LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acqg On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR122022WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@52488.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.996 192 204 230 rBV 4692385 6487719 14.91% 1.318%
2 2.205 259 269 294 rVB 5463054 7794328 17.91% 1.584%
3 3.083 518 542 554 rBV 6321350 15070150 34.62% 3.063%
4 3.362 606 629 669 rVB 4316628 9639433 22.15% 1.959%
5 3.700 715 734 761 rBV 7210294 15976121 36.70% 3.247%
6 3.915 788 801 812 rVW 391337 899759 2.07% 0.183%
7 4.433 947 962 975 rBV 419874 1062959 2.44% 0.216%
8 4.533 975 993 1012 rVV 8729525 21153656 48.60% 4.299%
9 4.661 1012 1033 1075 rVB3 532515 1840078 4.23% 0.374%
10 5.385 1238 1258 1272 rBV4 8612370 23003485 52.85% 4.675%
11  5.459 1273 1281 1305 rVB 1736650 4319631 9.92% 0.878%
12 5.591 1305 1322 1332 rBV 4401815 9821753 22.57% 1.996%
13 5.848 1377 1402 1413 rBV 4684922 10092837 23.19% 2.051%
14 5.918 1413 1424 1434 rVV2 3899677 8584193 19.72% 1.744%
15 5.989 1434 1446 1475 rVB 6374097 13923318 31.99% 2.830%
16 6.134 1475 1491 1503 rBV 6559078 12312566 28.29% 2.502%
17 6.291 1531 1540 1549 rBV2 811748 1555608 3.57% 0.316%
18 6.562 1608 1624 1652 rBV5 484871 1364543 3.14% 0.277%
19 6.764 1652 1687 1709 rBV 18602110 43525984 100.00% 8.845%
20 6.864 1709 1718 1731 rVB2 598043 1143440 2.63% 0.232%
21 6.980 1741 1754 1767 rVB 2860314 5183585 11.91% 1.053%
22 7.070 1767 1782 1796 rVB 1978010 3865655 8.88% 0.786%
23 7.234 1823 1833 1853 rVB3 2478369 5339619 12.27% 1.085%
24 7.394 1870 1883 1888 rBV 716247 1437684 3.30% ©0.292%
25 7.497 1905 1915 1922 rBV 1574549 2439394 5.60% 0.496%
26 7.584 1936 1942 1956 rVB2 507166 871277 2.00% 0.177%
27 7.655 1956 1964 1972 rBV 1171478 1715477 3.94% 0.349%
28 7.761 1984 1997 2011 rVB6 1114889 2456005 5.64% 0.499%
29 7.854 2011 2026 2034 rBV2 5214918 10309273 23.69% 2.095%
30 8.028 2068 2080 2087 rBvV4 1452836 3579540 8.22% 0.727%
31 8.095 2095 2101 2105 rBV 887629 1183102 2.72%  0.240%
32 8.127 2106 2111 2133 rVB2 2717030 4779247 10.98% 0.971%
33 8.240 2133 2146 2162 rVB2 3709345 7385766 16.97% 1.501%
34 8.365 2163 2185 2193 rBV2 2030799 4066928 9.34% 0.826%
35 8.407 2193 2198 2211 rVB2 739640 1269584 2.92% 0.258%
36 8.632 2248 2268 2282 rBV6 1258499 3217473 7.39% 0.654%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acqg On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR122022WMA.M
Title : TRACE VOA SFAM1.0
37 8.803 2312 2321 2330 rVV6 1546521 2842907 6.53% ©.578%
38 8.864 2330 2340 2350 rVV 3488521 5666198 13.02% 1.151%
39 8.922 2350 2358 2368 rVB 2216061 3447818 7.92% 0.701%
40 9.066 2391 2403 2412 rBV5 918373 1839195 4.23% 0.374%
41  9.163 2425 2433 2441 rVV3 855963 1624227 3.73% 0.330%
42 9.208 2441 2447 2457 rVB3 816794 1347835 3.10% 0.274%
43 9.330 2470 2485 2501 rVB 1179491 2377669 5.46% 0.483%
44  9.507 2518 2540 2549 rBV2 1023233 2436910 5.60% 0.495%
45  9.565 2549 2558 2572 rVB 1810939 3048736 7.00% 0.620%
46 9.690 2581 2597 2608 rBV 12550347 21748405 49.97% 4.420%
47  9.742 2609 2613 2642 rVB3 1944321 3727843 8.56% 0.758%
48 9.886 2644 2658 2670 rBv4 404905 879230 2.02% 0.179%
49 10.028 2688 2702 2712 rBV5 977364 2336320 5.37% 0.475%
50 10.121 2724 2731 2752 rVB7 323866 985306 2.26% 0.200%
51 10.269 2756 2777 2793 rVV4 1387366 3982608 9.15% 0.809%
52 10.356 2794 2804 2824 rVB6 1105367 3079545 7.08% 0.626%
53 10.481 2832 2843 2851 rBV 1230634 1996395 4.59% 0.406%
54 10.806 2937 2944 2957 rVB4 466605 831872 1.91% 0.169%
55 10.902 2963 2974 2983 rBV 2159601 3373463 7.75% ©.686%
56 10.992 2992 3002 3009 rBV 6601326 11549823 26.54% 2.347%

57 11.082 3020 3030 3055 rVB2 3232041 7419409 17.05% 1.508%
58 11.288 3083 3094 3112 rVB 2950744 4953139 11.38% 1.007%
59 11.465 3138 3149 3176 rVB 11462819 17595746 40.43% 3.576%
60 11.639 3197 3203 3214 rVB 670873 1034757 2.38% 0.210%

61 11.738 3228 3234 3243 rVV 832411 1253508 2.88% ©0.255%
62 11.796 3243 3252 3269 rVB4 557701 1515898 3.48% 0.308%
63 11.889 3269 3281 3294 rBV 4102806 6546845 15.04% 1.330%
64 12.092 3333 3344 3349 rBV3 2583890 4136459 9.50% 0.841%
65 12.121 3350 3353 3362 rVV 1979206 2424627 5.57% ©0.493%
66 12.185 3362 3373 3389 rVB5 3844064 7675731 17.63% 1.560%
67 12.323 3400 3416 3423 rBV2 1163946 2083744 4.79% ©0.423%
68 12.372 3423 3431 3447 rVB 1146159 1944372 4.47%  ©.395%
69 12.462 3448 3459 3464 rBV 1761182 2803660 6.44% 0.570%
70 12.491 3464 3468 3478 rVV 1384882 1887900 4.34% 0.384%
71 12.568 3482 3492 3500 rVV 3702298 5551065 12.75% 1.128%
72 12.606 3500 3504 3514 rVB 699608 933606 2.14%  0.190%
73 12.677 3515 3526 3546 rBV2 3382311 6674035 15.33% 1.356%
74 12.870 3578 3586 3595 rVB3 819202 1376185 3.16% ©.280%
75 12.970 3596 3617 3625 rBV 2730848 4874809 11.20% ©.991%

76 13.021 3625 3633 3649 rVB 2998322 4965925 11.41% 1.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acqg On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR122022WMA.M
Title : TRACE VOA SFAM1.0
77 13.105 3649 3659 3673 rBV6 991064 2578432 5.92% 0.524%
78 13.288 3708 3716 3724 rVB3 1626503 2401715 5.52% ©0.488%
79 13.449 3743 3766 3780 rBV4 4429692 10468489 24.05% 2.127%
80 13.619 3813 3819 3843 rVB4 855174 1773522 4.07% ©0.360%
81 13.728 3843 3853 3860 rBV2 839066 1387783 3.19% 0.282%
82 13.780 3861 3869 3877 rVV 1739918 2898248 6.66% 0.589%
83 13.831 3877 3885 3901 rVV6 1983002 4587582 10.54% ©.932%
84 13.905 3904 3908 3911 rVV 828936 1025684 2.36% 0.208%
85 13.937 3912 3918 3932 rVB2 2090299 3893925 8.95% 0.791%
86 14.079 3955 3962 3984 rVB 1621785 3006067 6.91% 0.611%
87 14.185 3988 3995 4008 rVB4 591896 1203732 2.77%  ©0.245%
88 14.282 4009 4025 4036 rBV3 859759 1882876 4.33% 0.383%
89 14.343 4037 4044 4052 rVV2 580640 886118 2.04% 0.180%
90 14.481 4079 4087 4107 rVB 921431 1493714 3.43% 0.304%
91 14.661 4133 4143 4157 rBV3 1135560 2381194 5.47% 0.484%
92 14.806 4180 4188 4200 rBV 517261 854735 1.96% 0.174%
93 14.873 4201 4209 4219 rVB3 865246 1393494 3.20% 0.283%
94 15.018 4243 4254 4264 rBV6 513077 1073578 2.47% 0.218%
95 15.214 4302 4315 4326 rVV 2051650 3676218 8.45% 0.747%
96 15.404 4364 4374 4385 rBV 1464407 2489212 5.72% 0.506%
97 16.140 4595 4603 4610 rBV2 460989 751787 1.73% ©.153%
98 16.256 4630 4639 4660 rVB 891750 1578346 3.63% 0.321%
99 16.404 4675 4685 4692 rBV 1191473 1997755 4.59% 0.406%
100 16.439 4692 4696 4714 rVB 589533 946738 2.18% 0.192%

Sum of corrected areas: 492075839
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\

: VUe52488.D

: 22 Dec 2022 13:55

: JC/MD

: N6170-10

: 25.0mL/MSVOA_U/WATER

: 9 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
. TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance TIC: VU052488.D\data.ms
6.1
1.5e+07
1e+07
4.533 5.385
3.700
3.083 5.969134
2.205
5000000 1.996 3.362 5.501 5848
I 6.291
3.915 4.43314.661 . 6.562
0\‘\\\\/‘\\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘rﬁ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \‘\\\\ %
Time->  1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU052488.D\data.ms
1.5e+07
9.690
11.465
1e+07
10.992
5000000 7854
8.240 8.864 0821 288
6.980 8.12 922 : .
076234 7.497 h) 68958365 ag 3 102569742 o o 109
vood || s e PP aor® 0 o om0 s o bt e
A e e S P A A S -
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU052488.D\data.ms
1.5e+07
1e+07
5000000 13.449
1338883/ 079 15218 104
' .66 : 404
13£3%ﬂ§§§%ﬁgﬁéﬁﬁg%ﬁéﬂ PSS 018 16 18 %%439
0 T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T W\‘\\/\JT\/H\_’\\
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1.996 20.85 ug/L 6487720  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 Pentane 72 C5H12 000109-66-0 36
4 3-Buten-1-o0l 72 C4H80 000627-27-0 28
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 204 (1.996 min): VU052488.D\data.ms (-192) (-) m/z 43.00 100.00%
43.0
57.1
5000
71 L MR A A
‘ ‘ 721 1.60 1.80 2.00 2.20 2.40
ot e m/z 41.95 87.88%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 [T T T T T T T T T T
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 82.21%

