LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020671.D

Acqg On : 18 Mar 2021 13:03
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SOMVLM@31321WMA.M
Title : VOC Analysis

Signal : TIC: VVO20671.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  1.307 77 83 92 rVB 202208 202152 13.14% 1.667%
2 1.571 158 165 176 rVB 171265 192631 12.52% 1.589%
3 2.108 324 332 344 rBV 325739 473835 30.79%  3.908%
4 2.719 518 522 524 rBV5 3288 2380 0.15% ©0.020%
5 2.847 556 562 564 rBV6 3547 3729 0.24% 0.031%
6 2.867 564 568 571 rVB5 3946 3275 0.21% 0.027%
7 2.918 582 584 588 rVB5 3270 2247 0.15% 0.019%
8 2.998 605 609 610 rBv4 3479 2299 0.15% 0.019%
9 3.044 613 623 637 rVB2 104652 209105 13.59% 1.725%
106 3.195 665 670 672 rBV6 2615 2500 0.16% 0.021%
11  3.269 689 693 695 rBv4d 3998 2666 0.17% 0.022%
12 3.478 753 758 762 rBV7 4336 4109 0.27% 0.034%
13 3.535 771 776 778 rBV5 3250 2964 0.19% 0.024%
14 3.709 827 830 832 rW4 4154 2556 0.17% 0.021%
15 3.767 834 848 868 rVB2 161723 411471 26.74%  3.394%
16 3.899 879 889 912 rBV 99202 311985 20.27% 2.573%
17 4.352 1017 1030 1055 rVB2 242154 615727 40.01% 5.079%
18 4.690 1133 1135 1140 rVB5 4513 3475 0.23% 0.029%
19 4.741 1147 1151 1157 rVBS 3408 4351 0.28% 0.036%
20 4.783 1161 1164 1166 rBV3 3281 2223 0.14% 0.018%
21  4.822 1170 1176 1180 rBV7 3226 3912 0.25% 0.032%
22 4.889 1195 1197 1201 rBV5 3090 2275 0.15% 0.019%
23 4.947 1213 1215 1220 rVB6 4177 3075 0.20% 0.025%
24  4.976 1220 1224 1227 rBV5S 4359 3981 0.26% 0.033%
25 5.050 1230 1247 1269 rVV2 602728 1538812 100.00% 12.692%
26 5.523 1391 1394 1395 rBV3 4005 2279 0.15% 0.019%
27 5.619 1407 1424 1444 rBV 414565 853430 55.46% 7.039%
28 5.722 1454 1456 1465 rBV9 3645 4584 0.30% 0.038%
29 5.905 1502 1513 1528 rBv2 58465 124960 8.12% 1.031%
30 6.072 1554 1565 1587 rVB 355135 713712 46.38% 5.887%
31 6.249 1618 1620 1625 rBV6 4337 4234  0.28% 0.035%
32 6.477 1688 1691 1693 rBV4 4752 2832 0.18% 0.023%
33  6.690 1751 1757 1759 rVve 4166 3601 ©.23% 0.030%
34  6.722 1762 1767 1772 rVB9 4954 4964 0.32% 0.041%
35 6.757 1774 1778 1780 rBV4 4201 3100 0.20% 0.026%
36 6.812 1793 1795 1798 rBv4 4370 3320 0.22% 0.027%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020671.D

