LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample ¢ N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 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_ V\Method\SFAMVTRO21722WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@24819.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 76 83 91 rBV 127159 121289 4.62% 0.370%
2 1.568 156 164 175 rBV 99046 111480 4.24% 0.340%
3 1.635 175 185 204 rBV 1504187 1842339 70.14% 5.617%
4 1.806 228 238 254 rBV 184419 239710 9.13% 0.731%
5 2.130 321 339 365 rVB2 728718 1519407 57.84% 4.632%
6 2.500 440 454 459 rBV 965928 1805409 68.73% 5.504%
7 2.761 519 535 564 rBV 1000644 1977557 75.28% 6.029%
8 3.044 606 623 647 rBvV2 85817 174684 6.65% 0.533%
9 3.542 761 778 799 rBV4 28027 93399 3.56% 0.285%
106 3.667 801 817 832 rVW 214789 555174 21.13% 1.693%
11 3.764 832 847 866 rVW 327006 821781 31.28% 2.505%
12 3.889 869 886 924 rVB 68687 226452 8.62% 0.690%
13 4.349 1014 1029 1041 rBV2 115592 303663 11.56% 0.926%
14 4.590 1080 1104 1115 rBVS5 10488 39598 1.51% 0.121%
15 4.674 1115 1130 1143 rBV3 113463 278578 10.61% 0.849%
16 4.764 1143 1158 1186 rVB2 346190 924325 35.19% 2.818%
17 4.912 1186 1204 1212 rBV 55524 147955 5.63% 0.451%
18 5.047 1231 1246 1260 rBv2 281153 692644 26.37% @ 2.112%
19 5.182 1275 1288 1289 rBV4 110626 171855 6.54% 0.524%
20 5.233 1291 1304 1321 rVV 1028875 2626806 100.00%  8.009%
21 5.320 1322 1331 1347 rVB4 81793 186389 7.10% 0.568%
22 5.490 1370 1384 1395 rBv4 26930 55395 2.11% 0.169%
23 5.616 1412 1423 1432 rBV 198459 421329 16.04% 1.285%
24 5.773 1462 1472 1483 rVB2 23388 43539 1.66% ©0.133%
25 5.841 1483 1493 1506 rVB2 27238 52977 2.02% 0.162%
26 5.937 1506 1523 1549 rVB5 76396 194473  7.40%  0.593%
27 6.069 1549 1564 1571 rBV 156775 323944 12.33% 0.988%
28 6.201 1595 1605 1612 rBV3 34089 63425 2.41% 0.193%
29 6.256 1612 1622 1632 rVV2 98975 195900 7.46% 0.597%
30 6.307 1633 1638 1647 rVWW2 25176 43361 1.65% 0.132%
31 6.362 1647 1655 1670 rvB3 33271 63036 2.40% 0.192%
32 6.461 1671 1686 1701 rVB5 37186 83467 3.18% 0.254%
33 6.651 1729 1745 1764 rVB 419971 872019 33.20% 2.659%
34 6.777 1764 1784 1802 rBV2 274728 743241 28.29%  2.266%
35 6.986 1831 1849 1859 rBV2 78960 174079 6.63% 0.531%
36 7.172 1896 1907 1921 rVB5 26971 62575 2.38% 0.191%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample ¢ N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 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_ V\Method\SFAMVTRO21722WMA.M
Title : TRACE VOA SFAM1.0
37 7.262 1921 1935 1942 rBV3 68239 130574 4.97%  0.398%
38 7.314 1942 1951 1968 rVB 353706 613141 23.34% 1.869%
39 7.625 2042 2048 2053 rBV 23342 34265 1.30% 0.104%
40 7.786 2079 2098 2106 rBV3 35489 82084 3.12% 0.250%
41  7.841 2106 2115 2140 rVB 73807 149735 5.70% 0.457%
42 8.088 2182 2192 2204 rBV 270946 473565 18.03% 1.444%
43 8.223 2224 2234 2246 rVB8 23176 55710 2.12% 0.170%
44  8.391 2283 2286 2309 rVB9 13494 32117 1.22% 0.098%
45  8.510 2309 2323 2337 rBV6 21354 42947 1.63% 0.131%
46  8.593 2337 2349 2371 rBV5 13665 39403 1.50% 0.120%
47  8.850 2419 2429 2442 rBV = 289019 469918 17.89% 1.433%
48 9.014 2473 2480 2492 rVB 15570 26294 1.00% ©0.080%
49 9.931 2754 2765 2784 rBV 97783 160404 6.11% 0.489%
50 10.214 2840 2853 2869 rBV 93194 149432 5.69% 0.456%
51 10.352 2883 2896 2915 rBV 685768 1049748 39.96% 3.201%
52 10.448 2915 2926 2929 rBV 275695 406584 15.48% 1.240%
53 10.538 2945 2954 2973 rVB 109371 168165 6.40% ©0.513%
54 10.735 3004 3015 3045 rVB 221965 354226 13.49% 1.080%
55 10.911 3058 3070 3088 rBV 1270134 1881883 71.64% 5.738%
56 11.053 3105 3114 3119 rBV2 52347 80005 3.05% 0.244%
57 11.e85 3119 3124 3137 rVB 61749 98337 3.74% 0.300%
58 11.191 3147 3157 3165 rBV2 34917 54115 2.06% 0.165%
59 11.246 3165 3174 3192 rVV 313161 486989 18.54% 1.485%
60 11.336 3192 3202 3214 rVV 63424 96309 3.67% 0.294%
61 11.545 3250 3267 3282 rBV3 268215 543161 20.68% 1.656%
62 11.625 3282 3292 3318 rVB5 512824 961015 36.58% 2.930%
63 11.744 3318 3329 3340 rVB 52709 79881 3.04% 0.244%
64 11.818 3340 3352 3364 rBV 107846 170708 6.50% 0.520%
65 11.908 3368 3380 3385 rBV 233301 347705 13.24% 1.060%
66 11.937 3386 3389 3401 rVB 165132 207526 7.90% 0.633%
67 12.014 3401 3413 3419 rBV 314800 485246 18.47% 1.479%
68 12.114 3433 3444 3465 rBV 251239 447259 17.03% 1.364%
69 12.313 3494 3506 3518 rVB2 64282 110530 4.21% 0.337%
70 12.410 3518 3536 3545 rBV 437732 657784 25.04%  2.005%
71 12.461 3545 3552 3568 rVB 440849 657547 25.03% 2.005%
72 12.548 3568 3579 3587 rBV2 39802 61938 2.36% 0.189%
73 12.680 3604 3620 3624 rBV5 26852 54395 2.07% 0.166%
74 12.722 3624 3633 3650 rVB 283468 437832 16.67% 1.335%
75 12.879 3663 3682 3696 rBV2 616404 995834 37.91% 3.036%
76 12.947 3697 3703 3712 rVB3 23761 38558 1.47% 0.118%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 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_ V\Method\SFAMVTRO21722WMA.M
Title : TRACE VOA SFAM1.0

77 12.998 3712 3719 3727 rBV 24712 37271 1.42% 0.114%
78 13.046 3727 3734 3754 rVB4 21363 42641 1.62% 0.130%
79 13.165 3758 3771 3777 rBV 29166 47009 1.79% 0.143%
80 13.214 3777 3786 3794 rVB 58445 88260 3.36% 0.269%
81 13.268 3794 3803 3811 rBV2 136660 212739 8.10% 0.649%
82 13.333 3818 3823 3827 rBV 26031 30073 1.14% 0.092%
83 13.365 3827 3833 3841 rVB 83183 104797 3.99% 0.320%
84 13.709 3924 3940 3950 rBV4 41519 77496 2.95% 0.236%
85 13.767 3950 3958 3968 rVB3 48462 72729 2.77% 0.222%
86 13.908 3992 4002 4016 rBV2 46271 72820 2.77% 0.222%
87 14.088 4048 4058 4070 rBV3 48111 87193 3.32% 0.266%
88 14.230 4093 4102 4113 rBvV2 29414 50377 1.92% 0.154%
89 14.291 4113 4121 4133 rVB4 42726 75470 2.87% 0.230%
90 14.432 4155 4165 4178 rBV7 17194 37078 1.41% 0.113%
91 14.632 4214 4227 4237 rBv4 21692 42799 1.63% 0.130%
92 14.815 4273 4284 4296 rBV2 47922 74527 2.84% 0.227%

Sum of corrected areas: 32799402
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV024819.D\data.ms

1.635
1400000

1200000

5.233
1000000 2.500 2761

800000 2130

600000

400000 3.764

200000 806 3.06
1307 1 g 4349 467
L] WAL Al el T
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 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

Abundance TIC: VV024819.D\data.ms

o

1400000
10.911

1200000
1000000
800000

10.352
600000

4000001 7.314

200000 ' 1119
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Abundance TIC: VV024819.D\data.ms
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400000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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.
1.635 21.86 ug/L 1842340  1,4-Difluorobenzene 5.616

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 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 45
5 Pentane 72 C5H12 000109-66-0 43
Abundance Scan 185 (1.635 min): VV024819.D\data.ms (-175) (-) m/z 43.00 100.00%
43.0
57.0
5000
‘ 72.1 1.40 1.60 1.80 2.00
e Bl L myz 42.00  86.89%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 \\\\‘\\\\‘\\\\j’\T\\\‘\\\
29.0 1.40 1.60 1.80 2.00
m/z 41.00 83.55%
72.
15.0 “ Ll | “ 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance
43.0
57.0 1.40 1.60 1.80 2.00
5000 27.0 m/z 57.00  76.24%
15.0
2.0 2.0
I o B B e B
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol AT
42.0 1.40 1.60 1.80 2.00
31.0 m/z 56.00 26.55%
5000
57.0 72.0
150 ‘1‘“mh_m“lm_ SN | W
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 21
R.T. EstConc Area Relative to ISTD R.T.
1.806 2.84 ug/L 239710 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 91
3 Pentane 72 C5H12 000109-66-0 90