72.
15.0 \‘ i | \‘O
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0

1.60 1.80 2.00 2.20 2.40
27.0 57.0
5000 . ITI z 57.10 67.39%
15.0
TN N O N o
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane

43.0 1.60 1.80 2.00 2.20 2.40

m/z 38.95 24.73%

5000
57.0
27.0 | 190
R e e

m/z--> 0 10 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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.205 25.05 ug/L 7794330  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 90
4 Pentane 72 C5H12 000109-66-0 90
5 Pentane 72 C5H12 000109-66-0 72
Abundance Scan 269 (2.205 min): VU052488.D\data.ms (-259) (-) m/z 43.00 100.00%

43.0
5000

N E N & WER———
570 720 1.80 2.00 2.20 2.40 2.60

S | OO N N m/z 42.60 59.65%

m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0

5000 P P e
1.80 2.00 2.20 2.40 2.60

27.0 57.0 m/z 41.00 49.56%

72.0
‘H\“H\}iqw‘w‘h‘w‘M‘“‘\””yww“\w“w
m/z--> 0 10 40 50 60 70 80
Abundance #810.Pentane
43.0

1.80 2.00 2.20 2.40 2.60

5000 m z 57.05 15.73%
27.0
57.0 72.0
15.0 \ \ ‘
L L e e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane

43.0 1.80 2.00 2.20 2.40 2.60

m/z 39.00 15.44%

5000
27.0
57.0
72.0
20 150 w‘ | |

m/z--> 0 10 20 30 40 50 60 70 80 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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.083 48.44 ug/L 15070200  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 80
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
Abundance Scan 542 (3.083 min): VU052488.D\data.ms (-518) (-) m/z 43.00 100.00%
43.0
5000 711 ﬂ

“‘,

| 510 86.0 2.80 3.00 3.20 3.40
el PR m/z 42,00 53.19%

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0

5000 71.0 AN NI A
2.80 3.00 3.20 3.40
270 570 m/z 71.10 39.35%
‘H\H"\:‘L‘S‘QWMHH‘\H"\H‘l“\””l””\??ﬂm
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
2‘803‘003‘203’40
5000 ITI z 41.00 36.42%
27.0 71.0
15.0 57.0
20860
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0 2.80 3.00 3.20 3.40

m/z 39.00 15.29%

5000
27.0 71.0
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.700  51.35 ug/L 15976100  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 91
4 n-Hexane 86 C6H14 000110-54-3 80
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 74
Abundance Scan 734 (3.700 min): VU052488.D\data.ms (-715) (-) m/z 57.05 100.00%
57.0
41.0
5000
86.1 A
‘ 711 3.40 3.60 3.80 4.00
e e e el e m/z 41,00 66.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0
29.0
5000
3.40 3.60 3.80 4.00
86.0 m/z 43.00 63.21%
. 15‘.0 | ‘ ‘\ [ 711'0 .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
R AAREERREEEE
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.05 49,94%
86.0
15‘.0 ‘ ‘ 71.0
. | 11N | 1
A B L T o R RN
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0 3.40 3.60 3.80 4.00
m/z 42.00 32.28%
29.0
5000
86.0
15‘.0 ‘ 71.0
| | | 1
e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Re

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

port

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 75
R.T EstConc Area Relative to ISTD R.T.
3.915 2.89 ug/L 899759  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexene, (Z)- 84 C6H12 007642-09-3 91
2 2-Hexene 84 C6H12 000592-43-8 91
3 2-Hexene, (E)- 84 C6H12 004050-45-7 91
4 3-Hexene, (Z)- 84 C6H12 007642-09-3 91
5 2-Hexene, (Z)- 84 C6H12 007688-21-3 91
Abundance Scan 801 (3.915 min): VU052488.D\data.ms (-788) (-) m/z 55.00 100.00%
55.0
5000
42.0 84.0
69.0
‘ ‘ 3.60 3.80 4.00 4.20
et m/z 42,00 36.52%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1649: 3-Hexene, (2)-
558.0
41.0
5000 L LELL R E R R
84.0 3.60 3.80 4.00 4.20
27.0 69.0 m/z 84.05  35.10%
15.0!’
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1641: 2-Hexene
55.0
R R R R
3.60 3.80 4.00 4.20
5000 41.0 m/z 41.00 34.45%
27.0 84.0
69.0
150,
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1651: 2-Hexene, (E)- N RRERENE RS SRS
55.0 3.60 3.80 4.00 4.20
m/z 56.10 24.04%
5000 42.0
84.0
29.0 69.0
s ||l
m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20

SFAMUTR122022WMA.M Sat Dec 31 01:00:24 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
4.433 3.42 ug/L 1062960 1,4-Difluorobenzene 6.246
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 86
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 68

4 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 50
5 2,2,6,6-Tetramethylheptane 156 C11H24 040117-45-1 47

Abundance Scan 962 (4.433 min): VU052488.D\data.ms (-947) (-) m/z 43.00 100.00%

420 50
5000
o "o 50 480 450 450
| I

el 200 57,85 81.75%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
57.0

5000 L
4.20 4.40 4.60 4.80

27.0 ‘ 85.0 m/z 41.00 50.44%

\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0

4.20 4.40 4.60 4.80

5000 m/z 56.05 45.88%
29.0 85.0
150 || ], 690 100.0
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl- o RERRmEER TS
43.0 57.0 4.20 4.40 4.60 4.80

m/z 42.00 24.65%

5000 85.0
29.0
‘ ‘ ‘\ | i 69 0 100 0

m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Cyclic4.533 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.533  67.99 ug/L 21153760  1,4-Difluorobenzene 6.246
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 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 80
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 78

Abundance Scan 993 (4.533 min): VU052488.D\data.ms (-975) (-) m/z 56.10 100.00%

56.1
R RN ARARRS

‘ ‘ 84.0 4.20 4.40 4.60 4.80
“‘_“w“w“u“w“_h‘wuwu“wwi‘u“ﬂ“_“ m/z 41.00  48.55%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 T T T (T T T[T T T T [TTTT]
4.20 4.40 4.60 4.80

m/z 69.05 40.55%

28.0 ‘ ‘ ‘ 84.0
\\\‘\\\\‘]\-Tr’\o\‘\\\H“\\\\‘\‘\\\“\w \‘\\\‘1i\\\\‘\!\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0

41.0 4.20 4.40 4.60 4.80
5000 m/z 55.05  25.22%
69.0
27.0
84.0
1o 199
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- R N N RANES
56.0 4.20 4.40 4.60 4.80

m/z 42.00 20.93%

5000 41.0
84.0
270
o | Lo

m/z--> 0O 10 20 30 40 50 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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.459 13.88 ug/L 4319630  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 86
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 43
Abundance Scan 1281 (5.459 min): VU052488.D\data.ms (-1273) (-) m/z 56.10 100.00%
43.0 56.1
5000 71.1
520540560580
| ‘ | 81 1001 EU A 908 98T
e e e e e e m/z 43.00 90.32%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000
290 71.0 5.20 5.40 5.60 5.80
m/z 57.10 69.36%
Ll 580 000
\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\’1\\\‘\1\\‘\\\\’\\\\‘\\H‘
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
R RaE e AEEmEREE
5.20 5.40 5.60 5.80
5000 m/z 41.00 51.11%
20.0 71.0
b L L0 000
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478 Pentane, 2,3-dimethyl- A RERamEaE S L
43.0 56.0 5.20 5.40 5.60 5.80
m/z 71.10 45.27%
5000 29.0
71.0
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.591  31.57 ug/L 9821750  1,4-Difluorobenzene 6.246

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 87
4 Heptane 100 C7H16 000142-82-5 80
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
Abundance Scan 1322 (5.591 min): VU052488.D\data.ms (-1305) (-) m/z 43.00 100.00%
71.1
5000
l 85.1 1001 5.20 5.40 5.60 5.80 6.00
e e el m/z 71.10 62.82%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000
5.20 5.40 5.60 5.80 6.00
29.0 m/z 70.05 56.91%
‘ ‘ I 85.0 100.0
\\\‘\H\‘\\\\‘\\\\‘H\\‘\\H‘\\\\’\\\\‘H\\‘\\H‘\\\\’\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
R
5.20 5.40 5.60 5.80 6.00
5000 57.0 70.0 m/z 57.05 55.75%
29.0
150 | | \ 85.0 100.0
e e e e e
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 41.00 49.93%
5000 29.0 57.0 71.0
1.0 150 “ M‘ 85.0 100.0
R RaasaE e T e
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 (DEL) Alkane: Cyclic5.848 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.848 32.44 ug/L 10092800  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 95
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 94
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 70
Abundance Scan 1402 (5.848 min): VU052488.D\data.ms (-1377) (-) m/z 70.05 100.00%
70.0
56.0
41.0
5000
83.1
H M ‘ 98.0 5.60 5.80 6.00 6.20
el L nsz se.e5  76.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
83.0 m/z 55.00 64.03%
‘ ‘ ‘ 98.0
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\‘\\\"\H ‘\‘\\WW ‘\\\W’i\\\‘\\\\‘\\\\’
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 52.40%
27.0
83.0
‘ ‘ 98.0
2o aso Ml
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
410 | m/z 69.10  26.00%
5000
27.0 83.0
‘ ‘ 98.0
m/z--> 0 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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 (DEL) Alkane: Cyclic5.918 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.918 27.59 ug/L 8584190 1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 91
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
Abundance Scan 1424 (5.918 min): VU052488.D\data.ms (-1413) (-)| m/z 70.10 100.00%
56.1 70.1
41.0
5000
83.1
‘ ‘ 98.1 5.60 5.80 6.00 6.20
e el el b m/z 56,10 97.64%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 70.0
5000
270 6.0 5.60 5.80 6.00 6.20
‘ ‘ 980 m/z 55.10 76.20%
\\\1‘.9\\‘1\4*\0\‘\\}!‘\\\\}\‘\\\“\H‘\‘\\\w‘\\\\“11\\‘\\\1‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 60.21%
27.0 83.0
“ ‘ ‘ 98.0
""""‘Hwmwm}“uwu‘l ‘wm‘; AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
41.0 m/z 69.10 37.44%
5000
270 ‘ 83.0 98.0
‘H_"‘_H‘w‘l“w}“wu‘l ‘wu: S EASNNN W
m/z--> 0O 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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 (DEL) Alkane: Cyclic5.989 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.989 44.75 ug/L 13923300  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 94
2 Isopropylcyclobutane 98 C7H14 000872-56-0 94
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 81
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 78
Abundance Scan 1446 (5.989 min): VU052488.D\data.ms (-1434) (-) m/z 56.10 100.00%
56.1
70.1
41.0
5000
98.1
‘ ‘ | 8‘7 1 5.60 5.80 6.00 6.20 6.40
o ettt m/z 55.05  70.70%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000
27.0 5.60 5.80 6.00 6.20 6.40
' 98.0 m/z 70.18  68.84%
|
\\\]-‘.9\\‘]-\4\."\0\‘\\i!‘\\\\}\‘\\\"\“\ \’\\\‘}“\\\\‘\\\\‘\\\\“\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: |sopropylcyclobutane
56.0
41.0
70.0 5.60 5.80 6.00 6.20 6.40
m/z 41.00 55.08%
5000 27.0
98.0
‘ ‘ 83.0
H‘_‘H‘H‘w‘mlw‘m}“‘qﬂ\Mw‘mpu‘w‘u‘_‘u‘u‘w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-
56.0 5.60 5.80 6.00 6.20 6.40
70.0 m/z 69.10 33.35%
41.0
5000
98.0
27.0 ‘ 83.0 ‘
‘H_"‘_HwH““‘:H:‘mm,u‘\ “,‘kum_‘:www‘
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
6.134  39.57 ug/L 12312600  1,4-Difluorobenzene 6.246
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane 166 C7HI6 000142-82-5 91