Acqg On : 18 Mar 2021 13:03
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SOMVLM@31321WMA.M
Title : VOC Analysis
37 6.989 1841 1850 1865 rBV3 186013 319987 20.79% 2.639%
38 7.082 1876 1879 1882 rBV4 3861 2295 0.15% 0.019%
39 7.188 1909 1912 1914 rBV4 4137 2391 0.16% 0.020%
40 7.214 1918 1920 1922 rBV3 5137 3009 0.20% 0.025%
41  7.239 1925 1928 1930 rBv4 4431 2266 0.15% 0.019%
42 7.320 1942 1953 1970 rBV 675163 1147558 74.57% 9.465%
43  7.625 2039 2048 2067 rBV 132805 240762 15.65%  1.986%
44  7.786 2096 2098 2101 rBV4 3475 2537 0.16% 0.021%
45  7.818 2104 2108 2112 rBV7 2761 2356 0.15% 0.019%
46 7.918 2134 2139 2141 rBV5 4353 3788 0.25% 0.031%
47  8.095 2184 2194 2226 rBV3 342556 722819 46.97% 5.962%
48 8.693 2378 2380 2383 rBv4 3614 2601 0.17% 0.021%
49 8.857 2420 2431 2452 rBV 666860 1083114 70.39% 8.934%
50 9.034 2483 2486 2488 rBv4 4275 2881 0.19% 0.024%
51 9.069 2493 2497 2499 rBV5 5204 3611 ©0.23% 0.030%
52 9.619 2666 2668 2672 rBV5 3984 2285 0.15% 0.019%
53 9.767 2710 2714 2716 rBv4 3359 2329 0.15% 0.019%
54 10.037 2794 2798 2800 rvVs 3085 2426 0.16% 0.020%
55 10.101 2815 2818 2820 rBV4 3697 2648 0.17% 0.022%
56 10.220 2845 2855 2868 rBV 391659 616565 40.07% 5.086%
57 10.853 3047 3052 3056 rvv7 5428 4379 0.28% 0.036%
58 10.915 3067 3071 3075 rBV7 3600 2828 0.18% 0.023%
59 10.969 3086 3088 3092 rBV5 4166 3791 0.25% 0.031%
60 11.175 3146 3152 3153 rBV6 3220 3079 0.20% 0.025%
61 11.255 3166 3177 3191 rBV 641945 988002 64.21%  8.149%
62 11.628 3283 3293 3308 rBV 704208 1093175 71.04% 9.017%
63 11.770 3335 3337 3342 rBV6 2853 2750 0.18% 0.023%
64 12.046 3421 3423 3429 rVB7 4119 3560 ©.23% 0.029%
65 12.545 3574 3578 3581 rBV6 4261 3596 0.23% 0.030%
66 12.873 3676 3680 3683 rVB6 3567 2739 0.18% 0.023%
67 12.918 3688 3694 3697 rVB8 4126 3821 ©@.25% 0.032%
68 12.960 3704 3707 3710 rBV5S 4475 3426 0.22% 0.028%
69 13.140 3761 3763 3767 rVV4 4201 2192 0.14% 0.018%
70 13.175 3771 3774 3778 rVB6 3531 2492 0.16% 0.021%
71 13.201 3778 3782 3788 rBVS8 3237 4374  0.28% 0.036%
72 13.226 3788 3790 3797 rBV7 3067 2453 0.16% 0.020%
73 13.281 3805 3807 3812 rVB5 3928 2505 0.16% 0.021%
74 13.406 3844 3846 3849 rBV4 3167 2524 0.16% 0.021%
75 13.490 3869 3872 3876 rVB5 4087 2675 0.17% 0.022%
76 13.593 3902 3904 3910 rVB7 5114 3753 0.24% 0.031%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020671.D

Acqg On : 18 Mar 2021 13:03
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SOMVLM@31321WMA.M
Title : VOC Analysis
77 13.625 3910 3914 3919 rBV7 3128 3617 ©.24% 0.030%
78 13.821 3970 3975 3978 rVWV7 3026 3365 0.22% 0.028%
79 13.937 4007 4011 4014 rVBS5 5260 4068 0.26% 0.034%
80 14.123 4065 4069 4072 rBV5S 4238 3780 0.25% 0.031%
81 14.178 4081 4086 4089 rBV6 3625 3648 0.24% 0.030%
82 14.316 4126 4129 4133 rBVS5S 3535 3025 0.20% 0.025%
83 14.339 4133 4136 4139 rBV4 3473 2420 0.16% 0.020%
84 14.445 4165 4169 4176 rVB9 3871 4422 0.29% 0.036%
85 14.728 4253 4257 4258 rBV4 3170 2414 0.16% 0.020%
86 14.818 4283 4285 4289 rBV5 3461 2696 0.18% 0.022%
87 14.860 4293 4298 4302 rBV7 4427 4207 0.27% 0.035%
88 14.911 4311 4314 4319 rBV7 4729 4909 0.32% 0.040%
89 15.027 4348 4350 4354 rBV4 4101 3009 0.20% 0.025%
90 15.078 4364 4366 4374 rBV8 2546 2495 0.16% 0.021%
91 15.127 4378 4381 4385 rBV6 4088 3605 0.23% 0.030%
92 15.262 4420 4423 4426 rBV4 5034 3396 0.22% 0.028%
93 15.365 4451 4455 4459 rVB6 4214 2919 0.19% 0.024%
94 15.394 4459 4464 4467 rBV7 5584 6196 0.40% 0.051%
95 15.516 4498 4502 4506 rVB6 4774 4766 0.31% 0.039%
96 15.538 4506 4509 4513 rBV6 3824 2699 0.18% 0.022%
97 15.557 4513 4515 4518 rBV4 3294 2301 0.15% 0.019%
98 15.625 4531 4536 4539 rBV7 5079 4973  0.32% 0.041%
99 16.596 4834 4838 4841 rBV6 5075 4657 0.30% 0.038%
100 16.747 4881 4885 4889 rBV7 5025 5284 0.34% 0.044%
Sum of corrected areas: 12123964
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31821\

