LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SOMVLMO11121WMA.M
Title : VOC Analysis

Signal : TIC: VV@20057.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.11e 3 6 20 rVB 131432 110804 1.92% 0.412%
2 1.216 35 39 51 rVB2 13037 12651 0.22% 0.047%
3 1.309 59 68 79 rVB2 214801 242940 4.21% 0.903%
4 1.383 86 91 97 rW 9597 9914 0.17% 0.037%
5 1.418 98 102 112 rVB5S 5544 7539 0.13% 0.028%
6 1.569 141 149 163 rVV 134325 155448 2.69% 0.578%
7 1.634 163 169 181 rVB3 9343 12861 0.22% 0.048%
8 1.769 204 211 217 rBvV2 14325 17798 0.31% 0.066%
9 1.810 218 224 231 rVB 10662 13205 0.23% 0.049%
106 2.109 303 317 331 rBV 305678 464646  8.05% 1.728%
11  2.534 429 449 473 rVB 388406 760832 13.18% 2.829%
12 2.765 502 521 550 rBvV 712716 1413492 24.49% 5.256%
13  2.962 573 582 591 rW5 6246 12057 0.21% 0.045%
14 3.045 591 608 639 rVW 2927060 5771634 100.00% 21.462%
15 3.672 788 803 811 rBVS 8481 21415 0.37% ©.080%
16 3.769 815 833 859 rVV 1312577 3290814 57.02% 12.237%
17 3.888 860 870 909 rVw 89024 253715 4.40% 0.943%
18 4.354 996 1015 1047 rBV 225194 565136 9.79% 2.102%
19 4.675 1095 1115 1131 rBv4 52654 133707 2.32% 0.497%
20 4.765 1131 1143 1162 rVB4 29196 74509 1.29% 0.277%
21  4.913 1170 1189 1213 rBV2 51531 126627 2.19% 0.471%
22 5.051 1213 1232 1261 rBV2 552813 1416461 24.54% 5.267%
23 5.190 1264 1275 1276 rBV4 10337 15290 0.26% 0.057%
24 5.238 1281 1290 1309 rVB3 73306 177763 3.08% 0.661%
25 5.331 1311 1319 1331 rVBS8 6995 13556 ©0.23% 0.050%
26 5.498 1358 1371 1385 rBV2 49541 104983 1.82% 0.390%
27 5.621 1397 1409 1438 rBV 373089 743170 12.88% 2.764%
28 5.913 1488 1500 1510 rBv4 18023 36186 ©0.63% 0.135%
29 5.997 1517 1526 1537 rVB3 4805 8679 0.15% 0.032%
30 6.074 1537 1550 1580 rBV 306473 684257 11.86%  2.544%
31 6.203 1581 1590 1600 rBV2 28802 55413 0.96% 0.206%
32 6.260 1601 1608 1617 rVB3 26730 44378 0.77% 0.165%
33  6.373 1635 1643 1655 rVB6 8174 15819 0.27% 0.059%
34 6.466 1656 1672 1686 rVB5 18927 46542 0.81% ©0.173%
35 6.659 1713 1732 1748 rVB2 76984 170857 2.96% 0.635%

36 6.781 1753 1770 1781 rBV 96559 202250 3.50% ©.752%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SOMVLMO11121WMA.M
Title : VOC Analysis
37 6.842 1781 1789 1800 rVB3 32147 56055 ©0.97% 0.208%
38 6.923 1805 1814 1821 rBV 65297 104870 1.82% 0.390%
39 6.990 1828 1835 1847 rVB2 168025 276729 4.79% 1.029%
40 7.087 1857 1865 1885 rVB2 85309 182279 3.16% 0.678%
41  7.270 1908 1922 1928 rBV6 73561 139727 2.42% 0.520%
42 7.321 1928 1938 1959 rVB 683715 1194675 20.70% 4.443%
43 7.444 1968 1976 1983 rBv4 21559 35042 0.61% 0.130%
44  7.572 2008 2016 2024 rBV2 61383 89332 1.55% ©.332%
45  7.627 2024 2033 2061 rVB 120258 247152  4.28% 0.919%
46  7.791 2077 2084 2096 rVB3 30653 53790 ©0.93% 0.200%
47  7.894 2098 2116 2118 rBV7 7891 18470 0.32% 0.069%
48 7.981 2138 2143 2150 rBV5 7709 9335 0.16% 0.035%
49 8.093 2167 2178 2206 rBV2 327753 643479 11.15% 2.393%
50 8.212 2208 2215 2217 rBV2 16250 20317 0.35% 0.076%
51 8.360 2253 2261 2268 rBV3 16981 27674 0.48% 0.103%
52 8.511 2301 2308 2318 rVB9 7798 13895 0.24% 0.052%
53 8.575 2320 2328 2331 rBV4 10601 14718 0.26% 0.055%
54 8.672 2351 2358 2369 rVB3 45763 75790 1.31% 0.282%
55  8.794 2386 2396 2405 rBV2 40990 67458 1.17% 0.251%
56  8.858 2405 2416 2436 rVV 568634 926336 16.05%  3.445%
57 9.209 2519 2525 2551 rVB4 38922 92908 1.61% 0.345%
58 9.325 2554 2561 2571 rVB7 7068 11117 0.19% 0.041%
59 9.476 2600 2608 2617 rBV6 18540 33694 0.58% 0.125%
60 9.714 2667 2682 2692 rBv8 21523 41282 0.72% 0.154%
61 10.222 2829 2840 2861 rVB 422156 665529 11.53%  2.475%
62 11.064 3094 3102 3107 rBV3 11088 16049 0.28% 0.060%
63 11.161 3126 3132 3137 rBV6 6157 8025 0.14% 0.030%
64 11.202 3138 3145 3151 rVWV 17407 24132 0.42% 0.090%
65 11.254 3151 3161 3182 rVB 656264 1025938 17.78%  3.815%
66 11.556 3244 3255 3256 rVV 63795 69964 1.21% 0.260%
67 11.582 3258 3263 3269 rVV 149555 209403 3.63% 0.779%
68 11.633 3269 3279 3303 rVB3 856982 1482136 25.68% 5.511%
69 11.752 3311 3316 3322 rVB4 10094 12399 0.21% 0.046%
70 11.826 3328 3339 3353 rVB3 67925 113010 1.96% 0.420%
71 11.919 3359 3368 3373 rBV2 56594 89976 1.56% ©.335%
72 12.022 3392 3400 3422 rVB 102443 169788 2.94% 0.631%
73 12.128 3424 3433 3436 rBv4 18689 27930 0.48% 0.104%
74 12.257 3462 3473 3484 rBV7 19078 47063 0.82% 0.175%
75 12.318 3484 3492 3503 rVB6 11429 21483 0.37% ©0.080%
76 12.392 3507 3515 3516 rBvV4 15459 16859 0.29% 0.063%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SOMVLMO11121WMA.M
Title : VOC Analysis
77 12.421 3517 3524 3532 rVB 73582 105549 1.83% 0.392%
78 12.472 3533 3540 3554 rVB 81168 124690 2.16% 0.464%
79 12.559 3558 3567 3573 rBV2 72893 112868 1.96% 0.420%
80 12.595 3574 3578 3583 rVB2 21385 20954 ©0.36% 0.078%
81 12.688 3599 3607 3615 rBv4 23531 47262 0.82% 0.176%
82 12.736 3616 3622 3630 rVB 54160 68898 1.19% 0.256%
83 12.804 3636 3643 3650 rBV3 40840 54754 ©.95% 0.204%
84 12.858 3651 3660 3667 rBv4 54249 100377 1.74% 0.373%
85 13.009 3699 3707 3718 rBV 51278 75144 1.30% 0.279%
86 13.173 3750 3758 3766 rBv2 38213 60872 1.05% 0.226%
87 13.225 3766 3774 3781 rBV2 42102 61779 1.07% 0.230%
88 13.279 3782 3791 3797 rBV2 121266 188060 3.26% 0.699%
89 13.376 3817 3821 3827 rVB2 23805 25520 0.44% 0.095%
90 13.472 3844 3851 3859 rBV3 11394 21351 ©.37% 0.079%
91 13.556 3871 3877 3888 rVB4 8284 13227 0.23% 0.049%
92 13.614 3889 3895 3905 rBVO 9249 16366 0.28% 0.061%
93 13.720 3920 3928 3938 rBV7 25568 52819 0.92% 0.196%
94 13.832 3955 3963 3971 rBVS8 6989 11733 0.20% 0.044%
95 13.919 3981 3990 4005 rVB3 16185 26017 0.45% 0.097%
96 14.103 4038 4047 4059 rBV6 23861 48291 0.84% 0.180%
97 14.241 4082 4090 4101 rBV2 20168 32695 ©.57% 0.122%
98 14.308 4104 4111 4122 rVB6 11861 23598 0.41% ©0.088%
99 14.379 4122 4133 4144 rBV10 3912 7388 0.13% 0.027%
100 14.627 4203 4210 4222 rVB1o 4590 8450 0.15% 0.031%
Sum of corrected areas: 26891818
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV020057.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1.109 7.45 ug/L 110804  1,4-Difluorobenzene 5.621

