LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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@52587.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 73 81 91 rBV2 152098 171092 10.97% 0.748%
2 1.912 169 178 192 rBV 77218 105805 6.78% 0.462%
3 1.996 193 204 217 rVB 453103 619530 39.72% 2.708%
4 2,205 259 269 285 rvB3 112755 204587 13.12% 0.894%
5 2.469 339 351 369 rVB 435041 692233 44.38%  3.026%
6 2.568 369 382 406 rBV2 134036 274282 17.58%  1.199%
7 3.041 495 529 539 rBv4 161304 438204 28.09% 1.915%
8 3.137 548 559 581 rVB 277628 596528 38.24% 2.608%
9 3.359 612 628 645 rBV2 86222 192551 12.34% 0.842%
10 3.571 680 694 710 rVB4 11869 26662 1.71% 0.117%
11  3.697 721 733 754 rVB4 11927 28197 1.81% 0.123%
12 3.977 800 820 838 rBV2 88792 218057 13.98% 0.953%
13 4.086 838 854 869 rVWW2 69496 179962 11.54% 0.787%
14 4.166 869 879 892 rVV3 18731 44312 2.84% 0.194%
15 4.250 892 905 915 rWw3 9989 25947 1.66% 0.113%
16 4.330 916 930 950 rVV3 81127 218935 14.03% 0.957%
17 4.433 953 962 973 rVW2 22977 53472 3.43% 0.234%
18 4.530 973 992 1006 rVV2 333679 812623 52.09%  3.552%
19 4.633 1006 1024 1074 rVB2 165802 740258 47.45% 3.236%
20 4.983 1117 1133 1144 rBvVi1e 9262 26935 1.73% 0.118%
21 5.060 1144 1157 1168 rVV2 145417 319787 20.50%  1.398%
22 5.124 1169 1177 1183 rVV3 45824 97337 6.24% 0.425%
23 5.176 1183 1193 1211 rVB 136920 294474 18.88% 1.287%
24 5.298 1217 1231 1242 rBV5 12393 26449 1.70% 0.116%
25 5.385 1242 1258 1271 rVV 298936 678878 43.52%  2.967%
26 5.459 1271 1281 1306 rVB4 97430 249187 15.97% 1.089%
27 5.636 1308 1336 1345 rBV3 44571 119023 7.63% 0.520%
28 5.723 1345 1363 1370 rVV2 295237 780468 50.03%  3.412%
29 5.771 1370 1378 1392 rVV 470074 964041 61.80% 4.214%
30 5.845 1393 1401 1407 rVV2 54224 111655 7.16% 0.488%
31 5.893 1407 1416 1430 rVV5 127292 350343 22.46% 1.531%
32 5.980 1431 1443 1471 rVB6 96351 286105 18.34% 1.251%
33 6.131 1478 1490 1501 rBV5 10872 20476 1.31% 0.090%
34 6.247 1511 1526 1535 rBV 256378 505629 32.41% 2.210%
35 6.398 1564 1573 1583 rVvB5 12601 24626 1.58% 0.108%
36 6.462 1583 1593 1603 rVvW4 11275 19897 1.28% ©0.087%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 6.552 1606 1621 1641 rVB4 132208 305485 19.58%  1.335%
38 6.687 1647 1663 1672 rBV 198200 391738 25.11% 1.712%
39 6.758 1673 1685 1700 rVB4 161048 395124 25.33% 1.727%
40 6.976 1741 1753 1767 rBV7 19686 43586 2.79% 0.191%
41 7.070 1771 1782 1792 rVB 15341 27973 1.79% 0.122%
42 7.157 1793 1809 1812 rBV4 41322 70056 4.49% 0.306%
43 7.247 1826 1837 1856 rVB9 30263 77821 4.99% 0.340%
44  7.391 1856 1882 1892 rBv4 67410 149706 9.60% 0.654%
45  7.443 1892 1898 1914 rVB5 16108 32088 2.06% 0.140%
46  7.562 1915 1935 1952 rBV 103545 213057 13.66% 0.931%
47  7.755 1972 1995 2010 rVB2 111074 214596 13.76% 0.938%
48 7.893 2015 2038 2051 rBV 355921 680320 43.61% 2.974%
49 7.967 2051 2061 2073 rVV 116462 200650 12.86% 0.877%
50 8.034 2073 2082 2094 rVv4 14414 33134 2.12% 0.145%
51 8.102 2096 2103 2112 rVW7 10977 23812 1.53% 0.104%
52 8.176 2112 2126 2137 rVV3 64108 123057 7.89% 0.538%
53 8.240 2137 2146 2162 rVB4 26799 58794 3.77% 0.257%
54 8.365 2169 2185 2190 rBV3 17042 34930 2.24% 0.153%
55  8.407 2190 2198 2208 rVvV2 49126 86422 5.54% 0©.378%
56 8.465 2208 2216 2231 rVB2 12227 26020 1.67% 0.114%
57 8.632 2248 2268 2284 rBV 611948 1137586 72.93% 4.973%
58 8.883 2332 2346 2352 rBV7 7684 16553 1.06% 0.072%
59 9.073 2391 2405 2415 rBV4 16601 29225 1.87% 0.128%
60 9.320 2472 2482 2495 rVB4 9838 18846 1.21% 0.082%
61 9.414 2496 2511 2531 rBV 350238 605267 38.80% 2.646%
62 9.513 2534 2542 2548 r\VWV4 15939 35130 2.25% 0.154%
63 9.565 2548 2558 2579 rVB 442031 703598 45.10% 3.076%
64 9.690 2582 2597 2614 rVV 765334 1268966 81.35% 5.547%
65 9.867 2644 2652 2664 rVB 7323 17172 1.10% 0.075%
66 10.095 2714 2723 2736 rVB2 30629 49929 3.20% 0.218%
67 10.478 2830 2842 2853 rBV2 80676 124805 8.00%  0.546%
68 10.751 2915 2927 2950 rVB 164613 265002 16.99% 1.158%
69 10.899 2958 2973 2988 rBV 163831 268885 17.24% 1.175%
70 11.018 2998 3010 3021 rVB 28830 50893  3.26% 0.222%
71 11.082 3021 3030 3047 rVB2 28526 45278 2.90% ©0.198%
72 11.285 3081 3093 3107 rBV 147788 235973 15.13% 1.031%
73 11.806 3243 3255 3270 rVW 366652 582364 37.33%  2.546%
74 11.889 3272 3281 3294 rVB 57150 87301 5.60% ©0.382%
75 12.089 3326 3343 3361 rBV 1002799 1559929 100.00% 6.819%

