LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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@52585.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 23 rVB 150817 143185 12.14% 1.222%
2 1.491 41 47 52 rBvV 15180 15342 1.30% 0.131%
3 1.597 706 80 90 rBV3 128374 192688 16.33% 1.644%
4 1.732 117 122 131 rVB2 10904 13215 1.12% 0.113%
5 1.916 169 179 191 rBV 77037 105063 8.91% ©0.897%
6 1.996 196 204 216 rVB 35057 49078 4.16% 0.419%
7 2.157 246 254 261 rBV 21317 29777  2.52% 0.254%
8 2.208 261 270 286 rVB5 43704 78555 6.66% 0.670%
9 2.417 324 335 343 rBV2 7527 12268 1.04% 0.105%
10 2.568 369 382 399 rBV 129109 214342 18.17% 1.829%
11 3.044 519 530 535 rVW 31985 58312 4.94% 0.498%
12 3.083 537 542 552 rVB2 36103 61375 5.20% 0.524%
13  3.356 612 627 645 rBv4 42875 95294 8.08% 0.813%
14 3.581 683 697 712 rBv4 10118 24825 2.10% 0.212%
15 3.7060 716 734 756 rVB 49240 111019 9.41% 0.947%
16 4.433 945 962 971 rBvV6 4910 12151 1.03% 0.104%
17 4.530 975 992 1010 rVB3 47211 115412 9.78% 0.985%
18 4.642 1010 1027 1077 rBV 136409 509480 43.19% 4.348%
19 5.060 1141 1157 1175 rBV 141125 318142 26.97% 2.715%
20 5.176 1184 1193 1205 rVB3 9494 19645 1.67% 0.168%
21 5.378 1237 1256 1270 rBV7 64109 176497 14.96%  1.506%
22 5.456 1272 1280 1299 rVB4 18858 45692 3.87% 0.390%
23 5.587 1304 1321 1331 rBV2 52295 113689 9.64% 0.970%
24 5.722 1344 1363 1384 rVB2 286746 747611 63.37% 6.380%
25 5.845 1390 1401 1411 rBV3 35445 74103 6.28% 0.632%
26 5.915 1412 1423 1433 rVV6 31875 78007 6.61% 0.666%
27 5.986 1434 1445 1473 rVB2 54860 129698 10.99% 1.107%
28 6.131 1473 1490 1505 rBV 85753 163033 13.82% 1.391%
29 6.247 1512 1526 1561 rBV 239454 506137 42.90% 4.319%
30 6.687 1647 1663 1673 rBV 196988 392739 33.29%  3.352%
31 6.758 1674 1685 1708 rVV2 170567 413254 35.03% 3.527%
32 6.861 1708 1717 1730 rVB6 13150 25530 2.16% 0.218%
33 6.976 1743 1753 1765 rVB2 26229 47208 4.00% 0.403%
34 7.070 1765 1782 1797 rBV3 29765 59363 5.03% 0.507%
35 7.230 1822 1832 1850 rVB3 39265 87785 7.44%  0.749%
36 7.391 1869 1882 1888 rBV3 19342 38250 3.24% 0.326%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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 7.497 1905 1915 1922 rBV2 44522 68998 5.85% ©.589%
38 7.562 1922 1935 1952 rVB 91659 182195 15.44%  1.555%
39 7.655 1956 1964 1972 rBV2 29278 43998 3.73% 0.375%
40 7.758 1985 1996 2011 rVB6 24277 50856 4.31% 0.434%
41  7.851 2012 2025 2029 rBv4 83451 137601 11.66% 1.174%
42 7.893 2030 2038 2055 rVB 362318 631585 53.54% 5.390%
43  8.025 2068 2079 2088 rBV7 21009 56216 4.77%  ©0.480%
44  8.092 2094 2100 2104 rBV3 17319 23981 2.03% 0.205%
45  8.124 2105 211e 2118 rVV2 45097 69500 5.89% ©.593%
46 8.176 2118 2126 2135 rW 55421 89013 7.55% 0.760%
47  8.240 2135 2146 2162 rVB4 58834 123956 10.51% 1.058%
48  8.362 2172 2184 2192 rBv4 29311 54407 4.61% 0.464%
49 8.407 2192 2198 2209 rVVv4 15329 28958 2.45% 0.247%
50 8.472 2211 2218 2229 rVB3 8437 15423 1.31% 0.132%
51 8.536 2229 2238 2249 rVB1o 7776 16516 1.40% 0.141%
52 8.632 2249 2268 2295 rBV 601521 1179734 100.00% 10.068%
53  8.803 2312 2321 2330 rVB7 25684 45950 3.89% 0.392%
54 8.861 2330 2339 2348 rBV2 64976 102688 8.70% 0.876%
55 8.918 2349 2357 2369 rBV2 62746 101651 8.62% 0.867%
56 9.066 2391 2403 2412 rBvV6 24212 46989 3.98% 0.401%
57 9.115 2412 2418 2424 rVV3 10891 15593 1.32% 0.133%
58 9.160 2424 2432 2440 rVW4 23927 45643  3.87% ©0.390%
59 9.208 2441 2447 2458 rVB3 21782 35662 3.02% 0.304%
60 9.330 2476 2485 2499 rVB2 28934 51605 4.37% 0.440%
61 9.414 2499 2511 2525 rBV 332429 552607 46.84% 4.716%
62 9.504 2535 2539 2547 rVB5 10166 13869 1.18% 0.118%
63 9.565 2548 2558 2571 rVB 55665 95254 8.07% 0.813%
64 9.658 2575 2587 2588 rBV4 15434 22627 1.92% 0.193%
65 9.693 2592 2598 2610 rVB5 29725 67689 5.74% ©.578%
66 9.880 2643 2656 2668 rBV7 9481 21008 1.78% 0.179%
67 10.028 2686 2702 2712 rBV6 25438 63692 5.40% 0.544%
68 10.266 2751 2776 2790 rBv8 31398 89273 7.57% 0.762%
69 10.352 2794 2803 2826 rVB7 32660 87431 7.41% 0.746%
70 10.481 2832 2843 2850 rBV3 14043 23442 1.99% 0.200%
71 10.693 2902 2909 2916 rVB3 9557 13296 1.13% 0.113%
72 10.751 2916 2927 2938 rBV 165838 267279 22.66% 2.281%
73 10.806 2938 2944 2954 rVB6 16239 26504 2.25% 0.226%
74 10.902 2962 2974 2983 rBV3 31385 53054 4.50% 0.453%
75 11.021 3000 3011 3018 rBV 26183 44824 3.80% ©0.383%
76 11.288 3085 3094 3113 rVB2 22735 44462 3.77% 0.379%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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 11.465 3140 3149 3156 rBV3 7627 13504 1.14% 0.115%
78 11.806 3242 3255 3271 rBV 336455 542098 45.95% 4.626%
79 11.889 3273 3281 3292 rVB2 16664 26478 2.24% 0.226%
80 12.092 3333 3344 3361 rBv4 38275 68183 5.78% 0.582%
81 12.188 3362 3374 3393 rVB 362248 603083 51.12% 5.147%
82 12.375 3424 3432 3443 rVB2 9876 15906 1.35% 0.136%
83 12.462 3449 3459 3466 rBV 11409 18277 1.55% 0.156%
84 12.568 3482 3492 3499 rBV2 37336 55532 4.71% 0.474%
85 12.606 3499 3504 3516 rVB6 9492 15577 1.32% 0.133%
86 12.677 3516 3526 3545 rBV2 37819 77292 6.55% 0.660%
87 12.967 3601 3616 3626 rVB2 19595 31531 2.67% 0.269%
88 13.108 3650 3660 3674 rBV7 12852 28912 2.45% 0.247%
89 13.288 3708 3716 3724 rBV3 21910 32805 2.78% 0.280%
90 13.449 3756 3766 3780 rVB3 52026 92355 7.83% 0.788%
91 13.622 3812 3820 3835 rVB9 9267 17593 1.49% 0.150%
92 13.780 3860 3869 3877 rBv2 14827 24188 2.05% 0.206%
93 13.831 3877 3885 3895 rBV6 13667 24906 2.11% 0.213%
94 13.938 3912 3918 3936 rVB4 16489 33401 2.83% 0.285%
95 14.085 3957 3964 3981 rVB3 6830 13431 1.14% 0.115%

