LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLMO12121WMA.M
Title : VOC Analysis

Signal : TIC: VV020144.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 rVB2 49194 44463 0.33% 0.099%
2 1.309 59 68 80 rBv 259798 272842 2.01% 0.607%
3 1.566 141 148 161 rVB 217114 244792 1.80% 0.544%
4 1.634 163 169 180 rVB 17125 22810 0.17% 0.051%
5 1.807 217 223 233 rBV2 10420 13731 0.10% 0.031%
6 2.110 306 317 330 rBV 374085 561218 4.12%  1.248%
7 2.296 373 375 382 rVB3 2105 2058 0.02% 0.005%
8 2.534 425 449 475 rBV 1016158 1981522 14.56% 4.406%
9 2.766 503 521 552 rVV 1825283 3613551 26.56% 8.035%
106 3.045 591 608 636 rBV 7032306 13607585 100.00% 30.259%
11  3.672 791 803 807 rBV5S 4543 7308 0.05% 0.016%
12 3.769 812 833 857 rVV 3737683 9279981 68.20% 20.636%
13 3.881 858 868 898 rVB 112121 291470  2.14% 0.648%
14  4.354 996 1015 1045 rBV 262656 650041 4.78%  1.445%
15 4.682 1101 1117 1133 rVVW3 67445 169385 1.24% 0.377%
16 4.769 1137 1144 1159 rVB5 16153 37079 0.27% 0.082%
17 4.913 1175 1189 1211 rBV2 18147 44636 0.33% 0.099%
18 5.052 1213 1232 1261 rBV2 614005 1588332 11.67% 3.532%
19 5.328 1310 1318 1333 rVB2 5905 13771 0.10% 0.031%
20 5.495 1356 1370 1383 rBV4 11290 25076 0.18% 0.056%
21 5.621 1396 1409 1434 rBV 455261 916280 6.73% 2.038%
22 5.910 1486 1499 1512 rBvV3 24427 50820 0.37% 0.113%
23 6.074 1534 1550 1581 rBV 393675 842643 6.19% 1.874%
24  6.206 1584 1591 1598 rVWV 4488 8818 0.06% 0.020%
25 6.257 1601 1607 1618 rVB1eO 6083 11506 ©0.08% 0.026%
26 6.370 1636 1642 1654 rVB10O 6493 12000 ©0.09% 0.027%
27 6.466 1663 1672 1684 rVB5 7781 16278 0.12% 0.036%
28 6.656 1717 1731 1750 rVB6 22050 54234 0.40% 0.121%
29 6.781 1755 1770 1782 rBV2 39655 82207 0.60% 0.183%
30 6.923 1808 1814 1820 rBV7 5187 7765 0.06% 0.017%
31 6.990 1824 1835 1857 rVB 211828 380830 2.80% 0.847%
32 7.270 1908 1922 1927 rBV4 24221 44941 0.33% 0.100%
33 7.318 1927 1937 1956 rVB 797249 1393180 10.24% 3.098%
34 7.627 2024 2033 2054 rVvB2 134813 251576 1.85% ©.559%
35 7.794 2067 2085 2095 rBV5 19191 38447 0.28% 0.085%
36 7.849 2096 2102 2112 rVB6 3860 5283 0.04% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLMO12121WMA.M
Title : VOC Analysis
37 7.981 2138 2143 2152 rVB5 3893 5565 0.04% 0.012%
38 8.093 2166 2178 2213 rBV2 402163 784689 5.77% 1.745%
39 8.296 2235 2241 2250 rVB3 12962 21363 0.16% 0.048%
40  8.515 2303 2309 2321 rVB3 4671 8219 0.06% 0.018%
41  8.791 2389 2395 2397 rBV5 1887 1864 0.01% 0.004%
42 8.859 2404 2416 2434 rBV 690685 1109635 8.15% 2.467%
43 9.019 2463 2466 2471 rBV5 1729 1721 0.01% 0.004%
44  9.325 2555 2561 2568 rVV9 2260 3239 0.02% 0.007%
45  9.473 2597 2607 2609 rBV6 3923 4728 0.03% 0.011%
46  9.566 2629 2636 2640 rVvie 1144 1568 ©0.01% 0.003%
47 9.707 2676 2680 2689 rVB1lo 4074 5319 ©0.04% 0.012%
48 9.810 2702 2712 2727 rVB1e 3856 8770 0.06% 0.020%
49 10.135 2805 2813 2821 rVBS 5253 8549 0.06% 0.019%
50 10.222 2826 2840 2860 rBV 500357 788115 5.79% 1.753%