76 12.188 3361 3374 3389 rVB 396218 663329 42.52%  2.900%

SFAMUTR122022WMA.M Fri Dec 30 12:55:11 2022 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 12.298 3399 3408 3419 rVB3 17182 27464 1.76% 0.120%
78 12.372 3423 3431 3440 rVB2 18435 27533 1.77% ©.120%
79 12.565 3480 3491 3498 rBV2 74957 117385 7.53% ©.513%
80 12.606 3498 3504 3515 rVVv2 57071 88483 5.67% ©.387%
81 12.677 3515 3526 3542 rVB 154318 255852 16.40% 1.118%
82 12.967 3600 3616 3630 rBV 57082 90246 5.79% 0.394%
83 13.111 3651 3661 3672 rBV3 14280 24107 1.55% ©@.105%
84 13.288 3707 3716 3724 rBV 53982 83409 5.35% 0.365%
85 13.452 3745 3767 3780 rBV 208003 339074 21.74%  1.482%
86 13.619 3810 3819 3833 rVB4 44326 76748 4.92%  0.335%
87 13.780 3860 3869 3877 rBV3 13865 20928 1.34% 0.091%
88 13.835 3877 3886 3893 rBV5 15612 24586 1.58% 0.107%
89 13.905 3903 3908 3913 rBV2 12734 17448 1.12% 0.076%
90 13.934 3913 3917 3928 rVB3 18586 26621 1.71% ©0.116%

91 14.082 3948 3963 3978 rBV 106505 184272 11.81% ©.805%

Sum of corrected areas: 22877103
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance :
indance TIC: VU052587.D\data.ms
800000
600000
1.996 2469 5.771
400000 4530
3.137 ' 5.385
200000 1600 2o0s 2568 3.04 633 508076
1.9 ' 3.359 3.94%ge 4.330 1 & 6365.8
3.531697 opf-433 4.983 %.g 8
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ /\\‘Tﬁ\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\'\‘\T_Y_Y—r\\\\‘\
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: VU052587.D\data.ms
1000000 12.089
800000 9.690
8.632
600000
9.56
112.1
400000 7893 9414 11.806
200000 10.781899 13 285
7.5627.755(1.967 10.478
7.391 8.176 2 407 : 889
6.9n8750247 44;\\ ﬂ 02452868065 | 5.889.073 0,320,518 | | 0.867.0.095 1012 }\
O'M\‘\\\\‘\\T\‘\\\‘\\\\‘\\“ﬁﬁ‘\ \/\\\\\‘/\\\\‘\\\\ﬂ‘\
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance :
indance TIC: VU052587.D\data.ms
800000
600000
400000
13.452
200000 12.677
14.082
120606 12.967 13.288/|136
P22 13111 13 280w
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 ‘ T
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\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 4
R.T. EstConc Area Relative to ISTD R.T.
1.996 6.13 ug/L 619530 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# 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-ol 72 C4H80 000627-27-0 28
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10

Abundance Scan 204 (1.996 min): VU052587.D\data.ms (-193) (-) m/z 42.95 100.00%

43.
5000
‘ ‘ 721 1.60 1.80 2.00 2.20 2.40
ol el 2268 2071w/ 42,00 87.28%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000

1.60 1.80 2.00 2.20 2.40
m/z 41.00 81.97%

72.0
0 15‘0\‘ wlll \‘ \‘
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
ISR A G | W |
1.60 1.80 2.00 2.20 2.40
5000 ITI/Z 57.10 68.46%
15.0
‘ I ‘72'0
ottt e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane Raaam e e
43.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00 25.67%
5000
72.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43

Operator : JC/MD

Sample : N6171-20DL 5X

Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
2.205 2.02 ug/L 204587 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 53

Abundance Scan 269 (2.205 min): VU052587.D\data.ms (-259) (-) m/z 43.00 100.00%
3.0

9.

5000
721 1.80 2.00 2.20 2.40 2.60
0 LA 127.8 o
el 1278 s 42,05 61.88%
m/iz--> 0 20 40 60 8 100 120
Abundance #809: Pentane
43.0
5000
1.80 2.00 2.20 2.40 2.60
m/z 41.00 50.43%
B
0 \‘\\\\‘\‘1‘\\‘i}\\‘w’\\!\’\\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance

#807: Pentane A
43.0 j

1.80 2.00 2.20 2.40 2.60

5000 ITI/Z 39.00 19.69%
27.0
‘ 72.0
ol 20 L
m/iz--> 0 20 40 60 80 100 120 0
Abundance #810: Pentane A o R
43.0 1.80 2.00 2.20 2.40 2.60
m/z 55.00 18.35%
5000
27.0
I
(O o o ML i o o “1‘, T
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@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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: Cyclic2.469 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.469 6.85 ug/L 692233  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

4 2-Methyl-1-butene 70 C5H10 000563-46-2 87
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80

Abundance Scan 351 (2.469 min): VU052587.D\data.ms (-339) (-) m/z 55.05 100.00%

55.0
5000 70.1
41.0

H 2.20 2.40 2.60 2.80

0 m_m_m_m_ww Hmmw‘m”_ m/z 70.18  41.69%
miz--> 0 10 20 30 50 60 70 80
Abundance #663: Cyclopropane l 2-dimethyl-, cis-
55.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
410 70.0 2.20 2.40 2.60 2.80
200 (I m/z 41.00  28.17%
O \\\‘\\\\‘\\\\‘\\\“‘\\\}}\‘\\\i‘\‘}}\‘\\\‘\“‘\\\\‘\
miz--> 0 10 20 40 50 60 70 80
Abundance #651: 2—Butene, 2-methyl-
55.0 /\
P e
2.20 2.40 2.60 2.80
5000 m/z 39.00 26.47%
41.0 70.0
27.0
o ||
1.0
ol
m/z--> 0 10 20 30 40 50 60 70 80 j\
Abundance #647: 2-Butene, 2-methyl- e
55.0 2.20 2.40 2.60 2.80
m/z 42.00 24.07%
5000 70.0
41.0
29.0
: 150
m/z--> 0 10 20 40 50 60 70 80 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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: Cyclic3.137 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.137 5.90 ug/L 596528 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
2 1-Pentene 70 C5H10 000109-67-1 80
3 Cyclopentane 70 C5H10 000287-92-3 80
4 1-Pentene 70 C5H10 000109-67-1 80
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
Abundance Scan 559 (3.137 min): VU052587.D\data.ms (-548) (-) m/z 42.00 100.00%
42.0
5000 550 o6 j\/\
R ER R
84.0 2.80 3.00 3.20 3.40
0Ll "‘mm_u“;“wmw m/z 55.05 44.79%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000 L B R R B
550 2.80 3.00 3.20 3.40
: m/z 41.00 40.71%
27.0 0.0 /
15‘0 \‘\ \‘\ | ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘ \\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
A A
55.0 2.80 3.00 3.20 3.40
m/z 70.05 37.58%
5000 0.0 /
29.0
w0 ||
Ot e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane R
42.0 2.80 3.00 3.20 3.40
m/z 39.00 25.20%
5000
55.0 70.0
27.0
0 1.0 15\0 \‘H \“ L .
LA e o B R RIRRREECRSEESEEES:
m/z--> 0 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\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 20
R.T. EstConc Area Relative to ISTD R.T.
3.359 1.90 ug/L 192551  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 83
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 72
Abundance Scan 628 (3.359 min): VU052587.D\data.ms (-612) (-) m/z 57.10 100.00%
57.1
41.0
5000
R R R RCRNET
| 711 gg1 3.00 3.20 3.40 3.60
0 ‘H_"‘_‘H‘H‘w‘mi1"wuu‘m‘wwm_mm m/z 56.10  87.21%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 43°
RN ERE R SRR
29.0 3.00 3.20 3.40 3.60
m/z 41.00 62.63%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0
Foo e e
29.0 410 3.00 3.20 3.40 3.60
5000 m/z 43.00 23.01%
oL 10 180 \“‘ L Th0 sso
R R N L R N R R
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl- “‘H““%\““_““
57.0 3.00 3.20 3.40 3.60
m/z 39.00 16.26%
29.0 41.0
5000
ol20 120 7O eeo
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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: Cyclic3.977 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.977 2.16 ug/L 218057 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 91