2 Heptane 100 C7H16 000142-82-5 90
3 Heptane 100 C7H16 000142-82-5 87
4 Heptane 100 C7H16 000142-82-5 74
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59
Abundance Scan 1491 (6.134 min): VU052488.D\data.ms (-1475) (-) m/z 43.00 100.00%
43.0
57.1 71.0
5000
1001 LN L R R R
‘ 5.80 6.00 6.20 6.40
i ‘ | 85.1 9
e e e e e ey m/z 71.05 60.11%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #4464: Heptane
43.0
57.0
5000 71-0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
5.80 6.00 6.20 6.40
29.0 ‘ 100.0 m/z 41.00 57.03%
H\‘HH‘HH‘HH‘HH‘!M\‘H‘\\‘\\HHH\‘\H'\‘HH‘HH‘HH‘
miz--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #4462: Heptane
43.0
5.80 6.00 6.20 6.40
5000 20.0 57.0 710 m/z 57.10 55.17%
100.0
10 150 | | | 850
T e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #4463: Heptane R RRNEE RS
43.0 5.80 6.00 6.20 6.40
m/z 56.10 33.53%
5000 57.0 71.0
29.0
100.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 5.80 6.00 6.20 6.40

SFAMUTR122022WMA.M Sat Dec 31 01:00:32 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
6.864 3.68 ug/L 1143440  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 94
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 93
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 81
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 81
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59
Abundance Scan 1718 (6.864 min): VU052488.D\data.ms (-1709) (-) m/z 43.00 100.00%
43.0 57.1
85.1
5000
1.1
‘ H | 1141 6.60 6.80 7.00 7.20
HwHwwmwW;H"M!‘m!Mm‘wwwwm'w m/z 57.10  95.35%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8637: Hexane, 2,4-dimethyl-
e
43.0 57.0
85.0
5000
6.60 6.80 7.00 7.20
290 710 m/z 85.10  69.93%
15.099.0114.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
430 570
85.0 6.60 6.80 7.00 7.20
5000 m/z 41.00 56.94%
29.0 71.0
150 | L, || 901140
R ma e R RARRARA R e R AR R

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8645: Hexane, 2,4-dimethyl-

43.0 6.60 6.80 7.00 7.20
57.0 m/z 56.00 39.41%
5000 85.0
29.0
71.0

1.0 15\0 | “\ \‘ | \“ ‘\ 99.0 114.0

T e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55

Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 (DEL) Alkane: Cyclic6.980 Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
6.980 16.66 ug/L 5183590 1,4-Difluorobenzene 6.246
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 90
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 83
3 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 38
4 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 38
5 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 38

Abundance Scan 1754 (6.980 min): VU052488.D\data.ms (-1741) (-) m/z 69.05 100.00%
69.0
41.0
55.0
5000
‘ ‘ 83.0 98‘-1 6.60 6.80 7.00 7.20 7.40
‘ RiliA 112.1 5
el el L 112D sz 68,05 75.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3747 Cyclopentane, ethyl-
69.0
41.0
5000 550 TTr Tt frrrprrrrpr
6.60 6.80 7.00 7.20 7.40
270 m/z 41.00 65.72%
L 830 980
\\\‘\\'\\‘\\\“1“\\\\i\‘\\\‘\H\\‘\‘\\\‘\"\\\\‘\‘H\‘\\\‘\‘\\\\’H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
55.0 6.60 6.80 7.00 7.20 7.40
5000 ' m/z 70.85 57.79%
27.0
98.0
83.0
H‘_JH‘H1w“H}m‘wﬁ\ﬁ‘uﬂwuu“ﬁ‘w‘u‘_“w‘u‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3796: 2-Hexene, 3-methyl-, (Z)- R A BARLEEaEES R
41.0 69.0 6.60 6.80 7.00 7.20 7.40
m/z 55.05 53.14%
55.0
5000 98.0
27.0
wo | mo
I I I il L L
e e e e e e e R R AR s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55

Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 (DEL) Alkane: Cyclic7.070 Concentration Rank 26

R.T EstConc Area Relative to ISTD R.T.
7.070  12.42 ug/L 3865660 1,4-Difluorobenzene 6.246
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 94
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 91
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 72

Abundance Scan 1782 (7.070 min): VU052488.D\data.ms (-1767) (-)

70.0
55.0
5000
41.0
‘“ | ‘ ga1 970 1121 6.80 7.00 7.20 7.40
et el B m/z 55.00  68.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000
6.80 7.00 7.20 7.40
41.0 m/z 41.00 24.76%
70 || || w0 570 a0
L il 1
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0

5000

m/z-->

55.0

41.0
27.0

140 | \“\ J

70.0

5000
41.0
27.0 ‘ ‘ 970 112.0
H‘,1‘4"9"HH_H“NHW‘;!‘WH% ‘8‘37‘0“““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,

g83.0 97.0 112.0

10 20 30 40 50 60 70 80 90 100 110 120

m/z 70.05 100.00%

6.80 7.00 7.20 7.40

m/z 69.05 22.83%

6.80 7.00 7.20 7.40

m/z 42.00 19.08%

-

6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 (DEL) Alkane: Cyclic7.234 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.234 17.16 ug/L 5339620 1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 80
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 64
Abundance Scan 1833 (7.234 min): VU052488.D\data.ms (-1823) (-) m/z 70.10 100.00%
55.0 701
5000 41.0
84.1
‘ ‘ ‘ ‘ 97.1 1121 7.00 7.20 7.40 7.60

el ol L mjz 55.05  88.99%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,

56.0 70.0
5000 41.0 T T TR T
7.00 7.20 7.40 7.60
84.0 m/z 56.10 84.56%
O T s
Ly m ‘
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\1\\\\‘\1\\‘\\\\‘\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0 7.00 7.20 7.40 7.60
5000 m/z 41.00 47 .66%
27.0
84.0 112.0
‘ ‘ ‘ ‘ 97.0
N 2N O 1| O | OO N R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0 7.00 7.20 7.40 7.60
m/z 69.10 38.31%
5000
41.0
84.0 112.0
27.0 “ 97.0
| I |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Cyclopentene, 1,5-dimethyl- Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
7.394 4.62 ug/L 1437680  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
2 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 83
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 81
4 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 72
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 64
Abundance Scan 1883 (7.394 min): VU052488.D\data.ms (-1870) (-) m/z 81.05 100.00%
81.0
5000
410 96.1
1 sa0 67 0 ‘ ‘ 7.00 7.20 7.40 7.60 7.80
) S 1 i HWM‘}MHM;!wmwH‘l“l?c‘l‘_‘ m/z 96.10  26.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
5000
7.00 7.20 7.40 7.60 7.80
39.0 53.0 96.0 m/z 79.05 24.947%
M Yl N
Ayl I Iy |
\H‘H\\‘H\\‘\H\‘\H\’\H\‘\\H‘\\H‘H\\‘H\\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0
T
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.00 17.19%
39.0
‘ 53.0 96.0
67.0 ‘
ZGLQ,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3285: Cyclobutane, (1-methylethylidene)- R RS
81.0 7.00 7.20 7.40 7.60 7.80
m/z 39.00 16.15%
5000
‘ 53.0 67.0 580
m‘HH‘mwmu“H“,““‘H_““wm‘“‘\‘H‘H!wmwm‘u e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.497 7.84 ug/L 2439390  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 83
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 68
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 68
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 49
Abundance Scan 1915 (7.497 min): VU052488.D\data.ms (-1905) (-) m/z 57.10 100.00%
1.1
43.0
5000
99.1
7?-1 1141 7.20 7.40 7.60 7.80
Orrrrrreerrererdl e 830 U njz az.ee s1.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
5000
290 70.0 7.20 7.40 7.60 7.80
' 99.0 m/z 42.00 39.43%
Lo | u0
H\‘\H\‘\\\\‘\\\\‘\\\\‘\\H‘H\\‘H\\‘H\\‘\\\\‘\H\‘\H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0
7.20 7.40 7.60 7.80
5000 m/z 41.00 37.92%
29.0
70.0 99.0
“W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl- T AREamEsEsEEEEE Lo
430 570 7.20 7.40 7.60 7.80
m/z 99.10 17.69%
5000
29.0 700 99.0
380 L o | 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 (DEL) Alkane: Cyclic7.584 Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.
7.584 2.80 ug/L 871277  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 91
2 1-Nonanol 144 C9H200 000143-08-8 50
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 49
4 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 46
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 43