Sum of corrected areas: 11717845
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N6169-12DL 10X
: 25.0mL/MSVOA_U/WATER
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\

: VUe52585.D
: 28 Dec 2022 13:56

JC/MD

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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.359 1.41 ug/L 143185 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 6 (1.359 min): VU052585.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
M 510 1.40 1.50 1.60 1.70 1.80
oL e e e m/z 39.00 82.43%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #61: Propene
41.0
5000
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 61.18%
ol L0 180510 ‘
H\\HH‘HH‘HH‘HH‘HH HH‘HH’HH‘HH‘ \H‘HH‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #62: Propene
41.0
R R
1.401.501.60 1.70 1.80
5000 27.0 m/z 44.00 34.22%
20 180
Ot e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #64: Cyclopropane e R ERERRE R
42.0 1.401.501.601.70 1.80
m/z 43.10 31.81%
5000 27.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 1.401.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.208 0.78 ug/L 78555  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 72

4 Pentane 72 C5H12 000109-66-0 64
5 Pentane 72 C5H12 000109-66-0 53

Abundance Scan 270 (2.208 min): VU052585.D\data.ms (-261) (-) m/z 43.00 100.00%

43.0
5000 J\
e e
‘ M 72.0 1.80 2.00 2.20 2.40 2.60
o‘_‘H"Hu‘Huu,‘Jl‘_m_m}??-?‘ m/z 42.00 61.67%
m/z--> 0 20 40 80 100 120
Abundance #810. Pentane
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

27.0 1.80 2.00 2.20 2.40 2.60
m/z 41.00 50.12%

I
O T ‘ LI ‘\ ‘ T L L i } T W ’ L ‘ LI ‘ T T T ‘ L
m/z--> 0 20 40 60 80 100 120
Abundance #809: Pentane A
43.0