2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91

3 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91

4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91

5 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 91

Abundance Scan 820 (3.977 min): VU052587.D\data.ms (-800) (-) m/z 69.10 100.00%

69.1
41.0
5000 841 A/\
R R R AR
‘ 57'0 w20l 770 3.60 3.80 4.00 4.20 4.40
Obrrrrrprrreprrreprereret bt et et M/2 41,00 82.52%
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1709: Cyclopropane, 1,1,2-trimethyl-
41.0
69.0
5000 L L LI L I RN B
3.60 3.80 4.00 4.20 4.40
84.0 m/z 84.10  38.15%
27.0 55.0
O ‘HH‘\\H‘\!\MHH‘\HM M\‘H\\‘Hl\ll\\?%.\(\)‘\}\ iHH’H‘H‘\H\iHH‘HH‘
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0
Voo
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 24.15%
84.0
27.0 55.0
0 _m,‘Wlww,m} 1lwHu‘l‘lmwm N VI
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 /\
Abundance #1692: 2-Butene, 2,3-dimethyl- AWAWSN RS L She
41.0 69.0 3.60 3.80 4.00 4.20 4.40
' m/z 55.80  14.65%
5000
84.0
270 ‘ 55.0
0 ‘mwle‘l‘m‘m} 1MH“‘1‘1‘,1”9%79‘1H{m,u"wmimwm‘ A A RS
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
4.086 1.78 ug/L 179962  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 90
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 90
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 90
Abundance Scan 854 (4.086 min): VU052587.D\data.ms (-838) (-) m/z 69.05 100.00%
41.0 69.0
55.1
5000 84.1
‘ ‘ ‘ ‘ 3.80 4.00 4.20 4.40
0 ""H"‘m""‘“m;HM"Mu_m;w‘mw m/z 41.00  95.44%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1701: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
5000 L I L B I B L
27.0 580 84.0 3.80 4.00 4.20 4.40
m/z 55.10 56.55%
g0 L)
O \\\‘\\\\‘\{‘\\‘\\1\‘}\\}‘\‘\\\“}1\\‘\\‘\‘\“\\\\‘\\‘\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
3.80 4.00 4.20 4.40
5000 55.0 m/z 84.10 48.38%
27.0 84.0
so |
) A 11T 1 SO IR
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1702: 2-Pentene, 3-methyl-, (2)- e AR RAR
41.0 69.0 3.80 4.00 4.20 4.40
’ m/z 56.10 28.13%
5000 55.0
27.0 84.0
15.0 ‘ ‘
0 "‘1"‘0"""M"":!“"‘;;!M"Nm‘_kuwm_‘ TR
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43

Operator JC/MD

Sample : N6171-20DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\

M1.0

NIST20.L
LSCINT.P

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

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

(DEL) Alkane:

Straight-Chai...

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
4.330 2.16 ug/L 218935 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
Abundance Scan 930 (4.330 min): VU052587.D\data.ms (-916) (-) m/z 69.05 100.00%
41.0 69.0
55.0
5000 84.1
“ M 4.00 4.20 4.40 4.60
o""H"_H""‘W"‘\m"}‘mww;www m/z 41.60  96.80%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1661: 2-Pentene, 3-methyl-
41.0 69.0
5000 55.0 84.0 bty

4.00 4.20 4.40 4.60
27.0 m/z 55.08  53.90%

O \\\‘\\\\‘]\-\5\.(\)‘\\i‘}“\\\\i!‘\\\i‘\‘\!\‘\\\‘\“\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1698: 2-Pentene, 3-methyl-, (E)-
41.0
69.0

4.00 4.20 4.40 4.60

5000 55.0 m/z 84.10 49.24%
270 84.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1700: 2-Pentene, 3-methyl-, (E)- R ARARMBAEE R
41.0 4.00 4.20 4.40 4.60
69.0
m/z 39.00 27.98%

5000 55.0
84.0
27.0
0 “ \‘\ wli ‘ Ll

10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

m/z--> 0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 36
R.T. EstConc Area Relative to ISTD R.T.
4.433 0.53 ug/L 53472 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 45
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 38
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 962 (4.433 min): VU052587.D\data.ms (-953) (-) m/z 43.00 100.00%

43.0
57.0
5000
85.0

1000 4.20 4.40 4.60 4.80
e el e ey M/2 57.85  73.08%

|
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4474: Pentane, 2,4-dimethyl-
43.0
57.0

5000 ‘H“‘H“‘H‘,‘H““
4.20 4.40 4.60 4.80

27.0 56.00 46.22%
L

85.0 m/z
‘ 71.0 \ 100.0
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
mi/z--> 0 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 41.00 45.15%
29.0

. 85.0
. | 71.0 ‘ 100.0
v e b S
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0

o

o

o

150 ‘ “\ Il
RN A AR

4.20 4.40 4.60 4.80

43.0 m/z 42.05 30.10%
5000
29.0 85.0
150
0 1\0 AERBAARESN \ R 79'0 R 10\001
m/z--> 0O 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\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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: Cyclic4.530 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.530 8.04 ug/L 812623 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 87
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
4 Cyclohexane 84 C6H12 000110-82-7 86
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance Scan 992 (4.530 min): VU052587.D\data.ms (-973) (-) m/z 56.05 100.00%
56.0
5000 41.0 69.1
‘ ‘ ‘ 84.1 4.20 4.40 4.60 4.80
0Lt sl L myz 41,00 48.69%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 I U R R R R
4.20 4.40 4.60 4.80
m/z 69.10 41.16%
280 M ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane
56.0
41.0 84.0
4.20 4.40 4.60 4.80
5000 m/z 55.00 24.62%
27.0
69.0
180 | ‘
0 "“2:9""“"Wl“,uu}“mmM_Hu,uwmw
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0 4.20 4.40 4.60 4.80
m/z 42.00 21.56%
41.0
5000
69.0
27.0
84.0
oo =0 M Al
m/z--> 0 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\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
5.124 0.96 ug/L 97337 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 83
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 74
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 72