Abundance Scan 1942 (7.584 min): VU052488.D\data.ms (-1936) (-) m/z 56.10 100.00%
56.1
41.0
5000
70.
‘ 112.1 7.20 7.40 7.60 7.80 8.00
e ‘,H‘J,‘W‘WWwwww m/z 69.10  93.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7656: Cyclopentane, 1,1,2-trimethyl-
56.0
41.0
5000 7.20 7.40 7.60 7.80 8.00
70.0 . . . . .
27.0
84.0 m/z 55.00  79.31%
‘ 112.0
H\‘\H\‘HH‘HH‘“\H’\M\’H\‘l\\H‘\‘H\‘\\g\\‘(\)\\\‘!\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24384: 1-Nonano
56.0 70.0
R RRNRERa s S AE R
7.20 7.40 7.60 7.80 8.00
5000 41,0 m/z 41.00 55.05%
97.0
70 ||| o
‘H_‘H_‘H_‘H_‘HV‘“H“H‘_H‘_HW‘HW‘HW‘HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7604: 1-Hexene, 3,3-dimethyl- R
69.0 7.20 7.40 7.60 7.80 8.00
m/z 57.10 40.59%
41.0 55.0
5000
27.0 “ 870 97.0 112.0
LI 111, | |
‘H‘H‘w‘H‘_‘H‘HH,H‘W‘H‘M‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
7.655 5.51 ug/L 1715480  1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 87
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 80
3 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 64
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 64
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
Abundance Scan 1964 (7.655 min): VU052488.D\data.ms (-1956) (-) m/z 43.00 100.00%
3.0
57.1
85.1
5000
‘ | 71.1 990 114.1 7.40 7.60 7.80 8.00
O A et ARRAARARSY m/z 57.10  79.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0
5000
7.40 7.60 7.80 8.00
29.0 m/z 85.10  65.53%
h “ ‘ ‘\ ‘ | 7\:\I‘n0 | 99'0 11\4.0
H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8631: Heptane, 3-methyl-
43.0
57.0 R AmaEEEE TS
85.0 7.40 7.60 7.80 8.00
5000 m/z 41.00 46.01%
29.0
114.0
15.0 ‘ ‘\ ‘\ Il Il 7‘]\\-.0 | 99'0
R RAAE HEaEa E o e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14606: Pentane, 3-ethyl-2,4-dimethyl- R REEEEEEERT
43.0 7.40 7.60 7.80 8.00
m/z 84.10  43.40%
5000 85.0
57.0
27.0
I \‘“ . ao ‘ 99.0 113.0 128.0
P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 Cyclohexene, 1-methyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
7.761 7.89 ug/L 2456010 1,4-Difluorobenzene 6.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 91
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 55
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 55
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 53
Abundance Scan 1997 (7.761 min): VU052488.D\data.ms (-1984) (-) m/z 70.05 100.00%
55.0 70.0
5000 41.0 06.1
R AARRESASS LEne s R
‘H ‘ Fgl 111.1 7.40 7.60 7.80 8.00
"w‘m_m_m}w;‘mm‘m“‘“wU:HWUWH,MW m/z 81.85 98.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3238: Cyclohexene, 1-methyl-
81.0
5000 68.0
39.0 550 96.0 7.40 7.60 7.80 8.00
m/z 55.00  94.83%
15.0 ‘ H
\\\‘\\‘H‘\\11“\\\\’\\\\“\\\\‘\‘\u\“\\\‘\“1\\\“\\‘\‘\‘\\\\’\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
e A BARAAGamE R
7.40 7.60 7.80 8.00
5000 67.0 m/z 67.00 56.57%
96.0
39.0
26,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl- R RRREEEEES L
81.0 7.40 7.60 7.80 8.00
m/z 68.00 39.91%
5000
96.0
frrrr e e e ey R e
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 (DEL) Alkane: Cyclic8.028 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
8.028 7.53 ug/L 3579540  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 91
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 68
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 58
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 58
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 52
Abundance Scan 2080 (8.028 min): VU052488.D\data.ms (-2068) (-) m/z 55.10 100.00%
55.1
97.1
5000 410 69.1 83.1
N RARARLEE S
‘ Lol ‘ || uea 7.808.008.208.40
e e el e e m/z 97.10 81.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7557: Cycloheptane, methyl-
55.0 97.0
41.0
5000
69.0 83.0 7.80 8.00 8.20 8.40
27.0 m/z 41.00 49.09%
‘ ‘ 112.0
\\‘\\\\‘\\\H‘\\\\l\‘\\\“\‘\\‘\‘\\‘\H‘\\\\“!!\\‘\\!1‘\\\\‘!\\\‘\
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
R R RmaRAs e
7.80 8.00 8.20 8.40
5000 41.0 m/z 56.10  45.41%
69.0 650 112.0
MW
‘w‘H‘_‘“MH‘hwu‘_H“‘pru‘wJﬁ‘_‘u‘u‘wuu‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans- R RERAE Ra
55.0 97.0 7.80 8.00 8.20 8.40
m/z 83.10 44.58%
5000 41.0
112.0
27.0 690
83.0
14,0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 (DEL) Alkane: Cyclic8.240 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.240  15.53 ug/L 7385770  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 95
4 Cyclohexane, 1,2-dimethyl-, trans— 112 C8H16 006876-23-9 93
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
Abundance Scan 2146 (8.240 min): VUOSZ488[NdMarns(2133)() m/z 55.00 100.00%
55.0 1
5000 41.0
69.1 112.1
83.1
‘ | | M | 26 8.00 8.20 8.40 8.60
Obrreprrrrperrr et plt el L 2281 7 97,10 97.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000 L L I L B LN R
70 69.0 112.0 8.00 8.20 8.40 8.60 ]
‘ 83.0 m/z 41.00  47.65%
\H‘HH‘\H\“\\H’\‘H\‘\H\‘\’H\‘!‘\H\MMH‘\Hl‘\\\\’\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
R R
8.00 8.20 8.40 8.60
5000 41.0 m/z 56.05  43.45%
69.0 112.0
‘ 83.0 ‘
,,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans) e AREERERAE NS
55.0 8.00 8.20 8.40 8.60
91.0 m/z 69.10  37.66%
41.0
5000
27.0 69.0 112.0
‘ ‘ 83.0
‘H_‘H‘HHMHH,L‘qﬁﬂwuJM‘HWJMW‘H‘_H‘M‘H_‘HM“ e NanAEAE LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 (DEL) Alkane: Cyclic8.365 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
8.365 8.55 ug/L 4066930  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 97
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94
Abundance Scan2185(8365num VUOSZ488[NdMarns(2163)() m/z 55.00 100.00%
55.0 1
5000
691 \‘\\\\’\\\\‘\\\\‘\\\\’\
H M 83.0 8.00 8.20 8.40 8.60
el e ) 1260 s 97,10 98.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7691: Cyclohexane, 1,3- dwneﬂwk,uans-
55.0 .0
5000
41.0 112.0 8.00 8.20 8.40 8.60
69.0 m/z 41.00 37.41%
i
Iy nin
\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
A EEAE D S
8.00 8.20 8.40 8.60
5000 41.0 m/z 112.10 35.61%
112.0
270 69.0
s )
\\‘H\\‘H\\‘H\\‘H\\“H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\‘H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.05 30.21%
5000
41.0 112.0
69.0
i
I ull [l
‘WH‘WH‘wH‘wH‘wH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH P T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
8.803 5.98 ug/L 2842910  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Octene, (Z)- 112 C8H16 014850-22-7 58
2 Cyclooctane 112 C8H16 000292-64-8 43
3 4-Octene, (E)- 112 C8H16 014850-23-8 43
4 4-Octene, (Z)- 112 C8H16 007642-15-1 43
5 2-Octene, (Z)- 112 C8H16 007642-04-8 41
Abundance Scan 2321 (8.803 min): VU052488.D\data.ms (-2312) (-) m/z 55.00 100.00%
55.0
69.1
41.0
83.1
5000 o7l
112.1
ST T
“ “ ‘ 126.1 8.40 8.60 8.80 9.00 9.20
Ottt e e o m/z 69.10 79.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7509: 3-Octene, (2)-
41.0
55.0
5000 | AL AL B R
8.40 8.60 8.80 9.00 9.20
270 69.0
r m/z 41.00  68.77%
T O e
| H‘ Ll ‘\ .
H‘HH‘\\H‘\\H‘\\H‘H \‘HH‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7499: Cyclooctane
41.0 56.0
RN R R
70.0 8.40 8.60 8.80 9.00 9.20
5000 112.0 m/z 56.10 54.92%
84.0
27.0
L s |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7519: 4-Octene, (E)- AR
41.0 55.0 8.40 8.60 8.80 9.00 9.20
m/z 83.10 54.41%
5000 70.0
27.0 112.0
8'%.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20

SFAMUTR122022WMA.M Sat Dec 31 01:00:45 2022 Page: 30



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 (DEL) Alkane: Cyclic8.864 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.864 11.92 ug/L 5666200 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 93
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
Abundance Scan 2340 (8.864 min): VU052488.D\data.ms (-2330) (-) m/z 83.10 100.00%
83.1
55.0
5000
41.0
112.1 R R AREEEEERE S
| 69.1 8.60 8.80 9.00 9.20
0ol el b m/z 55.00 73.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 L L L B L L R
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.10 46.12%
27.0 ‘ 69.0 ‘
H‘\H\‘\HM’HHi1‘\\\"\‘H\‘H\ﬁi\\\\‘\l\\‘\\H‘HH‘\‘\H‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7536: Cyclohexane, ethyl-
83.0
o RAAREE SR e S R
55.0 8.60 8.80 9.00 9.20
5000 m/z 41.00 32.76%
41.0
112.0
27.0 69.0
S NS N Y RSO £ M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7535 Cyclohexane, ethyl- AR EEREEREESEEE RS
83.0 8.60 8.80 9.00 9.20
m/z 112.10  22.53%
55.0
5000
41.0
112.0
27.0 69.0
S | N e Y (1 T W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 29 (DEL) Alkane: Cyclic8.922 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.922 7.25 ug/L 3447820  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 72