4 Pentane 72 C5H12 000109-66-0 90

5 Pentane 72 C5H12 000109-66-0 90
Abundance Scan 238 (1.806 min): VV024819.D\data.ms (-228) (-) m/z 43.00 100.00%
43.0
5000
57.0
| 72‘-1 1.40 1.60 1.80 2.00 2.20
e o et 848 m/z 41,95 58.14%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 ‘\\\\‘\\\\/‘k\\\\‘\\\\‘\\
1.40 1.60 1.80 2.00 2.20
m/z 41.00 49.43%
27.0 570 .o /
\\\‘\\\\‘\]-\5.\()\‘\\\‘}‘ \\\\‘i\}\\‘\\u\’\\\\‘!\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.00 17.75%
27.0 57.0 72.0
15.0
R AT TR
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane Raama o e R R
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 15.54%
5000
27.0
57.0
72.0
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00 2.20

SFAMVTRO21722WMA.M Sat Feb 26 ©3:27:39 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.500 21.43 ug/L 1805410 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
Abundance Scan 454 (2.500 min): VV024819.D\data.ms (-440) (-) m/z 43.00 100.00%
43.0
5000
71.0
‘ 55.0 86.1 2.20 2.40 2.60 2.80
S 1 DU A VS B m/z 42.00  85.76%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000 LN L B LA A AL
71.0 2.20 2.40 2.60 2.80
27.0 m/z 40.95 37.63%
55.0 86.0
15'0 \‘ Il Il L ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90

—

Abundance
43.0

2.20 2.40 2.60 2.80

5000 ITI/Z 71.05 29.08%
27.0
71.0
o B0 55.0 86.0
I R R RN BRERRE
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl-
43.0 2.20 2.40 2.60 2.80
m/z 39.00 15.76%
5000
270 71.0
’ 86.0
S L e o e o R e R
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve22422\
: VWVe24819.D

: 24 Feb 2022 13:34

: SY/MD

: N1623-21DL 10X

: 25.0mL/MSVOA_V/WATER
: 8 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR021722WMA.M

: TRACE VOA SFAM1.0

: 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: Straight-Chai...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.761  23.47 ug/L 1977560  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
Abundance Scan 535 (2.761 min): VV024819.D\data.ms (-519) (-) m/z 57.10 100.00%
57.1
41.0
5000
| ‘ 711 gea 2.40 2.60 2.80 3.00
e e el e m/z 56.00 84.97%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 a0
iR a R R R
29.0 2.40 2.60 2.80 3.00
m/z 40.95 54.02%
‘ ‘ Il ‘ | 71.0 86.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
57.0
e e
29.0 410 2.40 2.60 2.80 3.00
5000 m/z 42.95 21.85%
15.0 71.0  86.0
T e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0 2.40 2.60 2.80 3.00
m/z 39.00 13.39%
29.0 41.0
5000
. 71.0
20 %0 M M 0 8o
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 27
R.T. EstConc Area Relative to ISTD R.T.
3.044 2.07 ug/L 174684  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 86
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 72
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 56
5 n-Hexane 86 C6H14 000110-54-3 53

Abundance Scan 623 (3.044 min): VV024819.D\data.ms (-606) (-) m/z 57.10 100.00%

57.1
41.0
5000
86.0 e
71.1 2.80 3.00 3.20 3.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\‘\‘\}‘\\\\“\\\\‘\\\\‘\\\ m/Z 41.00 64.5900
ml/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0 L
5000 UL R R I R
2.80 3.00 3.20 3.40
86.0 m/z 43.00 59.13%
71‘..0
Ly
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
41.0 57.0
20.0 2.80 3.00 3.20 3.40
5000 m/z 56.00 50.56%
86.0
15.0 71.0
T e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane AR R A REARR
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.00  31.83%
29.0
5000
86.0
I Y.
. Iy L |
e e e e e A REEmaTREEE SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
3.542 1.11 ug/L 93399 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 74
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 74
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 64
Abundance Scan 778 (3.542 min): VV024819.D\data.ms (-761) (-) m/z 57.10 100.00%
57.1
‘ 3.20 3.40 3.60 3.80
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘}\\\‘\‘\‘\}‘\\\\“\\\\‘\\}\‘\\\\‘\\\\ m/z 42.95 51.2600
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4487: Pentane, 2,2-dimethyl-
57.0
43.0
3.20 3.40 3.60 3.80
290 m/z 85.00 48.55%
\\\‘\\\\‘\\\\‘\\\‘\“\\\\“\\\\‘\\‘\}‘\\\\‘\.\\\‘\\}\‘\\\\‘\.\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
57.0 R R e
3.20 3.40 3.60 3.80
5000 m/z 56.00 42 .58%
20.0 85.0
15.0 71.0 100.0
e e T T e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4477: Pentane, 2,2-dimethyl-
57.0 3.20 3.40 3.60 3.80
43.0 m/z 40.95 37.24%
5000
290 85.0
1.0 150 “ ., 710 | 1000
T e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
3.667 6.59 ug/L 555174  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 64
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59
Abundance Scan 817 (3.667 min): VV024819.D\data.ms (-801) (-) m/z 42.95 100.00%
43.0 57.0
5000
85.0
3.40 3.60 3.80 4.00
69.0
S | T e PR m/z 57.05 97.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000 L L L L L LA LR
85.0 3.40 3.60 3.80 4.00
29.0 m/z 56.00 55.21%
15.0 ‘ ‘ N i 69\0 , 1000
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
57.0 3.40 3.60 3.80 4.00
5000 m/z 41.00 50.64%
27.0 85.0
15.0 69.0 100.0
T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0 3.40 3.60 3.80 4.00
57.0 m/z 85.05  29.90%
5000
29.0 85.0
15.0 ‘ ‘ ‘ ‘ Il 1 69\.0 100'0 /\
e e e e e e Cop o f T T
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV@24819.D

Acqg On : 24 Feb 2022 13:34

Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER
ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

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

Peak Number 8 (DEL) Alkane: Cyclic3.764 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
3.764 9.75 ug/L 821781 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 83
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 64
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 58
Abundance Scan 847 (3.764 min): VV024819.D\data.ms (-832) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0
H ‘ 84.1 3.40 3.60 3.80 4.00
“‘_“w“u“u“u“_“wuw““N\‘H“w“_‘ m/z 41.00 45.14%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0
5000 41.0
69.0 3.40 3.60 3.80 4.00
84.0 m/z 69.00 45.14%

15.0 I I
TTT ‘ TTTT ‘ TTTT ‘ TT \ \ ‘ L ‘ TTTT ‘ \ \ \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0

3.40 3.60 3.80 4.00

5000 41.0 m/z 55.60  25.15%
84.0
18.027-0 68.0
SNBSS S| UM | NSNS St TR A
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- A RAEEE
56.0 3.40 3.60 3.80 4.00
m/z 42.00 19.03%
41.0
5000
27.0
5.0 ‘ ‘ 69.0
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
4.764 10.97 ug/L 924325  1,4-Difluorobenzene 5.616

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 87
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50
Abundance Scan 1158 (4.764 min): VV024819.D\data.ms (-1143) (-) m/z 56.00 100.00%
56.0
43.0
5000 711
4.40 4.60 480 5.00
85.0  100.1 SRS
\\\‘\\\\‘\\\\‘\\\\i\}\\“\‘\‘}‘\\\\‘1\‘\\\’\\‘\\’\\\\i\\\\‘ m/z 43.09 71.9300
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
T j]h
5000 LI L L I L N B
20.0 71.0 4.40 4.60 4.80 5.00
m/z 57.00 64.54%
L es0 g
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\’\\\\’\\\\’\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
430 560
A E e R
4.40 4.60 4.80 5.00
5000 m/z 41.00 55.02%
20.0 71.0
15.0 85.0 100.0
A o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484 Pentane, 2,3-dimethyl- e
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.10 41.24%
5000
85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 30
R.T. EstConc Area Relative to ISTD R.T.
4.912 1.76 ug/L 147955 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
Abundance Scan 1204 (4.912 min): VV024819.D\data.ms (-1186) (-) m/z 42.95 100.00%
43.
71.1
- J]\A
aARREEESE S
‘ ‘ ‘ ‘ 100.1 4.60 4.80 5.00 5.20
\\\‘\\\\"\\‘\‘\‘\\}\“i‘\\\“\\\\‘\\\\‘\\\\‘\ m/Z 71.10 79.5300
miz--> 20 40 60 80 100 120 140 160
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0
4.60 4.80 5.00 5.20
m/z 70.10 74.18%
0 w00
\\‘\‘\‘\\\’}\\‘\‘\\\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
R B RsEsmEEE SR
71.0 4.60 4.80 5.00 5.20
5000 m/z 57.05 63.62%
26.0 100.0
T e T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0 4.60 4.80 5.00 5.20
m/z 40.95 59.79%
5000
26.0 “\ ‘ . 990 1290 155.0
L e
m/z--> 20 40 60 80 100 120 140 160 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 2,3-Dimethyl-aziridine Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
5.182 2.04 ug/L 171855 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-aziridine 71 C4HON 002549-68-0 72
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72
3 Octane, 3-methyl-6-methylene- 140 C1eH20 074630-07-2 53
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 52
5 Tridecane, 3-methylene- 196 C14H28 019780-34-8 45

Abundance Scan 1288 (5.182 min): VV024819.D\data.ms (-1275) (-) m/z 70.00 100.00%