Abundance Scan 1177 (5.124 min): VU052587.D\data.ms (-1169) (-) m/z 83.10 100.00%

55.1 83.1
5000 41.0
98.1
LS i Y I
‘ 67"0‘ 4.80 5.00 5.20 5.40
b el bl m/z 55,10 89.73%
m/fz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3785: 2-Pentene, 2,4-dimethyl-
55.0 83.0
5000 40 Zé‘d‘s‘b‘dé’zaéhd”‘
98.0
m/z 41.00 46.62%

o

27.0
H‘\1“5‘9\H““\HH‘\“‘H\“‘!w‘6‘37“(\)”H!‘l“!””‘v””
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3784: 2-Pentene, 2,4-dimethyl-
83.0
55.0

a1 4.80 5.00 5.20 5.40
5000 0 m/z 43.00 28.86%
27.0 98.0
170 | ‘ 670
o S 1 A R R M B
m/z--> 10 20 30 40 50 60 70 80 90 100 /\J\\
Abundance #3775: 2-Pentene, 2,4-dimethyl- H‘HHWH,HH_H‘/‘\
56.0 83.0 4.80 5.00 5.20 5.40
m/z 98.10 28.57%
5000 41.0
27.0 67.0 98.0
15.0
0HwmwHMHm‘“‘HMMm‘wHH,JH,HH,HH SO L W e Y
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 12 Cyclopentene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.176 2.91 ug/L 294474  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
5 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 86

Abundance Scan 1193 (5.176 min): VU052587.D\data.ms (-1183) (-) m/z 67.05 100.00%

67.0
5000
82.1
39.0

| sso | 4.80 5.00 5.20 5.40 5.60
X U RN P N 1| m/z 82.10  28.37%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1409: Cyclopentene, 1- methyI-
67.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\

4.80 5.00 5.20 5.40 5.60
39.0 82.0 m/z 39.08  15.57%
]

53.0
15.0 ‘
O\\\‘\\\\‘\\\}‘\\\\‘\\\\“}H‘\\‘\\H1‘\\\‘\‘\‘\\\‘\
miz--> 10 50 60 70 80 90
Abundance #1410.Cydopentene,14nethyL
67.0

4.80 5.00 5.20 5.40 5.60

5000 82.0 m/z 79.00 15.32%
39.0
“ 53.0 “
15.0
0 ‘H““‘_“i“u‘ }HHM“th“‘ﬁi‘u“‘
miz--> 10 50 60 70 80 90
Abundance #1403.Cycbpentene,SqnethyL ““H““‘_“/ﬁf\‘,

67.0 4.80 5.00 5.20 5.40 5.60

m/z 81.05 15.26%

5000
27.0 399 82.0
| “ 53.0
0 i L \\M ‘M\ m‘

m/z--> 10 20 30 40 50 60 70 90 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.459 2.46 ug/L 249187 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87

4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 52
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45

Abundance Scan 1281 (5.459 min): VU052587.D\data.ms (-1271) (-) m/z 56.10 100.00%

56.1
43.0
5000 71.1

| | 830 1000 5205405605800
e e el e e M/Z 43,00 82.76%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0

5000 SANSVARV. WV IAS
29.0 710 5.20 5.40 5.60 5.80

m/z 57.05 66.30%

\\\’\\\\’\\\‘\’\\\\"!\\\’\‘\‘ \’\\\\‘1\\\\‘8\\5\(\)‘\\]\-\0‘0\\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0

5.20 5.40 5.60 5.80

o

o

m/z 41.00 57.70%
5000 710
29.0
HAE O A LR
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 S6.0 5.20 5.40 5.60 5.80

m/z 71.10 43.64%

5000
29.0 71.0

Loaso L woae [l
-—————r B R
m/z--> 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\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 (DEL) Alkane: Cyclic5.636 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
5.636 1.18 ug/L 119023  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 78
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 72
3 (Z)-3-Heptene 98 C7H14 007642-10-6 59
4 3-Heptene 98 C7H14 000592-78-9 58
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 43
Abundance Scan 1336 (5.636 min): VU052587.D\data.ms (-1308) (-) m/z 56.10 100.00%
56.1
69.1 83.1
41.0
5000
5.40 5.60 5.80 6.00

LM Al o] \‘\ 98.0 9

ot m/z 55.10  82.91%

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

Abundance #3803: Cyclopentane, 1,1-dimethyl-

56.0
41.0 69.0
83.0
5000 \\\\\\‘\\\\‘\\\\‘\\\\’\\\
27.0 5.40 5.60 5.80 6.00
m/z 83.10 70.89%
‘ | ‘ ‘ 98.0
O\\\1‘9\\‘]-\4\)‘\0\‘\\\1‘\\\\‘\‘\\\‘\M\‘\\\w‘\\\\‘\}\\‘\\\‘\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
e RaRmanaTEE
41.0 69.0 5.40 5.60 5.80 6.00
m/z 69.10 69.09%
5000 83.0 /
27.0
M ‘ ‘\ M ‘ ‘ | 98 0
| RS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3715: (Z)-3-Heptene A RARERNE La bt
41.0 5.40 5.60 5.80 6.00
56.0 m/z 41.00 51.98%
69.0
5000 98.0
27.0
0 LIV AT . 0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 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@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 (DEL) Alkane: Cyclic5.845 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
5.845 1.10 ug/L 111655 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 81
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 81
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72
4 1-Octene, 3-methyl- 126 C9H18 013151-08-1 72
5 1-Heptene, 5-methyl- 112 C8H16 013151-04-7 53

Abundance Scan 1401 (5.845 min): VU052587.D\data.ms (-1393) (-) m/z 70.10 100.00%

70.1
55.0
5000 41.0

830 \\\\‘\\\\‘\\\\‘\\\\‘\\\
M 98.0 5.60 5.80 6.00 6.20
|

m/z 55.05 66.41%

0 |
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 \\\\‘j\\\\\‘\\\\‘\\\\‘\\\