Abundance Scan 2358 (8.922 min): VUOSZ488[NdMarns(2350)() m/z 111.10 100.00%
111.
69.1
5000 55.0
41.0
83.1 e e
bl “ 070 | 1261 860880900920
0l b e m/z 69.10 82.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
5000 9 550 580 500 5.0
83.0 ORI IR TS
m/z 55.05 49.09%
27.0 ‘
\\‘\H\‘HH‘\H\}H\H‘\H‘\‘H\\1\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘]-\2\}6\.‘(]\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
P PR e P
8.60 8.80 9.00 9.20
55.0 m/z 41.00 31.95%
5000 41.0
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- e e
69.0 111.0 8.60 8.80 9.00 9.20
m/z 56.05 25.19%
5000 41.0 550
83.0
270
R T T e
‘w‘Hw‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM“ e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 31 (DEL) Alkane: Cyclic9.163 Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
9.163 3.42 ug/L 1624230  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 93
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 81
Abundance Scan 2433 (9.163 min): VU052488.D\data.ms (-2425) (-) m/z 69.10 100.00%
69.1 1111
55.0
5000 41.0
126.2
A BBBRE AAa Ty AR
| “ I st ‘ 8.80 9.00 9.20 9.40
el el e m/z 111,10 93.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0
5000 410 L0 L L L L B R I O
126.0 8.80 9.00 9.20 9.40
97.0 m/z 55.05 66.69%
| i
H‘HH’\\H‘\\H‘“\H‘\‘\H‘\H‘\‘\\H“\‘\H‘\\H‘\H\‘\H\‘\H\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0 111.0
e A EBRARNEESaRS
55.0 8.80 9.00 9.20 9.40
5000 41.0 m/z 41.00 44.12%
126.0
‘ ‘ ‘ 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13301: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. RS ERRE RS SR
69.0 8.80 9.00 9.20 9.40
111.0 m/z 70.10 33.74%
55.0
126.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
9.208 2.83 ug/L 1347840  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 80
2 Ether, hexyl pentyl 172 C11H240 032357-83-8 64
3 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 64
4 Dodecane, 5-methyl- 184 C13H28 017453-93-9 64
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
Abundance Scan 2447 (9.208 min): VU052488.D\data.ms (-2441) (-) m/z 43.00 100.00%
43.0
5000 711 MM
R e e R
8.80 9.00 9.20 9.40 9.60
113.1
H_m‘“m H_‘H_‘?‘W‘uu_s”_”wm‘_H m/z 57.10  42.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14526: Octane, 4-methyl-
43.0
5000 I L L R
85.0 8.80 9.00 9.20 9.40 9.60
m/z 71.10  38.27%
| esa o
\\‘\\\\‘ ‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 100 120 140 160 180
Abundance #47383.Ether,hexylpentw
43.0
R R RER A
710 8.80 9.00 9.20 9.40 9.60
5000 m/z 85.10  31.89%
SN 1 —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59054: Undecane, 4,7-dimethyl- o RARSERR RS
43.0 8.80 9.00 9.20 9.40 9.60
m/z 41.00 30.15%
h | M
240 ‘ | [ | 990 1270 3550 1840
H““‘_“““H“‘“_“““H““‘_““‘H R A AAREEARRESS
m/z--> 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55

Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T EstConc Area Relative to ISTD R.T.
9.330 5.00 ug/L 2377670  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 70
2 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 53
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 53
4 Octane, 3-methyl- 128 C9H20 002216-33-3 53
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 53
Abundance Scan 2485 (9.330 min): VU052488.D\data.ms (-2470) (-) m/z 57.05 100.00%
57.0 ﬁ
5000
39 dﬂ 790 21 1282 9.00 9.20 9.40 9.60
B m/z 43.00  28.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14528: Octane, 3-methyl-
57.0
5000 N L R R R
9.00 9.20 9.40 9.60
m/z 41.00 27.72%
29.0 98.0
\\\‘\‘\‘\\“‘\\\J’u‘\\“‘\\‘\\\\“\\\\‘]-\2\8.\()\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #45511: Decane, 2,5-dimethyl-
57.0
 AEEamEE e
9.00 9.20 9.40 9.60
5000 m/z 56.10 18.41%
29.0
98.0
L lomo | 1270 1850
7ttt e
m/z--> 20 40 60 80 100 120 140 160
Abundance #45497: Undecane, 6-methyl- e BEEREEN RS SR
57.0 9.00 9.20 9.40 9.60
m/z 98.10 15.28%
5000
29.0 98.0
L L 790 | 1260 152.0170.0
e e e
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 34 Pentalene, octahydro- Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
9.507 5.12 ug/L 2436910  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 91
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 91
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 90
4 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 87

5 trans-3-Hexen-1-0l, chlorodifluo... 212 C8H11C1F202 1000447-24-0 72

Abundance Scan 2540 (9.507 min): VU052488.D\data.ms (-2518) (-) m/z 67.00 100.00%
67.0
o T /\JJ\M\/
41.0 0 T T 1
| S‘T' I s 101 0, 9.50
bttt e L 25 m/z 82.10 50.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6709: Pentalene, octahydro-
67.0
82.0
5000 —
9.50
41. m/z 41.00 18.93%
0 54.0
27\'0 “ \‘\ H ‘ 95.0 11\OIO
\\‘\H}“\\Hi\\\\‘H\\‘\\‘\\“\H\"\‘\H‘\\‘\\‘HH‘H\\‘\H\‘\H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6754: Pentalene, octahydro-, cis-
67.0
T
82.0 9.50
5000 ITI/Z 39.00 14.48%
41.0
110.0
o Lo
i } it 1 1
Frrrr e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6756: Pentalene, octahydro-, cis- =
67.0 9.50
m/z 68.00 12.90%
5000 82.0
41.0
54.0 110.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
9.742 7.84 ug/L 3727840  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 91
4 Nonane 128 C9H20 000111-84-2 91
5 Octane 114 C8H18 000111-65-9 72
Abundance Scan 2613 (9.742 min): VU052488.D\data.ms (-2609) (-) m/z 43.00 100.00%
43.0 57.1
5000
71.1 w
——— =
‘ ‘ M 99.1 0 128.1 9.50 10.00
Ol el b i B0 LT sz 57,10 91.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14522: Nonane
43.0
57.0
5000
9.50 10.00
9.0 710 850 m/z 41.80  37.55%
O O :
\\‘\H\‘\\H‘HH‘H\\‘HH‘\H\‘\\H‘HH‘HH‘\\H’HH‘H\\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
. o
57.0 9.50 10.00
5000 m/z 85.10 35.75%
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane — ‘Aﬁvr“#
43.0 9.50 10.00
57.0 m/z 71.10  26.73%
5000
290 710 85.0
99.0
T Y T N S SUSNIGVY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 36 (DEL) Alkane: Cyclic10.028 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
10.028 4.91 ug/L 2336320  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 76
2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 74
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 64
5 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 59
Abundance Scan 2702 (10.028 min): VU052488.D\data.ms (-2688) (- m/z 97.05 100.00%
55.0 97.0
5000
126.1 T 1
g0 0 P
el L 14200 55 60 97.13%
miz--> 20 40 60 80 100 120 140
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 910
5000 = :
10.00
39.0 Lo 126.0 m/z 41.00 33.78%
1.
\]-\5\.0‘\‘}‘\ \‘iH\ \‘\‘!“ \H“\ T “‘\ T \“ T \‘\ T ‘ T T T ’ T
miz--> 20 40 60 80 100 120 140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 910
T I
10.00
5000 m/z 69.05  30.56%
39‘0 | 7+.o ‘ 126.0
"“‘U“Mw‘uh“ﬂU“ﬂH“‘M“ T
m/z--> 20 40 60 80 100 120 140
Abundance #7677: Cyclohexane, 1,3-dimethyl-, cis- T
55.0 97.0 10.00
m/z 95.10 23.77%
5000
3900 112.0
I 7
-0 TN Y MU N SN K
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 37 1H-Indene, octahydro-, cis- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.269 8.38 ug/L 3982610 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1le6 004551-51-3 58
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 53
3 3-Aminocrotononitrile 82 C4H6N2 001118-61-2 43
4 (E)-Hex-3-enyl isobutyl carbonate 200 C11H2003 1000372-74-9 43
5 Cyclohexene,3-propyl- 124 C9H1e6 003983-06-0 38

Abundance Scan 2777 (10.269 min): VU052488.D\data.ms (-2756) (- m/z 67.00 100.00%
67.

0
5000
41.0 96.0

=
‘ 1241 10.00 10.50
|

‘““““‘W‘Hml‘ﬂ}uﬂhk‘u““ﬁ“ L1401 s g1.e5  83.94%

|
m/z--> 20 40 60 80 100 120 140
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0

5000 EAVAR =
41.0 10.00 10.50
124.0 m/z 82.10  77.42%
65F
T \]-\5‘\'0‘ \“H\ \‘}‘\ \‘H‘H\ ‘ \“\‘\ \“‘ ‘\ \‘\9\‘.‘0\ T T T ‘ T T T ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #12214: Pentalene, octahydro-2-methyl-
81.0
T =
10.00 10.50
5000 41.0 m/z 96.05 31.65%
H 65 124.0
‘““““WM‘NM“NF‘NM“%N?‘J“‘!“““‘
miz--> 20 40 60 80 100 120 140
Abundance #1306: 3-Aminocrotononitrile = o
42.0 82.0 10.00 10.50

m/z 41.00  28.38%

5000
sl Wil
i 1 EeT Ay

— ‘
m/z--> 20 40 60 80 100 120 140 10.00 10.50

SFAMUTR122022WMA.M Sat Dec 31 01:00:54 2022 Page: 39



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 39 (DEL) Alkane: Cyclic10.806 Concentration Rank 79
R.T. EstConc Area Relative to ISTD R.T.
10.806 2.74 ug/L 831872  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 70
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 60
3 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 53
4 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 53
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 47
Abundance Scan 2944 (10.806 min): VU052488.D\data.ms (-2937) (- m/z 69.10 100.00%
69.1
125.1
41.0
5000
96.1
— —
L
0b el T w2 7e.es 78.18%
miz--> 20 40 60 80 100 120 140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 — s
125.0 10.50 11.00
L 84.0 m/z 125.10  67.89%
140.0
26' T T \“\“ \M‘\ T T T \“ T \‘\ T ‘ \‘\ T " T
miz-> 20 40 60 80 100 120 140
Abundance #20706: 2-Octene, 2,6-dimethyl-
69.0
— —
10.50 11.00
5000 m/z 55.00 60.59%
43.0 140.0
27,0 H ‘ 84.0 111.0
‘H“w \‘i‘\\\‘\‘\‘\‘\ T N‘H‘H‘HH,‘H
m/z--> 20 40 60 80 100 120 140
Abundance #20698: 2-Octene, 2,6-dimethyl- — —
69.0 10.50 11.00
m/z 41.00 55.06%
41.0
5000
140.0
84.0
‘ ‘ H 111.0
\\\‘2\6‘1b\\‘H\H‘w“\M\“H‘\H“H‘H‘HH,‘H “ T
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55

Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 40 Benzene, propyl- Concentration Rank 29

R.T EstConc Area Relative to ISTD R.T.
10.902 11.13 ug/L 3373460 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H206N2 000140-28-3 72