180200220240260

5000 m/z 38.95 19.35%
il
0 ‘_‘H"mn;1‘n‘l,“!w””_”w””
m/z--> 0 40 60 80 100 120
Abundance #807: Pentane
43.0 1.80 2.00 2.20 2.40 2.60

m/z 55.00 18.50%

5000
27.0 /\A
72.0
ol 120 w‘ L] A M

m/z--> 0 20 40 60 80 100 120 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\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.700 1.10 ug/L 111019 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 90
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 59
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53
Abundance Scan 734 (3.700 min): VU052585.D\data.ms (-716) (-) m/z 57.10 100.00%
57.1
41.0
5000
861 T T T T T
‘ | 71.0 3.40 3.60 3.80 4.00
e = = S m/z 41.80 76.65%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0
29.0
5000 u\‘u\/\/‘\uu(\”ﬁ/\\‘uu,

3.40 3.60 3.80 4.00

86.0 m/z 43.10 69.73%
15.0
20 | ‘ 71.0 ‘
O\\\‘.\\\\‘\\\\‘\\1\‘\\\\}\}\\‘\‘\‘\}‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0 3.40 3.60 3.80 4.00
5000 ITI z 56.10 53.84%
86.0
15.0 ‘ 71.0 ‘
ottt e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 A
Abundance #2038: n-Hexane AR AERARE
57.0
43.0 3.40 3.60 3.80 4.00 ;
m/z 42.00 42.08%
29.0
5000
86.0
15.0 ‘ ‘ 71.0
O e e e O e e
m/z--> 0 10 20 30 40 50 60 70 80 90 3.4 36 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 4 (DEL) Alkane: Cyclic4.530 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.530 1.14 ug/L 115412  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 59
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 53
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 53
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 45
Abundance Scan 992 (4.530 min): VU052585.D\data.ms (-975) (-) m/z 56.05 100.00%
56.0
41.0
5000 69.1 J\
 RARRSEREENAESEEREE,
‘ ‘ ‘ 84.1 4.20 4.40 4.60 4.80
0b ettt myz 41,00 52.06%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L AL B I B B
4.20 4.40 4.60 4.80
m/z 69.10 40.70%
280 84.0
150 | |
O\\\‘\\\\‘\\\“\\\\}\‘\\\“\H\‘\\\‘1‘\\\\‘\\\\‘\\
miz--> 10 20 40 50 60 70 80 90
Abundance #1675:1—Pentene,24nethyh
56.0
41.0 N
A AR
4.20 4.40 4.60 4.80
5000 m/z 55.10 28.40%
27.0 69.0  g40
15.0 ‘
o) Yt ] I 11 L OO PR R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- “Hm“u“‘ujw“W““
56.0 4.20 4.40 4.60 4.80
210 m/z 39.00  22.24%
5000
42.0
‘ ‘ ‘ 84.0
) NS | T[NV AN AR AT ——
m/z--> 10 20 30 40 50 60 70 80 90 .20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.587 1.12 ug/L 113689 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 74
4 Heptane 100 C7H16 000142-82-5 59
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 59
Abundance Scan 1321 (5.587 min): VU052585.D\data.ms (-1304) (-) m/z 43.00 100.00%
71.1
5000
R an e RR AR
M ‘ 851 100.1 5.20 5.40 5.60 5.80 6.000
0 H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w m/z 71.10 63.00%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 | RN B L B
5.20 5.40 5.60 5.80 6.00
29.0 m/z 70.10 59.19%
15.0 \‘ | 820 1000
0 \\\‘\\H‘\\\\’H\\‘\\H‘\}\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
R e
5.20 5.40 5.60 5.80 6.00
5000 57.0 70.0 m/z 57.10 54.32%
29.0
150 | M \ 85.0 100.0
Ot e et e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- R A LAREETS:
43.0 5.20 5.40 5.60 5.80 6.00
m/z 41.00 54.15%
5000 290 57.0 71.0
ol 10 15.0 “ L 85.0 100.0 ]\
R Ea s B e e REREAREEE ST
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\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 6 (DEL) Alkane: Cyclic5.845 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.845 0.73 ug/L 74103  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 83
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 80
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72

4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 70
5 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 64

Abundance Scan 1401 (5.845 min): VU052585.D\data.ms (-1390) (-) m/z 70.05 100.00%

70.0
56.0
41.0
5000
83.0 ANVEAV NIV PR
‘ “ H 98.0 5.60 5.80 6.00 6.20
Ottt W T wjz se.ee 71.ea%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0

5000 H“‘H“‘H“‘H“‘H‘
5.60 5.80 6.00 6.20

21.0 83.0 m/z 55.00 64.07%

0 | |
\\‘\\\\‘\\}}‘\\\\l\‘\\\i‘\”\‘\‘\\‘\u \\\‘\“‘\\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0 /V\ A\

T T
410 5.60 5.80 6.00 6.20

o

5000 ITI/Z 40.95 58.13%
27.0 83.0
150 ‘ ‘ 98.0
0 ""“‘.‘Wl”,mll“m}‘ih ‘WN“} mem‘m!_m
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis- A AR
56.0 70.0 5.60 5.80 6.00 6.20
m/z 43.00 33.14%
41.0
5000
83.0
270 ‘ ‘ 98.0
0 H““w““w““ﬁ“‘ﬂlM‘u‘m NN S N o P P
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56

Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 (DEL) Alkane: Cyclic5.915 Concentration Rank 16

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

5.915 0.77 ug/L 78007 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 86
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86