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

Abundance Scan 6 (1.109 min): VV020057.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
‘ 509 1.201.301.40 1.50
O e e e e e m/z 39.00 82.79%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #57: Propene
41.0
5000 \H‘Huj‘\\ﬁ\‘uu‘uu‘
27. 1.201.30 1.40 1.50
m/z 42.00 59.72%
L
OH\HH\H\H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘ \\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #58: Propene
41.0
R RRAREREAEEEEE SRR
1.201.301.40 1.50
5000 270 m/z 43.05 33.66%
20 190
Ol rrrrrrrrprirrprrrr e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #50: Cyclopropene AL AR R
39.0 1.201.301.40 1.50
m/z 44.00 32.86%
5000
26. |
Ou\uu\‘uu‘uu‘\u\‘HH‘MWH\MHH‘M Hprrrrpre—rerrpree—ren R EAAREREZEEEL
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.534 51.19 ug/L 760832  1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 52
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
5 Pentane 72 C5H12 000109-66-0 43
Abundance Scan 449 (2.534 min): VV020057.D\data.ms (-429) (-) m/z 43.05 100.00%
5000 71.1
57"1 86.1 2.20 2.40 2.60 2.80
0Lt el L T w2 42,05 53.15%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1823: Pentane, 2-methyl-
43.0
5000 LU L L R IR R R
2.20 2.40 2.60 2.80
27.0 1.0 m/z 71.10 42.33%
7.
o | T | e
O\\\‘.\\\\‘\\‘\\‘\\\}‘\\\\i\}\\‘\\u\‘\\\\“\\\\‘\\}\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1825: Pentane, 2-methyl-
43.0
e
2.20 2.40 2.60 2.80
5000 m/z 41.05 41.81%
27.0 71.0
15.0 ‘ 57.0
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1828: Butane, 2,3-dimethyl-
43.0 2.20 2.40 2.60 2.80
m/z 39.00 18.52%
5000
71.0
27.0 55.0
86.0
TSN G O o
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.765 95.10 ug/L 1413490  1,4-Difluorobenzene 5.621

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 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
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 521 (2.765 min): VV020057.D\data.ms (-502) (-) m/z 57.10 100.00%
57.1
41.0
5000
‘ ‘ 711 ge1 2.40 2.60 2.80 3.00
Ol e el T FRS 0 myz s6.10 84.88%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1826: Pentane, 3-methyl-
57.0
29.0 41.0
5000
2.40 2.60 2.80 3.00
m/z 41.00 62.77%
oL 10 180 Al 7O seo
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1824: Pentane, 3-methyl-
57.0
410 2.40 2.60 2.80 3.00
: m/z 43.05 22.44%
5000 9.0 /
. 150 | 710 o
e e e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1827: Pentane, 3-methyl-
57.0 2.40 2.60 2.80 3.00
m/z 39.00 17.72%
29.0 41.0
5000
ob20 B0 Ll O seo
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\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.045 388.31 ug/L 5771630 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 59
4 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 53
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 40
Abundance Scan 608 (3.045 min): VV020057.D\data.ms (-591) (-) m/z 57.10 100.00%
57.1
41.0
5000
86.1
‘ 711 2.80 3.00 3.20 3.40
ol e et e s m/z 41,00 71.05%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.05 60.69%
Il
O \\\‘\\\\‘\\\.\‘\\\}‘\\\\i\i\\“\‘\‘\1‘\\\\“\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane
57.0
43.0
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.05 51.75%
86.0
00 15.0 ‘ ‘ 71.0
N | A | v
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1820: n-Hexane
57.0 2.80 3.00 3.20 3.40
43.0
m/z 42.10 31.37%
29.0
5000
86.0
15.0 ‘ ‘ 71.0
oLt e e e e e
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\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Cyclic3.769 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.769 221.40 ug/L 3290810 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
Abundance Scan 833 (3.769 min): VV020057.D\data.ms (-815) (-) m/z 56.05 100.00%
56.0
5000 4L.0 69.0
H ‘ 84.1 3.40 3.60 3.80 4.00

o"‘_"‘_‘H_Mw_‘wuwu_wuw_!”w m/z 41.00  50.22%

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

Abundance #1494: Cyclopentane, methyl-

56.0
41.0
5000 690 L L LRI B LI LN B
3.40 3.60 3.80 4.00
m/z 69.05 44.35%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\}\‘\\\“\w \‘\\\‘1i\\\\‘\!\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl-
56.0
 Ramaa A R
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.00 26.02%
69.0
270
84.0
0 "‘1"9"f?‘?‘w_m_‘m,uw Mwwww!‘wu
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1329: 1H-Tetrazole, 5-methyl- A mma e AR
56.0 3.40 3.60 3.80 4.00
21.0 m/z 39.00 22.61%
5000
42.0
‘ ‘ ‘ 84.0
) S| 1 T
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00

SOMVLMO11121WMA.M Thu Jan 21 11:13:38 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
4.765 5.01 ug/L 74509 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 59
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 43

Abundance Scan 1143 (4.765 min): VV020057.D\data.ms (-1131) (-) m/z 56.00 100.00%

56.0
43.0
5000 711
H ‘ ‘ 850 1002 4.40 4.60 4.80 5.00
0ttt L T m/z 43.00 78.75%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43.0 960 A
5000 L L B I B A LN I
29.0 71.0 4.40 4.60 4.80 5.00
m/z 41.00 66.09%
om0 |l 0
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\"\\ }‘\\1\“\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
43.0 56.0
e e
4.40 4.60 4.80 5.00
5000 29.0 m/z 57.00 60.99%
71.0
0 2.0 15\.0 H\ \‘\ “‘ 85\0 109'0
P e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl- W“‘W“H“[\‘H“‘
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.10 41.12%
5000
29.0 71.0
85.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00

