LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11821\
Data File : VV020038.D

Acqg On : 18 Jan 2021 12:47
Operator : SY/MD

Sample : M1147-08

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\SOMVLMO11121WMA.M
Title : VOC Analysis

Signal : TIC: VV020038.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  1.309 61 68 80 rVvB 237734 235202 16.16% 1.654%
2 1.569 142 149 160 rVB 191116 216428 14.87% 1.522%
3 2.110 306 317 349 rBV 429639 651890 44.78%  4.583%
4 2.338 386 388 391 rBV4 883 565 0.04% 0.004%
5 2.415 408 412 419 rBV4 1116 1333 0.09% 0.009%
6 2.762 505 520 539 rBV 137742 279067 19.17% 1.962%
7 3.042 592 607 632 rBV 480022 952423 65.42% 6.696%
8 3.196 654 655 659 rBvV3 563 368 0.03% 0.003%
9 3.325 693 695 698 rBV3 816 550 0.04% 0.004%
10 3.396 714 717 722 rVB4 940 633 0.04% 0.004%
11  3.428 725 727 730 rVB3 633 258 0.02% 0.002%
12 3.492 743 747 751 rBV4 720 568 0.04% 0.004%
13 3.585 774 776 778 rVB2 651 227 0.02% 0.002%
14 3.688 806 808 811 rVB3 607 259 0.02% 0.002%
15 3.766 811 832 855 rBV 278997 708031 48.63% 4.978%
16 3.894 861 872 910 rBV 84281 282139 19.38% 1.984%
17 4.351 998 1014 1039 rBV2 236234 582875 40.04%  4.098%
18 4.666 1106 1112 1116 rBV5S 4055 5377 ©.37% 0.038%
19 4.756 1137 1140 1143 rVB4 701 501 0.03% 0.004%
20 4.778 1145 1147 1150 rVV2 767 383 0.03% 0.003%
21  4.820 1157 1160 1162 rVB4 639 290 0.02% 0.002%
22 4.904 1184 1186 1189 rBvV3 468 226 0.02% 0.002%
23 5.048 1213 1231 1261 rBV2 561462 1455901 100.00% 10.236%
24  5.357 1322 1327 1328 rBV4 673 518 0.04% 0.004%
25 5.409 1340 1343 1347 rBV3 1125 869 0.06% 0.006%
26 5.463 1355 1360 1362 rBV2 769 734 0.05% ©0.005%
27 5.618 1395 1408 1430 rBV 446684 895936 61.54% 6.299%
28 5.907 1486 1498 1515 rBV3 36474 79719 5.48% 0.560%
29 6.013 1527 1531 1534 rBV3 866 876 0.06% 0.006%
30 6.071 1534 1549 1572 rW 317379 659797 45.32% 4.639%
31 6.444 1663 1665 1668 rBvV3 482 326 0.02% 0.002%
32 6.502 1680 1683 1686 rBV3 648 459 0.03% 0.003%
33 6.518 1686 1688 1692 rVB4 1053 669 0.05% 0.005%
34 6.556 1692 1700 1704 rBV4 914 1300 0.09% 0.009%
35 6.582 1704 1708 1715 rVB6 610 687 0.05% 0.005%
36 6.627 1718 1722 1723 rBV3 601 398 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11821\
Data File : VV020038.D