Abundance Scan 1423 (5.915 min): VU052585[NdMarns(1412)() m/z 70.00 100.00%

56.0 70Q.
41.0
5000
83.0
/\\\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ ‘ ‘ 98.0 5.60 5.80 6.00 6.20
0 ‘H‘H‘W‘H‘_‘H‘H‘W‘M‘WHM‘mwluuﬂu‘u‘ulh‘u‘ m/z 56.05 92.98%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5000 /\u‘uu‘uu‘uu/\\ﬁw
5.60 5.80 6.00 6.20
27.0 83.0 m/z 55.00 79.01%
0

| |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\H‘\‘\\\w‘\\\\‘i\\\‘\\\‘\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0 VA

H‘HHWHWH,HH‘
410 5.60 5.80 6.00 6.20

5000 m/z 41.00 65.69%
27.0

83.0
‘ ‘ 98.0
0 *H\*H*\H“*M**W**Wlﬂw*wh‘\*“” e e ]\\ Jan\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 J\
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis- RN L
410 56.0 70.0 5.60 5.80 6.00 6.20

m/z 69.05 35.31%

5000
27.0 83.0
‘ ‘ 98.0 /\”
1.0 140 \‘ Al |

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 8 (DEL) Alkane: Cyclic5.986 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.986 1.28 ug/L 129698 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 93
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 90
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
Abundance Scan 1445 (5.986 min): VU052585.D\data.ms (-1434) (-) m/z 56.05 100.00%
56.0
410 70.0
5000
g31 980 _‘H_‘H_H‘%ﬁw‘
H Il H ‘ 5.60 5.80 6.00 6.20 6.40
0l il bl bl m/z s5.00 73.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 ﬁ\
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
21.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 70.05 67.35%
‘ ‘ 83.0
0 \\\‘\\\\‘\\\\‘\\\\‘\\\}}\‘\\\i‘\u ‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
PO e
410 0.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 60.29%
270 98.0
‘ H 83.0
ol 20 10 Il Ml b
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis- RN B
56.0 70.0 5.60 5.80 6.00 6.20 6.40
41.0 m/z 69.85  35.28%
5000
27.0
98.0
‘ 83.0 ‘ AM
oL 29,240 Wl L LA L
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\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.131 1.61 ug/L 163033  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 80
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane 100 C7H16 000142-82-5 80
4 Heptane 100 C7H16 000142-82-5 72
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
Abundance Scan 1490 (6.131 min): VU052585.D\data.ms (-1473) (-) m/z 43.00 100.00%
570 (L1
5000
100.1 H%FHTH‘WH‘W‘H‘
‘ ‘ 85.0 5.80 6.00 6.20 6.40
0 e e ey m/z 41,00 68.59%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 71.0 \H‘HH,HH‘MH‘
5.80 6.00 6.20 6.40
29.0 100.0 m/z 71.10 61.43%
Lol o
O\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
A RAREasaEE
5.80 6.00 6.20 6.40
5000 200 57.0 710 m/z 57.00 57.41%
100.0
0 1'0 15\.0 \‘ Il Il ‘ I Il 85.0
R e L B e AR RARRS'
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane An“u,“u“u“u“
43.0 5.80 6.00 6.20 6.40
m/z 56.10 43.07%
5000 29.0 57.0 71.0
100.0
0 '15'0,,,85'0, ‘,/\x“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 10 (DEL) Alkane: Cyclic7.070 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.070 0.59 ug/L 59363 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 86
4 Cyclopentane, 1,2, 4 trimethyl- 112 C8H16 002815-58-9 80
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 72

Abundance Scan 1782 (7.070 min): VU052585.D\data.ms (-1765) (-) m/z 70.10 100.00%

70.1
55.0
5000
41.0

‘ 95.0 41151 6.80 7.00 7.20 7.40
"wm‘,‘m_"a_“m‘wwu‘!“‘wluMJ‘,W‘JHW m/z 55.00  73.75%

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 28.91%

70 || | L s 570 e
1 1
\\\‘H\\’\\\\‘\\H‘\H\‘H\\‘\\\\\\H‘\H\‘H\\’\\\\‘\\H‘\
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
55.0

6.80 7.00 7.20 7.40

o

o

5000 m/z 69.10 25.11%
41.0
0 ‘ 112.0
97.0 :

1 N o'
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., TR ‘ ‘ P ‘ SR

70.0 6.80 7.00 7.20 7.40

m/z 42.00 24.72%

55.0
5000
41.0
21.0 97.0 112.0
ol 120 ||| | 830 070 112

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 11 (DEL) Alkane: Cyclic7.230 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.230 0.87 ug/L 87785 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 86
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 72
4 2-Octene 112 C8H16 000111-67-1 72
5 1-Octene, 3-methyl- 126 CSH18 013151-08-1 64

Abundance Scan 1832 (7.230 min): VU052585.D\data.ms (-1822) (-) m/z 55.00 100.00%

55.0 70.0
41.0
5000
95.1
M ‘ ‘ ‘ 112.1 7.00 7.20 7.40 7.60
Ot el ol w2 76,00 97.82%
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
7.00 7.20 7.40 7.60
84.0 m/z 56.05 84.19%
27,0 | ‘ " 70 120
O \\\‘\\\\‘\\\‘\"\\\\“\‘\\\‘WH 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 M
41.0 7.00 7.20 7.40 7.60
5000 ITI z 41.00 52.06%
27.0
84.0 112.0
I T
ol 30 MWl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 w
Abundance #7659: Cyclopentane, 1,2,3-trimethyl- R ARRARRRSESAE
56.0 70.0 7.00 7.20 7.40 7.60
m/z 69.00 43.54%
5000
41.0
. ‘ 84.0 112.0
: 97.0
0 ‘H‘w‘H“u,w“!mm S “H‘_‘!Hwh_w!uw “MM