70.0
4
5000 3.0 Jﬂk

| “ | 980 4.80 5.00 5.20 5.40 5.60
el e m/z 56.00 57.95%

m/z--> 20 40 60 80 100 120 140
Abundance #702: 2,3-Dimethyl-aziridine
28.0 56.0
5000 [Tfr T[T T oI

4.80 5.00 5.20 5.40 5.60
71.0 m/z 43.00 51.56%

m/z--> 20 40 66 Sb 160 1%0 1&0
Abundance
70.0
55.0

4.80 5.00 5.20 5.40 5.60

5000 a0k m/z 55.00  47.67%
98.0
15.0
e L B i
miz--> 20 40 60 80 100 120 140
Abundance #20725: Octane, 3-methyl-6-methylene- P e
70.0 4.80 5.00 5.20 5.40 5.60
550 m/z 41.00 44.86%
5000
29.0
w ‘ \ 95.0 111.0 140.0

m/z--> 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.233  31.17 ug/L 2626810 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
4 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
Abundance Scan 1304 (5.233 min): VV024819.D\data.ms (-1291) (-) m/z 57.05 100.00%
57.0
5000
41.0
‘ 83.0 99.0 5.00 5.20 5.40 5.60
el e o AL sz 56,00 32.64%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
5000 LU L B I BRI R
5.00 5.20 5.40 5.60
41.0 o
m/z 41.00 21.75%
27.0
.71.085.099.0114'0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
5.00 5.20 5.40 5.60
5000 m/z 43.00 14.18%
41.0
27
o 270 83.0 290 1140
T R T T e e T e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl- A RAEEAREERES A
57.0 5.00 5.20 5.40 5.60
m/z 99.05 6.64%
5000
41.0
27.‘0 ‘ 99‘.0
1 L il .
e e e e e e e e O RRRRC RN s
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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: Cyclic5.320 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
5.320 2.21 ug/L 186389 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 87
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 86
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 80
4 (Z)-2-Heptene 98 C7H14 006443-92-1 58
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50
Abundance Scan 1331 (5.320 min): VV024819.D\data.ms (-1322) (-) m/z 56.00 100.00%
56.0
70.0
5000 41.0
83.0 98.1
R ARAREEEEEE
‘ | ‘ ‘ 5.00 5.20 5.40 5.60
\H‘HH‘HH‘HH‘\HH\‘H\“‘\H\‘H‘\M\“\H‘\“‘HH‘HH‘HH m/Z 55.00 81.9900
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
Wi\
5000 L L R L B R B
21.0 5.00 5.20 5.40 5.60
98.0 m/z 70.00 68.51%
‘ ‘ 83.0
\\\‘\\\\‘\\\\‘\\}1‘\\\}}\‘\\\“\”‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
21.0 At A REaN R
70.0 5.00 5.20 5.40 5.60
5000 m/z 41.00 51.73%
27.0 98.0
83.0
1.0 14.0
T T T e e T e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-
56.0 5.00 5.20 5.40 5.60
70.0 m/z 69.00 36.72%
41.0
5000
98.0
27.0 ‘ 83.0
H‘_‘H‘HH‘waluhﬂh‘pWLM‘MpmHWL‘W‘H‘_H‘ A REERaEsa RIS
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
5.490 0.66 ug/L 55395 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 81
2 3-Hexene, 2-methyl-, (Z)- 98 C7H14 015840-60-5 76
3 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 70
4 3-Methyl-3-hexene 98 C7H14 003404-65-7 70
5 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 64
Abundance Scan 1384 (5.490 min): VV024819.D\data.ms (-1370) (-) m/z 68.95 100.00%
41.0 69.0
55.0
5000
98.1
R EREERARS SR E L
‘ | ‘ 87'1 | 5.20 5.40 5.60 5.80
\\\‘\\\\‘\\\\‘\\\}“\\\\i‘}“\\\‘\\‘\M“\\\‘\"‘\}\\’\\w\"\\\\ m/z 41.09 85.1900
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3729: 2-Pentene, 3-ethyl-
410 550 69.0
5000
27.0 98.0 5.20 5.40 5.60 5.80
m/z 55.00 74.82%
15.0 ‘ 83.0
\\\‘\\\\‘\\11‘\\\}}U\\\i‘{‘}\‘\‘\\‘\M‘\\\\’\\\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
410 550 69.0
R RAREERELEEE RS L
5.20 5.40 5.60 5.80
5000 m/Z 42.95 54.58%
27.0 98.0
83.0
15.0
A A o A A mma s A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3789: 3-Hexene, 3-methyl-, (Z)- R AREEREEREEEEEEE
410 69.0 5.20 5.40 5.60 5.80
550 m/z 98.18  35.33%
5000
98.0
27.0
‘ 83.0
H“:‘L?:(‘)‘HH“m;}1“Hi““!“H‘HHH,HH,HH,HH R RRRRSRLEESLEAE RS
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_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
5.773 0.52 ug/L 43539  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 93
2 3-Methyl-3-hexene 98 C7H14 003404-65-7 91
3 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 90
4 2-Hexene, 2-methyl- 98 C7H14 002738-19-4 87
5 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 87
Abundance Scan 1472 (5.773 min): VV024819.D\data.ms (-1462) (-)| m/z 69.00 100.00%
69.0
55.0
41.0
5000 98.0 M
A REAES RS AR
‘ ‘ | ‘ 83‘-0 5.40 5.60 5.80 6.00
‘w"H"H‘,H‘:Mu‘muUm“wm,‘uu‘u“_‘em“u m/z 55.00  77.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3739: 2-Pentene, 3-ethyl-
41.0 55.0 69.0
5000 98.0 B B R R R
27.0 5.40 5.60 5.80 6.00
83.0 m/z 41.00 65.34%
o || N
\\‘\H\\‘\\}\‘\\\}}1‘\\\i‘}1\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41.0 55.0 69.0
e S o
5.40 5.60 5.80 6.00
5000 ITI/Z 98.05 48.17%
27.0 98.0
15.0 83.0
R R A RmEEaEEE ST
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3798: Cyclopropane, 1,1-diethyl- w‘/¥¥W““‘H““H,‘
41.0 69.0 5.40 5.60 5.80 6.00
55.0 m/z 56.00 21.51%
5000
27.0 98.0
‘ ‘ 83.0
m/z--> 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_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
5.841 0.63 ug/L 52977 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 94
2 3-Methyl-3-hexene 98 C7H14 003404-65-7 91
3 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 91
4 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 86
5 (Z)-4-Methyl-2-hexene 98 C7H14 003683-19-0 80
Abundance Scan 1493 (5.841 min): VV024819.D\data.ms (-1483) (-) m/z 69.00 100.00%
69.0
41.0
5000 55.0 98.0
“H‘H‘w“u‘u‘w“
‘ ‘ ‘ 83.0 5.60 5.80 6.00 6.20
\\\‘\\\\‘\\\\‘\\\\‘“\\\“‘\M\\‘\\‘\H‘\\\\"\‘\\\’\\\\"\\\\ mz 41 ee 66 150
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3786: 2-Hexene, 3-methyl-, (2)-
41.0 69.0
5000 550 UL B B I IR BN B
270 98.0 5.60 5.80 6.00 6.20
m/z 97.95 38.10%
o e
\ Al , i |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41.0
69.0 L\/\,\
A e e
5.60 5.80 6.00 6.20
5000 55.0 m/z 54.95 37.37%
98.0
27.0
15.0 83.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3728: 1-Pentene, 3-ethyl- R Raaantes s EE
41.0 5.60 5.80 6.00 6.20
69.0 m/z 70.05 28.31%
5000 27.0
' 55.0
98.0
83.0
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_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 Cyclopentene, 4,4-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.937 2.31 ug/L 194473  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 60
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 60
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 55
4 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 49
5 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 49
Abundance Scan 1523 (5.937 min): VV024819.D\data.ms (-1506) (-) m/z 81.00 100.00%
81.0
55.0
5000
390 96.0
‘ ‘ 5.60 5.80 6.00 6.20
\H‘\\H‘H\\‘\H‘\iHH\i‘}}1\‘\\“\mi\\\‘\iMH‘H‘H‘\\\\‘\\\\‘\%\3‘(\)\\8\‘\ m/Z 55.00 52.9600
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0
5000 U R I R R R I IR |
5.60 5.80 6.00 6.20
39.0 96.0 m/z 83.10  44.45%
G
H\‘]T\SHO‘H\M‘HH‘HHN\H\‘H‘\M‘\H‘\‘l\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
81.0
AREERGEEE S
5.60 5.80 6.00 6.20
5000 m/z 41.00 31.24%
39.0 96.0
15.0 55.0
T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3285: Cyclobutane, (1-methylethylidene)- o RRREaEE S R
81.0 5.60 5.80 6.00 6.20
m/z 79.00  29.65%
5000
39.0 96.0
HWH‘WHH_H«LHﬁHHMML_JLMHMH‘_HWHHM‘HMHW‘ e e e et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 48
R.T. EstConc Area Relative to ISTD R.T.
6.201 0.75 ug/L 63425 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 81
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 76
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 74
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 50
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 47
Abundance Scan 1605 (6.201 min): VV024819.D\data.ms (-1595) (-) m/z 57.00 100.00%
1.0
43.0
5000
71.0 99.0
‘ ‘ H “ 114.1 5.80 6.00 6.20 6.40 6.60
H\‘\\H’HH‘\H\‘\\H’HH“\‘H}‘\\H"i\\‘\“\\H‘\\Hi\\\\i\}\\’\\ m/z 43.09 81.3100
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8652: Hexane, 2,5-dimethyl-
43.0 57.0
5000 ‘\\\\‘\M/\\\’\\\‘\\\\‘\\
5.80 6.00 6.20 6.40 6.60
27.0 ‘ 71.0 99.0 m/z 41.80 37.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
43.0 s ML AVAS WA
5.80 6.00 6.20 6.40 6.60
m/z 71.05 27.36%
5000 99.0 /
71.0
15.0 85.0 114.0
T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl- R R ARRRRET
43.0 570 5.80 6.00 6.20 6.40 6.60
’ m/z 42.00 26.60%
5000
27.0 71.0 99.0
e o
‘H_‘HM‘H_H‘_H‘WH‘_HW‘HW‘HW‘HWH‘WH‘WHH,H PR e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.256 2.32 ug/L 195900 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 95
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 94
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
5 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 64