SOMVLMO11121WMA.M Thu Jan 21 11:13:39 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
4.913 8.52 ug/L 126627 1,4-Difluorobenzene 5.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 83
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 83
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 56
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1189 (4.913 min): VV020057.D\data.ms (-1170) (-) m/z 43.10 100.00%

43.1
71.0
57.1
5000

RN B
M ‘ 851 100.1 4.60 4.80 5.00 5.20
0 e e et ey m/z 71.80 63.82%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3974: Hexane, 3-methyl-
43.0
71.0
5000 \w\\\w\\\w\\\w\\\w
4.60 4.80 5.00 5.20
29.0 m/z 70.10 63.38%
o 15.0 \‘ - 820 1000
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3980: Hexane, 3-methyl-
43.0

4.60 4.80 5.00 5.20

5000 900 57.0 710 m/z 41.60  56.87%

M

ol 10 180 | Ll 85.0 100.0
e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3977: Hexane, 3-methyl- o REmmanZaas LRSS
43.0 4.60 4.80 5.00 5.20
m/z 57.10 51.70%
5000 57.0 70.0
29.0
15.0 M 850 100.0
R R | S N R A A A aa = ma e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20

SOMVLMO11121WMA.M Thu Jan 21 11:13:39 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.238 11.96 ug/L 177763  1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64

Abundance Scan 1290 (5.238 min): VV020057.D\data.ms (-1281) (-) m/z 57.10 100.00%
57.1

5000
41.0
g30 991 5.00 5.20 5.40 5.60
0 ‘H_HwHH_HwHHNHwm1‘HH_Hw‘;H‘w\ww‘_ m/z 56.18  32.20%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57.0
5000
5.00 5.20 5.40 5.60
41.0

‘ m/z 41.00  25.12%

130 27 M 83.0 %0 1140
\H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7651: Hexane, 2,2-dimethyl- fk
57.0

500520540560

o

41.0
27,0 M 710 9.0
NSNS NS A S [N S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7649: Hexane, 2,2-dimethyl- A Ram e S
57.0 5.00 5.20 5.40 5.60

m/z 39.05 7.30%

5000
41.0

71.0 85.0 %9 1140 /\ /\\ ‘

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60

SOMVLMO11121WMA.M Thu Jan 21 11:13:40 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.498 7.06 ug/L 104983  1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 78
2 Heptane 100 C7H16 000142-82-5 72
3 Heptane 100 C7H16 000142-82-5 53
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 45
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 42

Abundance Scan 1371 (5.498 min): VV020057.D\data.ms (-1358) (-) m/z 43.05 100.00%

43.0
71.1
5000 5rd A
100.1 \\\‘\\\\‘\\\\’\\\\‘\\\\
H | 650 520540560580
O e e e e et ey m/z 41.00 68.38%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3973: Heptane /L
43.0
57.0
5000 710 L L L L L LR
5.20 5.40 5.60 5.80
29. . .73%
9.0 100.0 m/z 71.10 60.73%
NI A
O \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3970: Heptane
43.0
R RLRARaaaRE
5.20 5.40 5.60 5.80
5000 29.0 57.0 71.0 m/z 57.10 49.15%
100.0
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3971: Heptane
43.0 5.20 5.40 5.60 5.80
m/z 56.10 38.22%
5000 29.0 570 710
100.0
“W‘H‘_“w‘H‘_‘H“H‘M‘H“H‘_‘H,H“_‘H‘H‘w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80

SOMVLMO11121WMA.M Thu Jan 21 11:13:40 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
6.203 3.73 ug/L 55413 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 76
3 Octane, 2,7-dimethyl- 142 C1leH22 001072-16-8 59
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 47
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 43
Abundance Scan 1590 (6.203 min): VV020057.D\data.ms (-1581) (-) m/z 43.05 100.00%
43.0
5000
71.0 99 0
‘ H ‘ 5.80 6.00 6.20 6.40 6.60
0 "“‘“"“1“"H‘JM““““‘N““““‘ m/z 57.00 80.31%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #7639: Hexane, 2,5-dimethyl-
43.0
5000 ‘HH‘\\/\\\’HH‘HH‘H
5.80 6.00 6.20 6.40 6.60
71.0 99.0 m/z 41.00 41.31%
O 15'01111l6.0
miz--> 0 20 40 60 100 120 140
Abundance #7648:Hexane,25—dhneﬂwk
57.0
R A RARERC
5.80 6.00 6.20 6.40 6.60
5000 m/z 42.00 25.71%
39 99.0
10 M \\ ‘ ‘ |
e R N |
miz--> 0O 20 40 60 80 100 120 140
Abundance #19178: Octane, 2,7-dimethyl- R R RERREREE
43.0 5.80 6.00 6.20 6.40 6.60
m/z 71.00 25.10%
5000
71.0
99.0
o\_H‘_wa\m\‘\“H_\m\_m‘l??ow
m/z--> 0 40 60 80 100 120 140 5.80 6.00 6.20 6.40 6.60

SOMVLMO11121WMA.M Thu Jan 21 11:13:41 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11921\
Data File : VV@20057.D

Acqg On : 19 Jan 2021 17:34

Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO11121WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
6.260 2.99 ug/L 44378  1,4-Difluorobenzene 5.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 80
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59

Abundance Scan 1608 (6.260 min): VV020057.D\data.ms (-1601) (-)
43.0 57.0

m/z 43.00 100.00%

85.1
5000
71.0
H ‘ H 1140 6.00 6.20 6.40 6.60
Ol Ml B myz 57,05 88.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7642: Hexane, 2,4-dimethyl-
43.0 57.0
85.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
6.00 6.20 6.40 6.60
29.0 71.0 m/z 85.10  83.39%
O\\\‘\\\.\’\\\‘\“\\\\“1}\\‘\\‘\\‘\\\\‘l‘\\\\’\!‘\\‘\\9\\9‘\0\\\].‘]\-\4\9‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7640: Hexane, 2,4-dimethyl-
43.0
570 \\\\‘\\\\‘\\\\‘/\/\\\\’\\\
6.00 6.20 6.40 6.60
5000 m/z 41.00 50.39%
85.0
29.0
71.0
0 Ul i 99.0 114.0
cope e e e e e ST T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl- R aE e AR
43.0 57.0 6.00 6.20 6.40 6.60
m/z 56.00 40.48%
85.0
5000
29.0
‘ 71.0
0150,,,9901140 */\/\“,A/
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60

SOMVLMO11121WMA.M Thu Jan 21 11:13:42 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 12 (DEL) Alkane: Cyclic6.466 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
6.466 3.13 ug/L 46542  1,4-Difluorobenzene 5.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 94
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 81
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 74
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 70

Abundance Scan 1672 (6.466 min): VV020057.D\data.ms (-1656) (-) m/z 70.00 100.00%

70.0
55.0
5000
41.0
CO A
‘ H H H 85‘0 1121 6.20 6.40 6.60 6.80
0ottt bl L myz ss.ee 78.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000 LB B L B AL B I B
6.20 6.40 6.60 6.80
41. m/z 40.95 37.39%
27.0 M H “ g4.0 97.0 112.0
O\\\‘\\\\’\\\‘\“\\\\“\\\\‘\‘\\\‘\\\H\ \\\\‘\‘U\\‘\\\‘\’\\\\‘l\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0 S M
6.20 6.40 6.60 6.80
5000 ITI/Z 43.05 27.46%
41.0
2r.0 ‘ 112.0
97.0 :
YO Y O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6789: Cyclopentane, 1,2,4-trimethyl- REEEAREE LR
70.0 6.20 6.40 6.60 6.80
m/z 71.00 24.22%
55.0
5000
41.0
27.0 ‘M | ‘ 83.0 97.0 112.0
O bt et e e e e T S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80