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\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56

Operator JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.497 0.68 ug/L 68998 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 68
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 64
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
4 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 59
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 58
Abundance Scan 1915 (7.497 min): VU052585.D\data.ms (-1905) (-) m/z 57.10 100.00%
43.0 57.1
5000
701 991 UL L B I B L L
| H 114.1 7.20 7.40 7.60 7.80
om_mwwH‘HH‘H‘JW‘;UHH_m‘ml_wlw‘ m/z 43.05 88.40%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8636 Hemane 2-methyl-
43.0 57.0
5000 \\\%\\H‘HH‘HW‘J}\H
290 20.0 7.20 7.40 7.60 7.80
' 99.0 m/z 41.00 41.20%
oL sso | 0
OH\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\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 d\
57.0 M e
7.20 7.40 7.60 7.80
5000 m/z 42.00 39.75%
29.0
700 99.0
0 15 0 | M “ 85.0 \‘ 11\4.0
“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 #8641: Hexane, 2,5-dimethyl- H“‘H“‘H“‘H“‘H‘
57.0 7.20 7.40 7.60 7.80
43.0 m/z 56.00 21.30%
5000 99.0
71.0
112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAMUTR122022WMA.M Fri Dec 30 12:53:33 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 14 Cyclohexene, 1-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.758 0.50 ug/L 50856 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 70
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 64
3 Cyclohexane, methylene- 96 C7H12 001192-37-6 62
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 62
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 58

Abundance Scan 1996 (7.758 min): VU052585.D\data.ms (-1985) (-) m/z 81.00 100.00%
81.0

55.0 67.1
5000 96.1
41.0
et e e
‘ H ‘ 111.1 7.40 7.60 7.80 8.00
oHWH_Mm!}mlu\‘mwM‘!‘H‘1\1‘1”“1‘1“‘_‘”“\m‘ m/z 55.80  67.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 67.0 \A\/‘/T/\\\,\\/\“\/\h/\\‘uu‘mu‘\
55.0 96.0 7.40 7.60 7.80 8.00
39.0 o
270 ‘ | m/z 67.10  63.91%
0\\‘\\\\‘\\\\‘\\\\“\\\\‘H!\\‘\\w\‘\\\‘\“1\\\“\\‘\‘\‘\\\\‘\\\\‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3233: Cyclohexene, 3-methyl-
81.0
MThYel

7.40 7.60 7.80 8.00

5000 39.0 68.0 ITI/Z 70.10 55.13%
27.0 55.0 ' 96.0
ob e sl el el ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 M
Abundance #3244: Cyclohexane, methylene- R m e NE AR VA
81.0 7.40 7.60 7.80 8.00
67.0 m/z 68.00 40.91%
39.0
5000 96.0
54.0
27.0
0150‘ ! ‘f‘\”‘\umwwmm
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\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 15 Oxalic acid, cyclobutyl pen... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.025 0.51 ug/L 56216 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 59
2 Cycloheptane, methyl- 112 C8H16 004126-78-7 59
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 58
4 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 53
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 53

Abundance Scan 2079 (8 025 min): VU052585.D\data.ms (-2068) (-) m/z 54.95 100.00%

5!:
97.1
5000
e ARAREERESEE S EEE
‘H M ‘ 7.80 8.00 8.20 8.40
Ol ol Mz 97.10 66.79%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance  #263833: Oxalic acid, cyclobutyl pentadecyl ester
55.0
7.80 8.00 8.20 8.40
850 m/z 41.00 51.37%
\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #7566: Cycloheptane, methyl-
55.0
970 U R IR B I
7.80 8.00 8.20 8.40
5000 m/z 83.00 45.22%
27.0“
O‘H‘_w‘puﬁ‘W‘_HU_H‘_‘H_‘H_‘H_‘H_‘H_‘H_‘H_
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis- ”ﬁ?«%w“W“‘W“H\‘H
55.0 7.80 8.00 8.20 8.40
83.0
m/z 56.05 43.95%
5000 27.0
‘ 112.0 Aﬂ
o‘Hw‘H‘“‘H“‘_MmJ"‘!‘_m‘H‘w‘Hwwwwwm_ LAV AL s
m/z--> 20 40 60 80 100120140160 180200 220 240 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56

Operator JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
8.124 0.63 ug/L 69500 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 87
2 Octane 114 C8H18 000111-65-9 86
3 Octane 114 C8H18 000111-65-9 78
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 64
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 64
Abundance Scan 2110 (8.124 min): VU052585.D\data.ms (-2105) ()| m/z 43.85 100.00%
3.0
85.1
5000 570
R R RaENERE s e
I ‘ “ 114.2 7.80 8.00 8.20 8.40
AL L e e m/z 85.10 46.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8624: Octane
43.0 A\
5000 \\‘\\\\‘\\\\‘\\\\‘\\/\\\‘/
57.0 1o 85.0 7.80 8.00 8.20 8.40
29.0 %
‘ ‘ 114.0 m/z 57.00 38.78
O\\‘\\\\‘\\\‘\‘\\H‘\\\\‘\\‘!\‘\\H1\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8620: Octane
43.0 /\¥
“‘/\ﬂ(/\‘
7.80 8.00 8.20 8.40
5000 m/z 41.00 35.74%
57.0
29.0 710 85.0
114.0
obgso ol
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8623: Octane e T e
43.0 7.80 8.00 8.20 8.40
m/z 71.00 26.94%
5000
57.0
290 710 890
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\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 17 (DEL) Alkane: Cyclic8.240 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.240 1.12 ug/L 123956  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 97
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87