Abundance Scan 1622 (6.256 min): VV024819.D\data.ms (-1612) (-) m/z 43.00 100.00%

430 57.0 85.0
5000
71.0 Y| W— A
I ‘ 1140 6.00 6.20 6.40 6.60
\\\‘\\\\’\\\\‘\\\\“\\\\‘\\\‘\‘\\\\"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ mz 57 ee 99 190
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8637: Hexane, 2,4-dimethyl-
43.0 57.0
85.0
5000
6.00 6.20 6.40 6.60
290 710 m/z 85.85  85.28%
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0 57.0
R KA
85.0 6.00 6.20 6.40 6.60
5000 ITI z 41.00 55.96%
29.0 71.0
15.0 99.0 114.0
T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8644: Hexane, 2,4-dimethyl- B aRER sy
43.0 6.00 6.20 6.40 6.60
57.0 m/z 56.60  46.51%
5000
85.0
29.0
71.0
H‘_“W‘H“H‘W“H‘H“_“W‘H‘,H‘W“H‘H“_‘H“‘ AR RRREEEE E Rt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 61
R.T. EstConc Area Relative to ISTD R.T.
6.307 0.51 ug/L 43361 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 56
2 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 40
3 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
4 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 9
5 Azetidine 57 C3H7N 000503-29-7 7

Abundance Scan 1638 (6.307 min): VV024819.D\data.ms (-1633) (-) m/z 57.00 100.00%
57.0

5000
99.0 6.00 6.20 6.40 6.60
el R ey M/Z 56.00  53.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8659: Pentane, 2,2,3-trimethyl-
57.0
5000 /\J\\\Tmu‘uu‘uu,uu‘

6.00 6.20 6.40 6.60
m/z 41.00 19.09%

.
\ . |
\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

6.00 6.20 6.40 6.60

5000 m z 55.00 9.32%
29.0 85.0
113.0 141.0 168.0 211.0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #212: Methane, isocyanato- R AR S ARAERS
57.0 6.00 6.20 6.40 6.60

m/z 39.00 5.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 21 (DEL) Alkane: Cyclic6.362 Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
6.362 0.75 ug/L 63036 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 90
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 86
3 1-Hexene, 3,3,5-trimethyl- 126 CO9H18 013427-43-5 43
4 3-Methyl-2-hexene 98 C7H14 017618-77-8 38
5 3-Methyl-3-hexene 98 C7H14 003404-65-7 38
Abundance Scan 1655 (6.362 min): VV024819.D\data.ms (-1647) (-) m/z 69.05 100.00%
69.0
41.0 55.0
5000
R BmRRS Ry a
‘ ‘ 83.0 98‘-1 6.00 6.20 6.40 6.60
H\‘HH’HH‘\\Hi\\\\‘\‘l\\‘\\‘\\HH‘\‘H\‘\\H’HH‘HH‘HH‘\H m/z 68.05 83.5700
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3747: Cyclopentane, ethyl-
69.0
Al
5000 55.0 /\\‘HHTHH‘\/\\MH‘\
6.00 6.20 6.40 6.60
270 m/z 41.00 58.58%
[ L e
| il 1| L
H\‘HH’HH‘HH‘HH‘H\\‘\\H’HH‘H\\‘\\H’HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
41.0 69.0
R AR S
e
m/z . . 0
5000 27.0
98.0
83.0
13.0
T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13231: 1-Hexene, 3,3,5-trimethyl-
69.0 6.00 6.20 6.40 6.60
41.0 m/z 55.00 54.66%
5000 55.0
27.0 83.0
| \‘ ! ‘ [ 97.0111.0126.0
R RaaaE LA o A o e B A RAY N EmARSEaRey S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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: Cyclic6.461 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
6.461 0.99 ug/L 83467 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 80
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78
Abundance Scan 1686 (6.461 min): VV024819.D\data.ms (-1671) (-) m/z 70.10 100.00%
70.1
55.0
5000
41.
| ‘ 84.0 97.1 1122 6.20 6.40 6.60 6.80
\\\‘H\\’\\\\‘\\H‘\‘H\‘H“\‘\\\\‘\\H‘\H\‘\\‘H\‘\’\\\\‘\‘\H‘\ m/z 55.06 63.9900
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000 LB B I B L L LA I IR
6.20 6.40 6.60 6.80
m/z 41.00 22.78%
wo " wgm we
L ul
\\\‘H\\’\\\\‘\\H‘\H\‘H\\‘\\\\\\H‘\H\‘H\\’\\\\‘\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70.0
 BREREEE Ry
55.0 6.20 6.40 6.60 6.80
5000 m/z 69.00 22.37%
41.0
27.0 83.0 97.0 112.0
A E e e B AARAREIREES S Sy
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 R EREEEE S
70.0 6.20 6.40 6.60 6.80
55.0 m/z 42.00 17.52%
5000
41.0
27.0
Lo 0 570 120
e | I
T R A A R RBRRREEEEE ST
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.651 10.35 ug/L 872019 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 80
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
Abundance Scan 1745 (6.651 min): VV024819.D\data.ms (-1729) (-) m/z 43.00 100.00%
43.0 71.1
5000
57.0 ﬂk“,‘
‘ ‘ 950 6.40 6.60 6.80 7.00
Ol il o 920 1140 71 10 93.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
6.40 6.60 6.80 7.00
270 57.0 m/z 70.05 67.67%
84‘097.0%14.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
71.0 6.40 6.60 6.80 7.00
5000 m/z 41.00 28.07%
57.0
29.0
15.0 850 990 114.0
e S e B A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4466: Pentane, 3-ethyl- R LAREE
43.0 6.40 6.60 6.80 7.00
m/z 55.00 25.33%
5000 710
29.0
0 || | 570 | 850 1000
T e e e e e e e VTS T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.777 8.82 ug/L 743241  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 59

Abundance Scan 1784 (6.777 min): VV024819.D\data.ms (-1764) (-) m/z 43.00 100.00%

43.0
71.0
57.1
5000 85.1

‘ ‘ 991 6.40 6.60 6.80 7.00 7.20
rrrprrrrprrrrprrer b e e m/z 71.85 73.64%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0

57.0 6.40 6.60 6.80 7.00 7.20
85.0 m/z 70.85 61.53%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
i

S ERRREREE AR e
6.40 6.60 6.80 7.00 7.20

5000 m/z 57.10 51.73%
57.0 71.0
27.0 85.0
99.0
miz-> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0 6.40 6.60 6.80 7.00 7.20

m/z 85.10 46.18%

71.0
5000 57.0 85.0
29.0
99.0
150 | \“ \ ‘ | \

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 Cyclohexene, 1-methyl- Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
7.172 0.74 ug/L 62575 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 55
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 43
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 43

Abundance Scan 1907 (7.172 min): VV024819.D\data.ms (-1896) (-) m/z 69.95 100.00%

70.0
55.0
5000
39.0 96.0

H‘ ‘\ 8.1 1110 6.80 7.00 7.20 7.40
e el T m/z 55.00 71.52%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0

5000 67.0 S At Y i VA
96.0 6.80 7.00 7.20 7.40
39.0

m/z 81.00 70.88%

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

81.0

6.80 7.00 7.20 7.40

m/z 67.00  42.22%
5000 390 g5 980 96.0
15.0
S N S| T S | S—
miz--> 10 20 30 40 50 60 70 80 90 100 110 M
Abundance #3230: Cyclohexene, 1-methyl- AN EEE SRR
81.0 6.80 7.00 7.20 7.40

m/z 96.00  29.15%

5000 67.0 96.0
39.0 54’
260 | | A

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_V\Data\VVv022422\

Data File : VV@24819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR021722WMA.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 (DEL) Alkane: Straight-Chai...

Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
7.262 1.39 ug/L 130574  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 50
2 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 49
3 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 47
4 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 47
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 47
Abundance Scan 1935 (7.262 min): VV024819.D\data.ms (-1921) (-) m/z 57.10 100.00%
57.1
5000
41.0 0.0
971 BT e
| ‘ 84.0 112.1 7.00 7.20 7.40 7.60
W‘H‘_Hﬂ_‘u_um‘u‘MH‘W‘HW‘H‘_‘HJMH‘HH‘H‘W m/z 56.10 48.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 T T[T T T T[T T [T T[T
7.00 7.20 7.40 7.60
41.0 710 m/z 41.00  35.22%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance
57.0
GO T T
7.00 7.20 7.40 7.60
5000 41.0 m/z 55.00 34.05%
97.0
710 g4 112.0
T
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance  #111484: Carbonic acid, isobutyl 2-ethylhexyl ester R aa R AR ARRRE T
57.0 7.00 7.20 7.40 7.60
m/z 70.05 27.39%
70.0
5000
41.0
83.0 112.0
270 | H o0 1w
W‘HW‘Hw‘uw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘Hw‘uw
m/z--> 20 30 40 50 60 70 80 90 100110120 130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV@24819.D

Acqg On : 24 Feb 2022 13:34

Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER
ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 28 (DEL) Alkane: Cyclic7.786 Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
7.786 0.87 ug/L 82084 Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87

Abundance Scan 2098 (7.786 min): VV024819[ndmalns(2079)() m/z 97.10 100.00%
97.