Abundance Scan 2974 (10.902 min): VU052488.D\data.ms (-2963) (- m/z 91.00 100.00%
91.0
— 4
51.0 12L 1 10.50 11.00
ob bl gkt 1930 24892811 ., 179 05  21.37%
mfz--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 J\ : AVERR
10.50 11.00
m/z 65.00 10.71%
39.0 L
T T ‘\ ‘\‘ “ \“\ “\ \‘ “]\_2\ .\0\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10699: Benzene, propyl-
91.0
= e
10.50 11.00
5000 m/z 92.00 10.53%
20 |, | 1210
T T T ‘ \‘ T ‘\ T ‘ T \‘ T T ‘ T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- T =
91.0 10.50 11.00
m/z 78.00 6.52%
5000
39.0 h
O O .
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 41 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
10.992  38.10 ug/L 11549800 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 3002 (10.992 min): VU052488.D\data.ms (-2992) (- m/z 105.05 100.00%
106.1
5000
120.1
— 5
77.0 11.00
39.0 .
7
Y I 1 M - AL 2891 sz 120,05 30.38%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T
120.0 11.00
m/z 77.00 12.94%
39.0 77.0
\\\‘\‘\ T \“‘\ \“1‘5\9"?‘\ T !“‘[ T \‘1 T ‘H‘\ \‘\"‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00
5000 m/z 91.00 12.69%
120.0
77.0
150 380 890 UL
m/z--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl- —
105.0 11.00
m/z 106.10 8.95%
5000
120.0
77.0
39.0
- PR N M) Y SAL
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 45 Benzene, 1,2,3-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.889 21.59 ug/L 6546850 1,4-Dichlorobenzene-d4 11.809
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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Mesitylene 120 C9H12 000108-67-8 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3281 (11.889 min): VU052488.D\data.ms (-3269) (- m/z 105.05 100.00%
105.1
5000
39.0 77‘-0 11.50 12.00
O bbbl b Ml 1380 20700 g 120,10 41.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 — j\ —
11.50 12.00
770 m/z 77.00 13.40%
51.0 '
\\\‘2\7\.9\“\\““\H“\‘\\\‘H‘\\‘\\‘M\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 m/z 91.00 10.13%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10718: Benzene, 1,2,4-trimethyl- = =t
105.0 11.50 12.00
m/z 119.10 9.60%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 46 Benzene, 1,2-diethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.092 13.64 ug/L 4136460 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 87
2 Deltacyclene 118 C9H1e 007785-10-6 80
3 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 60
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 60
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 55
Abundance Scan 3344 (12.092 min): VU052488.D\data.ms (-3333) (- m/z 117.05 100.00%
117.1
5000 91.0 134.0 (\ \
39‘0 GCTO ‘ ‘ 12.00
SR ‘M ‘ M‘M“ ol bl 2521 7 105,05 89.65%
m/z--> 20 80 100 120 140 160
Abundance #17026.Benzene,L2-dbthyL
105.0
5000 134.0 j\‘ T 1
12.00
77.0 m/z 119.05 88.46%
\1\5\0‘\‘\‘\\“‘\\‘Ez.ﬂ‘\‘\\‘}‘H‘\\‘“\“\‘ “‘\\\‘\‘\\\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #10184: Deltacyclene
117.0
12.00
5000 m/z 118.10 52.67%
39.0 91.0
65.0 ‘
BN Wuﬂﬂﬂ“ﬂ“w;“t“ .
m/z--> 20 40 60 80 100 120 140 160
Abundance #10202: Benzene, 1-ethenyl-4-methyl- e ‘fﬁj\
117.0 12.00
m/z 134.00 38.51%
5000 91.0
39.0 63.0
I U0 N S
m/z--> 20 40 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 47 Benzene, 1-methyl-3-propyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.121 8.00 ug/L 2424630 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 80
2 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 80
3 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 72
4 Benzene, 1l-methyl-2-propyl- 134 CleHi4 001074-17-5 72
5 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 72

Abundance Scan 3353 (12.121 min): VU052488.D\data.ms (-3350) (- m/z 105.10 100.00%

105.1
5000
134.1 A — e
77.0 ‘ 12.00 12.50
39.0
| MR &V [ ‘M“ 298 myz 134,05 20.58%
miz—-> 20 40 60 80 100 120 140 160
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
5000
12.00 12.50
134.0

m/z 106.10  14.28%

77.0
\\:L\S\.(‘)\‘\ \3\9“.‘(\)\\5?.9\‘\\\H‘\\H\‘H‘\\\“\\\‘\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
T

SNSRIV
12.00 12.50
5000 m/z 77.00 9.47%
134.0
270 510 77‘.0 |
‘\ L \" I il ly n . .

I L B e B R B R e

m/z--> 20 40 60 80 100 120 140 160
Abundance #17049: Benzene, 1-methyl-4-propyl- e =
105.0 12.00 12.50

m/z 79.00 6.68%

5000
134.0
15.0 390 570 77"‘0 e

T .
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
12.323 6.87 ug/L 2083740 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Undecane 156 C11H24 001120-21-4 91
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 90
4 Decane 142 C10H22 000124-18-5 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 3416 (12.323 min): VU052488.D\data.ms (-3400) (- m/z 57.10 100.00%
57.1
5000
85.1 VAN
= T
12.00 12.50
112"1156{2 m/z 43.00 83.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 s N
12.00 12.50
0.0 8.0 m/z 71.65 48.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
[ S
12.00 12.50
m/z 41.00 41.78%
5000 71.0
“ [ \‘ 99.0 127.0 156.0
e T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester — ——
57.0 12.00 12.50
m/z 85.10 28.09%
5000
85.0
29.0
L h ‘h‘ M0 1540 1820 227¢
N RAAa Ea e R S e AR 1= P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 49 Benzene, 1-methyl-4-propyl- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
12.372 6.41 ug/L 1944370  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 94
3 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 91
4 Benzene, 1l-methyl-4-propyl- 134 CleHi4 001074-55-1 91
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
Abundance Scan 3431 (12.372 min): VU052488.D\data.ms (-3423) (- m/z 105.10 100.00%
105.1
5000
134.1
390 77.0 12.00 12.50
1 I Ll ‘\\ L H I . 1541 Y/
ottt e m/z 134.05 21.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
12.00 12.50
134.0 m/z 77.80  10.72%
51.0 7.0
\\\‘2\7‘\.(\)\“ T \‘\'\“\‘\\WM‘ T \‘i\“}‘\\‘\“ \\\‘\ ‘ \\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
— e
12.00 12.50
5000 m/z 106.10 8.80%
134.0
77.0
150 390 570 T ]
e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0 12.00 12.50
m/z 91.00 8.01%
5000
134.0
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 50 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
12.462 9.25 ug/L 2803660 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 o-Cymene 134 CleH14 000527-84-4 95

Abundance Scan 3459 (12.462 min): VU052488.D\data.ms (-3448) (- m/z 119.05 100.00%
119.1
5000
91.0
390 650 ‘ | 1520 12.50
e b el 2920 0 7 134,00 31.26%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 1250
91.0 m/z 91.00 17.80%
150 30 450 [
\’\\\‘\’\‘\ T \"“\ \“”\’H‘\ T \‘H‘ T \\\“}‘\ \‘M L \”\ ‘ T \\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
P
12.50
5000 m/z 105.05  14.02%
91.0
390 65.0 ‘
e B0 b L
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50
m/z 77.00 10.22%
5000
91.0
39.0 650
,15?‘ S i “H“:‘u BT} IR T
m/z--> 0 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 51 Benzene, 1-methyl-3-(1-meth... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
12.491 6.23 ug/L 1887900 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 94
3 o-Cymene 134 CleHi4 000527-84-4 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
5 p-Cymene 134 CleH14 000099-87-6 94
Abundance Scan 3468 (12.491 min): VU052488.D\data.ms (-3464) (- m/z 119.10 100.00%
119.1
5000
91.0 4 12.50
65.0 :
A0 Y e ) 1842 s 65 23.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
12.50
91.0 m/z 91.00 13.84%
39.0 65.0
‘\‘\ T \“‘\ — \”“\‘\ T \‘”‘ Tt “\”\ \‘\w T \1\§.‘0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
e
12.50
5000 m/z 120.10 9.87%
650 ! 9ﬁ0 | ! ?O
L | L 1
et
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0 12.50
m/z 77.00 6.95%
5000
41.0 90 4
. 65.0
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 52 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.568 18.31 ug/L 5551070 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
2 o-Cymene 134 C1oH14 000527-84-4 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 95
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94

Abundance Scan 3492 (12.568 min): VU052488.D\data.ms (-3482) (- m/z 119.10 100.00%
119.1
5000 I
91.0
39.0 65.0 135.1 12.50
) S P PR R ‘ bl Al RS s 134,05 28.33%
m/z--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.50
91.0 m/z 91.00 16.23%
65.0 ‘
\1\5\.0‘ T \3\9“‘(\) \“\‘\ “i‘\ T \‘H‘ T "H“\ \H“ T ?‘\?l‘o\ T
miz—-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
T \
12.50
5000 m/z 120.10 9.85%
41.0 9.0 4
. 65.0
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50
m/z 77.00 9.49%
5000
91.0
39.0 650 ‘ 4
‘¥§?‘H“W‘HW"W“M‘Hw‘,ﬂk‘wk‘}‘?s““ =
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 54 Benzene, (2-methyl-1-propen... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.677 22.01 ug/L 6674040 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C1eH12 000768-49-0 90
2 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
Abundance Scan 3526 (12.677 min): VU052488.D\data.ms (-3515) (- m/z 117.05 100.00%
117.1
- AN\JL
910 3 o
390 57.5 L“ iLS 11531 12.50 13.00
ol Ll BSAISL /7 115,00 31.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
5000
91.0 12.50 13.00
m/z 132.05 27.12%
39.0 65.0 ‘
\\\.‘ \‘\ T \“‘\ \“\“\“H‘\ T \H‘ T \“} T “U\\ ‘\U\‘\ ‘ L ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—= —
12.50 13.00
5000 m/z 91.00 14.82%
0 91.0
51.
e P |
m/z--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane e —
117.0 12.50 13.00
m/z 118.10 9.78%
5000
91.0
51.0 ‘
1o AR Y RN L WYLV EPV'0 1
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 55 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.
12.870 4.54 ug/L 1376190 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 o-Cymene 134 C1oH14 000527-84-4 94
3 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 94
4 o-Cymene 134 CleH14 000527-84-4 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 93