Abundance Scan2146(8240nnm VU052585[NdMarns(2135)() m/z 55.00 100.00%
55.0 .0
5000 41.0
69.0 112.1
83.0 AVEL VISR WA SO}
‘ M H “ 161 8.00 8.20 8.40 8.60
0 HwwHH_m;mw“1‘M_mu‘m‘H‘Hpm‘”‘_m;umw'w m/z 97.85 95.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
558.0 97.0
41.0
5000 ' 8.008.20 8.40 8.60
27.0 69.0 112.0 : : 40 8. .
‘ ‘ ‘ 83.0 m/z 41.00 44 .53%
O\\‘H\\‘H\\“H\\‘\‘\\\“\‘\\‘\‘H\‘!‘HH‘\MH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
R R ARARRERSR S
41.0 8.00 8.20 8.40 8.60
5000 ITI/Z 55.95 36.76%
69.0 112.0
i
0"_H‘_mdwu‘_M‘ﬁhh_HWMH‘_M‘_H‘_H‘_M‘_H‘_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- VLS S A L Avi
55.0 97.0 8.00 8.20 8.40 8.60
m/z 112.10 34.19%
5000 41.0
69.0 650 112.0
27.0 ‘ ‘ ‘
0“_‘H‘H‘w‘H‘_LH‘MJW‘HWM‘H‘M‘W‘HEM‘H‘H‘W‘H‘_“ L N S
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\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 18 (DEL) Alkane: Cyclic8.861 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.861 0.93 ug/L 102688 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
4 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 50
5 4-Oxohex-2-enal 112 C6H802 020697-55-6 50

Abundance Scan 2339 (8.861 min): VU052585.D\data.ms (-2330) (-) m/z 83.05 100.00%

83.0
55.0
5000
41.0
112.1

| 0.0 8.60 8.80 9.00 9.20
el bl m/z 55,00 71.69%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0 \\\«
41.0

o

5000 L L L L B IR
8.60 8.80 9.00 9.20
27.0 112.0 m/z 82.05 45.04%
H ‘ 69.0
O\\\‘\\\\‘\\\\’\\\\‘“\\\‘\w!\‘\\\‘\‘i\\\\‘\1\\‘\\\\"\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0
A e
5.0 8.60 8.80 9.00 9.20
5000 m/z 40.95 36.99%
41.0
112.0
27.0 69.0
) R N PO . N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- xﬁ?ﬁ“‘u,‘u“u“‘u“

83.0 8.60 8.80 9.00 9.20
m/z 112.05 20.41%

55.0
5000
41.0
112.0
27.0
0 %0 er0 W

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 19 (DEL) Alkane: Cyclic8.918 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.918 0.92 ug/L 101651 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
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 90
5 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 72

