LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121620\
Data File : VV019672.D

Aca On : 16 Dec 2020 14:12

Operator : SY/MD

Sample = L5098-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLM121020WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.309 61 68 81 rvB 350823 343804 14.75% 1.785%
2 1.570 142 149 162 rBvY 270254 304294 13.05% 1.579%
3 2.110 308 317 354 rVB 547278 858370 36.83% 4 .455%
4 2.766 509 521 543 rVB 121914 246319 10.57% 1.279%
5 2.949 573 578 579 rBV2 752 596 0.03% 0.003%
6 3.045 593 608 635 rBV 431072 853441 36.61% 4 _.430%
7 3.264 673 676 677 rBvV2 616 291 0.01% 0.002%
8 3.360 704 706 710 rBV3 619 512 0.02% 0.003%
9 3.412 720 722 723 rBV2 460 135 0.01% 0.001%
10 3.422 723 725 729 rVB3 395 266 0.01% 0.001%
11 3.463 735 738 740 rBV2 795 395 0.02% 0.002%
12 3.582 773 775 776 rBV2 496 243 0.01% 0.001%
13 3.614 781 785 787 rVB3 451 234 0.01% 0.001%
14 3.656 796 798 800 rBV2 577 307 0.01% 0.002%

15 3.769 816 833 854 rBvV 182052 450493 19.33% 2.338%

16 3.891 860 871 913 rBV 164056 493919 21.19%% 2.564%
17 4.354 1000 1015 1042 rVB 365217 893330 38.33% 4.637%

18 4.730 1131 1132 1134 rVB 407 156 0.01% 0.001%
19 4.753 1137 1139 1141 rBV3 624 365 0.02% 0.002%
20 4.785 1145 1149 1153 rVB5 949 680 0.03% 0.004%
21 4.804 1153 1155 1156 rBV2 630 211 0.01% 0.001%
22 4.891 1179 1182 1184 rBV 587 321 0.01% 0.002%
23 4.962 1201 1204 1205 rBVZ2 642 266 0.01% 0.001%
24 5.052 1213 1232 1269 rBV2 903709 2330927 100.00% 12.099%%
25 5.396 1337 1339 1340 rBV 612 327 0.01% 0.002%
26 5.434 1349 1351 1353 rBv4 526 210 0.01% 0.001%
27 5.479 1362 1365 1367 rBV2 658 479 0.02% 0.002%
28 5.553 1387 1388 1391 rVB2 465 170 0.01% 0.001%
29 5.621 1391 1409 1438 rBV 733618 1471554 63.13% 7.638%
30 5.910 1488 1499 1515 rBV2 23049 47402 2.03% 0.246%
31 6.074 1536 1550 1573 rBV 515406 1046309 44.89%% 5.431%
32 6.431 1658 1661 1669 rVB3 699 730 0.03% 0.004%
33 6.466 1669 1672 1675 rBV5 685 471 0.02% 0.002%
34 6.502 1679 1683 1687 rVB3 674 465 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121620\
Data File : VV019672.D

Aca On : 16 Dec 2020 14:12

Operator : SY/MD

Sample = L5098-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
Title : VOC Analysis

35 6.537 1687 1694 1697 rBvV8 1219 1399 0.06% 0.007%
36 6.624 1718 1721 1723 rBV3 501 361 0.02% 0.002%
37 6.698 1742 1744 1745 rBV 418 96 0.00% 0.000%
38 6.759 1761 1763 1765 rBV2 370 195 0.01% 0.001%
39 6.804 1776 1777 1779 rBV2 221 97 0.00% 0.001%
40 6.823 1779 1783 1787 rVB5 655 464 0.02% 0.002%
41 6.846 1787 1790 1792 rBV2 407 201 0.01% 0.001%
42 6.907 1806 1809 1811 rVB2 387 145 0.01% 0.001%

43 6.991 1822 1835 1862 rBV 287509 527688 22.64% 2.739%
44 7.318 1925 1937 1958 rBV 1073967 1848165 79.29% 9.593%