51 10.376 2885 2888 2899 rvB8 1792 3020 0.02% 0.007%
52 10.553 2938 2943 2949 rVB3 1532 1588 0.01% 0.004%
53 10.743 2991 3002 3012 rVB9 4010 6865 0.05% 0.015%
54 11.064 3089 3102 3106 rBV 13843 19311 0.14% 0.043%
55 11.158 3123 3131 3136 rBV5 2753 3959 0.03% 0.009%
56 11.203 3136 3145 3151 rVW2 21577 32102 0.24% 0.071%
57 11.254 3151 3161 3184 rVB 850223 1315846 9.67% 2.926%
58 11.460 3216 3225 3233 rBV5 2559 3836 0.03% 0.009%
59 11.556 3243 3255 3256 rBv2 93213 104948 0.77% 0.233%
60 11.582 3259 3263 3269 rVV 196681 251931 1.85% 0.560%
61 11.633 3269 3279 3303 rVB3 1026152 1857904 13.65% 4.131%
62 11.752 3308 3316 3326 rVB2 17405 26643 0.20% 0.059%
63 11.826 3326 3339 3351 rVB3 93822 155620 1.14%  0.346%
64 11.920 3357 3368 3372 rBV 87620 128318 ©.94% 0.285%
65 12.022 3389 3400 3422 rVB 167978 271451 1.99% 0.604%
66 12.129 3422 3433 3437 rBV 20331 35460 0.26% 0.079%
67 12.267 3463 3476 3483 rBv4 15358 27900 0.21% 0.062%
68 12.321 3483 3493 3498 rBvV2 18632 32107 0.24% 0.071%
69 12.421 3517 3524 3532 rVB 79953 111991 0.82% 0.249%
70 12.473 3532 3540 3556 rVB 118915 180288 1.32% 0.401%
71 12.559 3557 3567 3572 rBV 53694 80975 0.60% 0.180%
72 12.592 3573 3577 3583 rVV 31488 32863 0.24% 0.073%
73 12.736 3617 3622 3629 rVB2 29477 35032 0.26% 0.078%
74 12.804 3636 3643 3650 rVB4 22102 29701 0.22% 0.066%
75 12.858 3650 3660 3666 rBv4 45139 85461 0.63% 0.190%
76 13.010 3700 3707 3719 rVB 31918 48660 0.36% ©0.108%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLMO12121WMA.M
Title : VOC Analysis
77 13.174 3747 3758 3766 rBV3 38773 65008 0.48% 0.145%
78 13.225 3766 3774 3782 rBV2 60888 89371 0.66% 0.199%
79 13.280 3782 3791 3797 rBV2 111096 172597 1.27% 0.384%
80 13.376 3816 3821 3827 rVB 42878 48799 0.36% 0.109%
81 13.473 3846 3851 3853 rBV4 3519 3632 0.03% 0.008%
82 13.556 3871 3877 3888 rVB4 9819 16795 0.12% 0.037%
83 13.620 3888 3897 3907 rBV5 7717 13970 0.10% 0.031%
84 13.720 3919 3928 3938 rBV6 29315 54435 0.40% 0.121%
85 13.778 3939 3946 3957 rVB2 31300 49241 0.36% ©0.109%
86 13.833 3957 3963 3969 rVB8 2568 3407 ©0.03% 0.008%
87 13.919 3980 3990 4002 rVB2 40952 61627 0.45% 0.137%
88 14.100 4036 4046 4060 rBV3 33507 65185 0.48% 0.145%
89 14.151 4060 4062 4070 rVVv4 2651 3153 0.02% 0.007%
90 14.193 4072 4075 4082 rVB4 2624 2700 0.02% 0.006%
91 14.241 4082 4090 4098 rBV3 19407 28456 0.21% 0.063%
92 14.305 4102 4110 4121 rVB3 18591 34616 0.25% 0.077%
93 14.366 4125 4129 4140 rVB3 2598 3625 0.03% 0.008%
94 14.450 4146 4155 4164 rVB1eo 7084 12794 0.09% ©0.028%
95 14.511 4170 4174 4182 rVB7 2018 2401 0.02% 0.005%
96 14.624 4201 4209 4217 rBV8 3004 5812 0.04% 0.013%
97 14.784 4251 4259 4264 rBV5S 1275 1956 0.01% 0.004%
98 14.833 4268 4274 4276 rBV5S 1725 1892 0.01% 0.004%
99 14.887 4286 4291 4300 rVB7 1575 1827 0.01% 0.004%
100 15.865 4591 4595 4598 rBV4 2383 1800 0.01% 0.004%
Sum of corrected areas: 44970682
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve12221\