Abundance Scan 2357 (8.918 min): VU052585.D\data.ms (-2349) (-) m/z 111.05 100.00%
111.1
69.0
5000 55.0
41.0
i 550 0 500 830
| “ | ‘ 97.1 | 126.1 : - . : o
0 H_WWWWwWm:‘HH,‘lwkuww:w m/z 69.60  80.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 55.0 N
8.60 8.80 9.00 9.20
270 83.0 m/z 55.00  48.05%
I | 1260
O H‘HH‘\H\‘\H\‘\H\‘H\\‘HH‘HH’HH‘HH‘\H\‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
AT
55.0 8.60 8.80 9.00 9.20
5000 41.0 m/z 41.80 33.01%
83.0
270
o 20 Wl ero | 120
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- A AR RAE
69.0 111.0 8.60 8.80 9.00 9.20
m/z 56.00 23.46%
5000 41.0 55.0
83.0
270
; Ul Lero | 1380y ]
H_H‘_H‘_H‘_H‘_Hw‘HW‘HW‘HWH‘WH‘WH‘WH‘WH‘ R
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\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 20 (DEL) Alkane: Cyclic10.028 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.028 0.58 ug/L 63692 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 64
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 64
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 64
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 58
Abundance Scan 2702 (10.028 min): VU052585.D\data.ms (-2686) (- | m/z 55.00 100.00%
55.0 97.1
5000
126.1 T T
|l e 1050
0 bt bl S W m/z 97.18 90.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 A \”\A"‘
10.00
41.0 69.0 126.0 m/z 40.95  31.53%
27.0 ‘ ‘
O\\’\\\‘\“\\\\“‘H\\\‘\w!\‘\\\‘\‘\\\\8":\3\9\‘\\!1‘\\]\-\]-“]\.'\(\)\‘\\\‘\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
T \
10.00
5000 m/z 68.95 27.31%
41.0
270 69.0 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13274: ms].EﬁwlSrneﬂwlcydohexane — ‘
55.0 .0 10.00
m/z 95.10 22.90%
5000
410 69.0 126.0
27.0 ‘ ‘ ‘
0“W‘M_‘HMMH‘NL‘Hﬂuu‘wﬁgwu‘hu%a%PW‘HW‘u‘ 1
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 21 Bicyclo[3.3.1]nonane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.266 0.81 ug/L 89273  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 72
2 Bicyclo[2.2.1]heptane, 2-ethyl- 124 CO9H16 002146-41-0 49
3 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 49
4 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 47
5 Pentalene, octahydro-1-methyl- 124 C9H16 032273-77-1 43
Abundance Scan 2776 (10.266 min): VU052585 D\data.ms (-2751) (- m/z 67.05 100.00%
7.0 81.1
5000
41.0 9.1
H‘ ‘ “ ‘ 124.0 10.00 10,50
0 HwwHH‘m‘NmmH‘Wm‘guw“Hw‘w_mww!”w m/z 81.10  90.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12149: B|cyc|o[33l]nonane
81.0
124.0
41.0 o Mjkvjkx
5000 96.0
10. OO 10 50
m/z 82.10 70.02%
O \\‘HH‘HH‘H\}H‘H\“M‘\}\‘Hw\‘\H‘\H\‘H\‘H‘\‘\‘HJ-\]D‘C)HCJH‘H‘\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12222: Bicyclo[2.2.1]heptane, 2-ethyl-
67.0
950 MA/\\\W'\ \ n ‘/‘/‘\f
10 OO 10. 50
5000 410 m/z 96.10 33.03%
81.0
270
| 109.0 1240
0 ‘wH‘wH‘1‘,”"L:H‘,MH‘,‘H‘H‘HM“Hwm‘w“www
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 jU
Abundance #12160: Cyclohexene,3-propyl- hon ‘/\“P‘ [
81.0 10.00 10.50
m/z 41.00 29.71%
5000
67.0
41.0 95.0
270 124.0
ool bk 1900 | MAA) T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 22 (DEL) Alkane: Cyclicle@.352 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.352 0.79 ug/L 87431  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 83
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 72
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58
Abundance Scan 2803 (10.352 min): VU052585.D\data.ms (-2794) (- | m/z 83.05 100.00%
55.0 83.0
41.0
5000
60.0 126.2 (\Am e WA
‘ H m ‘ 97.0 10.00 10.50
oH_m_m_HW\MNH‘WMH‘M“,‘MWJ“Hu_wmw m/z 55.85 87.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0
5000 — —
41.0 10.00 10.50
m/z 82.05 72.02%
27.0 GF'O 126.0 /
OH‘HH‘\H‘\“\H\“MH\‘\‘H‘\‘H\{“HH"\l\\‘9\7\.9\]\-\]-‘]\“\(\)\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
o [ Vg
10.00 10.50
5000 41.0 m/z 41.00 56.61%
27.0 126.0
69.0
SRR 1 TV W O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl- “ T
83.0 10.00 10.50
55.0 m/z 67.00 34.32%
5000
41.0
126.0
27.0 69.0
oH_WH_H‘Mw!wﬁ;HHM?Z;R‘1“1‘1‘-‘9‘“”“ ACVELAWYE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 23 Benzene, 1l-ethenyl-4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.092 0.63 ug/L 68183 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 83
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 55
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 55
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 50

Abundance Scan 3344 (12.092 min): VU052585.D\data.ms (-3333) (- | m/z 117.10 100.00%
117.1

5000
J
P \
39.0 63.0 13‘4'0 12.00
oH‘HH_‘Hw_m_Hm““wHMw“mm”,m b m/z 118.00  56.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
5000 /‘\ T /\ \/\’
12.00
39.0 63.0 m/z 119.10 42.25%
O\\‘]_\\5\9\\\‘\‘\\\}i‘\\\\H}H‘\“M\‘\\‘\}‘m‘\\\\“\H\‘1‘\\\’H!\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance  #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-

117.0 M ‘/U\ }\

12.00
5000 ITI/Z 115.10 39.96%
39.0 63.0
024o\w\\w\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10203: Benzene, 1-ethenyl-2-methyl- 1t ‘
117.0 12.00
m/z 105.10 37.52%
5000
91.0
39.0 63.0 j\
o"‘1‘5"9”““”‘1“””“H"1“‘”“1‘;‘1_”“;1”"1“”,”!“””“”“” T RAV ‘A‘A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 24 p-Cymene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.568 0.51 ug/L 55532 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91

Abundance Scan 3492 (12.568 min): VU052585.D\data.ms (-3482) (- | m/z 119.05 100.00%
119.1

5000 134.1 ﬁ\/\ ‘fR AW Jmﬂ

91.0

39.0 65.0 | ‘ ‘ 12.50
Obreprrrrprereprrrbpreeptreep bbb e bbb e e m/z 134,05 26.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
12.50
134.0 m/z 91.00 15.63%