Acqg On : 18 Jan 2021 12:47
Operator : SY/MD

Sample : M1147-08

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\SOMVLMO11121WMA.M
Title : VOC Analysis
37 6.753 1759 1761 1763 rBvV2 831 467 ©.03% 0.003%
38 6.778 1766 1769 1771 rBV4 663 339  0.02% 0.002%
39 6.807 1775 1778 1779 rVV 685 345 0.02% 0.002%
40 6.817 1779 1781 1785 rVB3 608 386 0.03% 0.003%
41 6.865 1790 1796 1798 rBV 378 380 0.03% 0.003%
42 6.875 1798 1799 1805 rVB2 775 349 0.02% 0.002%
43  6.910 1805 1810 1814 rBV3 453 484 0.03% 0.003%
44  6.942 1818 1820 1823 rBV2 391 210 0.01% 0.001%
45  6.987 1823 1834 1860 rBV 204463 377605 25.94%  2.655%
46 7.318 1923 1937 1965 rBV 812977 1404577 96.47% 9.875%
47  7.624 2021 2032 2057 rBV 143904 254790 17.50% 1.791%
48 7.859 2102 2105 2108 rBV3 463 256 0.02% 0.002%
49 7.942 2121 2131 2139 rBVS 1774 3388 0.23% 0.024%
50 8.093 2165 2178 2210 rBV2 346214 715824 49.17% 5.033%
51 8.441 2283 2286 2289 rBv2 634 395 0.03% 0.003%
52 8.746 2379 2381 2385 rVB2 570 274 0.02% 0.002%
53 8.769 2385 2388 2391 rvB3 587 437 0.03% 0.003%
54 8.791 2391 2395 2396 rBvV3 792 477 0.03% 0.003%
55  8.855 2403 2415 2436 rBV 702030 1129247 77.56% 7.940%
56 9.113 2492 2495 2498 rBv4 760 511 0.04% 0.004%
57 9.180 2514 2516 2520 rBV3 450 329 0.02% 0.002%
58 9.199 2520 2522 2525 rBV3 542 284 0.02% 0.002%
59 9.244 2534 2536 2539 rBV4 754 391 0.03% 0.003%
60 9.286 2545 2549 2552 rBV3 1165 842 0.06% 0.006%
61 9.453 2598 2601 2604 rBV5 511 396 0.03% 0.003%
62 9.550 2629 2631 2634 rBV4 737 423 0.03% 0.003%
63 9.698 2672 2677 2680 rBV4 797 558 0.04% 0.004%
64 9.717 2680 2683 2684 rBV 678 295 0.02% 0.002%
65 9.814 2711 2713 2717 rBV2 350 263 0.02% 0.002%
66 9.981 2762 2765 2768 rVB3 594 419 0.03% 0.003%
67 9.997 2768 2770 2777 rBV2 707 430 0.03% 0.003%
68 10.122 2805 2809 2815 rBV4 627 671 ©0.05% 0.005%
69 10.222 2828 2840 2855 rBV 363645 567387 38.97% 3.989%
70 10.389 2883 2892 2902 rBV4 6380 11180 0.77% 0.079%
71 10.440 2904 2908 2913 rBV4 965 1027 0.97% 0.007%
72 10.485 2920 2922 2927 rVB3 851 603 0.04% 0.004%
73 10.508 2927 2929 2932 rBV 721 373 0.03% 0.003%
74 10.662 2975 2977 2982 rVB4 994 856 0.06% 0.006%
75 10.688 2982 2985 2988 rBV3 488 274 0.02% 0.002%
76 10.730 2995 2998 3000 rBV3 377 193 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11821\
Data File : VV020038.D

Acqg On : 18 Jan 2021 12:47
Operator : SY/MD

Sample : M1147-08

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\SOMVLMO11121WMA.M
Title : VOC Analysis
77 10.801 3017 3020 3023 rBV 343 202 0.01% ©0.001%
78 10.868 3037 3041 3043 rBV3 496 323 0.02% 0.002%
79 10.897 3048 3050 3052 rVB2 543 200 0.01% 0.001%
80 11.112 3114 3117 3119 rBV3 353 236 0.02% 0.002%
81 11.170 3133 3135 3138 rBV 649 392 0.03% 0.003%
82 11.254 3149 3161 3188 rBV 902718 1407957 96.71% 9.899%
83 11.540 3243 3250 3251 rBV5S 697 768 ©0.05% 0.005%
84 11.630 3266 3278 3296 rBV 839039 1310557 90.02% 9.214%
85 12.087 3417 3420 3421 rBV2 522 313  0.02% 0.002%
86 12.691 3606 3608 3610 rBV 583 308 0.02% 0.002%
87 12.710 3610 3614 3617 rVB4 601 528 0.04% 0.004%
88 12.727 3617 3619 3620 rBV 481 207 0.01% 0.001%
89 12.887 3668 3669 3672 rBV2 525 305 0.02% 0.002%
990 12.968 3692 3694 3695 rBV 711 231 0.02% 0.002%
91 13.148 3748 3750 3754 rBV2 838 644 0.04% ©0.005%
92 13.190 3761 3763 3766 rBV2 781 403 0.03% 0.003%
93 13.312 3799 3801 3804 rBV2 777 490 0.03% 0.003%
94 13.402 3826 3829 3832 rBV2 467 350 0.02% 0.002%
95 13.874 3973 3976 3978 rBV3 1215 707 0.05% 0.005%
96 14.161 4063 4065 4066 rBV3 758 329 0.02% 0.002%
97 14.321 4111 4115 4116 rBV3 722 483 0.03% 0.003%
98 14.521 4175 4177 4180 rBV3 677 395 0.03% 0.003%
99 14.817 4267 4269 4270 rBV2 724 236 0.02% 0.002%
100 14.987 4319 4322 4325 rBV4 1059 758 0.05% 0.005%
Sum of corrected areas: 14223039
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve11821\