: VWe20144.D

: 22 Jan 2021 18:36

: SY/MD

: M1201-03

: 5.0mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO12121WMA .M

Quant Title

TIC Library

: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Time-->

TIC: VV020144.D\data.ms

3.769

2.766

2.534
5.052
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01101 20 12880 807 T 2,206 3.6723-881 N 4-68269913/\ 5.328.495\ 5.9]#)/@&6161@66
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TIC: VV020144.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.534 108.13 ug/L 1981520 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 91
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 42
Abundance Scan 449 (2.534 min): VV020144.D\data.ms (-425) (-) m/z 42.95 100.00%
5000 711
R ma R
‘ 57.0 2.20 2.40 2.60 2.80

A .
e e e e e M/z 41,95 53.11%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1825: Pentane, 2-methyl-
43.0
5000

2.20 2.40 2.60 2.80
27.0 71.0
m/z 40.95 44 .11%

15.0 ‘ 57.0
\\\‘2.\0\\\‘\\‘\\‘\\}}“\\\\‘\}\\‘\\H‘\‘\\\\“\\\\‘ﬁ?\o‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1823: Pentane, 2-methyl-
43.0

220240260280

27.0 71.0
57.0 ‘
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1828: Butane, 2,3-dimethyl- H_m,mwm_m‘
43.0 2.20 2.40 2.60 2.80

m/z 38.95 22.63%

5000
71.0

27.0 55.0
86.0
15.0 ‘\ ‘ | \‘ |

m/z--> 0 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\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.766 197.19 ug/L 3613550 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 (2.766 min): VV020144.D\data.ms (-503) (-) m/z 57.10 100.00%
57.1
41.0
5000
R e
‘ ‘ 711 ge1 2.40 2.60 2.80 3.00
el T PR m/z s6.00 85.68%
miz--> 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 40.95 66.52%
0 180 | | ‘ L, TR0 se0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1824: Pentane, 3-methyl-
57.0 /\
e R mmanRE R
410 2.40 2.60 2.80 3.00
’ m/z 43.00 23.97%
5000 29.0
1s0 |l O 860
A R E e
m/fz--> 0 10 20 30 40 50 60 70 80 90 j\
Abundance #1827: Pentane, 3-methyl- T
57.0 2.40 2.60 2.80 3.00
m/z 38.95 20.05%
29.0 41.0
5000
. 71.0
P e O | | T N
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\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.045 742.54 ug/L 13607600 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 64
3 n-Hexane 86 C6H14 000110-54-3 59
4 Butanal, 2-methyl- 86 C5H100 000096-17-3 43
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 43
Abundance Scan 608 (3.045 min): VV020144.D\data.ms (-591) (-) m/z 57.10 100.00%
57.1
41.0
5000
86.1 T T T T
‘ 711 2.80 3.00 3.20 3.40
et et el m/z 41,00 75.93%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000 L L I L LI L B
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.00 64.60%
Ll me ]
: | 1N N
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 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 56.00 51.33%
150 ‘ 86.0
71.0
‘“2:9"_“H‘H11"H‘;‘;‘“‘u“1_”“‘””‘””_”‘
m/fz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1820: n-Hexane AR mE
57.0 2.80 3.00 3.20 3.40
43.0 .
m/z 42.00 33.72%
29.0
5000
86.0
15‘.0 ‘ ‘ 71.0
. | N | 1
— e e e R B RRRE
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\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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: Cyclic3.769 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.769 506.39 ug/L 9279980  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 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
Abundance Scan 833 (3.769 min): VV020144.D\data.ms (-812) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
‘ ‘ ‘ 84.1 3.40 3.60 3.80 4.00
e ettt sz a1.e0  55.83%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0
3.40 3.60 3.80 4.00
m/z 69.00 43.59%
28.0 ‘ ‘ ‘ 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\‘!“\\\\‘\‘\\\“\w\‘\\\‘1i\\\\‘\!\\‘\\\
miz-> 0 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl-
56.0
 aamma A RARES
41.0 3.40 3.60 3.80 4.00
5000 m/z 39.00 26.81%
69.0
27.0
‘ ‘ 84.0
H‘1_0"‘f?f’_“H_m_\m,w P N -
m/fz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1458: Cyclohexane T
56.0 3.40 3.60 3.80 4.00
84.0 m/z 55.00 26.53%
5000 41.0
69.0
el
SSUURNE 1 N YN OO OO OO O
m/z--> 0O 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\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 17
R.T. EstConc Area Relative to ISTD R.T.
6.656 2.96 ug/L 54234 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
3 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 59
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 56
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 56