SOMVLMO11121WMA.M Thu Jan 21 11:13:42 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.659 11.50 ug/L 170857 1,4-Difluorobenzene 5.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 74
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 72
Abundance Scan 1732 (6.659 min): VV020057.D\data.ms (-1713) (-) m/z 43.00 100.00%
43.0 71.1
5000

A RAREREER LSS

121 6.40 6.60 6.80 7.00
oH‘,HH,"M,m‘,"95;1‘”‘1_”‘_‘”_ m/z 71.10  90.93%

m/z--> 20 60 80 100 120 140 160

Abundance #7659: Pentane, 2,3,4-trimethyl-

43.0
71.0
5000 L LRI B AL LN R R
6.40 6.60 6.80 7.00
m/z 70.10 68.64%
0 260 \“ H | 97.0 114.0
\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 80 100 120 140 160
Abundance #3975.Pentane,34ﬁhyk
43.0
“H‘H‘w“u,u‘w“
6.40 6.60 6.80 7.00
5000 71.0 m/z 41.85 34.17%
0 "‘qu‘J$:‘WU,";‘,“}999“““““““
miz--> 60 80 100 120 140 160
Abundance #48907:Decane,3;&44nnuﬁhyk R
43.0 71.0 6.40 6.60 6.80 7.00
m/z 54.95 28.63%
5000
ol 260 “\ ‘ Ly 990 1290 155.0 NW\
e o B R S o R R e R RRERE
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.781 13.61 ug/L 202250 1,4-Difluorobenzene 5.621

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 72
4 Octane, 4-methyl- 128 C9H20 002216-34-4 64
5 Propanoic acid, 2-methyl-, 2-eth... 200 C12H2402 035061-61-1 53
Abundance Scan 1770 (6.781 min): VV020057.D\data.ms (-1753) (-) m/z 43.10 100.00%
71.1
5000 51l _—
T
‘ 09.1 6.40 6.60 6.80 7.00 7.20
Obrrrrrrerprerrprrer e sl e m/z 71.1@ 61.53%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 \‘uu,uu‘uu‘uu,\
57.0 6.40 6.60 6.80 7.00 7.20
270 85.0 m/z 70.05 53.77%
020 1 ‘ 99.0 1130
\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7657: Pentane, 2,3,3-trimethyl-
43.0
“H‘w‘u“u‘w‘u‘,
6.40 6.60 6.80 7.00 7.20
5000 m/z 57.10 48.71%
57.0 71.0
27.0 85.0
0 90
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 M
Abundance #7644: Hexane, 3,3-dimethyl- RN EaEEEEIEES SRR
43.0 6.40 6.60 6.80 7.00 7.20
m/z 85.10 40.63%
5000 71.0
57.0 85.0
29.0
oL 10 150 1T ™ YWY Y

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\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.842 3.77 ug/L 56055 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 87
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 72
3 Pyrrolidine 71 C4HON 000123-75-1 72
4 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 64

Abundance Scan 1789 (6.842 min): VV020057.D\data.ms (-1781) (-) m/z 43.00 100.00%

43.0 70.0
5000

AN L dih v
6.60 6.80 7.00 7.20
LI PR
e el SR T m/z 70.05  89.69%

mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7652: Hexane, 2,3-dimethyl-
43.0 70.0

5000 H“‘H“,H“‘H“‘H‘
6.60 6.80 7.00 7.20

o

27.0 m/z 71.10 61.56%
M\ “ | ‘ 85.0 114.0
O \H’HH’HH’HH‘HH‘\‘H\“H}\‘\H‘\ ‘HH‘H‘\\‘HH‘HH‘\}H‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7643: Hexane, 2,3-dimethyl-
43.0 /\A
o AARBASEEEE S L S
70.0 6.60 6.80 7.00 7.20
5000 ITI/Z 41.00 38.28%
270
0 H . 85.0 99.0 114.0
,,,“““““
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #608: Pyrrolidine R
43.0 6.60 6.80 7.00 7.20
m/z 55.10 32.79%
70.0
5000
28.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

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

R.T. EstConc Area Relative to ISTD R.T.
6.923 7.06 ug/L 104870 1,4-Difluorobenzene 5.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 53
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 50

Abundance Scan 1814 (6.923 min): VV020057.D\data.ms (-1805) (-) m/z 57.05 100.00%

43.0 57.0
5000
70.1 99.1 J‘\““
‘ H “ ‘ 114.1 6.60 6.80 7.00 7.20
om_mwwH‘HH‘HH_‘HWHf““”‘?w!ww‘w‘ m/z 43.65 89.35%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #7632 Heptane 2-methyl-
43.0 57.0
5000
9.0 0.0 6.60 6.80 7.00 7.20
' 99.0 m/z 41.05 49.16%
om0 | o
OH\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\H\‘H\\‘\H\‘l\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7625: Heptane, 2-methyl-
43.0 570
R
6.60 6.80 7.00 7.20
5000 ITI/Z 42.05 40.96%
29.0 70.0 99.0
0 15.0 H LI, M\ “ 85.0 | 11\4'0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7627: Heptane, 2-methyl- R an e ARERRRREE
43.0 6.60 6.80 7.00 7.20
57.0 m/z 99.10  22.05%
5000
29.0
70.0 9.0
““““““ R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.087 12.26 ug/L 182279 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
3 Heptane, 3,4,5-trimethyl- 142 C1OH22 020278-89-1 64
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59

Abundance Scan 1865 (7.087 min): VV020057.D\data.ms (-1857) (-) m/z 43.10 100.00%

57.1

85.1
5000
6.807.007.20 7.40
L O T
0‘w‘H‘_‘H‘H‘w‘H‘_wH‘H‘W‘H‘_‘H‘H‘W‘H‘W‘H‘H m/z 57.10 79.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7628: Heptane, 3-methyl-
43.0
57.0
85.0 A
5000 L L B BN AL

6.80 7.00 7.20 7.40
m/z 85.10  75.24%

29.0
| 710 99.0 114.0

15.0
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7624: Heptane, 3-methyl-
43.0
57.0

6.80 7.00 7.20 7.40

o

85.0
5000 m/z 41.85 52.85%
29.0
114.0
0 15.0 ‘ ‘ ‘ I ‘ 7(\)\\0 I 98.0 ‘
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #19204: Heptane, 3,4,5-trimethyl- e AEmmmEEEEE
43.0 85.0 6.80 7.00 7.20 7.40
' m/z 56.05 51.84%
57.0
5000
29.0
o, AM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 (DEL) Alkane: Cyclic7.270 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.270 7.54 ug/L 139727  Chlorobenzene-d5 8.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 58
2 Cyclohexane, 1,3-dimethyl-, trans— 112 C8H16 002207-03-6 58
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 53
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 53
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 52

Abundance Scan 1922 (7.270 min): VV020057.D\data.ms (-1908) (-) m/z 57.05 100.00%
57.0