5.60 5.80 6.00 6.20
21.0 83.0 m/z 56.05 64.57%

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
41.0

5.60 5.80 6.00 6.20

o

5000 m/z 41.00 50.54%
27.0 83.0
15.0 ‘ ‘ ‘ 98"0
0 H‘HM‘_‘N“HllM‘MW!“HW:M‘mw:H‘_“W‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20

m/z 43.05 32.65%

41.0
5000
83.0
‘ 1l ! ‘ il I ‘

m/z--> 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@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 16 Cyclobutane, ethenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.893 3.46 ug/L 350343 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 87
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 87
3 Cyclohexene 82 C6H10 000110-83-8 87
4 Cyclohexene 82 C6H10 000110-83-8 83
5 Ethylidenecyclobutane 82 C6H10 001528-21-8 72
Abundance Scan 1416 (5.893 min): VU052587.D\data.ms (-1407) (-) m/z 67.00 100.00%
67.0
54.0
5000
41.0 82.0
R R e
5.60 5.80 6.00 6.20
TN S N | - :
o+ttt - e m/z 54.00 66.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1359: Cyclohexene
67.0
54.0 L
5000 L L L B R
41.0 82.0 5.60 5.80 6.00 6.20
27.0 m/z 57.10 37.62%
O\\‘]\-\5\.(\)‘\\\“}“\\\}‘}\\\“}‘\‘\\‘\\wl‘\\\‘\“‘\‘\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0 B Ee
5.60 5.80 6.00 6.20
5000 m/z 82.05 36.90%
41.0 82.0
27.0 ‘
o N P S O NN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1357: Cyclohexene AR EE B
67.0 5.60 5.80 6.00 6.20
54.0 m/z 41.00 32.05%
5000
41.0 82.0
27.0
0“_“w‘mhqu‘iw‘u}mm“HHM“MUuH‘_“W“H
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@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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: Cyclic5.980 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.980 2.83 ug/L 286105 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
2 Isopropylcyclobutane 98 C7H14 000872-56-0 90
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87
4 1-Heptene 98 C7H14 000592-76-7 87
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 83
Abundance Scan 1443 (5.980 min): VU052587.D\data.ms (-1431) (-) m/z 56.00 100.00%
56.0
41.0 70.0
5000
ga1 980 \
- \‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ ‘ ‘ 5.60 5.80 6.00 6.20 6.40
0 H‘_‘H‘mWH‘WHMMH el ik m/z 55.05  74.00%
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 U L B B I
270 5.60 5.80 6.00 6.20 6.40
' 98.0 m/z 76.05  68.76%
| all
0 \\\1‘.9\\‘1\4\.*\(?‘Hi!‘\\\\}\‘\\\“\u ‘\‘H\‘}“\\H‘\‘\H‘HH“HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0 //\
41.0 \'\‘\\\\‘\\\\‘\\\\’\\\\‘\\
70.0 5.60 5.80 6.00 6.20 6.40
m/z 41,00 62.88%
5000 27.0
98.0
‘ ‘ ‘ 83.0 ‘
0 H“H‘W‘H“th‘ul}»‘qﬂl“kuuu“m‘w‘u“u‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl- R e R
56.0 5.60 5.80 6.00 6.20 6.40
m/z 69.00 35.72%
41.0 70.0
5000
v e gl
0 ‘H_"‘_Hwm:“w;“wwl “_‘u:pw_“uw“_m ALV SR WAWERVAS
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@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.552 3.02 ug/L 305485 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
2 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 90
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 90
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 86

Abundance Scan 1621 (6.552 min): VU052587.D\data.ms (-1606) (-) m/z 55.00 100.00%
55.
83.1
41.0
5000
98.1
69.1
‘ o ‘ ‘ 6.20 6.40 6.60 6.80
0 H‘_HwHH‘Hm;1“HmH‘HH‘HJ“,JH,HM,W m/z 83.10  80.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
5000 L L L L DA LA N R B
41.0 98.0 6.20 6.40 6.60 6.80
270 69.0 m/z 40.95 53.75%
O\\\‘]\-\5\(\)‘\\\‘\“\\\\“\\\\“\Ml\‘\\\‘\M\\\\’\1\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3816: 2-Pentene, 3,4-dimethyl-, (Z)-
55.0 83.0
R RRRRERESST
41.0 6.20 6.40 6.60 6.80
5000 m/z 98.10 36.35%
27.0 98.0
150 ‘ ‘ 69.0
T 1 11 YN RO N RO
oMU O RPN MR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (2)- A Rmas BT o
55.0 6.20 6.40 6.60 6.80
83.0 m/z 39.00 25.56%
5000 41.0
27.0 98.0
15.0 ‘ ‘ 69.0 ‘
0 m‘mwHH“HH}1‘”1““1“MU;HH,AH,HH,HH A A
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 Cyclohexane, methylene- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
7.157 0.69 ug/L 70056  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methylene- 96 C7H12 001192-37-6 87
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 81
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 81
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 76
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 70

Abundance Scan 1809 (7.157 min): VU052587.D\data.ms (-1793) (-) m/z 81.10 100.00%
81.1

55.0 67.0
5000
39.0 96.1

R
0 b prrrr e e il Bl T m/z 55.08 53.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3244: Cyclohexane, methylene-
81.0
67.0
39.0
5000 96.0 \/M\v\
54.0 6.80 7.00 7.20 7.40

21.0 m/z 67.00 52.86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl-

o

81.0

6.80 7.00 7.20 7.40
m/z 96.10 33.81%

5000 67.0 96.0
55.0
27.0 39.0 “
o‘W:QWMW‘;‘Hwu‘m_m_HM‘,Em,u“m,w,w,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /\
Abundance #3236: Cyclohexene, 1-methyl- R AR ARE RN
81.0 6.80 7.00 7.20 7.40
m/z 79.10 32.71%
5000 67.0 96.0
390 550 '
27.0 ‘
0‘“HH‘HH‘HH“HH“:HHWMW““Em‘um‘uu‘mm e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.247 0.77 ug/L 77821  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 47
2 2,7-Octadiene-1,6-diol, 2,6-dime... 170 C10H1802 075991-61-6 47
3 Cyclopentene 68 C5H8 000142-29-0 38
4 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 27
5 Bicyclo[6.1.0]nonane 124 C9H16 000286-60-2 25

Abundance Scan 1837 (7.247 min): VU052587.D\data.ms (-1826) (-) m/z 43.00 100.00%

43.0
70.0
5000
96.0
“‘,
‘ H 207.C 7.00 7.20 7.40 7.60
OF el Wl b e M/z 70.05 71.58%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7576: 1-Hexene, 4,5-dimethyl-
2
430 71.0
5000 /\M
7.00 7.20 7.40 7.60
m/z 71.10 69.60%
O\‘\?—\S\?\‘H\\ \\H’\“}‘}\“l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #45187: 2,7-Octadiene-1,6-diol, 2,6-dimethyl-, (E)-
43.0
7.00 7.20 7.40 7.60
5000 m/z 67.10 57.68%
71.0
|| 9601190 15729

0 ,
mlz--> 0 20 40 60 80 100 120 140 160 180 200 M
Abundance #504: Cyclopentene Lo

67.0 7.00 7.20 7.40 7.60
m/z 55.00 46.67%

5000 39.0

0 150‘ ‘ w\“
L L L L B B B B L B I T T T T T

m/z--> 0 20 40 60 80 100 120 140 160 180 200 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@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 Cyclobutane, (1-methylethyl... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
7.391 1.48 ug/L 149706  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
2 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 80
3 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 74
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 72
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72