91.0 ‘

41.0 65.0
0 Ll | L, 1y \H

26. )
\\‘H\\‘\\H‘H\\’\\H‘\H\’\\\\‘\H\‘H\\’\\H‘\H\’\\\\‘\H\‘H\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- /[\/\
119.0

o

12 50
5000 ITI/Z 117.10 13.11%
91.0 134.0
39.0 65.0 ‘ ‘
L ol P | Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 N\
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- el ‘
119.0 12.50
m/z 77.00 11.30%
5000
91.0 134.0
39.0 65.0 ‘ /\M
1 T T I L A Y VWL A O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 25 Benzene, (1-methyl-1-propen... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.677 0.71 ug/L 77292 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 83
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 78
Abundance Scan 3526 (12.677 min): VU052585.D\data.ms (-3516) (- | m/z 117.00 100.00%
117.0
5000
132.1
. —
390 630 91‘1 ‘ 12.50 13.00
oH_m_HwW'HH;m_‘MH_m,mJ‘HwWHWH}M,‘ m/z 115.80  39.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
11v.0
132.0
5000 SUDV |
12.50 13.00
91.0 m/z 132.05  26.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16140: Benzene, (2-methyl-1-propenyl)-
117.0 Nﬁ
SIS L R
132.0 12.50 13.00
5000 91.0 m/z 91.10 15.51%
270 | ° | 760 Il
oH_‘H_m_m_m;www!,wumm”_‘H_wm,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁ\
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- N — Al —
117.0 12.50 13.00
m/z 118.00 10.57%
132.0
5000
91.0
27.0
0"""""‘M"""""}‘:M"‘:‘l‘u""9,H‘“""":‘1lewul““m,‘ “{Km ‘{\M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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

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

Peak Number 26 2,4-Dimethylstyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.449 0.85 ug/L 92355 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 89
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 64
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 64
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 64
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 60
Abundance Scan 3766 (13.449 min): VU052585.D\data.ms (-3756) (- | m/z 117.00 100.00%
117.0
5000
132.1
91.0 s S
39.0 650 | ‘ H 13.50
Oerrreprrespeembere el il bl m/z 119,05 48.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 \\\”\‘\\\/L\\
13.50
390 o m/z 132.05  37.13%
15.0 ‘ ‘ ‘
OH‘H‘\\‘H\‘\‘H\H‘HHHUHHlm\\‘\MM“\H\“\H\‘MH‘H\!“H\‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
p Ay LA Aagd
13.50
5000 m/z 115.00 33.44%
91.0 132.0
39.0 65.0
o‘“1”5”0_‘m‘H‘“‘H"}‘:u""H""MMM‘H“‘:H"1‘1“WMWM‘WW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene WIVANLLY, ‘ A
117.0 13.50
m/z 134.00  22.31%
5000 132.0
91.0
027076 R R T o
m/z--> 10 20 30 40 50 60 70 80 90 1001 120130140 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52585.D

Acqg On : 28 Dec 2022 13:56
Operator : JC/MD

Sample : N6169-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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 1.359 1.4 ug/L 143185 1 6.247 506137 5.0
(DEL) Alkane: S 2.208 0.8 ug/L 78555 1 6.247 506137 5.0
(DEL) Alkane: S 3.700 1.1 ug/L 111019 1 6.247 506137 5.0
(DEL) Alkane: C 4.530 1.1 ug/L 115412 1 6.247 506137 5.0
(DEL) Alkane: S... 5.587 1.1 ug/L 113689 1 6.247 506137 5.0
(DEL) Alkane: C... 5.845 0.7 ug/L 74103 1 6.247 506137 5.0
(DEL) Alkane: C 5.915 0.8 ug/L 78007 1 6.247 506137 5.0
(DEL) Alkane: C 5.986 1.3 ug/L 129698 1 6.247 506137 5.0
(DEL) Alkane: S 6.131 1.6 ug/L 163033 1 6.247 506137 5.0
(DEL) Alkane: C 7.070 0.6 ug/L 59363 1 6.247 506137 5.0
(DEL) Alkane: C 7.230 0.9 ug/L 87785 1 6.247 506137 5.0
(DEL) Alkane: S. 7.497 0.7 ug/L 68998 1 6.247 506137 5.0
Cyclohexene, 1-... 7.758 0.5 ug/L 50856 1 6.247 506137 5.0
Oxalic acid, cy.. 8.025 0.5 ug/L 56216 2 9.414 552607 5.0
(DEL) Alkane: S.. 8.124 0.6 ug/L 69500 2 9.414 552607 5.0
(DEL) Alkane: C.. 8.240 1.1 ug/L 123956 2 9.414 552607 5.0
(DEL) Alkane: C.. 8.861 0.9 ug/L 102688 2 9.414 552607 5.0
(DEL) Alkane: C.. 8.918 0.9 ug/L 101651 2 9.414 552607 5.0
(DEL) Alkane: C.. 10.028 0.6 ug/L 63692 2 9.414 552607 5.0
Bicyclo[3.3.1]n... 10.266 0.8 ug/L 89273 2 9.414 552607 5.0
(DEL) Alkane: C... 10.352 0.8 ug/L 87431 2 9.414 552607 5.0
Benzene, 1l-ethe... 12.092 0.6 ug/L 68183 3 11.806 542098 5.0
p-Cymene 12.568 0.5 ug/L 55532 3 11.806 542098 5.0
Benzene, (1-met... 12.677 0.7 ug/L 77292 3 11.806 542098 5.0
2,4-Dimethylsty... 13.449 0.8 ug/L 92355 3 11.806 542098 5.0
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