97.1
41.0
5000 70.0
112-1 \\\‘\\\\’\\\\’\\\\‘\\\\
‘H H 84.0 7.00 7.20 7.40 7.60
Obrrrprerrpreerprreatlrs il bl et il lb e m/z 55.10 81.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
58.0 97.0
41.0
5000 7.007.207.40 7.60
69.0 112.0 : : : :
210 63.0 m/z 97.10  81.25%
O’
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
SUSEIEW A A SN
7.00 7.20 7.40 7.60
5000 41.0 m/z 56.00 60.03%
112.0
270 69.0
830
01,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6807: Cyclohexane, 1,3- dwneﬂwL cis- e
55.0 97.0 7.00 7.20 7.40 7.60
m/z 40.95 55.84%
5000 41.0
112.0
27.0 69.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.572 4.82 ug/L 89332  Chlorobenzene-d5 8.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 81
2 Octane 114 C8H18 000111-65-9 64
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
4 Octane 114 C8H18 000111-65-9 64
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59

Abundance Scan 2016 (7.572 min): VV020057.D\data.ms (-2008) (-) m/z 43.05 100.00%
3.0

85.0
5000 57.0
R A
‘ ‘ ‘ 114.1 7.20 7.40 7.60 7.80
oH‘mWm_m‘mwm‘_‘H‘mwwwwwlw‘ m/z 85.05 65.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7620: Octane
43.0
5000 \‘\\\\‘\\\\‘\\\\‘\/\\\\/‘\‘{\
57.0 7.20 7.40 7.60 7.80
' 85.0 /z 41.05 54.18%
290 71.0 m/z . . 0
T "Y'
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7619: Octane
43.0
T A
7.20 7.40 7.60 7.80
5000 m/z 57.05 48.05%
57.0
290 71.0 85.0
oH‘m‘_HWHWm_m_m_m_ww_www
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7642: Hexane, 2,4-dimethyl- R A RAREERE S
430 7 7.20 7.40 7.60 7.80
m/z 71.05 36.43%
85.0
5000
29.0 71.0 /\/\
olaso |l 90 140 M, Py

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 (DEL) Alkane: Cyclic7.791 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.791 2.90 ug/L 53790 Chlorobenzene-d5 8.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 86

Abundance Scan 2084 (7.791 min): VV020057.D\data.ms (-2077) (-) m/z 97.10 100.00%
97.1

55.0
5000

41.0 121 A

69.0 NN RRAA AR

| ‘ w0 7.40 7.60 7.80 8.00 8.20

O e ettt i el it ol m/z 55.00 69.89%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0

5000 410 I L LB B I
112.0 7.40 7.60 7.80 8.00 8.20
27.0 69.0 m/z 112.05 36.85%
T
O\\\‘\\'\f‘\\{l"\\\\}!‘\\\“1‘\\‘1‘\\\‘1l\\\\“}‘1\\‘\\Ll‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
N A MR W A
7.40 7.60 7.80 8.00 8.20
5000 41.0 m/z 41.05 31.92%
112.0
270 69.0
‘ ‘ 83.0
0"w‘Hw‘H‘V‘H‘»‘wM‘W‘HML‘H‘NH‘H\M‘H‘_MH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans- Raaaa e e ARRRA
55.0 97.0 7.40 7.60 7.80 8.00 8.20

m/z 56.00 21.91%

5000
41.0 112.0
69.0
270 ‘ ‘ 83.0
0 - o A

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\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.672 4.09 ug/L 75790  Chlorobenzene-d5 8.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 72
2 Decane 142 C10H22 000124-18-5 64
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
Abundance Scan 2358 (8.672 min): VV020057.D\data.ms (-2351) (-) m/z 43.05 100.00%
3.0
5000 71.0
'8.40 8.60 8.80 9.00
86.1 11201281 me R
01— JJ\‘NH“wM“‘u R m/z 71.00 42.25%
miz--> 20 40 60 80 100 120 140
Abundance #12667: Octane, 4-methyl-
43.0
5000 m\”‘\ﬂwuu,u\%\
85.0 8.40 8.60 8.80 9.00
27.0 ' m/z 57.00 41.56%
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #19158: Decane
43.0
N AR RN R
8.40 8.60 8.80 9.00
5000 m/z 41.00 35.97%
71.0
2710
Pl Lo
ot e
miz--> 20 40 60 80 100 120 140
Abundance #12714: Hexane, 2,3,4-trimethyl- R  EARRaEEESE T
43.0 8.40 8.60 8.80 9.00
m/z 85.10 30.70%
5000 71.0
27.0
o DL 0 120
el
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
8.794 3.64 ug/L 67458 Chlorobenzene-d5 8.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 64
2 Heptane, 3-ethyl- 128 C9H20 015869-80-4 64
3 Octane, 3-methyl- 128 C9H20 002216-33-3 64
4 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 59
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 59

Abundance Scan 2396 (8.794 min): VV020057.D\data.ms (-2386) (-) m/z 57.05 100.00%

57.0
5000
41.0
98.1 EanCASELEERVASSLES
71.0 8.40 8.60 8.80 9.00 9.20
L | 1281 %
O e e e e e e e m/z 41.00 31.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12677: Octane, 3-methyl-
57.0
5000 RN N
290 43.0 8.40 8.60 8.80 9.00 9.20
m/z 43.00  26.84%
71.0 98.0
0 i | 113.0128.0
H’HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12676: Heptane, 3-ethyl-
57.0
A RaaEE e o
43.0 8.40 8.60 8.80 9.00 9.20
5000 m/z 56.05 21.66%
29.0 98.0
71.0
o | ‘\ 113.0 128.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12669: Octane, 3-methyl- R AR
57.0 8.40 8.60 8.80 9.00 9.20
m/z 98.10 20.70%
5000
43.0
29 0 98.0
0 7ﬁ° | 113.0128.0
HM‘H‘H‘w‘H‘_‘HM‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.209 5.01 ug/L 92908 Chlorobenzene-d5 8.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Nonane 128 C9H20 000111-84-2 87
3 Nonane 128 C9H20 000111-84-2 81
4 Octane 114 C8H18 000111-65-9 53
5 Tetradecane 198 C14H30 000629-59-4 50

Abundance Scan 2525 (9.209 min): VV020057.D\data.ms (-2519) (-) m/z 43.10 100.00%
1.1

431 5
5000 85.0
71.0
Lt SEEA G
H H‘ ‘ 99.0 128.2 8.80 9.00 9.20 9.40 9.60
Obreprrrrprerrrrretibere il et il el e perbb e m/z 57.100 95.27%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12663: Nonane
43.0
57.0
5000 [TTT o[ rrrrprs
29.0 8.80 9.00 9.20 9.40 9.60
71.0 850 m/z 41.85 61.34%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12662: Nonane
43.0
57'0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 85.00 38.28%
29.0 71.0 850
99.0
miz--> 10 20 30 40 50 60 70 80 90 100110120130 /\ A
Abundance #12664: Nonane ~ _m(\ﬁmwﬂ”ﬂ_/
43.0 - 8.80 9.00 9.20 9.40 9.60
: m/z 71.05  29.49%
5000
29.0 71.0 85.0
H | H H 99.0 128.0
Ol et e A e e AT Y
miz--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 Benzene, 1,4-diethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.556 3.41 ug/L 69964 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91

Abundance Scan 3255 (11.556 min): VV020057.D\data.ms (-3244) (- m/z 105.10 100.00%
105.1