Abundance Scan 3586 (12.870 min): VU052488.D\data.ms (-3578) (- m/z 119.10 100.00%
119.1
5000
950 ‘ 12.50 13.00
390 65.0 : :
Ol el bl 1114611862 e s 34 95 27.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0
5000
12.50 13.00
91.0 m/z 91.0e0 17.33%
4ﬁ0 65.0 I ‘
| bl L T .
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
r— 4
12.50 13.00
5000 m/z 120.10 9.75%
91.0
15.0 39“0 65.0 i ‘
Lol m L i 1 L
I B o
m/z--> 20 40 60 80 100 120 140 160
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 12.50 13.00
m/z 131.05 9.34%
5000
91.0
39.0 65.0 ‘ ‘
\}g?\H\Jp\w\‘M\\M\ww\ym\ﬁﬂ\\\w‘\\u‘\\\\ = S
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 56 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.976 16.08 ug/L 4874810 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95

Abundance Scan 3617 (12.970 min): VU052488.D\data.ms (-3596) (- m/z 119.10 100.00%
119.1
5000
91.0 1300
39.0 65.0 :
bbbt e L 1890 1701 /7 134 05 47.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 IR
13.00
91.0 m/z 91.00 17.54%
| e \63\'0 | o ‘\
\\\‘\\\\‘\\w\‘{‘\\\“\\\\‘}\\}“\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
4
13.00
5000 120.05 9.80%
390 91.0
65.0
o VLI L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
133.05 9.47%
5000
91.0
39.0 65.0
L e R PR N
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 57 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.021 16.38 ug/L 4965930 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 94
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94

Abundance Scan 3633 (13.021 min): VU052488.D\data.ms (-3625) (- m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 ‘ 0.0 1681 13.00
bbb L ) 3890 1681 s 134 05 44.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 o ‘
13.00
39.0 m/z 91.00 15.44%
) 65.0 9L.0
\\\‘\‘\\\“‘\\““\“}“\\\‘H‘\\‘\\‘w‘\\wl\\\“\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T \
13.00
5000 m/z 120.10 9.76%
39.0 o0
: 65.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 133.05 9.45%
) MWM
91.0
150 90 €0 1y
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 58 Benzene, 1-methyl-4-(1-meth... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.105 8.50 ug/L 2578430  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 64
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11lH16 001595-16-0 64
3 o-Cymene 134 CleH14 000527-84-4 50
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 50
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 50
Abundance Scan 3659 (13.105 min): VU052488.D\data.ms (-3649) (| | m/z 119.10 100.00%
119.1
5000 91.0
148.1
d m ‘ ‘ 13.00 13.50
S u‘\“ LS T m“ 1671 m/z 131.00  54.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 —p SRAN
13.00 13.50
9L.0 m/z 91.08  38.84%
39.0 650 ‘ ‘
\J-\S\(‘)\‘\\\"‘\\‘\\‘\\\\‘H‘\\}\‘h‘ l\\\‘\‘\\\\‘\\\\
miz—-> 20 40 80 100 120 140 160
Abundance #26403:Benzene,14nemyh4{l4nemykn0pwy
119.0
5 —
13.00 13.50
5000 m/z 148.05 29.17%
148.0
w0 w0 O
\\\‘\‘\\\’\\\\‘\\\\‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene e —
119.0 13.00 13.50
m/z 133.05  23.22%
5000
91.0
4ﬁ0 o0 N ‘ U ‘
| Lol i I,
A T —
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 59 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.288 7.92 ug/L 2401720  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
Abundance Scan 3716 (13.288 min): VU052488.D\data.ms (-3708) (- m/z 117.10 100.00%
117.1
5000
91.0 13.00 13.50
390 64.0 M
Oy Al ot gl 14811682 035 05 37.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 —p— Lt
13.00 13.50
o 910 m/z 115.10 24.62%
T ’2\7\.(\)\" T \“\.\ "{‘\7\3.9‘ T \“\ T “W\ T ‘ T }‘\‘\ ‘ LI ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0
T —
13.00 13.50
5000 m/z 91.00 11.29%
91.0
390 650 M
| I Ll I I I Ll
L AL A e
m/z--> 200 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- 4 ——
117.0 13.00 13.50
m/z 118.10 9.63%
5000
390 g5 910
m/z--> 200 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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 60 1-Phenyl-1-butene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.449  34.53 ug/L 10468500  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 96
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 95
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 70

Abundance Scan 3766 (13.449 min): VU052488.D\data.ms (-3743) (- m/z 117.10 100.00%

117.1
5000
91.0

39.0 65.0‘ ‘ “1481
et b gl 14811681 s 119,10 73.06%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
117.0
5000

91.0 m/z 132.00  34.54%

51.0 ‘
TTT ‘2\7‘1‘.\0\ “‘ T \“}H\ ‘ ‘}V\l\.‘g‘ T \‘ } T ‘HU‘\ T U‘ T U‘\‘ T ‘ T 1T ‘ TT 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

5000 m/z 115.00 30.63%
91.0
27.0 ‘ ‘
Iy

51.0
- \\‘ \‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16113: 2,4-Dimethylstyrene

| wm m‘h 1l “
L L B T
117.0 13.50
m/z 134.00 26.63%

o

5000

39.0
63.0

15‘.0 \‘ “H “ ‘ ‘

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55

Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 61 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 52

R.T EstConc Area Relative to ISTD R.T.
13.619 5.85 ug/L 1773520  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 94
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93

Abundance Scan 3819 (13.619 min): VU052488.D\data.ms (-3813) (- m/z 104.05 100.00%
104.1
- T VVJXMJXJJ\JJfJM¥
51.0 78‘-0 ‘ 1662 13.50 14.00
b mw‘w el SRR m/z 132.85 47.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0
13.50 14.00
m/z 91.00 46.67%
51.0 78.0
T ‘2\7‘\.(\)\“ T \“1‘\ “m\ \”iH‘ e “H\ \M‘ \‘M\‘\ L R
miz--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
— —
13.50 14.00
5000 132.0 m/z 119.10  37.22%
270 10 780
S 0 Y Y
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro- — L
104.0 13.50 14.00
m/z 115.00  28.79%
132.0
5000
51.0 78.0
""‘2‘7‘"9“‘H‘MHHJ‘_uWMHW‘ulw“u_ww LN e
m/z--> 20 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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 62 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
13.729 4.58 ug/L 1387780  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 95
2 Benzene, 1l-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 86
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 86
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 70
Abundance Scan 3853 (13.728 min): VU052488.D\data.ms (-3843) (- m/z 131.00 100.00%
131.0
91.0 =
51.0 710 ‘ hlk 148.1 13.50 14.00
Ob s i o MOl DL 1882 Ty 133 05 43.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 — I
13.50 14.00

m/z 146.00  37.62%

39.0 65.0 J‘
““““’““‘}“‘HM\“““‘\‘“\“““’O‘M“l‘ \8.\()\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)-
131.0

13.50 14.00

5000 m/z 115.00 22.62%
91.0
39.0
- “‘ : “’\‘ Al ‘Gﬁ‘o‘ “u‘ el ‘wH’l‘l‘éL? : ‘M T LJS'O BRamE M
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- e i
131.0 13.50 14.00

m/z 91.00  21.45%

5000
390 91.0
0 630 ‘
e 1140 1$8.0 ‘

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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 63 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.780 9.56 ug/L 2898250 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
Abundance Scan 3869 (13.780 min): VU052488.D\data.ms (-3861) (| | m/z 131.05 100.00%
131.1
910 e —
13.50 14.00
39.0 64.2 i
o‘H"‘H‘,‘mplm‘J"H‘_%ﬂll‘wwﬁ?c?ﬂ??rl‘ m/z 146.05  24.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
13.50 14.00
m/z 115.00 16.39%
39.0 91.0
63.0
\\\\‘\‘\\\"\\‘\\“U\‘\\“\\‘!\‘%\\Mq\m\‘f‘“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
— —
910 13.50 14.00 ;
5000 m/z 129.05 14.25%
39.0
‘ 65.0
‘ w“”“:‘w‘:wuH‘J“Mlup ww“m_mw
m/z--> 20 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- — —
131.0 13.50 14.00
m/z 91.00 13.33%
5000
39.0 g4 910
S N BN 0 O A AN
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 64 Benzene, (2-methyl-1-butenyl)- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.831 15.13 ug/L 4587580  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 83
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 80
3 Benzene, (1-methyl-1-butenyl)- 146 C1l1Hi4 053172-84-2 52
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 49
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46

Abundance Scan 3885 (13.831 min): VU052488.D\data.ms (-3877) (- m/z 133.05 100.00%
133.1
91.0 L U
51.0 ‘HlGO 1181.9 13.50 14.00
0 2988 m/z 131,05 67.99%
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 ‘ A‘J\"
13.50 14.00
m/z 148.05 27.01%
39.0 91.0
e L]
\\\‘\‘\\\“\\‘\‘\‘m\‘\\“\\\\‘\\\1"\LU'HJ\‘N\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
13.50 14.00
5000 91.0 m/z 146.85  25.66%
390 \6?0 ‘H W
| ul L
e e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0 13.50 14.00
m/z 91.00 23.77%
91.0
5000
27.0 ‘ “
m‘HH“‘H‘:‘W*‘:MM‘wm“m“,m”‘“_‘m_m_m_m — e
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 67 Azulene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.079 9.92 ug/L 3006070 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3962 (14.079 min): VU052488.D\data.ms (-3955) (- m/z 128.00 100.00%
128.0
5000
51.0 <750 1020 14.00
Ob el i 149 1801 o197 06 12.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000 — ‘
14.00
m/z 129.05 9.92%
5.0 750 1020 |
L 1| I L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13683: Naphthalene
128.0
] \
14.00
5000 m/z 102.00 8.89%
51.0 102.0
270 U 0 o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13685: Naphthalene e
128.0 14.00
m/z 51.00 8.35%
- WMJ\A\/\
64.0
102.0
S A S| E— A |
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 69 Benzene, (1-ethyl-1-propenyl)- Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
14.281 6.21 ug/L 1882880 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 89
2 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 86
3 Benzene, (2-methyl-1-butenyl)- 146 C1l1Hi4 056253-64-6 55
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 53
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 52