: VW020671.D

: 18 Mar 2021 13:03

: SY/MD

: M1698-06

: 5.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA.M
: VOC Analysis

: C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

TIC: VV020671.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020671.D

Acqg On : 18 Mar 2021 13:03
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
3.044  12.25 ug/L 209105 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 86
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 68
4 2-(N-Morpholino)ethanesulfonic acid 195 C6H13N04S 004432-31-9 50
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 45
Abundance Scan 623 (3.044 min): VV020671.D\data.ms (-613) (-) m/z 57.10 100.00%
57.1
5000
R AREEEEEEERE S
#2 9 2.80 3.00 3.20 3.40
obr el 829 19061903 24932846 /7 41.10  80.81%
m/z--> 0 50 100 150 200 250 300
Abundance #1822: n-Hexane
57.0
5000 LU L L B A IR B L
2.80 3.00 3.20 3.40
m/z 43.10 61.60%
99|
O ‘\‘\‘\ }"“\ \‘\\’\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 50 100 150 200 250 300
Abundance #1820: n-Hexane
57.0
e T
2.80 3.00 3.20 3.40
5000 m/z 56.05 50.69%
=9
ol
miz--> 0 50 100 150 200 250 300
Abundance #1821: n-Hexane EAERRERLEE SR e et
57.0 2.80 3.00 3.20 3.40
m/z 42.10 41.48%
5000
0 lad, R R T IR A I
m/z--> 0 50 100 150 200 250 300 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020671.D

Acqg On : 18 Mar 2021 13:03
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA.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: Cyclic3.767 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.767 24.11 ug/L 411471  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 Cyclohexane 84 C6H12 000110-82-7 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
Abundance Scan 848 (3.767 min): VV020671.D\data.ms (-834) (-) m/z 56.05 100.00%
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SRS I G——
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5000 T T T T T T T[T
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m/z 69.10 40.58%
O ‘1\‘\q“\ H ‘“\M \‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> O 100 150 200 250
Abundance #1493: Cyclopentane, methyl-
56.0
AT T
3.40 3.60 3.80 4.00
5000 m/z 39.10 28.40%

ol
m/z--> 0 100 150 200 250
Abundance #1488: 1-Pentene, 2-methyl- S

56.0 3.40 3.60 3.80 4.00
m/z 55.10 26.97%

1

H
R O S SO A W
m/z--> 0 100 150 200 250 3.40 3.60 3.80 4.00

5000

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020671.D

Acqg On : 18 Mar 2021 13:03
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA.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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.905 7.32 ug/L 124960  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 42
2 Ethene, 1,1-dichloro- 96 C2H2C12 000075-35-4 38
3 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
4 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
5 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35

Abundance Scan 1513 (5.905 min): VV020671.D\data.ms (-1502) (-) m/z 95.95 100.00%

96.0
131.0
5000 61.0
R AR RE RS R
‘ ‘ 1622 203.6 263.6 5.60 5.80 6.00 6.20
o‘”‘“w‘m olll o 2082 SEOD 2030 m/z 131.0 81.31%
miz--> 50 100 150 200 250
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
131.0 5.60 5.80 6.00 6.20
15.0 m/z 132.95 80.52%
O\\“\‘\“‘\\‘\‘ \”\i“\‘\\lwgp.f)\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #2697: Ethene, 1,1-dichloro-
61.0
96.0
R R AREREE USSR
5.60 5.80 6.00 6.20
5000 m/z 98.00 58.11%
26.0
N T N
miz--> 50 100 150 200 250
Abundance #2705: Ethylene, 1,2-dichloro-, (2)-
61.0 96.0 5.60 5.80 6.00 6.20
m/z 61.00 50.53%
5000
26.0 ‘
oH““uw‘m}ww_‘”_‘”_‘”

m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31821\
Data File : VV020671.D

Acqg On : 18 Mar 2021 13:03
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 3.044 12.3 ug/L 209105 1 5.619 853430 50.0
(DEL) Alkane: C... 3.767 24.1 ug/L 411471 1 5.619 853430 50.0
unknown-01 5.905 7.3 ug/L 124960 1 5.619 853430 50.0
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