5000 134.1 J\f\ f\
77.0 .
‘ ‘ ‘ 11.50
0 H‘WHH‘HH‘,mHMm,m%WH‘W‘u,u‘H_H‘,H‘u}w_Jw m/z 119.10  86.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14841: Benzene, 1,4-diethyl-
119.0
5000 134.0 /\\/\\ = T
91.0 11.50
m/z 134.05 45.45%
41.0 65.0
O \\‘HH‘%?‘\?H\\"‘\\H“\H\’\‘\‘\\‘\Hm‘H\\’HH‘\‘H\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14842: Benzene, 1,2-diethyl-
119.0 /\
NI V.V AV
11.50
5000 134.0 m/z 91.00  26.25%
91.0
65.0
T o S R Y N
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 k M
Abundance #14844: Benzene, 1,3-diethyl- Al —
119.0 11.50
m/z 77.00 18.41%
5000 134.0
91.0
oo | Al
Obreprerrredirere ety el bbbt AN A PVAVAY
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\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 Benzene, (1-methylpropyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.826 5.51 ug/L 113010 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 50
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 50
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 50
4 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 45
5 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 41
Abundance Scan 3339 (11.826 min): VV020057.D\data.ms (-3328) (- m/z 105.10 100.00%
105.1
5000
66.0 134.1 Ve
= A
390 ‘ o 11.50 12.00
) S - “‘M Bolp A 11900 s 134,05 26.38%
m/z--> 20 40 60 80 100 120 140
Abundance #14848: Benzene, (1-methylpropyl)-
105.0 M
5000 - }\ .
11.50 12.00
134.0 m/z 66.00 23.91%
\\\‘\\\\"\\\\‘\‘\\\“\\\\‘}\\\“\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0
YA v
11.50 12.00
5000 m/z 77.00 14.46%
134.0
77.0
o B0 SR el
miz--> 20 40 60 80 100 120 140 J\ M
Abundance #14852: Benzene, (1-methylpropyl)- L e e B
105.0 11.50 12.00
m/z 90.95 14.14%
5000
134.0
27.0 51.0 77.0
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 o-Cymene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

11.919 4.39 ug/L 89976 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3368 (11.919 min): VV020057.D\data.ms (-3359) (-~ m/z 119.05 100.00%

119.1
5000 Aj\
134.0
AL
a0 &9 | o
0 b e el L L myz 134,00 31.33%
m/z--> 20 40 60 80 100 120 140
Abundance #14811: 0o-Cymene
119.0 /\J\
5000 T j\ T T
12.00
91.0 134.0 m/z 91.ee  17.10%
41.0 65.0
O\\\\‘\‘\\\“\\‘r\”“\‘\\\‘”‘\\‘i‘\‘w\\‘iw\\\‘\‘\
m/z--> 20 40 60 80 100 120 140
Abundance #14810: o-Cymene
119.0
: s
12.00
5000 ITI/Z 105.05 13.72%
134.0
39.0 91.0
15.0 : 65.0
) S S Y A P MR} AN
m/z--> 20 40 60 80 100 120 140 jk
Abundance #14809: p-Cymene g ‘M ‘
119.0 12.00
m/z 77.00 10.80%
5000
91.0 134.0
Uk
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 Benzene, 1-methyl-3-(1-meth... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.022 8.27 ug/L 169788 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 97
4 o-Cymene 134 C10H14 000527-84-4 97
5 o-Cymene 134 C10H14 000527-84-4 97
Abundance Scan 3400 (12.022 min): VV020057.D\data.ms (-3392) (- m/z 119.05 100.00%
119.1
5000
134.0 ,j\AA
91.0 o
390 80 Ll 1200
O prrrrprrrr ettt m/z 134.00  28.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 ﬁXA
5000 /\ A ‘
12.00
910 134.0 m/z 91.00  15.09%
41. 65.0 ‘
O\\‘1\\5\\0‘\\\\‘\H\‘\?\‘\H\‘H‘H‘\\\‘\‘\\H“\\H‘\WH‘H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14812: o-Cymene
119.0
1200
5000 m/z 120.10 9.35%
134.0
91.0
41.0 650
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 j\ /L
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl- o] il
119.0 12.00
m/z 117.00 8.74%
5000
134.0
91.0
oL1so 390 650 | ] MM pn

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.421 5.14 ug/L 105549 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 3524 (12.421 min): VV020057.D\data.ms (-3517) (- m/z 119.05 100.00%

119.1
5000 134.1 M
sl
390 650 91‘0 L 12.50
0 e e el m/z 134,05 49.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14865: Benzene, 1,2,3,5-tetramethy |- VJ\
119.
134.0
5000 r—ghem A
12. 50
m/z 91.00 12.24%
91.0
O \\‘:L\'f-)\\o‘\\H‘\3\9’9\\‘\H\’6\\5\\0‘\H‘\“H\\"\\H‘\H\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
—
134.0 12.50
5000 ITI/Z 120.10 10.17%
91.0
39.0 65.0
Y N RO AN PO USSP 1Y OO OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #14878: Benzene, 1-ethyl-3,5-dimethyl- : ‘M‘ H—
119.0 12.50
m/z 133.05 9.04%
5000
134.0
91.0
T PR T I M L
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\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.472 6.08 ug/L 124690 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94

Abundance Scan 3540 (12.472 min): VV020057.D\data.ms (-3533) (- m/z 119.05 100.00%
110.1

91.0
39.0 650 ‘ 1851 105 12.50
OF ot M ETAS20 0 sz 134,00 45.89%
miz--> 20 40 60 80 100 120 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
h M
5000 T T ‘ T T T
12.50

m/z 91.05 16.07%

91.0 1
O \]-\5\(‘) T ‘\ \\4% \O\ ‘\ T ‘6§ \0\ \“ LI “\‘\ \‘\“ T \\%\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0

1250

5000 m/z 119.95 9.80%
91.0
39.0 65.0 ‘ ‘
2 i ol W A~ 2
miz--> 20 40 60 80 100 120 140 /k

Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl- t Wf\‘ Ho -

119.0 12.50

m/z 116.95 9.47%

5000
91.0 N\
39.0 65.0 ‘
0 15.0 I Lol ol ‘ il H‘ 1350 AA

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\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 Benzene, 1-methyl-4-(1-meth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.559 5.50 ug/L 112868 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 76
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
3 o-Cymene 134 C10H14 000527-84-4 64
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 64
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64

Abundance Scan 3567 (12.559 min): VV020057.D\data.ms (-3558) (- m/z 119.05 100.00%
119.

0.1
5000
9L.0 148.1 J\N\
R
so @m0 | )] e
0 bl WLl m/z 91.00  31.43%
miz--> 20 40 60 80 100 120 140
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 —
12.50
910 148.0 m/z 148.05 27.49%
41.0 65.0 ' ‘
O\\\‘\\\\"‘\\‘\\“\\\\“\\\\“1\\‘\“‘\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0 A /\/\
b tnal
12.50
5000 m/z 131.05 21.10%
91.0
39.0 65.0 ‘ ‘
I el 1 | L
miz-> 20 40 60 80 100 120 140 N j\
Abundance #14812: o-Cymene AR
119.0 12.50
m/z 105.00 15.62%
5000
91.0
olaso M0, S0, |, ) wso N
m/z--> 20 40 60 80 100 120 140 12.50

SOMVLMO11121WMA.M Thu Jan 21 11:13:54 2021 Page: 34



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 (3-Methylphenyl) methanol, ... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.736 3.36 ug/L 68898 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Methylphenyl) methanol, n-pen... 192 C13H200 1000374-44-0 50
2 (3-Methylphenyl) methanol, n-but... 178 C12H180 1000374-44-2 50
3 Benzenamine, N-butyl- 149 C1OH15N 001126-78-9 43
4 Benzenamine, N-ethyl- 121 C8H11N 000103-69-5 43
5 Benzenamine, 4-butyl- 149 C10H15N 000104-13-2 43

Abundance Scan 3622 (12.736 min): VV020057.D\data.ms (-3616) (- m/z 105.05 100.00%