55.0

5000
s
69.0

84.0 7.40 7.60 7.80 8.00 8.20
\H‘HH‘\H\’\\H“\‘\H“\H\\‘H‘\‘\“\H‘\“MW\“H‘M‘HHW\‘\H‘\ m/Z 55.00 84.18%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0 T
112.0 7.40 7.60 7.80 8.00 8.20
27.0 ‘ 69.0 m/z 112.00  40.24%
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance

55.0 97.0 \ - /\/

7.40 7.60 7.80 8.00 8.20

5000 41.0 m/z 41.00  34.07%
112.0
27.0 69.0
83.0
13.0

TP T T e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- R AAREEES EaEE
55.0 97.0 7.40 7.60 7.80 8.00 8.20

m/z 56.00 27.57%

5000
41.0 112.0
69.0
270 ‘ ‘ 83.0 wk M
e L N

m/z-->

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

7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 29 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
7.841 1.59 ug/L 149735  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 90
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 86
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 78
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72

Abundance Scan 2115 (7.841 min): VV024819.D\data.ms (-2106) (-) m/z 95.05 100.00%

95.0
5000
67.0 110.1

39.0 530 7.60 7.80 8.00 8.20
125.9 o
\\‘H\\‘\H\‘\H\“‘\H\“\‘\‘\\‘\H\‘\\\U“\\H“\‘\1\‘\\\\“‘\\\\‘\\\\‘\\ mz 66 95 23 22
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
67.0 7.60 7.80 8.00 8.20
m/z 110.10 20.70%
90 44 110.0 /
\\‘J\-\S\\O‘\HM“\H\“‘\H\“\‘\‘\\‘\\‘\\‘\\f‘]‘.\\()\\“\‘\1\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
95.0 /\
N SR VAR ARV ¥
7.60 7.80 8.00 8.20
5000 ITI z 93.00 9.18%
67.0
110.0
41.0
27.0 810
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0 7.60 7.80 8.00 8.20
67.0 o
m/z 38.95 8.81%
41.0
5000
27.0
‘ 110.0
‘wH‘WH1“‘H:me;“‘HW“‘U_“?HM‘H‘M“1“””1””‘””‘” MM/ VAU
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 (DEL) Alkane: Cyclic8.223 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
8.223 0.59 ug/L 55710  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, butyl- 126 CSH18 002040-95-1 80
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 45
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 41
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 30
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 25
Abundance Scan 2234 (8.223 min): VV024819.D\data.ms (-2224) (-) m/z 55.00 100.00%
5!:
69.0 97.1
41.0 ’
5000 111.1
83.0 e
‘ ‘ ‘ ‘ ‘ 126.1 7.80 8.00 8.20 8.40 8.60
H‘“H‘_Hw‘uﬂwqu‘wum,uﬁ”MH_‘H_‘ku‘wﬂ‘wu m/z 97.10  67.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13197: Cyclopentane, butyl-
41.0 69.0
55.0
5000 ‘V\\\’\\\\‘\\\/\\‘/\\\/\\\’\\\
27.0 83.0 7.80 8.00 8.20 8.40 8.60
97.0 126.0 m/z 69.05  59.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance
55.0
R
41.0 97.0 7.80 8.00 8.20 8.40 8.60
m/z 68.00 57.58%
5000 83.0
27.0 69.0 112.0
13.0
R RARAN L e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\//j\
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis- ““W“H“H“H“ﬁu‘
55.0 7.80 8.00 8.20 8.40 8.60
970 m/z 41.00  53.14%
5000 41.0 83.0
69lo 112.0
27.0 ‘ ‘
HWHH‘HH_H‘JHWMJWHNM‘HJLW‘HWHH‘HHMH‘MH e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 Benzene, propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.352 10.78 ug/L 1049750 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 86
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 72
Abundance Scan 2896 (10.352 min): VV024819.D\data.ms (-2883) (- m/z 91.00 100.00%
91.0
120.1 — e
46,0 510 65‘7.0 780 | 1050 10.00 10.50
Oy v P e e e e e e m/z 120.10  21.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10702: Benzene, propyl-
91.0
5000 /\‘ ‘ LRIRS A
10.00 10.50
120.0 m/z 92.00 10.44%
65.0
39‘.0 520 | 78‘.0 | 105.0
H‘\\H‘HH‘HH“HH‘HH‘\‘\H‘H\‘\‘HH‘HH‘H‘H‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
91.0
— P
10.00 10.50
5000 m/z 65.00 9.81%
120.0
65.0
26.0 39.0 52.0 78.0 105.0
A L R EARBAREE Ea s s AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10699: Benzene, propyl- “ P \An
91.0 10.00 10.50
m/z 78.00 6.24%
5000
120.0
260 390 570 %29 780 | 1050 ‘ A I\
R REaas e A RAR R L e — A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV@24819.D

Acqg On : 24 Feb 2022 13:34

Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 32 Benzene, 1l-ethyl-3-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.448 4.17 ug/L 406584  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 2926 (10.448 min): VV024819.D\data.ms (-2915) (| m/z 105.00 100.00%
105.0
5000
120.1 m N
51.0 77.0 91.0 ‘J.OfSO‘ .
e 380 T 840 e Wl wz 120.05  31.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
120.0 10.50
m/z 77.00 11.96%
77.0 91.0
H‘\\H.‘\\\‘\‘\\3\?’.\0\\\“\\\\6’%\.‘(\)\‘\\\‘}“\\H“}\H‘\H1\‘\\\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
105.0
M p
10.50
5000 m/z 91.00 11.55%
120.0
6.0 39.0 63.0 77.0 91.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10723: Benzene, 1-ethyl-3-methyl- o ‘4N
105.0 10.50
m/z 106.00 8.78%
5000
120.0
39.0 77.0 91.0
ST R N A Lo A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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, 1l-ethyl-2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.735 3.64 ug/L 354226 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3015 (10.735 min): VV024819.D\data.ms (-3004) (- m/z 105.00 100.00%
105.0
5000
120.1
77.0 91.0
3?0 ‘ 63‘0 H ‘ Il 10.50 11.00 .
R Raama e e R A o m/z 120.1 29.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 10. 50 11.00
m/z . 12.69%
39.0 91.0
H‘\H\‘HH‘H\\“\\\\i‘\\\\6‘?\‘\()\‘\7\7\“()\\\\“HH‘H}\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
DSSREDN WN
10.50 11.00
5000 m/z 77.00 12.16%
120.0
91.0
15.0 39.0 63.0 770
R AR e Rt A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 m
Abundance #10727: Benzene, 1-ethyl-4-methyl- = fk‘ —
105.0 10.50 11.00
m/z 106.10 9.09%
5000
120.0
79.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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, (2-methylpropyl)- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.053 0.82 ug/L 80005 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 90
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
5 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
Abundance Scan 3114 (11.053 min): VV024819.D\data.ms (-3105) (| m/z 90.95 100.00%
91.0
5000
134.1
430 650 115.0 ‘ 11.00
H‘HH‘HH‘\H\“‘\‘H\“HH‘\‘\‘H‘H\w‘HH“\‘\H‘\\H‘H‘\‘\‘HH‘H‘H‘H m/z 92.09 56.3100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17038: Benzene, (2-methylpropyl)-
91.0
5000 ‘A” T \/
11.00
134.0 m/z 134.05  22.24%
43.0 65.0
20 1150
H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
91.0
LV
11.00
5000 ITI/Z 65.00 11.63%
134.0
43.0
65.0
27.0 115.0
T e o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A\ f
Abundance #17042: Benzene, (2-methylpropyl)- =~ ‘ﬁﬁ ‘
91.0 11.00
m/z 43.00 8.34%
5000
134.0
43.0 65.0
ST NN OO O N VPO 8 L YO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 35 Benzene, (1-methylpropyl)- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.085 1.01 ug/L 98337 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 90
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86
4 Hydratropaldehyde 134 C9H100 034713-70-7 83
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 83
Abundance Scan 3124 (11.085 min): VV024819.D\data.ms (-3119) (- m/z 105.00 100.00%
105.0
5000
5o 170 13‘4-1 11.00
Ol el e e m/z 134,05 12.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17047: Benzene, (1-methylpropyl)-
105.0
5000 ‘ \f&\AA‘ \
11.00
m/z 76.95 9.25%
77.0 134.0
200 SO I
1 1 | 4
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0 /k <A
R
11.00
5000 ITI/Z 106.00 8.55%
134.0
270 510 70
T T e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17045: Benzene, (1-methylpropyl)- A y#
105.0 11.00
m/z 79.00 8.39%
5000
270 270 134.0
. 51.0 .
H‘HHMHM_Hﬁhthu‘wu_‘M_HWLHWMM‘HHM‘HMHW“ J\“ P ‘ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 o-Cymene Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
11.191 0.56 ug/L 54115 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 97
3 o-Cymene 134 C10H14 000527-84-4 97
4 p-Cymene 134 C10H14 000099-87-6 97
5 p-Cymene 134 C1oH14 000099-87-6 97
Abundance Scan 3157 (11.191 min): VV024819.D\data.ms (-3147) (- | m/z 119.00 100.00%
119.0
5000
91.0 134.1 .
N T ‘ T T T T ‘ T
389 650 ‘ | 11.00 11.50
\\\\‘\\\\“‘\\‘\\“\‘\\\‘H‘\\“\‘\‘W\\‘i“‘\\\‘\‘\ m/z 134.05 28.2100
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0
5000 ‘ ‘/J‘\ M —
11.00 11.50
91.0 134.0 m/z 90.95  24.21%
NI R R
I [T " . I | .
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
11.00 11.50
5000 m/z 117.00 14.37%
134.0
91.0
15.0 41.0 65.0
T e e
miz--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene ﬁH 5 .
119.0 11.00 11.50
m/z 120.10  11.28%
5000
134.0
150 380 o MO
el e e gl L A
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 37 Benzene, 1,2,3-trimethyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.336 0.99 ug/L 96309 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3202 (11.336 min): VV024819.D\data.ms (-3192) (- m/z 105.00 100.00%
105.0
5000 120.0
39.0 630 0 9LO 11.00 11.50
\\’H\\’H\\’H\\"‘H\\"‘\‘\\‘\“\‘\‘H|H\‘H“\H|‘H\\U‘\‘l\‘\\‘\‘\“‘\\\\‘ m/z 119.95 49.8100
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 r- —
120.0 11.00 11.50
770 m/z 77.00 12.50%
39.0 VU 91.0
\\’]\_\5\‘\0’\\\“\’H\\"‘\\H"“\‘\\\6‘?\“\0\‘H\m‘\\H“\\H‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 /\ﬂL
=4 —
11.00 11.50
5000 120.0 m/z 119.00  10.07%
77.0
. 91.0
27.0 510 64.0
ARARa R e R ARARARARSEEEELE RN S
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /b\
Abundance #10715: Benzene, 1,2,3-trimethyl- A A ‘/\‘
105.0 11.00 11.50
m/z 91.00 9.93%
120.0
5000
39.0 77.0 91.0
RO MRS (A
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 38 Benzene, 1,2-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.545 5.58 ug/L 543161 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 93
Abundance Scan 3267 (11.545 min): VV024819.D\data.ms (-3250) (- m/z 105.00 100.00%
105.0
5000 134.1
>0 77\‘\0 ‘ [ =
\\‘\\\\‘\H\‘H\\“\\Hi‘\‘\\‘\’\‘\‘H‘\H\“\H\‘\H\‘\1\\‘\\”‘\\\\’\\‘\\‘\\\ m/z 119.16 93.0300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0 v 11&/\ ‘
91.0 :
m/z 134.05 42.21%
39.0 65.0 ‘ ‘
\\‘\\\\‘\H‘\‘H\\“‘\\HHH\\’\‘\‘H‘\HH‘\H\‘\H\‘\H1\‘\\‘\\l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 U\
A\ an
11.50
5000 134.0 m/z 91.00 25.87%
91.0
260 40 650
T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17030: Benzene, 1,3-diethyl-
105.0 1150
m/z 117.10 16.92%
134.0
5000
77.0
2?? 20 I \‘ | AA\ f&AMA
| |
‘WH‘WHH_‘HMHW‘HWHH‘HHM‘HMHW‘HWHH‘HHMH‘_H M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 39 Benzene, 1,4-diethyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.744 0.82 ug/L 79881 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 95
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
Abundance Scan 3329 (11.744 min): VV024819.D\data.ms (-3318) (- m/z 105.00 100.00%
105.0
5000 134.1
77.0
‘ | “ 11.50 12.00
H‘H\\‘HH‘HH"HHN\H‘\’\‘\‘\\‘\HH‘HH’HH‘\H\’HH“HH‘H‘H‘H m/z 119.05 84.3700
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 = M o
91.0 ; :
m/z 134.05 49.69%
39 65.0 ‘ ‘
H‘H\\‘H\‘\‘HH"‘HHH\H\’\‘\‘\\‘\HH‘H\\’\\H‘\‘H\’H‘Hl\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 /\/\
\/\\
11.50 12.00
5000 134.0 m/z 91.00 33.28%
91.0
26.0 41.0 65.0
T T T I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0 11 50 12 00
m/z 117.00  20.95%
5000 134.0
77.0
L TR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 40 Benzene, 1-methyl-2-propyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.818 1.75 ug/L 170708 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 93
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 93
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 90
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 87
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 87
Abundance Scan 3352 (11.818 min): VV024819.D\data.ms (-3340) (- m/z 105.00 100.00%
105.0
5000
134.0
77.0 11.50 12.00
390 620 || | | P
H‘HH‘HH‘HH‘\H\‘HH‘\H‘\‘HH‘HH‘HH‘\}H‘H‘\‘\“HH‘H‘H‘H m/z 134.06 22.440
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 ﬁJ\
5000 T M T /
11.50 12.00
134.0 m/z 77.00 10.63%
77.0
150 390 g0 "7 ‘
H‘HH‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0 K A
1150 1200
5000 m/z 91.00 9.90%
134.0
77.0
39.0 55.0
T T T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17057: Benzene, 1-methyl-2-propyl- A
105.0 1150 1200
m/z 106.00 9.47%
5000
134.0
27.0 77.0 ‘ /\ f\\/\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00