Abundance Scan 4025 (14.282 min): VU052488.D\data.ms (-4009) (- m/z 131.05 100.00%
131.1
5000
91.0
A
51.0 160.1 14.00 14.50

m‘H"_u‘mm‘mwh‘” ol L, 18222070y 0 117,05 77.81%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25001: Benzene, (1-ethyl-1-propenyl)-
117.0
5000 91.0 146.0 T =
14.00 14.50
m/z 145.00 47.34%
39.0 65.0 ‘
\]-\5\‘0\‘\\\“‘\\“U\“mu\H‘\‘\\}\‘H}‘\\\‘\‘U“\\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25009: Benzene, (1-ethyl-1-propenyl)-
117.0
— o
14.00 14.50
5000 91.0 146.0 m/z 146.05 46.27%
39.0 65.0 ‘
50 bbb b dd b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)- — =
131.0 14.00 14.50

m/z 115.00  41.35%

5000 91.0
momo
Ly A | Il 4 ==

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55

Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 71 1H-Indene, 2,3-dihydro-5,6-... Concentration Rank 57

R.T EstConc Area Relative to ISTD R.T.
14.481 4.93 ug/L 1493710 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 96
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94

Abundance Scan 4087 (14.481 min): VU052488.D\data.ms (-4079) (| ' m/z 131.05 100.00%
131.1
- ,Ayﬁvﬂu\\/\g\]\vxfﬂu
s10 14.50
510 ' :
) S sl £ RN ﬁ?ﬂ& AL 16211822 i 65 3. 96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 T T
14.50
m/z 115.05 16.48%
27.0 51.0 91
\\\\‘\‘\\\“\\“\‘\“}‘7\]7\?‘\\\\‘\\\hp‘\w\‘\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
~
14.50
5000 m/z 145.05  14.12%
39.0 65.0 91.0 | ‘
SN eV VNN AR O | A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- s
131.0 14.50
m/z 129.05 13.99%
h NJ\V\JXAKJ\/AﬁVth\N
39.0 91.0
63.0
150 1080 Tl g ) L JU
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 74 1H-Indene, 2,3-dihydro-1,5,... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
14.873 4.60 ug/L 1393490 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 70
2 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 68
4 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 62
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 58
Abundance Scan 4209 (14.873 min): VU052488.D\data.ms (-4201) (- | m/z 145.05 100.00%
145.1
115.0 W, AVaL
91.0
P o Y 1“ Al 11742 20710 131,05 72.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36248: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl-
145.0
5000 P SRR
14.50 15.00
m/z 146.05 31.90%
270 510 910 11‘5-0 !
n L I
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
= L
14.50 15.00
5000 m/z 115.00 24.65%
oo e L
l T l | |
A R A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- = =
145.0 14.50 15.00
m/z 160.10 23.95%
5000
115.0
15.0 390 43 910 ‘
N N MY A V'V VAV
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\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 78 Naphthalene, 1,6-dimethyl- Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
16.256 5.21 ug/L 1578350  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98

Abundance Scan 4639 (16.256 min): VU052488.D\data.ms (-4630) (- m/z 156.10 100.00%

156.1
5000

115.0 I LI
510 77.0

‘ ) 16.00 1650
0“‘_“q‘ﬂ‘ﬂhw«_wu‘uuw‘ﬁ‘AM‘Mh‘}Z%}‘%Qqa‘ m/z 141.05 67.76%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
5000

16.00 16.50
m/z 155.05 35.57%

77.0 115.0
\\\‘2\7\.\0\“\5\]‘.\'9“1\\‘”“\\\\‘\\\‘\‘\‘1‘\\“‘\\‘M‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0

16.00 16.50
5000 ITI/Z 115.00 14.81%
76.0 115.0
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl- —T= —
156.0 16.00 16.50

m/z 128.05 14.76%

5000
770 115.0
51.0 :
21.0 I ‘\ MH\ ‘ \“\ H \M‘HH‘HH‘HH‘

‘ 7
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acq On : 22 Dec 2022 13:55
Operator : JC/MD

Sample : N6170-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 79 Naphthalene, 2,3-dimethyl- Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
16.404 6.59 ug/L 1997760  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 4685 (16.404 min): VU052488.D\data.ms (-4675) (- | m/z 156.10 100.00%
156.1
w M
oo 1180 A
. 16.50
39.0 ‘
omwn_uh‘,“WU‘,MM‘u‘l“‘H“AW\““1,35-‘2‘”?‘2_4;?‘_‘H_%?,ln‘ m/z 141.05 86.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50
m/z 155.05 27.71%
76.0
\\\‘\‘\3\\9“.\0\“\\"‘h‘\‘\“!h’\‘\‘\\l“%o\[(‘)\“!‘\\“‘HM‘HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
16.50
5000 ITI/Z 115.00 20.39%
77.0 115.0
39.0
RN A REEET TR ERNREE ey
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl- —
156.0 16.50
m/z 128.00 16.35%
5000
77.0 115.0
S R WP T | N — Y
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122222\
Data File : VU@52488.D

Acqg On

Operator : JC/MD

Sample
Misc

: 22 Dec 2022 13:55

: N6170-10
: 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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.. 1.996 20.9 ug/L 6487720 1 6.246 1555610 5.0
(DEL) Alkane: S.. 2.205 25.1 ug/L 7794330 1 6.246 1555610 5.0
(DEL) Alkane: S.. 3.083 48.4 ug/L 15070200 1 6.246 1555610 5.0
(DEL) Alkane: S.. 3.700 51.4 ug/L 15976100 1 6.246 1555610 5.0
(DEL) Alkane: S.. 3.915 2.9 ug/L 899759 1 6.246 1555610 5.0
(DEL) Alkane: S.. 4.433 3.4 ug/L 1062960 1 6.246 1555610 5.0
(DEL) Alkane: C.. 4.533 68.0 ug/L 21153700 1 6.246 1555610 5.0
(DEL) Alkane: S.. 5.459 13.9 wug/L 4319630 1 6.246 1555610 5.0
(DEL) Alkane: S.. 5.591 31.6 ug/L 9821750 1 6.246 1555610 5.0
(DEL) Alkane: C.. 5.848 32.4 wug/L 10092800 1 6.246 1555610 5.0
(DEL) Alkane: C.. 5.918 27.6 ug/L 8584190 1 6.246 1555610 5.0
(DEL) Alkane: C.. 5.989 44.8 ug/L 13923300 1 6.246 1555610 5.0
(DEL) Alkane: S.. 6.134 39.6 ug/L 12312600 1 6.246 1555610 5.0
(DEL) Alkane: S.. 6.864 3.7 ug/L 1143440 1 6.246 1555610 5.0
(DEL) Alkane: C.. 6.980 16.7 ug/L 5183590 1 6.246 1555610 5.0
(DEL) Alkane: C.. 7.070 12.4 ug/L 3865660 1 6.246 1555610 5.0
(DEL) Alkane: C.. 7.234 17.2 wug/L 5339620 1 6.246 1555610 5.0
Cyclopentene, 1.. 7.394 4.6 ug/L 1437680 1 6.246 1555610 5.0
(DEL) Alkane: S.. 7.497 7.8 ug/L 2439390 1 6.246 1555610 5.0
(DEL) Alkane: C.. 7.584 2.8 ug/L 871277 1 6.246 1555610 5.0
(DEL) Alkane: S... 7.655 5.5 ug/L 1715480 1 6.246 1555610 5.0
Cyclohexene, 1-... 7.761 7.9 ug/L 2456010 1 6.246 1555610 5.0
(DEL) Alkane: C.. 8.028 7.5 ug/L 3579540 2 9.414 2377670 5.0
(DEL) Alkane: C.. 8.240 15.5 wug/L 7385770 2 9.414 2377670 5.0
(DEL) Alkane: C.. 8.365 8.6 ug/L 4066930 2 9.414 2377670 5.0
(DEL) Alkane: S.. 8.803 6.0 ug/L 2842910 2 9.414 2377670 5.0
(DEL) Alkane: C.. 8.864 11.9 ug/L 5666200 2 9.414 2377670 5.0
(DEL) Alkane: C.. 8.922 7.3 ug/L 3447820 2 9.414 2377670 5.0
(DEL) Alkane: C.. 9.163 3.4 ug/L 1624230 2 9.414 2377670 5.0
(DEL) Alkane: S.. 9.208 2.8 ug/L 1347840 2  9.414 2377670 5.0
(DEL) Alkane: S... 9.330 5.0 ug/L 2377670 2 9.414 2377670 5.0
Pentalene, octa... 9.507 5.1 ug/L 2436910 2 9.414 2377670 5.0
(DEL) Alkane: S... 9.742 7.8 ug/L 3727840 2  9.414 2377670 5.0
(DEL) Alkane: C... 10.028 4.9 wug/L 2336320 2 9.414 2377670 5.0
1H-Indene, octa... 10.269 8.4 ug/L 3982610 2 9.414 2377670 5.0
(DEL) Alkane: C... 10.806 2.7 ug/L 831872 3 11.809 1515900 5.0
Benzene, propyl- 10.902 11.1 ug/L 3373460 3 11.809 1515900 5.0
Benzene, 1-ethy... 10.992 38.1 wug/L 11549800 3 11.809 1515900 5.0
Benzene, 1,2,3-... 11.889 21.6 ug/L 6546850 3 11.809 1515900 5.0
Benzene, 1,2-di... 12.092 13.6 ug/L 4136460 3 11.809 1515900 5.0
Benzene, 1-meth... 12.121 8.0 ug/L 2424630 3 11.809 1515900 5.0
(DEL) Alkane: S... 12.323 6.9 ug/L 2083740 3 11.809 1515900 5.0
Benzene, 1-meth... 12.372 6.4 ug/L 1944370 3 11.809 1515900 5.0
Benzene, 2-ethy... 12.462 9.3 wug/L 2803660 3 11.809 1515900 5.0
Benzene, 1-meth... 12.491 6.2 ug/L 1887900 3 11.809 1515900 5.0
Benzene, 4-ethy... 12.568 18.3 wug/L 5551070 3 11.809 1515900 5.0
Benzene, (2-met... 12.677 22.0 ug/L 6674040 3 11.809 1515900 5.0
Benzene, 2-ethy... 12.870 4.5 wug/L 1376190 3 11.809 1515900 5.0
Benzene, 1,2,3,... 12.970 16.1 ug/L 4874810 3 11.809 1515900 5.0
Benzene, 1,2,4,... 13.021 16.4 wug/L 4965930 3 11.809 1515900 5.0
Benzene, 1-meth... 13.105 8.5 wug/L 2578430 3 11.809 1515900 5.0
Benzene, 1l-ethe... 13.288 7.9 ug/L 2401720 3 11.809 1515900 5.0
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1-Phenyl-1-butene

Naphthalene, 1,...
Benzene, (1,2-d...
1H-Indene, 2,3-...
Benzene, (2-met...

Azulene

Benzene, (1-eth...
1H-Indene, 2,3-...
1H-Indene, 2,3-...
Naphthalene, 1,...
Naphthalene, 2,...
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