106.1 ‘
5000
148.1 Mﬂw
77.0 AL e Ly
39.0 “ | s 12.50 13.00
O bbbt m/z 106.00 91.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #54618: (3-Methylphenyl) methanol, n-pentyl ether
10%.0
5000 e A«AA :
12.50 13.00
770 m/z 148.0 35.47%
0l15.0 , 410 I “ M 133.0 159.0  192.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #44028: (3-Methylphenyl) methanol, n-butyl ether
105.0 /h /\
A 1
12. 50 13 00
5000 ITI z . 28.80%
77.0
o150, 410 I ‘ M 1450 178.0
A i e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #23344: Benzenamine, N-butyl-
106.0 12 50 13 00
m/z 77.00 23.07%
5000
77.0 149.0 N
ol 2080 | b WP
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00

SOMVLMO11121WMA.M Thu Jan 21 11:13:54 2021 Page: 35



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33 Spiro[4.4]nona-1,3-diene, 1... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.804 2.67 ug/L 54754 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[4.4]nona-1,3-diene, 1,2-di... 148 C11H16 1000163-57-6 80
2 Nopyl acetate 208 C13H2002 000128-51-8 50
3 Nopyl acetate 208 C13H2002 000128-51-8 42
4 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 40
5 2-Methylindan-2-o0l 148 C10H120 033223-84-6 30
Abundance Scan 3643 (12.804 min): VV020057.D\data.ms (-3636) (- m/z 105.05 100.00%
105.1
5000 148.1 ]\\A /VJ\
77.0 i [N
41.0 ‘ ‘ ‘ - 12.50 13.00
O e bt b M B2EE L m/z 91.e0  48.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22821: Spiro[4.4]nona-1,3-diene, 1,2-dimethyl-
105.0 133.0
5000 i —
12.50 13.00
m/z 148.05  44.52%
39.0 9.0 ‘
0 ‘\‘H\“‘.H‘\H\“\‘H\H‘\\1‘\"1“\\‘1““\\‘\‘\‘\UH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67678: Nopyl acetate
105.0 /\4 /\
T — A
43.0 133.0 12.50 13.00
5000 m/z 133.05 41.66%
79.0
o ,
miz--> 20 40 60 80 100 120 140 160 180 200 M m
Abundance #67677: Nopyl acetate LA B S
105.0 12.50 13.00
m/z 119.05 28.56%
43.
5000 30
133.0
79.0 ‘
ob bt e bl | Lasso om0 W)L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.858 4.89 ug/L 100377 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 76
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
3 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 64
4 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 59
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 53

Abundance Scan 3660 (12.858 min): VV020057.D\data.ms (-3651) (-  m/z 119.10 100.00%
119.1
5000
148.1
91.0 [ L
390 65.0 | ‘ ‘ | 12.50 13.00
L ! R m/z 133.00  42.32%
m/z--> 0 20 40 60 80 100 120 140
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 MW\N ‘
12.50 13.00
910 148.0 m/z 148.05 32.90%
410 650 ‘ ‘
O\‘\\\\‘\\\\“‘\\\\‘\‘\\\“\\\1“\‘\\‘\“’\\\‘\‘\1\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0 ﬁk A
o a
12.50 13.00
5000 m/z 91.00 16.44%
300 g5 91O
0 “‘Eﬁ?‘ﬂuhﬂ‘W‘NM‘$W‘A“N‘NM“‘M‘H“
miz--> 0O 20 40 60 80 100 120 140
Abundance #14966: Disiloxane, 1,1,3,3-tetramethyl-
119.0 1250 1300
m/z 120.05 13.40%
5000
73.0
45.0 ‘ M
0 L W | \‘\ ‘\ /\/\v\ apl

m/z--> 0 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 35 Benzene, (1,1-dimethylpropyl)- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
13.009 3.66 ug/L 75144  1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 90
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 87
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 64
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 64
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64

Abundance Scan 3707 (13.009 min): VV020057.D\data.ms (-3699) (- m/z 119.05 100.00%

119.1
5000
148.1

91.0
410 650 13 00

o 20 Ll L w/z 148.05  20.58%
miz-> 20 40 60 80 100 120 140

Abundance #22819: Benzene, 1rneﬁwl4(lrneﬂwuxopy0

| /WWMA/\

5000 SAVAVE
13.00

m/z 91.00 12.24%

91.0 148.0
41.0 65.0 ‘
O\\\\‘\‘\\\“‘\\\\‘\‘\\\“\\\\“\‘\\‘\‘l\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22804: Benzene, (1,1-dimethylpropyl)-
119.0
91.0

13 00
5000 m/z 120.05 10.52%
41.0 148.0
PR N NN IO
miz--> 200 40 60 80 100 120 140 ﬁ“
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl- ‘ ‘AW”ﬁ ; Aﬂ
119.0 13.00
m/z 77.00 6.77%
5000
91.0
150 390 459 [ 1450
O“‘M“M"M‘HW‘NJ“JM““‘“WW“NM““‘ : —r
m/z--> 20 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 36 Benzene, (3-methyl-2-butenyl)- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
13.173 2.97 ug/L 60872 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 86
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70

Abundance Scan 3758 (13.173 min): VV020057.D\data.ms (-3750) (-  m/z 133.05 100.00%
138.1
5000
910 1150 W M
510 704 ‘ ‘ A1 13.00 13.50
0 b “‘m m SRR MH A m/z 131.00  75.42%
m/z--> 20 40 100 120 140
Abundance #21630.Benzene,(34nethyL2-butenyD-
131.0
91.0 f\jm
5000 P Pt
13.00 13.50
39.0 m/z 146.20  30.57%
5.0 115.0
15.0 | ‘ H JL\ 147.0
O\\\\‘\\\\H‘w ‘w‘\\“\\l\“m‘\\\“\\\"N\\\
m/z--> 0 80 100 120 140
Abundance #21646. lH—Indene, 2,3-dihydro-1,2-dimethyl-
131.0
el | o)
13.00 13.50
5000 m/z 91.00 25.17%
91.0
115.0
39.0 63.0 ‘ ‘ 14,‘7.0
OHH“‘M “‘H “‘c‘w“l SRR R U‘ ““!‘,‘M =
miz--> 20 40 60 80 100 120 140
Abundance #21623: Benzene, (1-methyl-1-butenyl)- T —T
131.0 13.00 13.50
m/z 148.05 24.90%
91.0
5000
5o M\N\
27.0 ‘ j\
om‘_H‘_J‘s“muwemw“m\‘_w‘,‘7”0‘ AUAE.Y
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\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 37 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.225 3.01 ug/L 61779 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
Abundance Scan 3774 (13.225 min): VV020057.D\data.ms (-3766) (- m/z 131.05 100.00%
131.1
5000 M
wo 6a1 10 11f'° | 13.00 1350
0“‘““"qﬂ‘w“pwuuw“w“pw"L“Mt‘ﬁwu“ m/z 146.00  26.28%
miz--> 20 40 60 80 100 120 140
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 j\*”‘“/\? ‘ ‘ ”“A/
13.00 13.50
1150 m/z 129.00 17.15%
91.0 .
s LA | 1‘47-0
O\\\\‘\\\\“\\‘f‘\‘w\‘\\“\\\\“\‘\\\‘\‘\‘1\‘1‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 [
WMJ\N ‘ A
13.00 13.50
5000 m/z 115.00 15.04%
270 510 910 1150 4)‘
R P v M PO Y e
miz--> 20 40 60 80 100 120 140 W
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- — —
131.0 13.00 13.50
m/z 91.00 11.93%
5000 91.0
39.0 115.0
e I
0““““‘U‘Hm“mhmﬂ“u\wﬁt‘!M‘dw“‘h“ — —
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SOMVLMO11121WMA.M Thu Jan 21 11:13:57 2021 Page: 40