Abundance Scan 1731 (6.656 min): VV020144.D\data.ms (-1717) (-) m/z 42.95 100.00%

43.0 71.0
5000

L O
H 6.40 6.60 6.80 7.00
ety 902 m/z 71.00 84.07%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #3981: Pentane, 3-ethyl-
43.0
70.0

5000 L A
6.40 6.60 6.80 7.00

m/z 69.95 62.12%

15.0” | \ 100.0

\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0
EUEEVA STV AR YA
71.0 6.40 6.60 6.80 7.00
5000 ITI/Z 41.00 41.44%
150, || | auo
w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“‘H‘H‘w‘u‘_‘H,H‘w
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance  #85787: Ethanedioic acid, bis(3-methylbutyl) ester AR EaE s
43.0 6.40 6.60 6.80 7.00
71.0 m/z 57.00 27.66%
5000
UL 1150  161.0188.0 230.C /\MR/\M/\
‘_“W‘H‘_“W‘H‘_"W‘H‘_“W‘H‘_“W‘H‘_“W‘H“ e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.781 4.49 ug/L 82207 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 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
5 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 59

Abundance Scan 1770 (6.781 min): VV020144.D\data.ms (-1755) (-) m/z 43.05 100.00%

3

71.1
57.1
5000 85.1
R RARARRSEE
‘ 99.1 6.40 6.60 6.80 7.00 7.20
\H‘\H\‘HH‘\H\‘HH‘1H\‘H\\‘H\‘\“\H\‘\1\\‘\\\\‘\\\\‘\\\\‘\ m/Z 71.16 63-32%
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 C e
57.0 6.40 6.60 6.80 7.00 7.20
85.0

270 m/z 70.18  56.69%
N

20 o ‘ 990 1330
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7644: Hexane, 3,3-dimethyl-
s

6.40 6.60 6.80 7.00 7.20

5000 71.0 m/z 57.10  49.17%
57.0
85.0
29.0

10 150 | Lol %9014

L A i
miz-> 0 10 20 30 40 50 60 70 80 90 100110120 M A ﬁ
Abundance #7657: Pentane, 2,3,3-trimethyl- CASTIVA B SR TAY
43.0 6.40 6.60 6.80 7.00 7.20

m/z 41.00 41.77%

5000
57.0 71.0
85.0

R R B R AR Ly A RRARAR L L e B
I T f f I I f [ f f \ | I T T T T I

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\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 Benzene, 1,2-diethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.556 3.99 ug/L 104948 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 97
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 97
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91

Abundance Scan 3255 (11.556 min): VV020144.D\data.ms (-3243) (-  m/z 105.10 100.00%
105.1