Abundance Scan 1882 (7.391 min): VU052587.D\data.ms (-1856) (-) m/z 81.10 100.00%

81.1
5000
N

39.0 53.0 670 BRI B e i

i “ 7.00 7.20 7.40 7.60 7.80
SO | SN | MMMM‘H bt m/z 79.00  29.35%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000

7.00 7.20 7.40 7.60 7.80

o

39.0 . %
270 ‘ 530 @70 96.0 m/z 96.10 26.18%
O\\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\“1\\\‘\\‘!\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3284 Cyclopropane, trimethylmethylene-
81.0 /\A
S RTINS A Y
7.00 7.20 7.40 7.60 7.80
5000 41.0 m/z 67.00 17.75%
3.0 96.0
27.0 67.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3268: Cyclopentene, 1,5-dimethyl- %‘ N RmEEREETS

81.0 7.00 7.20 7.40 7.60 7.80
m/z 39.00 17.04%

5000
270 39.0 53.0 96.0
wo T g0 ]
0 \ | M y i ul L ‘ | |

m/z--> 10 20 30 40 50 60 70 80 90 100 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\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 Cyclohexene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.755 2.12 ug/L 214596 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 93
2 Cyclohexane, methylene- 96 C7H12 001192-37-6 87
3 Cyclohexane, methylene- 96 C7H12 001192-37-6 87
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 81
Abundance Scan 1995 (7.755 min): VU052587.D\data.ms (-1972) (-) m/z 81.05 100.00%
81.0
67.0
5000 o 96.1
39.0
‘ ‘ “ 7.40 7.60 7.80 8.00
o) ENEMEEENESS——— T H‘JHM‘MW m/z 67.00 55.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 670 \‘\\\\’\\\\‘%‘\\\\’\
55.0 96.0 7.40 7.60 7.80 8.00
39.0 o
270 m/z 96.10 37.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3241: Cyclohexane, methylene-
81.0 A
67.0 B AR EEEERREEES SR
7.40 7.60 7.80 8.00
5000 54.0 96.0 m/z 68.10 37.06%
39.0
27.0
o220
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3244: Cyclohexane, methylene- T W
81.0 7.40 7.60 7.80 8.00
67.0 m/z 55.00  31.05%
39.0
5000 96.0
54.0
27.0
015'0‘ \ww,w_ww,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 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@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
8.407 0.71 ug/L 86422  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 87
2 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 72
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
4 Ketone, 1,5-dimethylbicyclo[2.1.... 138 C9H140 024081-57-0 64
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 64
Abundance Scan 2198 (8.407 min): VU052587.D\data.ms (-2190) (-) m/z 95.05 100.00%
95.0
5000
67.0
110.1 _m,uu_m‘mw‘
39.0 53.0 79.0 ‘ ‘ 8.00 8.20 8.40 8.60 8.80
O bt My L hsz 67.00  29.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0 JM/\
‘”w/\/\
5000 670 I L L R
: 8.00 8.20 8.40 8.60 8.80
m/z 110.05 19.82%
270 390 550 79.0 s /
O \\‘]\-\5\(\)‘\\\M“\\\\“‘\\\\i‘\‘\‘\\‘\\‘\\‘\\\‘\“‘\\\\“\‘\1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6749: 5,5-Dimethyl-1,3-hexadiene
95.0 /\
A‘\\\\’\\\\‘\\\\‘\\\\‘\\
8.00 8.20 8.40 8.60 8.80
5000 210 67.0 m/z 93.00  15.34%
-~ 55.0
110.0
15.0 ‘ ‘ ‘ 8.0
0 H_mwwm‘:m;h:u_M‘WWM“MHWH_M,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /\, M
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl- -t ‘/‘\
670 95.0 8.00 8.20 8.40 8.60 8.80
’ m/z 79.00 11.04%
41.0
5000 55.0
2.0 110.0
79.0 :
0 “‘1“5‘9“H‘H_m}:MHH“H‘_“‘UWU;M“MHWWW DU L S, N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.899 2.31 ug/L 268885 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 81
3 Benzene, propyl- 120 C9H12 000103-65-1 81
4 Benzene, propyl- 120 C9H12 000103-65-1 72
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 64
Abundance Scan 2973 (10.899 min): VU052587.D\data.ms (-2958) (- | m/z 91.00 100.00%
91.0
5000
S | Y.
39.0 L 2811 1050 11.00
ol oyl ) Akl 1930 240177 u 170.10  20.78%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 ]\ ' ‘ M
10.50 11.00
m/z 65.00 11.78%
39.0 L
0\\‘\‘\‘ i‘ \“\“\ ‘\“‘J\-z\“\ow‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0 A
A D dlan 1
10.50 11.00
5000 m/z 92.10 11.52%
39.0 h
) T T - —
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl- I PPt A
91.0 10.50 11.00
m/z 78.10 6.97%
5000
39.0 h /\
o dato L dlaa
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\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.285 2.03 ug/L 235973  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3093 (11.285 min): VU052587.D\data.ms (-3081) (- | m/z 105.10 100.00%
105.1
5000
120.1 M
L e
390 630 77‘-0 91‘-0 11.00 11.50
Ol et el e i e m/z 120010 29.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 j 4vx T
11.00 11.50
79.0 120.0 m/z 91.00 13.62%
39.0 65.0 ‘
OH‘\H\‘H\‘\‘HH"‘HH“\H\’\‘\‘H‘\HH‘\\\\9‘?1.\9\‘\‘11\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
AU N
11.00 11.50
5000 m/z 77.00 13.32%
120.0
39.0 77.0 91.0
0\w\Hw?ﬂeu\MH\“H\E%PwHNHHHJMH‘MM‘NHWHH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /M«
Abundance #10691: Mesitylene R PO
105.0 11.00 11.50
120.0 ITI/Z 79.05 9.64%
5000
39.0 77.0 91.0
I ..M s SO (S U VY, U0 L WO S0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 27 Benzene, 1,2,3-trimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.890 0.75 ug/L 87301 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3281 (11.889 min): VU052587.D\data.ms (-3272) (- | m/z 105.05 100.00%
105.1
5000 120.1 ﬂ }\
a A LUV
g 510 77‘-0 91.0 11.50 12.00
O S bl myz 120005 42.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
A Ao
5000 — ot
120.0 11.50 12.00
770 m/z 77.00 14.07%
39.0 VU 91.0
O\\’]\-\5\.\0’\\\“1’1\H"‘\\\\"“1‘1\16‘?1“10\‘\\\‘}“\\\\“\\H‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 /\
T
120.0 11.50 12.00
5000 m/z 91.00 10.61%
77.0 91.0
o150 380 506s0 T 1 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl- — P
105.0 11.50 12.00
m/z 119.10 9.90%
5000 120.0
28.0 77.0 91.0 /\
51.0 :
N NSO N U P 0 VA1
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 28 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.089 13.39 ug/L 1559930 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 96
2 Indane 118 C9H10 000496-11-7 94
3 Indane 118 C9H1e 000496-11-7 90
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 83
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
Abundance Scan 3343 (12.089 min): VU052587.D\data.ms (-3326) (- | m/z 117.10 100.00%
117.1
5000 }KJ\
20 578 910 12,00 ‘
ol b Ll TR J“ Cpe Al 2341y 118,10 55.11%
miz-> 20 40 60 8 100 120 140
Abundance #10179: Indane
117.0
5000 - :
12.00
390 sgq 91.0 m/z 115.10 36.34%
O\\]-\S\O‘\‘\\\"\\\\“‘\‘\\\‘\\\\
miz-> 20 40 60 100 120 140
Abundance #10181.Indane
117.0 /t
—
12.00
5000 m/z 91.00 17.11%
91.0
39.0 63.0
o280
miz--> 20 40 60 80 100 120 140
Abundance #10180: Indane Dt ‘”
117.0 12.00
m/z 116.10 10.85%
5000
390 430 910 ‘
oL 150 | Ll = W -l
m/z--> 20 40 60 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43