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11921\
Data File : VV@20057.D

Acqg On : 19 Jan 2021 17:34

Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO11121WMA.M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 38 Benzene, pentamethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13279 9.17 ug/L 188060  1,4-Dichlorobenzene-d4  11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 ciie 000700-12-9 76

2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16
3 3,4-Dimethylcumene
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 C1l1H16
5 Benzene, pentamethyl-

148 C11H16

148 C11H16

Abundance Scan 3791 (13.279 min): VV020057.D\data.ms (-3782) (-

004218-48-8 68
1000370-34-1 64
004132-72-3 64
000700-12-9 64

m/z 133.00 100.00%

133.0
- T
91.0 . .
13.00 13.50
39.0 64.8 180.0
B TR L n “M Al 116001800 31 00 36.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22771: Benzene, pentamethyl-
133.0
5000 LEin, e o
13.00 13.50
91.0 m/z 148.05 29.10%
39.0 .
0 \1\5\.(‘)\‘\ T \“‘\ ““‘6‘?‘0‘ \““ T \‘\‘\ “r‘\ \‘r‘““ T M‘\ T \‘\‘\ L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0 A
ALNIVAVIEr)
105.0 13.00 13.50
5000 ITI/Z 90.95 16.65%
77.0
270 510 ‘ ‘
0““NH‘WHW‘H$‘UMHH‘NN‘ 1mht‘uu“u“‘u‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22764: 3,4-Dimethylcumene T T
133.0 13.00 13.50
m/z 115.10 16.05%
5000
41.0 770 1030 ‘ M
2 TPt RO T N S B L B L8 LA VAV
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 39 Benzene, (1-ethyl-1-propenyl)- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
13.720 2.57 ug/L 52819 1,4-Dichlorobenzene-d4 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 50
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 50
3 2-(2-Hydroxyphenyl)buta-1,3-diene 146 C1@H100 038865-47-3 42
4 Benzene, cyclopentyl- 146 C11H14 000700-88-9 38
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 38

Abundance Scan 3928 (13.720 min): VV020057.D\data.ms (-3920) (- m/z 117.05 100.00%

117.1 ‘
5000 146.0
91.0
Ao, JATN

39.0 629 ‘ 13.50 14.00
0o wwm“m 2059 m/z 131.00  68.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21629: Benzene, (1-ethyl-1-propenyl)- M
117.0
5000 91.0 146.0 T \/J\\/\ A /\\M\

13.50 14.00
m/z 132.95 52.06%

65.0
}\5\?\‘\\H‘i‘\\“H\“M‘\\”H‘uh“‘l‘u!‘\‘U‘u‘uu‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21621: Benzene, (1-ethyl-1-propenyl)-
117.0

13.50 14.00
5000 91.0 146.0 m/z 146.00  47.50%

o

o

31.0 13.50 14.00
m/z 145.20  44.83%

5000 91.0
51.0
‘M\H I ‘HMM ‘H\ 0 ALV J\‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

39.0 65.0
?.‘5“0“”““ ‘\‘;\“\‘\‘\\‘HU‘ L H;\H!“U‘H‘HH‘HH‘HH‘HH
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Abundance #21570: 2-(2-Hydroxyphenyl)buta-1,3-diene /‘“WA o el o
1

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011921\
Data File : VV020057.D

Acqg On : 19 Jan 2021 17:34
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO11121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 1.109 7.5 ug/L 110804 1 5.621 743170 50.0
(DEL) Alkane: S 2.534 51.2 wug/L 760832 1 5.621 743170 50.0
(DEL) Alkane: S 2.765 95.1 wug/L 1413490 1 5.621 743170 50.0
(DEL) Alkane: S 3.045 388.3 wug/L 5771630 1 5.621 743170 50.0
(DEL) Alkane: C 3.769 221.4 wug/L 3290810 1 5.621 743170 50.0
(DEL) Alkane: S 4.765 5.0 ug/L 74509 1 5.621 743170 50.0
(DEL) Alkane: S 4.913 8.5 ug/L 126627 1 5.621 743170 50.0
(DEL) Alkane: S 5.238 12.0 ug/L 177763 1 5.621 743170 50.0
(DEL) Alkane: S 5.498 7.1 ug/L 104983 1 5.621 743170 50.0
(DEL) Alkane: S 6.203 3.7 ug/L 55413 1 5.621 743170 50.0
(DEL) Alkane: S... 6.260 3.0 ug/L 44378 1 5.621 743170 50.0
(DEL) Alkane: C... 6.466 3.1 ug/L 46542 1 5.621 743170 50.0
(DEL) Alkane: S 6.659 11.5 wug/L 170857 1 5.621 743170 50.0
(DEL) Alkane: S 6.781 13.6 wug/L 202250 1 5.621 743170 50.0
(DEL) Alkane: S 6.842 3.8 ug/L 56055 1 5.621 743170 50.0
(DEL) Alkane: S 6.923 7.1 ug/L 104870 1 5.621 743170 50.0
(DEL) Alkane: S 7.087 12.3 wug/L 182279 1 5.621 743170 50.0
(DEL) Alkane: C 7.270 7.5 ug/L 139727 2  8.858 926336 50.0
(DEL) Alkane: S 7.572 4.8 ug/L 89332 2 8.858 926336 50.0
(DEL) Alkane: C 7.791 2.9 ug/L 53796 2 8.858 926336 50.0
(DEL) Alkane: S 8.672 4.1 ug/L 75790 2 8.858 926336 50.0
(DEL) Alkane: S 8.794 3.6 ug/L 67458 2 8.858 926336 50.0
(DEL) Alkane: S. 9.209 5.0 ug/L 92908 2 8.858 926336 50.0
Benzene, 1,4-di... 11.556 3.4 ug/L 69964 3 11.257 1025940 50.0
Benzene, (1-met... 11.826 5.5 ug/L 113010 3 11.257 1025940 50.0
o-Cymene 11.919 4.4 ug/L 89976 3 11.257 1025940 50.0
Benzene, 1-meth... 12.022 8.3 ug/L 169788 3 11.257 1025940 50.0
Benzene, 1,2,3,... 12.421 5.1 wug/L 105549 3 11.257 1025940 50.0
Benzene, 1,2,3,... 12.472 6.1 ug/L 124690 3 11.257 1025940 50.0
Benzene, 1-meth... 12.559 5.5 ug/L 112868 3 11.257 1025940 50.0
(3-Methylphenyl... 12.736 3.4 ug/L 68898 3 11.257 1025940 50.0
Spiro[4.4]nona-... 12.804 2.7 ug/L 54754 3 11.257 1025940 50.0
Benzene, 2-ethy... 12.858 4.9 wug/L 100377 3 11.257 1025940 50.0
Benzene, (1,1-d... 13.009 3.7 ug/L 75144 3 11.257 1025940 50.0
Benzene, (3-met... 13.173 3.0 ug/L 60872 3 11.257 1025940 50.0
1H-Indene, 2,3-... 13.225 3.0 ug/L 61779 3 11.257 1025940 50.0
Benzene, pentam... 13.279 9.2 ug/L 188060 3 11.257 1025940 50.0
Benzene, (1l-eth... 13.720 2.6 ug/L 52819 3 11.257 1025940 50.0
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