- S A_/\_/\/A
77.0 ‘ s
39.0 .
57.2
\\‘H\\‘\\H‘HH"‘HHi‘i‘u‘\’\w\\‘\H‘H‘H\\"}\HHM\’HMH\H\‘M‘H‘H m/Z 119.10 82.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000 134.0 /‘\/\‘ ‘11‘50‘ I
390 77.0 m/z 134.05 41.10%
\\‘]_\?\.f)‘\\\‘\“H\\"‘HH}‘EZ\I’O}M‘\\‘\H‘H‘H\\"“\H‘}‘\1\’\\‘}‘\}HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14841: Benzene, 1,4-diethyl- PN
110.0 /\
T e
11.50
5000 134.0 m/z 91.00 27.23%
91.0
41.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #14844: Benzene, 1,3-diethyl- AV = —
119.0 11.50
m/z 77.00 18.13%
5000 134.0
91.0
390 650 L /\
HMH‘_HM_HL\HqWHWMMWH‘Wuuyuu‘ﬂkwﬂﬁh‘uwﬁuw‘ S e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50

SOMVLMO12121WMA.M Thu Feb 04 01:38:22 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 Benzene, (1-methylpropyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.826 5.91 ug/L 155620 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 50
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 50
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 50
4 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 50
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 46
Abundance Scan 3339 (11.826 min): VV020144.D\data.ms (-3326) (-  m/z 105.10 100.00%
105.1
5000
66.0 134.1
o
390 ‘ ash 11.50 12.00
\\‘HH‘H\\‘\H\“‘\H\“\H\‘\‘\‘\‘\‘\\H“\\H‘HH‘\M!\‘H‘\‘\“HH‘H‘H‘H m/z 134.05 26.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14852: Benzene, (1-methylpropyl)-
105.0
5000 \ /\f&
11.50 12.00
134.0 m/z 66.00 24.00%
27.0 51.0 77‘0 ‘
Ly i i ll .
\\‘HH‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14848: Benzene, (1-methylpropyl)-
105.0
A A
11.50 12.00
5000 m/z 91.10 14.84%
770 134.0
21.0 510 L !
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁ\ﬁ&ﬂ\
Abundance #14857: Benzene, 1-methyl-4-propyl- e A
105.0 11.50 12.00
m/z 77.00 14.47%
5000
134.0
77.0
270 810 N

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1150 1200

SOMVLMO12121WMA.M Thu Feb 04 01:38:22 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 11 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.919 4.88 ug/L 128318 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3368 (11.920 min): VV020144.D\data.ms (-3357) (-  m/z 119.10 100.00%

110.1 ‘
5000
91.0

39.0 65.0 L ‘ ‘ ul 135.1 12.00
\‘\\\\‘\\\\"‘\\‘\\“\‘\\\‘\\\\’H\\‘\“\\\M\‘\ m/2134005 34.65%
miz--> 0O 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.00
91.0

m/z 91.00 18.77%

65.0
miz--> 0 20 40 60 8 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl- MJ\
119.0
Y ‘ Aond

12.00
5000 m/z 105.00 12.80%
91.0

190 B2 L0 L w0

I e e e

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

Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-

119.0 12.00

m/z 77.00 10.97%

5000
91.0
Al
1o | TE %O L[ 1880 M A

m/z--> 0 20 40 60 80 100 120 140 12.00

SOMVLMO12121WMA.M Thu Feb 04 01:38:23 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 12 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.022 10.31 ug/L 271451 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 o-Cymene 134 C1leH14 000527-84-4 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 3400 (12.022 min): VV020144.D\data.ms (-3389) (-~  m/z 119.05 100.00%
119.1
5000
134.1
91.0
301 650 | | 12.00
S Y R BB S S M m/z 134.85  28.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 i /\pk ' ‘
134.0 12.00
m/z 91.00 15.48%
91.0
H‘lHSH()‘HH‘\ﬁ?“\()\\\‘\H\‘6\\5\8\H‘\“HH‘\\H‘HH‘H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14908: Benzene, 1rneﬂw|3(lrneﬂwkﬂhy0 WXA\
12. 00
5000 m/z 120.00 10.45%
134.0
91.0 ‘
41 0 65 0
m/fz--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #14812: o-Cymene ‘ — A apy
119.0 12.00
m/z 117.05 9.76%
5000
134.0
91.0
41‘ .0 65.0 ) I
| | |
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00

SOMVLMO12121WMA.M Thu Feb 04 01:38:23 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.421 4.26 ug/L 111991 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91

Abundance Scan 3524 (12.421 min): VV020144.D\data.ms (-3517) (-  m/z 119.05 100.00%
11