SFAMVTRO21722WMA.M Sat Feb 26 03:28:12 2022 Page: 43



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR021722WMA.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 41 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.908 3.57 ug/L 347705 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3380 (11.908 min): VV024819.D\data.ms (-3368) (- m/z 119.10 100.00%
119.1
I M
91.0 s —
39.0 65.0 |y 1851 12.00
\‘\\\\‘\\\\"‘\\‘\‘\“1‘\\\H‘\\\\‘H\\\‘\\\\‘\ m/Z 134.05 30.62%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0

bl

12.00
m/z 91.00 16.75%

91.0
T ‘ T \]-\5\0‘ T ‘\ \3\9‘"0\ T ‘\‘ T ‘6‘\5‘ \()\ \‘ ‘ T ‘\ T ‘ “ L w‘} T \1:\)"?.‘0\
m/z--> 0 20 40 60 80 100 120 140
Abundance
119.0

5000

1200
5000 m/z 104.95 13.22%
91.0

150 39 650 135.0

I I e B B I I

mlz--> 0 20 40 60 80 100 120 140

Abundance #16998: o-Cymene —

119.0 12.00

m/z 77.00 9.72%

5000
91.0 ]\
41.0 65 0
15.0 L | i Ly I Ll 135'0

m/z--> 0 20 40 60 80 100 120 140 1200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV@24819.D

Acqg On : 24 Feb 2022 13:34

Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER
ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 42 p-Cymene Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
11.937 2.13 ug/L 207526  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 3389 (11.937 min): VV024819.D\data.ms (-3386) (- m/z 119.10 100.00%
119.1
5000
91.0 1341 1200
39.0 65.0 ‘ ‘ :
e WL L m/z 134,05 19.99%
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
12.00
910 134.0 m/z 91.00 13.87%
410  65.0
\\\\‘\‘.\0\ T ‘ T \‘\ T “\‘\ T \‘H‘ T \‘\ “1‘\ \‘\‘l T \‘\ ‘\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
——
12.00
5000 m/z 120.10 10.72%
134.0
390 91.0
15.0 : 65.0
T e T
miz--> 20 40 60 80 100 120 140 /\ A
Abundance #16997: o-Cymene = i A ‘
119.0 12.00
m/z 115.00 7.68%
5000
134.0
91.0
AT N J\
| [T, m m I I, I
A A T —— o
m/z--> 20 40 60 80 100 120 140 12.00

SFAMVTRO21722WMA.M Sat Feb 26 03:28:13 2022

Page: 45



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 43 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.014 4,98 ug/L 485246  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3413 (12.014 min): VV024819.D\data.ms (-3401) (- m/z 119.05 100.00%
119.1
5000
91.0
300 680 | |yl 181 e ;
\‘\\\\‘\\\\"‘\\‘\‘\“i“\\\H‘\\\\"\‘\\{“\\\“\‘\ m/Z 134.00 28.51%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 N\’\AM \
12.00
910 m/z 91.00 16.09%
39.0 65.0 ‘ ‘
T \1\5\-? T \"‘\ \“i‘ T “i‘\ T \‘H‘ T T "H“\ \Hl T \1\35\"0\
miz--> 0 20 40 60 80 100 120 140
Abundance
119.0
R \
12.00
5000 m/z 120.10 10.04%
91.0
150 390 650 135.0
A L B B
m/z--> 0 20 40 60 80 100 120 140 j\/\
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- ‘ — A ‘
119.0 12.00
m/z 105.00 9.25%
5000
91.0
39.0 65.0 ‘ ‘
\‘\\¥§9\H\\HH\W‘\HJ\\M‘\ww\pm\\wl\}§§?\ e \4V\
m/z--> 0 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR021722WMA.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 44 Indan, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.114 4.59 ug/L 447259  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 3444 (12.114 min): VV024819.D\data.ms (-3433) (| m/z 117.00 100.00%
11v.0
5000
120 N M
91.0 — o
39.0 57.6 74,0 ‘ “ 12.00 12.50
\\‘HH‘H\\‘\H\‘HH“\H‘\‘\‘\‘H‘HH‘HH“\\H‘HH‘HH‘\H‘“‘\‘\H‘H m/z 115.06 31.4100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 1200 j}[}so
132.0 : :
91.0 m/z 132.00 27.33%
m w1
L | Ll 1 L | min
\\‘HH‘H\\‘\H\‘HH‘\H\‘\\H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
12 00 12 50
5000 132.0 m/z 91.00 13.93%
91.0
27.0 510 74.0
e RAAd Aaaad Eeata B e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 12 00 12 50
m/z 118.00 9.47%
132.0
5000
91.0
LY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 46 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.410 6.75 ug/L 657784  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96

Abundance Scan 3536 (12.410 min): VV024819.D\data.ms (-3518) (- m/z 119.05 100.00%

119.1
5000 134.1
91.0

65.0 ' 12.50

39.0 R Wl 9
e e e e m/z 134.05 45.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0 KJ\ ‘A
5000 T A T T T T T

12.50
m/z 91.00 15.86%
H‘ li

41.0 910
\\‘]_\\5\9\\\\‘\\\\"‘\\H‘\H\’6\?\3\\\‘\“H\\’\\H‘HH’HH‘HH‘HH‘H \\MM
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0