Operator JC/MD

Sample : N6171-20DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 29 Benzene, 1-methyl-3-(1-meth... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.565 1.01 ug/L 117385 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

2 p-Cymene 134 CleH14 000099-87-6 95
3 o-Cymene 134 CleH14 000527-84-4 95
4 o-Cymene 134 CloH14 000527-84-4 94

5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3491 (12.565 min): VU052587.D\data.ms (-3480) (- | m/z 119.10 100.00%
119.1
5000 j\
134.1
010 e
39.0 65.0 | ‘ | H 12.50
0 bbbt e b bl m/z 134,05 28.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 N\/\/\ —
12.50
910 134.0 m/z 91.08 17.10%
41. 65.0 ‘
O\\‘1\\5\.\0‘\\\‘\‘\H\“‘HOH“\HW‘\‘\H‘\\\‘i“HH‘1‘\H‘\WH‘H‘\‘iluu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
.V S
12.50
5000 ITI/Z 117.10 11.10%
91.0 134.0
41.0 65.0
o) NS T S PO R PR ) N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene ‘ ‘Aﬁﬁ¥ ‘
119.0 12.50
m/z 120.10 10.56%
5000
134.0
41.0 o0 ‘
. 65.0
0\wuuMHM\uMuuﬁHWWﬁquw\u“uwﬂm‘JmMuwum‘u A A — A
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@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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 30 (E)-1-Phenyl-1-butene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.607 0.76 ug/L 88483 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 93
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 90
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
Abundance Scan 3504 (12.606 min): VU052587.D\data.ms (-3498) (- | m/z 117.05 100.00%
117.1
5000 132.0 JJ\
91.0
390 630 ‘ 12:50 13.00
Oberprrrperrproreroed el sz 132,00 43.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000
91.0 132.0 12:50 13.00
m/z 115.00 38.96%
28.0 ‘
OH‘H\\‘\\\‘1‘\\H“\\\\}}‘H\H‘\‘H‘\M‘\‘HH"H\\‘MH’H\!‘\H‘““\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0 12:50 13.00
5000 m/z 131.05 18.26%
91.0
0270760,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- — e e
117.0 12.50 13.00
1320 m/z 91.00 17.11%
5000
91.0
51.0
27.0 | ‘ ‘
Oberrrersrrrieprertberre il el An o) AN,
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@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 31 1Indan, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.677 2.20 ug/L 255852  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 86
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83
Abundance Scan 3526 (12.677 min): VU052587.D\data.ms (-3515) (- | m/z 117.10 100.00%
117.1
5000
132.1 N
5 —
51.0 24 9]"'0 12.50 13.00
ol 389 "y A0 Ll gz 115.05  34.60%
miz-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 zﬁfj\A ‘de
132.0 12.5 13.
910 m/z 132.05 27.54%
39.0 650 " ‘
O\\\\‘\‘\\\"\\“\‘\“H‘\\\“\\‘\\‘\\\H‘\M\‘\’\
miz-> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
— —
12.50 13.00
5000 132.0 m/z 90.95 15.63%
91.0
51.0
N T A S | R
miz--> 20 40 60 80 100 120 140 /\ jL
Abundance #16103: Indan, 1-methyl- AJ\ . o /k
117.0 12.50 13.00
m/z 118.10 10.24%
5000
132.0
91.0
15.0 39‘-0 63.0 ‘ X /\/\
ol e e el MW — A
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 32 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.967 0.77 ug/L 90246  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3616 (12.967 min): VU052587.D\data.ms (-3600) (- | m/z 119.10 100.00%
119.1
5000 134.1
910 T /\\ T T T T \J\
39.0 65.0 13.00
O bbbty il bbbl el mjz 134,05 46.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 SANEEEY - f\
13.00
91.0 m/z 91.00 18.03%
39.0
0 \\‘]_\\5\.9\\\‘\‘HH"‘\\Hi‘i‘\\\’G\?‘}.\()‘\H‘“‘HH"MH‘\W\\’\\M\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 j\ﬂ Mﬁx
NAWARVINE L
13.00
5000 134.0 m/z 133.05 10.34%
0 91.0
0\\%gfw\HM_\fiﬁ\WWH\?FCS\HWM\\W\H\_WH,HUJ\H\‘AVW\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AA A A
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- AL ‘ ‘M M,
119.0 13.00
m/z 77.10 10.20%
134.0
5000
91.0
0H‘HH‘mh‘HH,‘wi:‘m,“mm‘l“m,uH‘“1‘”,”1‘1“”““‘”‘” Pl o N gl Ny
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 33 Benzene, (1-methyl-1-propen... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.288 0.72 ug/L 83409 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 86
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 86
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 81
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 81
Abundance Scan 3716 (13.288 min): VU052587.D\data.ms (-3707) (- | m/z 117.10 100.00%
117.1
5000
132.0
47g 510 640 91‘-0 ‘ 13.00 13.50
Ot bl el gz 132,00 36.65%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0 J\ A
5000 T T T T T T T
13.00 13.50
910 m/z 115.00  34.02%
51.0 77.0 ‘ ‘
O\‘\2\7\"0\\H“HHHMH‘\‘H\\‘H\H“HH‘HH\‘M‘H‘\‘\H‘H\‘Ui\‘\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16106: 3-Phenylbut-1-ene
117.0 ﬂ
e
13.00 13.50
5000 m/z 131.00 20.84%
91.0 132.0
w e
0“HJWH‘wu‘qUHWHWW‘mwwuﬂuu‘uwuw‘uw‘uwmu‘u
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 A ﬁﬂx pf
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- AW LA WATWiS
117.0 13.00 13.50
m/z 91.00 13.69%
5000 132.0
e |
m/z--> 20 30 40 50 60 70 80 90 100110 120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 34 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.452 2.91 ug/L 339074 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 91
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
Abundance Scan 3767 (13.452 min): VU052587.D\data.ms (-3745) (- | m/z 117.10 100.00%
117.1
5000
132.1
390 641 91"1 | 13.50
Obrrrerrrereprborretter b el Al myz 132,05 35.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T \’/\\ T T \/\ T
132.0 13.50
o 910 m/z 115.00 31.67%
O\\‘\\\\‘%\7\?\H“\\\\i‘\H\‘\‘\‘\\7\4\.\9‘\\H“\H\‘U\‘\\’HH‘\HH‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 j\ A
i o
132.0 13.50
5000 m/z 131.05 17.74%
91.0
51.0
027076H0,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁﬁk
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- AT
117.0 13.50
m/z 91.10 14.51%
5000 132.0
390 650 910 ‘ ‘ jk Mﬂx
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 35 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.619 0.66 ug/L 76748 1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 87
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 50
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 50
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 50
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 50
Abundance Scan 3819 (13.619 min): VU052587.D\data.ms (-3810) (- | m/z 103.95 100.00%
104.0
5000 132.1
AL
39.0 ‘ m ‘ ] ‘ ‘ “‘ 13.50 14.00
owHw_m‘_H‘}m‘mm“w,wl‘H,lew‘_ m/z 115.00  51.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 J\ \j‘\‘ T
132.0 13.50 14.00
20 510 78.0 m/z 132.05 51.28%
O H‘\\H‘H\‘1‘\\H‘[H\\H}‘H\‘\m\\‘\M‘!‘H\\’HH‘}"\\’\\‘1‘\‘\\\‘1“‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0 J\ I
e A
132.0 13.50 14.000
5000 m/z 129.05 40.54%
270 51.0 78.0
£ MO Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 f\ M
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro- (A e
104.0 13.50 14.00
132.0 m/z 91.00 39.64%
39.0 Hﬂ\
B A AL X0 T A PV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13 50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
Data File : VU@52587.D