45 7.582 2014 2019 2022 rBV3 664 632 0.03% 0.003%
46 7.624 2022 2032 2053 rBvV 202016 351732 15.09% 1.826%
47 8.013 2152 2153 2154 rBV 262 66 0.00% 0.000%
48 8.090 2165 2177 2215 rBV 599753 1097163 47.07% 5.695%
49 8.666 2353 2356 2357 rBV3 561 250 0.01% 0.001%
50 8.791 2392 2395 2399 rBV3 581 479 0.02% 0.002%
51 8.855 2403 2415 2439 rBV 1092059 1774791 76.14% 9.212%
52 9.241 2533 2535 2537 rVB 467 160 0.01% 0.001%
53 9.273 2542 2545 2546 rBV2 393 219 0.01% 0.001%
54 9.315 2554 2558 2559 rBvV2 378 233 0.01% 0.001%
55 9.437 2593 2596 2599 rVB3 532 306 0.01% 0.002%
56 9.457 2599 2602 2605 rBvV2 623 479 0.02% 0.002%
57 9.518 2618 2621 2627 rBv4 413 381 0.02% 0.002%
58 9.556 2627 2633 2642 rBv4 1371 2281 0.10% 0.012%
59 9.637 2653 2658 2659 rBv4 454 432 0.02% 0.002%
60 9.701 2674 2678 2681 rBV2 700 511 0.02% 0.003%
61 9.756 2693 2695 2698 rVB2 412 157 0.01% 0.001%
62 9.907 2739 2742 2744 rBV2 421 333 0.01% 0.002%
63 9.997 2768 2770 2773 rVB2 853 418 0.02% 0.002%
64 10.013 2773 2775 2776 rBV 295 118 0.01% 0.001%
65 10.051 2783 2787 2789 rBV2 456 293 0.01% 0.002%
66 10.106 2801 2804 2808 rBV2 513 369 0.02% 0.002%
67 10.222 2821 2840 2864 rBV 611924 979612 42.03% 5.085%
68 10.453 2909 2912 2914 rBV3 838 588 0.03% 0.003%
69 10.543 2938 2940 2942 rBV2 640 311 0.01% 0.002%
70 10.621 2962 2964 2970 rBV3 449 354 0.02% 0.002%
71 10.672 2978 2980 2983 rBV2 484 274 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121620\
Data File : VV019672.D

Aca On : 16 Dec 2020 14:12

Operator : SY/MD

Sample = L5098-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLM121020WMA .M
Title : VOC Analysis

72 10.868 3038 3041 3045 rBV3 959 800 0.03% 0.004%
73 11.032 3090 3092 3093 rBvV3 528 242 0.01% 0.001%
74 11.164 3127 3133 3135 rBV5 1340 1326 0.06% 0.007%
75 11.254 3147 3161 3187 rBVY 1107381 1691202 72.55% 8.778%
76 11.431 3213 3216 3220 rVB2 747 438 0.02% 0.002%
77 11.540 3245 3250 3251 rBV3 1333 1182 0.05% 0.006%
78 11.630 3266 3278 3299 rBVY 1045549 1625607 69.74% 8.438%
79 11.868 3349 3352 3356 rBvV2 735 517 0.02% 0.003%
80 11.900 3360 3362 3364 rBv2 527 302 0.01% 0.002%
81 12.203 3454 3456 3460 rVB2 555 331 0.01% 0.002%
82 12.222 3460 3462 3466 rBV2 416 234 0.01% 0.001%
83 12.656 3595 3597 3601 rVB3 702 425 0.02% 0.002%
84 12.723 3615 3618 3620 rVB2 657 310 0.01% 0.002%
85 12.781 3633 3636 3638 rBV3 525 307 0.01% 0.002%
86 13.106 3735 3737 3741 rBV3 599 347 0.01% 0.002%
87 13.157 3751 3753 3758 rBV5 538 281 0.01% 0.001%
88 13.514 3861 3864 3867 rBV3 1148 828 0.04% 0.004%
89 13.530 3867 3869 3875 rVB3 899 557 0.02% 0.003%
90 13.781 3944 3947 3949 rBV2 583 313 0.01% 0.002%
91 13.948 3996 3999 4002 rBV3 970 789 0.03% 0.004%

Sum of corrected areas: 19266083
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121620\
VV019672.D

16 Dec 2020 14:12

SY/MD

L5098-02

5.0mL/MSVOA V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path :