12. 50
5000 134.0 m/z 120.10  9.71%
39.0 65.0 91.0
T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 \/\ ,/\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- A —s a
119.0 12 50
m/z 133.0 9.10%

134.0

m/z-->

5000 :
91.0
39.0 65.0 AJ\
180 e e bl /V\“

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_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 47 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.461 6.75 ug/L 657547 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95

Abundance Scan 3552 (12.461 min): VV024819.D\data.ms (-3545) (- m/z 119.10 100.00%
119.1
5000 134.1
91.0
390 650 e 12.50
\\‘\\\\‘\H\‘H\\“‘\\H“\‘\\\’\”\‘M‘\H“‘\\\\‘\H\‘\WH‘HH‘HH’H‘H‘\H m/Z 134.05 42.8400
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 J\ AL
5000 T \/\ T T T T T
12.50
m/z 91.00 15.57%
91.0
H‘]-\?\.\()‘\H‘\‘\ﬁ?"?\\“\‘\\\’6\?\.\()‘\\\‘\“\\H“\H\‘\‘\‘H‘\\‘\‘\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
—
134.0 12.50
5000 m/z 120.10 9.88%
91.0
39.0
15.0 65.0
T T T e T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 JL
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- /\ —s L
119.0 12.50
m/z 77.00 8.34%
134.0
5000 j\j\\
39.0 91.0
65.0
‘W‘Hw‘HM_HJﬂ‘uwhuwﬂm‘uﬁqu‘wu‘WMMW‘NW‘HWJN‘_H Vi -
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_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 48 Benzene, 1-methyl-4-(1-meth... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
12.548 0.64 ug/L 61938 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 53
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 46
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 46
4 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 42
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 42

Abundance Scan 3579 (12.548 min): VV024819.D\data.ms (-3568) (- m/z 119.00 100.00%
119.

9.0
5000 91.0
148.1

390 649 | ‘ “ 12.50
\\\‘\\\\“‘\\“i‘\‘w‘\\1“1\\‘}‘\"‘1‘\\““ ‘UH\‘\“‘\‘\\ m/Z 131.05 57.93%

m/z--> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000

12.50
m/z 91.00  38.25%

91.0 148.0
0., 80 |y ol
| ! ml n L L
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
119.0
T T
12.50
5000 ITI/Z 148.05 28.03%
91.0
150 300 090 135.0
e e T e et
miz--> 20 40 60 80 100 120 140 /\ N
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- ‘/W H— ‘
131.0 12.50
m/z 115.00 20.31%
5000
91.0 115.0
SO Y0 S . .0 | Y
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 49 Benzene, (3-methyl-2-butenyl)- Concentration Rank 57

R.T. EstConc Area Relative to ISTD R.T.
12.680 0.56 ug/L 54395 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 90
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 90
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90

Abundance Scan 3620 (12.680 min): VV024819.D\data.ms (-3604) (- m/z 131.00 100.00%
131.0
5000
91.0 115.0 A“ T ] ‘/\
e L W TET ws 146.05 28.71%
miz--> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
L /\ |
5000 T T T T T T T T T
12.50 13.00
m/z 90.95 24.89%

41.0 65.0 115.0 147.0
HH"\H‘u‘H"\MH“H‘}“H\HH“HM\‘H"H‘H
m/z--> 20 60 80 100 120 140
Abundance
131.0

1250 1300
5000 m/z 115.00 18.74%
91.0
115.0
150 390 30 147.0
I e 2
miz--> 20 40 60 80 100 120 140 M

Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- A e
131.0 12.50 13.00

m/z 119.00  18.45%

5000 91.0
115.0
S W ol . Ly 1470

m/z--> 20 40 60 80 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 51 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.879 10.22 ug/L 995834  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
Abundance Scan 3682 (12.879 min): VV024819.D\data.ms (-3663) (- m/z 116.95 100.00%
117.0
5000
132.1
— —
H‘WHH‘HH‘,HHU‘uu,“l“w‘mH,HH‘mu,ul‘g”um‘w m/z 119.05  34.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 12.50 13.00
510 m/z 132.05 34.58%
27.0 | ‘
H‘HH‘H\‘\‘HH"\\H}UH‘\M‘H\\‘\H\‘H\\’HH‘H\‘\\’H\!‘\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
12.50 13.00
5000 132.0 m/z 114.95 29.45%
91.0
270 S0 740
T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 JV\
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- ‘ % »AM
117.0 1250 13.00
m/z 131.05 17.45%
5000 132.0
390 g5 910 ‘ ‘
S T PR R
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_V\Data\VVv022422\
Data File : VV@24819.D

Acqg On : 24 Feb 2022 13:34

Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER
ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR021722WMA.M

: TRACE VOA SFAM1.0

: 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 52 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
13.214 0.91 ug/L 88260 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91

4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 90
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
Abundance Scan 3786 (13.214 min): VV024819.D\data.ms (-3777) (- m/z 131.00 100.00%
131.0
- kJL
146.1 J
oo 1130 13.00 1350
390 648 \ Il ' 4 909
\‘\\\\“\\‘\\“\H\‘\\“\\‘\\‘\\\\‘\‘\‘\\‘}H\\\ m/2146.05 24.990
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 A ‘A\ i T ”J\/
13.00 13.50
o 146.0 m/z 129.00  18.12%
39.0 64.0 91.0 .
\2‘4\.9\ \“ T \“\‘\ ‘W.\‘\ \“ T \‘\ T ‘ \‘\ \H ‘ \‘U‘! T ‘ \“\ T
miz--> 20 40 60 80 100 120 140
Abundance
131.0
Wen AV N nn ]
13.00 13.50
5000 ITI/Z 115.00 17.67%
91.0 146.0
39.0 64.0 : 115.0
o T T o i e
m/iz--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- g ‘f/\/\f'jk‘ -
131.0 13.00 13.50
m/z 91.00 12.32%
5000
146.0
390 910 1150
: 63.0 ‘
7T T R NN 1O | Y b ot
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 53 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.268 2.18 ug/L 212739 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 86
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 86
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 50

Abundance Scan 3803 (13.268 min): VV024819.D\data.ms (-3794) (- m/z 133.00 100.00%

133.0
5000 JLA
91.0 115.0

51.0 ‘H‘ 13. 00 13 50
| Ll

S TR O 1599 m/z 131.00  81.25%

iy 1l
‘ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
1310 Jk
o= o

5000
13.00 13.50
910 m/z 146.00 27.13%
\\\‘\‘\ 3906404’]-480
m/z--> 20 40 60 80 100 120 140 160
Abundance JU
131.0
A el
13.00 13.50
5000 m/z 148.05 26.06%
39.0 63.0 91.0

114.0 148.0

R e o L a a SR i

miz--> 20 40 60 80 100 120 140 160 M J\

Abundance #25003: Benzene, (1-methyl-1-butenyl)- — ‘/\ A A A
131.0

13.00 13.50
m/z 114.95 24.66%

91.0
5000
70 510
‘. ‘\ \‘\‘ \M u\p i \‘)1 4‘ ‘M | M

m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 54 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.365 1.08 ug/L 104797 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91

Abundance Scan 3833 (13.365 min): VV024819.D\data.ms (-3827) (- m/z 131.00 100.00%

131.0
5000 &fbﬂ AAA#\

91.0 ‘ 13.00 13.50
i}

39.0 64.8
wm‘,mpsmwHw‘Hh"MWWWWZ‘QT"Q m/z 146.05  24.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 A | J\M

13.00 13.50
m/z 115.00  18.17%

39.0 650
\‘\\\\““\\“\‘\‘HM\\“\\‘}\“H\\H“\M\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
p

91.0 13.00 13.50
5000 m/z 91.00 14.35%

41.0 65.0
e B o B O A B R
m/z--> 20 40 60 80 100 120 140 160 180 200 AAAfoij\/Uk¥
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 1300 1350
m/z 129.00 12.94%

200 91.0 M
\\‘\61‘0\‘ Ll \‘ “N\A

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV@24819.D

Acqg On : 24 Feb 2022 13:34

Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 55 Benzene, (1l-ethyl-1-propenyl)- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
13.709 0.80 ug/L 77496  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 55
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 55
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 52
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 52
5 2-Ethyl-2,3-dihydro-1H-indene 146 C11H14 056147-63-8 52

Abundance Scan 3940 (13.709 min): VV024819.D\data.ms (-3924) (- m/z 131.00 100.00%
131.0
5000
9.0 a
——
39.0 650 ‘ 160.2 13.50 14.00
S IO Y A S - m/z 117.00  98.24%
m/z--> 60 80 100 120 140 160
Abundance #25001: Benzene, (1-ethyl-1-propenyl)-
117.0 JJ\W
5000 91.0 146.0 N SBVATS
13.50 14.00
m/z 146.05 45.40%
390 650
\J-\S\O‘\‘\\\“‘\\““ ‘M‘H\H}“‘\\‘}\‘HP\\ ‘\‘U‘\\‘\M\\\‘\\
miz--> 20 60 80 100 120 140 160
Abundance
117.0
L L
13.50 14.00
5000 91.0 146.0 m/z 115.00 41.30%
390 65.0
15.0
T e e e e
m/z--> 20 60 80 100 120 140 160 j\wwﬂvﬂ
Abundance #25012: Benzene, (1-methyl-1-butenyl)- s e
131.0 13.50 14.00
m/z 90.95 27.77%
5000 91.0
39.0 65.0
““dﬂ “‘LJL““l““lﬂil‘ 1480 el A
m/z--> 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 56 2-Ethyl-2,3-dihydro-1H-indene  Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
13.767 0.75 ug/L 72729 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-2,3-dihydro-1H-indene 146 C11H14 056147-63-8 90
2 Bicyclo[4.2.1]nona-2,4,7-triene,... 146 C11H14 1000164-42-6 64
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 64
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 59
5 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 59