: VW020038.D

: 18 Jan 2021 12:47

: SY/MD

: M1147-08

: 5.0mL/MSVOA_V/WATER
Sample Multiplier: 1

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

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

TIC: VV020038.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020038.D

Acqg On : 18 Jan 2021 12:47
Operator : SY/MD

Sample : M1147-08

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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 4
R.T. EstConc Area Relative to ISTD R.T.
2.762 15.57 ug/L 279067 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 83
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
Abundance Scan 520 (2.762 min): VV020038.D\data.ms (-505) (-) m/z 57.00 100.00%
57.0
41.0
5000
‘ ‘ | 7o sea 2.40 2.60 2.80 3.00
0t e m/z 56.08 91.54%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1824: Pentane, 3-methyl-
57.0
5000 41.0
29.0 2.40 2.60 2.80 3.00
m/z 41.00 73.29%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1826: Pentane, 3-methyl-
57.0
= T e
29.0 410 2.40 2.60 2.80 3.00
5000 m/z 42.95 25.72%
15.0 ‘ 71.0
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 24.35%
29.0 41.0
5000
oL20 180 | ‘ | A
L e
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\VVv011821\
Data File : VV020038.D

Acqg On : 18 Jan 2021 12:47
Operator : SY/MD

Sample : M1147-08

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.042 53.15 ug/L 952423  1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 83
3 n-Hexane 86 C6H14 000110-54-3 72
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 42
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 40
Abundance Scan 607 (3.042 min): VV020038.D\data.ms (-592) (-) m/z 57.00 100.00%
1.0
41.0
5000
86.1
71.0 2.80 3.00 3.20 3.40
0 H“H‘“H"_"w‘“w‘;upﬂmd‘u“ﬂ“w“u“u m/z 40.95 81.55%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000 L L B I LN
2.80 3.00 3.20 3.40
29.0 86.0 m/z 42.95 64.12%
L
O\\\‘\\\\‘\\\.\‘\\\}‘\\\\i\i\\“\‘\‘\1‘\\\\“\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1820: n-Hexane
57.0
43.0
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.00 51.78%
86.0
15.0 71.0
0 "‘"H""m"":1""u,‘;"_Mwwhww‘m
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.00  35.36%
29.0
5000
86.0
0 15"0 | ‘ 71.0
0 : | |

m/z--> 0 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020038.D

Acqg On : 18 Jan 2021 12:47
Operator : SY/MD

Sample : M1147-08

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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: Cyclic3.765 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.765 39.51 ug/L 708031 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclohexane 84 C6H12 000110-82-7 86
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance Scan 832 (3.765 min): VV020038.D\data.ms (-811) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
‘ ‘ 84.1 3.40 3.60 3.80 4.00
ol el il il b m/z 41,08 59.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 LI L N L LA L BN R

3.40 3.60 3.80 4.00
28.0

m/z 69.00 42.99%
M ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl-
56.0
R A RRARE R
41.0 3.40 3.60 3.80 4.00
5000 m/z 39.00  29.84%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 ""H‘ww_m,‘mwwu‘_m,‘m_m_‘
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1457: Cyclohexane R REERER
56.0 3.40 3.60 3.80 4.00
41.0 84.0 m/z 55.00  27.06%
5000
27.0
69.0
180 | ‘
b2 Ml
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vv011821\
Data File : VV020038.D

Acqg On : 18 Jan 2021 12:47
Operator : SY/MD

Sample : M1147-08

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO11121WMA.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... 2.762 15.6 ug/L 279067 1 5.621 895936 50.0
(DEL) Alkane: S... 3.042 53.1 wug/L 952423 1 5.621 895936 50.0
(DEL) Alkane: C... 3.765 39.5 ug/L 708031 1 5.621 895936 50.0
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