Data File : VV019672.D

Aca On : 16 Dec 2020 14:12
Operator : SY/MD

Sample : L5098-02

Misc : 5.0mL/MSVOA V/WATER
ALS Vial : 1 Sample Multiplier

Quant Method
Quant Title

VOC Analysis

TIC Library = C:\DATABASENNIST1

TIC Integration Parameters:

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121620\

S

1.L

LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

1 (DEL) Alkane: Straight-Chai...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.77 8.37 ug/L 246319 1,4-Difluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 522 (2.769 min): VV019672.D (-509) (-) m/z 57.05 100.00%
57
41
5000
37 53 6367 86 2.40 260 280 300 320
m“umPumPumPumPJPJPumLLP”P”H“P”P”P”P“P' m/z 56.10 88.93%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57
29 41 /\
5000 AR AR AR AR
240 2.60 280 300 320
‘ m/z 40.95 64 .98%
e 2 33 e 2053 o1 or T 7 88
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57
29 41 240 2.60 2.80 3.00 3.20
5000 m/z 43.05 22 .65%
15 53 71 86
] L Lt LR ) A AR AR S LS A A S s A A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl- r P
57 240 2.60 2.80 3.00 3.20
m/z 39.00 18.21%
41
5000 29
15 \ 37\“ 53|, 6367 /% 86
m/z--> (I) 5I 1IO 1|5 2|0 2|5 3IO 3|5 4|0 4|5 5|0 5|5 6|O 6|5 7|0 7|5 8|O 8|5 9|0 9|5 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121620\
Data File : VV019672.D

Aca On : 16 Dec 2020 14:12

Operator : SY/MD

Sample : L5098-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.05 29.00 ug/L 853441 1,4-Difluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 78
4 Furan. tetrahvdro-3-methvl- 86 C5H100 013423-15-9 50
5 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 40

Abundance Scan 609 (3.049 min): VV019672.D (-593) (-) m/z 57.10 100.00%
57
41
5000
| 8 i 'é'sb' 300 3.20 340
37 4953||| 6367 ' 77 82
'M“W“w“W“w“W“W“W“W“+“W“W“+'W“W“J“W“W“J“W“W' m/z 41.05 74.90%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
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5000 T '|"" T T T T T
mo3m:no3m
29 86 m/z 43.05 65.10%
"““'v“'v“'v“ﬁ§“w'“w'“L'“'?ZLJ'H“égffL ”?{§ﬁ'“ﬁ%“IZZW““IL“I“”P'
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane
43 ¥
29 2.80 3.00 3.20 3.40
5000 m/z 56.05 52.24Y%
39 86
'“'“'P?“I“'W'“ﬁé“'P'“I“lW'“'P'wI“'W'“'P?ﬁl'lW'“'P'“i%“I“'W'“'J'“I“'W'
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane S
57 m03m1n03m
43 m/z 42.10 33.68%
29
5000
39
15 86
2 \ 25 53\ ‘ t
miz--> 0T 0 15 25 25 30 95 40 45 50 55 60 65 70 75 80 85 %0 9 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121620\
Data File : VV019672.D

Aca On : 16 Dec 2020 14:12

Operator : SY/MD

Sample : L5098-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Cyclic3.77 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.77 15.31 ug/L 450493 1,4-Difluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
4 Cvclohexane 84 C6H12 000110-82-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 833 (3.769 min): VV019672.D (-816) (-) m/z 56.05 100.00%
56
41 }\L
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e i m/z 41.05 53.42%
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28 " m/z 69.05 42 .34%
5 | 37L|| 5F.| 65, 77
T e e e e
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T e e e e e
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Abundance #1329: 1H-Tetrazole, 5-methyl- R REE EEeam e SRR
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121620\
Data File : VV019672.D

Acq On : 16 Dec 2020 14:12

Operator : SY/MD

Sample - L5098-02

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
VOC Analysis

Quant Method
Quant Title

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: Str... 2.77 8.4 ug/L 246319 1 5.62 1471550 50.0
(DEL) Alkane: Str... 3.05 29.0 ug/L 853441 1 5.62 1471550 50.0
(DEL) Alkane: Cyc... 3.77 15.3 ug/L 450493 1 5.62 1471550 50.0
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