Abundance Scan 3958 (13.767 min): VV024819.D\data.ms (-3950) (- m/z 117.00 100.00%

117.0
5000 \/\W
146.0
g ‘ M

91.0
39.1 62.9 ‘ ‘H ‘ 207.0 13.50 14.00
\‘\\\\“\\‘\‘\‘w\‘\\h’\\‘\\‘H\\\\‘\‘ \‘\H\\\“\\\\‘\\\\‘\\.\\ m/z 131.09 34.9800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24997: 2-Ethyl-2,3-dihydro-1H-indene
117.0
e J\/L/\ j\w
5000 L A A s o
13.50 14.00
91.0

m/z 146.00  32.28%

65.0 ‘ | ‘
‘w“‘\‘”‘\““M‘”}‘N““\“w“\‘h“w“‘\‘w‘w“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0 M/\ /\1
LA

13.50 14.00
5000 91.0 m/z 114.95 28.52%
146.0
39.0 65.0
T T T T T T T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 J\MﬂﬂvM\
Abundance #24983: Benzene, 1-pentenyl- P R
117.0 13.50 14.00
m/z 145.00 18.62%
5000
91.0 146.0
28.0 65.0 ‘ M
Lo I PR " |
R e o B B L A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV@24819.D

Acqg On : 24 Feb 2022 13:34

Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 57 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
13.908 0.75 ug/L 72820 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93

Abundance Scan 4002 (13.908 min): VV024819.D\data.ms (-3992) (- m/z 131.00 100.00%
131.0
115.0 T
90.9
T
\\\\‘\\\\“\\“\‘\“N\‘i\“\\\\“\‘\\\“\‘\‘\\‘1‘\\\ m/Z 146.05 32.81%
m/z--> 20 40 60 80 100 120 140
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 /WJ\K T T f‘ T !
14.00
m/z 115.00 19.04%
270 115.0
T ‘\ ‘ \‘\ L “‘ \5\]“_\“0\ ‘ ‘}‘7\]‘.\.(\)‘ ‘ \9\1\.(\) ‘ ‘\‘ T \M‘ ‘ T ‘U“\ T ‘]-\Z.\()\
m/z--> 20 60 80 100 120 140
Abundance
131.0 \
—
14.00
5000 ITI/Z 129.00 17.11%
115.0
390  g39 910 147.0
T e e T e e
m/z--> 20 60 80 100 120 140 /&4
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- ! /\ : —— y
131.0 14.00
m/z 128.00 14.55%
5000
39.0 910 1150
L ik N P X, R VA VA KT e
m/z--> 20 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample : N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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 59 Benzene, pentamethyl- Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
14.230 0.52 ug/L 50377 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C1l1lH16 134329-46-7 83
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 81

Abundance Scan 4102 (14.230 min): VV024819.D\data.ms (-4093) (- m/z 133.00 100.00%
138.0

5000 \ /\

910 1150 14.00 14.50

39.0 64.9 159.1
LA “ T “\”\“ -t \‘H’ T ‘\ ™7 ‘\‘ T ‘1““ T H‘i‘\ “‘U‘\‘ T \5? T m/Z 148.05 41.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26354: Benzene, pentamethyl-

138.0

5000 — ‘ \{\“
14.00 14.50

m/z 91.00 12.64%

91.0
15.0 41.0 65.0 115.0 1500

m/z--> 20 40 60 80 100 120 140 160
Abundance
133.0 N
14.00 14.50
5000 m/z 134.05 12.15%
41.0 91.0
65.0 150 4500
e e T e e e
m/z--> 20 40 60 80 100 120 140 160 \
Abundance #26355: Benzene, pentamethyl- | — m 1 —
133.0 14.00 14.50

m/z 129.00 9.35%

5000 /b/\/\/\f\\
91.0
115.0
150 390 680, | T | JL " /\WM

m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv022422\
Data File : VV024819.D

Acqg On : 24 Feb 2022 13:34
Operator : SY/MD

Sample ¢ N1623-21DL 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.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.. 1.635 21.9 wug/L 1842340 1 5.616 421329 5.0
(DEL) Alkane: S.. 1.806 2.8 ug/L 2397106 1 5.616 421329 5.0
(DEL) Alkane: S.. 2.500 21.4 ug/L 1805410 1 5.616 421329 5.0
(DEL) Alkane: S.. 2.761 23.5 wug/L 1977560 1 5.616 421329 5.0
(DEL) Alkane: S.. 3.044 2.1 ug/L 174684 1 5.616 421329 5.0
(DEL) Alkane: S.. 3.542 1.1 ug/L 93399 1 5.616 421329 5.0
(DEL) Alkane: S.. 3.667 6.6 ug/L 555174 1 5.616 421329 5.0
(DEL) Alkane: C.. 3.764 9.8 ug/L 821781 1 5.616 421329 5.0
(DEL) Alkane: S.. 4.764 11.0 ug/L 924325 1 5.616 421329 5.0
(DEL) Alkane: S.. 4.912 1.8 ug/L 147955 1 5.616 421329 5.0
2,3-Dimethyl-az... 5.182 2.0 ug/L 171855 1 5.616 421329 5.0
(DEL) Alkane: S.. 5.233 31.2 ug/L 2626810 1 5.616 421329 5.0
(DEL) Alkane: C.. 5.320 2.2 ug/L 186389 1 5.616 421329 5.0
(DEL) Alkane: S.. 5.490 0.7 ug/L 55395 1 5.616 421329 5.0
(DEL) Alkane: S.. 5.773 0.5 ug/L 43539 1 5.616 421329 5.0
(DEL) Alkane: S.. 5.841 0.6 ug/L 52977 1 5.616 421329 5.0
Cyclopentene, 4.. 5.937 2.3 ug/L 194473 1 5.616 421329 5.0
(DEL) Alkane: S.. 6.201 0.8 ug/L 63425 1 5.616 421329 5.0
(DEL) Alkane: S.. 6.256 2.3 ug/L 195900 1 5.616 421329 5.0
(DEL) Alkane: S.. 6.307 0.5 ug/L 43361 1 5.616 421329 5.0
(DEL) Alkane: C.. 6.362 0.8 ug/L 63036 1 5.616 421329 5.0
(DEL) Alkane: C.. 6.461 1.0 ug/L 83467 1 5.616 421329 5.0
(DEL) Alkane: S.. 6.651 10.4 ug/L 872019 1 5.616 421329 5.0
(DEL) Alkane: S... 6.777 8.8 ug/L 743241 1 5.616 421329 5.0
Cyclohexene, 1-... 7.172 0.7 ug/L 62575 1 5.616 421329 5.0
(DEL) Alkane: S... 7.262 1.4 ug/L 130574 2 8.850 469918 5.0
(DEL) Alkane: C... 7.786 0.9 ug/L 82084 2 8.850 469918 5.0
Cyclopentene, 1... 7.841 1.6 ug/L 149735 2 8.850 469918 5.0
(DEL) Alkane: C... 8.223 0.6 ug/L 55716 2  8.850 469918 5.0
Benzene, propyl- 10.352 10.8 ug/L 1049750 3 11.246 486989 5.0
Benzene, 1l-ethy... 10.448 4.2 ug/L 406584 3 11.246 486989 5.0
Benzene, 1l-ethy... 10.735 3.6 ug/L 354226 3 11.246 486989 5.0
Benzene, (2-met... 11.053 0.8 ug/L 80005 3 11.246 486989 5.0
Benzene, (1-met... 11.085 1.0 ug/L 98337 3 11.246 486989 5.0
o-Cymene 11.191 0.6 ug/L 54115 3 11.246 486989 5.0
Benzene, 1,2,3-... 11.336 1.0 ug/L 96309 3 11.246 486989 5.0
Benzene, 1,2-di... 11.545 5.6 ug/L 543161 3 11.246 486989 5.0
Benzene, 1,4-di... 11.744 0.8 ug/L 79881 3 11.246 486989 5.0
Benzene, 1-meth... 11.818 1.8 ug/L 170708 3 11.246 486989 5.0
Benzene, 2-ethy... 11.908 3.6 ug/L 347705 3 11.246 486989 5.0
p-Cymene 11.937 2.1 ug/L 207526 3 11.246 486989 5.0
Benzene, 1l-ethy... 12.014 5.0 ug/L 485246 3 11.246 486989 5.0
Indan, 1-methyl- 12.114 4.6 ug/L 447259 3 11.246 486989 5.0
Benzene, 1,2,3,... 12.410 6.8 ug/L 657784 3 11.246 486989 5.0
Benzene, 1,2,3,... 12.461 6.8 ug/L 657547 3 11.246 486989 5.0
Benzene, 1-meth... 12.548 0.6 ug/L 61938 3 11.246 486989 5.0
Benzene, (3-met... 12.680 0.6 ug/L 54395 3 11.246 486989 5.0
Benzene, 1l-ethe... 12.879 10.2 wug/L 995834 3 11.246 486989 5.0
1H-Indene, 2,3-... 13.214 0.9 ug/L 88260 3 11.246 486989 5.0
1H-Indene, 2,3-... 13.268 2.2 ug/L 212739 3 11.246 486989 5.0
Benzene, (1,2-d... 13.365 1.1 ug/L 104797 3 11.246 486989 5.0
Benzene, (1-eth... 13.709 0.8 ug/L 77496 3 11.246 486989 5.0
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2-Ethyl-2,3-dih... 13.767 0.8 ug/L 72729 3 11.246 486989 5.0
1H-Indene, 2,3-... 13.908 0.8 ug/L 72820 3 11.246 486989 5.0
Benzene, pentam... 14.230 0.5 ug/L 50377 3 11.246 486989 5.0
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