 wug/L 650878 1 6.242 372310 5.0
(DEL) Alkane: S 2.962 3.1 wug/L 234354 1 6.242 372310 5.0
Cyclopentene 3.010 24.8 wug/L 1844280 1 6.242 372310 5.0
(DEL) Alkane: S 3.074 22.7 ug/L 1687910 1 6.242 372310 5.0
(DEL) Alkane: C 3.129 41.1 ug/L 3063180 1 6.242 372310 5.0
(DEL) Alkane: S... 3.351 21.4 ug/L 1593640 1 6.242 372310 5.0
2-Ethyl-oxetane 3.689 12.0 wug/L 895402 1 6.242 372310 5.0
(DEL) Alkane: S... 3.968 4.4 ug/L 329080 1 6.242 372310 5.0
Cyclopentene, 3... 4.158 10.0 ug/L 745406 1 6.242 372310 5.0
Cyclopentene, 4 4.242 5.2 wug/L 388103 1 6.242 372310 5.0
(DEL) Alkane: C 4.521 92.2 ug/L 6862920 1 6.242 372310 5.0
(DEL) Alkane: S 5.586 4.6 ug/L 344724 1 6.242 372310 5.0
(DEL) Alkane: S 5.631 5.8 wug/L 435416 1 6.242 372310 5.0
(DEL) Alkane: C 5.843 11.7 wug/L 872226 1 6.242 372310 5.0
Cyclohexene 5.885 48.1 ug/L 3578490 1 6.242 372310 5.0
(DEL) Alkane: C... 5.981 15.0 wug/L 1118840 1 6.242 372310 5.0
(DEL) Alkane: C... 6.975 5.6 ug/L 419697 1 6.242 372310 5.0
Cyclohexene, 3-... 7.155 8.8 wug/L 659032 1 6.242 372310 5.0
Cyclobutane, (1... 7.389 20.9 wug/L 1552680 1 6.242 372310 5.0
Cyclohexene, 1-... 7.753 7.8 ug/L 578332 1 6.242 372310 5.0
(DEL) Alkane: C.. 8.032 2.3 wug/L 258873 2 9.412 557669 5.0
(DEL) Alkane: C.. 8.235 3.4 wug/L 376873 2 9.412 557669 5.0
(DEL) Alkane: C.. 8.360 2.3 wug/L 251497 2 9.412 557669 5.0
Cyclopentene, 1.. 8.405 5.6 ug/L 626025 2 9.412 557669 5.0
(DEL) Alkane: C... 8.862 3.4 wug/L 378424 2 9.412 557669 5.0
Benzene, propyl- 10.897 16.3 wug/L 2641210 3 11.807 812155 5.0
Benzene, 1-ethy... 11.016 12.8 wug/L 2085070 3 11.807 812155 5.0
Benzene, 1l-ethy... 11.286 10.6 wug/L 1728030 3 11.807 812155 5.0
Benzene, 1,2,3-... 11.888 10.1 wug/L 1638770 3 11.807 812155 5.0
Indane 12.087 46.9 ug/L 7622580 3 11.807 812155 5.0
o-Cymene 12.563 23.0 ug/L 3739800 3 11.807 812155 5.0
Benzene, (l1-met... 12.605 6.6 wug/L 1069320 3 11.807 812155 5.0
Benzene, 1l-ethe... 12.675 29.0 ug/L 4703320 3 11.807 812155 5.0
Benzene, 1,2,4,... 12.965 18.6 wug/L 3021420 3 11.807 812155 5.0
1H-Indene, 2,3-... 13.286 13.5 wug/L 2189740 3 11.807 812155 5.0
1-Phenyl-1-butene 13.444 51.2 wug/L 8309410 3 11.807 812155 5.0
1H-Indene, 1-me... 13.621 7.4 ug/L 1195150 3 11.807 812155 5.0
Benzene, (3-met... 13.778 5.2 wug/L 843769 3 11.807 812155 5.0
Benzene, (1,2-d... 13.830 8.7 wug/L 1407990 3 11.807 812155 5.0
1H-1Indene, 2,3-... 13.936 11.2 ug/L 1811870 3 11.807 812155 5.0
Bicyclo[4.2.0]o... 14.283 8.2 wug/L 1326810 3 11.807 812155 5.0
1H-Indene, 2,3-... 14.666 12.9 wug/L 2087620 3 11.807 812155 5.0
Benzene, 1,3,5-... 14.868 5.5 wug/L 895811 3 11.807 812155 5.0
Naphthalene, 1,... 15.013 8.3 wug/L 1339830 3 11.807 812155 5.0
Naphthalene, 2-... 15.215 30.7 wug/L 4992680 3 11.807 812155 5.0
Naphthalene, 1-... 15.402 29.2 ug/L 4738500 3 11.807 812155 5.0
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