0.1
- o J/LWM
oy g

390 650 970 12,50
e e e e e e e m/z 134,05 49.50%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0

5000 134.0
12.50
91.0 m/z 91.80 14.21%
65.0
\\‘].\\5\\()‘\H‘\‘HH"‘HH“\‘H\’\‘\‘H‘\H‘\‘H\\"HH‘\‘\‘\\’\\U\l\\\\‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
R
12.50
5000 134.0 m/z 133.05 8.99%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Jﬂ\ﬂ\ ﬁJ\
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- SISUAVA W ‘
119.0 12.50

m/z 117.00 8.57%

134.0
5000
91.0
39.0 65.0 JU\
15.0 Li NI—Y A ‘ ALV

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SOMVLMO12121WMA.M Thu Feb 04 01:38:24 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.473 6.85 ug/L 180288 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94

Abundance Scan 3540 (12.473 min): VV020144.D\data.ms (-3532) (- m/z 119.05 100.00%

119.1
5000 134.1
91.0
39.0 650 il 12.50
reprrrrprrr e el m/z 134.05 43.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50
91.0 134.0 m/z 91.08  16.59%
39.0 65.0 ‘ ‘
\\‘HH()‘\\H‘H\\"‘\\Hi‘\‘\\\’\\\\‘\H‘“‘H\\’\\H‘\m\\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
R
134.0 12.50
5000 ITI/Z 120.10 10.39%
39.0 65.0 ] 91.0 | |
‘ Ll \
e e et e e el
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 MM Aﬂﬂ\
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0 12 50
m/z 76.95 9.02%
134.0
5000
15.0 oo, 880 il /R«V\

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\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.559 3.08 ug/L 80975 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 70
2 4'-Methylpropiophenone 148 C10H120 005337-93-9 64
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 58
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 55
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 55
Abundance Scan 3567 (12.559 min): VV020144.D\data.ms (-3557) (-  m/z 119.10 100.00%
119.1
5000
91.0
51.0 12.50
74
L B \\“‘\\““\“H‘\\‘J?‘\ \‘}\"H“\ \M““\‘U}“\‘\“‘\‘\\ m/Z 90.95 32.82%
miz-> 20 40 60 80 100 120 140
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 \ — :
12.50
010 148.0 m/z 131.05 32.33%
ST A R |
1 1 L n n L L
\\\‘\\\\‘\\\\‘\\\\‘\1\\’\\\\‘\\\\‘\1\\
miz-> 20 40 60 80 100 120 140
Abundance #22641: 4'-Methylpropiophenone
119.0
AN L
12.50
5000 91.0 m/z 148.05 25.30%
65.0 148.0
39.0 ‘ ‘
I Ly | | il
et
miz--> 20 40 60 80 100 120 140 A
Abundance #22804: Benzene, (1,1-dimethylpropyl)- e A“ﬁ ‘ I
119.0 12.50
91.0 m/z 105.00 16.47%
5000
41.0 65.0 148.0 /\j\
50yl e 3P L ALVAL
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\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.858 3.25 ug/L 85461 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 87
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 64
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 60
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 60
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 60

Abundance Scan 3660 (12.858 min): VV020144.D\data.ms (-3650) (-  m/z 119.00 100.00%

110.0
148.0
91.0 L\

12. 50 13 00

300 650 | ‘ ol
T R T S m/z 133.00  43.31%
miz--> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
110.0
5000 /\/\ﬂ\/\m
12.50 13.00
91.0 J m/z 148.00 31.17%
65.0
150 390 27 ) ‘ il 1850

\\\\\\\\\\\1\\\\\\\ L L L L L
1 \ I 1 I ] i

miz--> 20 40 60 80 100 120 140
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
Loy L