Acqg On : 28 Dec 2022 14:43
Operator : JC/MD

Sample : N6171-20DL 5X

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 SFAM1.0

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

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

Peak Number 36 Azulene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.082 1.58 ug/L 184272  1,4-Dichlorobenzene-d4 11.806
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3963 (14.082 min): VU052587.D\data.ms (-3948) (- | m/z 128.00 100.00%
128.0
5000 J\
14.00 |
51.0 64.0 77.0 102.0 .
Ol 380 - 152 7 126095 11.91%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #13683: Naphthalene
128.0
5000 /\\/\\A’J\»\‘ ey o
14.00
m/z 129.00 11.02%
510 640 77, 102.0 |
0 \‘\\H‘H\\.‘\\Hi\\H‘\‘\H‘\}‘M‘HH‘HH“HH‘HH‘Hl ‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0 M
LA L AN
14.00
5000 m/z 51.00 9.17%
O Frrrrrrprrrr e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #13685: Naphthalene ‘ AAﬁﬂ‘ Py
128.0 14.00
m/z 102.00 8.57%
5000
51.0 64.0
102.0
obrprrrr 380 ALl | A e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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SFAMUT

Tentatively Identified Compound (LSC) summary

Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122822\
File : VU@52587.D
On : 28 Dec 2022 14:43
ator : JC/MD
le : N6171-20DL 5X
: 25.0mL/MSVOA_U/WATER
Vial : 9 Sample Multiplier: 1
t Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
t Title : TRACE VOA SFAM1.0
Library : C:\Database\NIST20.L
Integration Parameters: LSCINT.P
| --Internal Standard---|
Top Hit name RT EstConc Units Response |# RT Resp Conc|
Alkane: S.. 1.996 6.1 ug/L 619530 1 6.247 505629 5.0
Alkane: S.. 2.205 2.0 ug/L 204587 1 6.247 505629 5.0
Alkane: C.. 2.469 6.8 ug/L 692233 1 6.247 505629 5.0
Alkane: C.. 3.137 5.9 ug/L 596528 1 6.247 505629 5.0
Alkane: S.. 3.359 1.9 ug/L 192551 1 6.247 505629 5.0
Alkane: C.. 3.977 2.2 wug/L 218057 1 6.247 505629 5.0
Alkane: S.. 4.086 1.8 wug/L 179962 1 6.247 505629 5.0
Alkane: S.. 4.330 2.2 wug/L 218935 1 6.247 505629 5.0
Alkane: S.. 4.433 0.5 ug/L 53472 1 6.247 505629 5.0
Alkane: C.. 4.530 8.0 ug/L 812623 1 6.247 505629 5.0
Alkane: S.. 5.124 1.0 ug/L 97337 1 6.247 505629 5.0
entene, 1.. 5.176 2.9 ug/L 294474 1 6.247 505629 5.0
Alkane: S.. 5.459 2.5 ug/L 249187 1 6.247 505629 5.0
Alkane: C.. 5.636 1.2 ug/L 119023 1 6.247 505629 5.0
Alkane: C... 5.845 1.1 ug/L 111655 1 6.247 505629 5.0
utane, et... 5.893 3.5 ug/L 350343 1 6.247 505629 5.0
Alkane: C... 5.980 2.8 ug/L 286105 1 6.247 505629 5.0
Alkane: S... 6.552 3.0 ug/L 305485 1 6.247 505629 5.0
exane, me... 7.157 0.7 ug/L 70056 1 6.247 505629 5.0
Alkane: S... 7.247 0.8 ug/L 77821 1 6.247 505629 5.0
utane, (1... 7.391 1.5 ug/L 149766 1 6.247 505629 5.0
exene, 1-... 7.755 2.1 ug/L 214596 1 6.247 505629 5.0
entene, 1... 8.407 0.7 ug/L 86422 2 9.414 605267 5.0
e, propyl- 10.899 2.3 ug/L 2688385 3 11.806 582364 5.0
e, l-ethy... 11.285 2.0 ug/L 235973 3 11.806 582364 5.0
e, 1,2,3-... 11.890 0.8 ug/L 87301 3 11.806 582364 5.0
12.089 13.4 ug/L 1559930 3 11.806 582364 5.0
e, 1-meth... 12.565 1.0 ug/L 117385 3 11.806 582364 5.0
Phenyl-1-... 12.607 0.8 ug/L 88483 3 11.806 582364 5.0
1-methyl- 12.677 2.2 ug/L 255852 3 11.806 582364 5.0
e, 1,2,4,... 12.967 0.8 ug/L 90246 3 11.806 582364 5.0
e, (1-met... 13.288 0.7 ug/L 83409 3 11.806 582364 5.0
e, l-ethe... 13.452 2.9 ug/L 339074 3 11.806 582364 5.0
alene, 1,... 13.619 0.7 ug/L 76748 3 11.806 582364 5.0
e 14.082 1.6 ug/L 184272 3 11.806 582364 5.0
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