12.50 13.00
5000 m/z 90.95 19.74%
91.0 148.0
39.0 65.0
190 ) I e al L
Hu,w‘m‘”w‘wHH‘,‘Mu‘mw‘m‘u‘”‘”
m/z--> 20 80 100 120 140
Abundance #14939: 1,3—Cyclopentadlene, 1,2,3,4-tetramethyl-5-meth - —
119.0 12.50 13.00

m/z 117.00  12.02%

5000
91.0
| 4ﬁ0\\ 65\0 \ L] 130
| L il M i 1
T o

m/z--> 20 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\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 17 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.225 3.40 ug/L 89371 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
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): VV020144.D\data.ms (-3766) (-  m/z 131.05 100.00%
131.1
5000
J\WL J
91.0 115.0
510 704 h JM 14‘6.9 13.00 13.50
\\\\‘\\\\“\\‘\\‘H\‘\‘\\“\\‘\\‘\\\\‘\ \\“}H\\\ m/z 146.09 22.95%
miz--> 20 40 60 80 100 120 140
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 A S 4 Aj
13.00 13.50
500 910 1150 m/z 114.95  17.66%
0 630 ‘ | 147.0
\\\\‘\‘V\ \“‘\ \“\“\“m\ T \“ T “\‘\ T H \‘\“\ T ““\ T
miz--> 20 40 60 80 100 120 140
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 W f
— ey
13.00 13.50
5000 m/z 129.00 17.07%
S Ot e O NN O e
miz-> 20 40 60 80 100 120 140 ) J‘
Abundance #21630: Benzene, (3-methyl-2-butenyl)- /{M“W”‘ Authn
131.0 13.00 13.50
m/z 128.00 13.48%
91.0
5000
39.0
650 115.0
15.0 ‘ ‘ 147.0 f
L ‘L ﬁ\ 1P PR T o Moy, A

miz--> 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\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.280 6.56 ug/L 172597 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 80
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 60
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 55
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 55
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 49

Abundance Scan 3791 (13.280 min): VV020144.D\data.ms (-3782) (-  m/z 133.00 100.00%
138.0

e

39.0 65.0 ‘ il. 13.00 13.50
T TR P & 160.0179.9 m/z 131.00 65.53%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
\“/’\\J\f\ == \Aﬂ/\‘/

5000
13.00 13.50
91.0 m/z 148.85  29.07%
39.0
BN .- 1 N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22771: Benzene, pentamethyl- A
138.0
VAT UL A
13.00 13.50
5000 m/z 91.60  23.92%
91.0
150 390 880 | | b
miz--> 20 40 60 80 100 120 140 160 180 Aj\f
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- R e
131.0 13.00 13.50

m/z 146.05  22.72%

5000
390 91.0 N
' 63.0
Ly ‘ 1100 ‘M‘_‘m M i

m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012221\
Data File : VV020144.D

Acqg On : 22 Jan 2021 18:36
Operator : SY/MD

Sample : M1201-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.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 2.534 108.1 ug/L 1981520 1 5.621 916280 50.0
(DEL) Alkane: S... 2.766 197.2 ug/L 3613550 1 5.621 916280 50.0
(DEL) Alkane: S... 3.045 742.5 ug/L 13607600 1 5.621 916280 50.0
(DEL) Alkane: C 3.769 506.4 ug/L 9279980 1 5.621 916280 50.0
(DEL) Alkane: S.. 6.656 3.0 ug/L 54234 1 5.621 916280 50.0
(DEL) Alkane: S... 6.781 4.5 ug/L 82207 1 5.621 916280 50.0
Benzene, 1,2-di... 11.556 4.0 ug/L 104948 3 11.254 1315850 50.0
Benzene, (1-met... 11.826 5.9 ug/L 155620 3 11.254 1315850 50.0
Benzene, 4-ethy... 11.919 4.9 ug/L 128318 3 11.254 1315850 50.0
Benzene, 1l-ethy... 12.022 10.3 wug/L 271451 3 11.254 1315850 50.0
Benzene, 1,2,4,... 12.421 4.3 ug/L 111991 3 11.254 1315850 50.0
Benzene, 1,2,3,... 12.473 6.8 ug/L 180288 3 11.254 1315850 50.0
Benzene, 1-meth... 12.559 3.1 ug/L 80975 3 11.254 1315850 50.0
1,3-Cyclopentad... 12.858 3.3 ug/L 85461 3 11.254 1315850 50.0
1H-Indene, 2,3-... 13.225 3.4 ug/L 89371 3 11.254 1315850 50.0
1H-Indene, 2,3-... 13.280 6.6 ug/L 172597 3 11.254 1315850 50.0
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