LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121420\
Data File : VV019612.D

Aca On : 14 Dec 2020 18:17

Operator : SY/MD

Sample : L4928-15

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 4 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 62 68 84 rvB 367647 370969 14.21% 1.756%
2 1.569 142 149 163 rVB 306693 349970 13.40% 1.656%
3 2.110 308 317 365 rVB 630497 995920 38.14% 4.713%
4 2.766 507 521 542 rBV 129328 260372 9.97% 1.232%
5 2.872 552 554 555 rBV 503 237 0.01% 0.001%
6 2.910 565 566 568 rBV2 364 144 0.01% 0.001%
7 2.958 575 581 583 rBV5 956 1020 0.04% 0.005%
8 3.045 594 608 638 rVB 386997 767280 29.38% 3.631%
9 3.335 696 698 699 rBV 298 119 0.00% 0.001%
10 3.347 699 702 704 rvv4 496 318 0.01% 0.002%
11 3.454 732 735 740 rVV5 560 460 0.02% 0.002%
12 3.492 744 747 749 rVB3 413 259 0.01% 0.001%
13 3.553 761 766 771 rBV4 673 684 0.03% 0.003%
14 3.582 771 775 778 rBV2 678 435 0.02% 0.002%
15 3.621 784 787 789 rBV 574 364 0.01% 0.002%
16 3.650 793 796 801 rBV5 533 402 0.02% 0.002%
17 3.704 812 813 814 rBV 504 183 0.01% 0.001%

18 3.769 816 833 857 rvv2 265595 672960 25.77% 3.185%
19 3.897 862 873 914 rBV 134384 446272 17.09% 2.112%
20 4_.354 998 1015 1043 rBV 409144 1013088 38.79% 4._.794%

21 4.688 1103 1119 1136 rVB9 4759 13691 0.52% 0.065%
22 4.765 1138 1143 1146 rBV3 514 449 0.02% 0.002%
23 4.836 1164 1165 1166 rBV 462 132 0.01% 0.001%
24 4.881 1177 1179 1181 rBV2 391 144 0.01% 0.001%
25 4.926 1190 1193 1196 rBV3 485 290 0.01% 0.001%
26 5.052 1212 1232 1267 rBV2 1016676 2611402 100.00% 12.358%
27 5.508 1371 1374 1378 rBv4 629 400 0.02% 0.002%
28 5.563 1386 1391 1394 rBvV4 673 763 0.03% 0.004%
29 5.621 1396 1409 1437 rVV 780392 1550858 59.39% 7.339%
30 5.910 1489 1499 1519 rVB2 17448 36662 1.40% 0.173%
31 6.074 1535 1550 1582 rBV 578273 1172873 44.91% 5.550%
32 6.412 1652 1655 1656 rBV 335 217 0.01% 0.001%
33 6.495 1679 1681 1682 rBV2 448 193 0.01% 0.001%
34 6.740 1754 1757 1761 rVB3 771 520 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121420\
Data File : VV019612.D

Aca On : 14 Dec 2020 18:17

Operator : SY/MD

Sample : L4928-15

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 4 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 6.807 1777 1778 1779 rBV3 232 71 0.00% 0.000%
36 6.817 1779 1781 1783 rVV 251 97 0.00% 0.000%
37 6.826 1783 1784 1786 rBvV 284 146 0.01% 0.001%
38 6.884 1798 1802 1804 rBV2 365 243 0.01% 0.001%

39 6.990 1820 1835 1858 rBV 335739 615622 23.57% 2.913%
40 7.318 1925 1937 1965 rBV 1203767 2071147 79.31% 9.801%

41 7.566 2012 2014 2017 rBvV2 423 224 0.01% 0.001%
42 7.624 2021 2032 2052 rBV 239479 413316 15.83% 1.956%
43 7.936 2126 2129 2130 rBV2 1183 718 0.03% 0.003%
44 8.026 2155 2157 2158 rBV2 260 82 0.00% 0.000%
45 8.039 2158 2161 2164 rVB4 613 424 0.02% 0.002%
46 8.090 2166 2177 2216 rBV 573067 1022603 39.16% 4 _.839%
47 8.730 2372 2376 2379 rBV3 740 514 0.02% 0.002%
48 8.752 2379 2383 2384 rBV2 665 435 0.02% 0.002%
49 8.791 2391 2395 2399 rVB2 482 346 0.01% 0.002%
50 8.807 2399 2400 2402 rBV 250 122 0.00% 0.001%
51 8.855 2402 2415 2439 rBV 1176987 1897559 72.66% 8.980%
52 9.113 2493 2495 2497 rBvV 742 316 0.01% 0.001%
53 9.141 2501 2504 2505 rBV 910 486 0.02% 0.002%
54 9.190 2514 2519 2525 rVB6 695 694 0.03% 0.003%
55 9.238 2532 2534 2538 rVB4 585 364 0.01% 0.002%
56 9.264 2538 2542 2545 rBV3 627 494 0.02% 0.002%
57 9.302 2552 2554 2560 rBVv4 523 590 0.02% 0.003%
58 9.328 2560 2562 2563 rBV 349 138 0.01% 0.001%
59 9.431 2591 2594 2596 rBV2 947 509 0.02% 0.002%
60 9.460 2600 2603 2604 rBV2 532 288 0.01% 0.001%
61 9.531 2622 2625 2627 rBV2 517 345 0.01% 0.002%
62 9.637 2652 2658 2664 rBv4 833 985 0.04% 0.005%
63 9.666 2664 2667 2668 rBV3 376 174 0.01% 0.001%
64 9.701 2675 2678 2681 rBV2 713 398 0.02% 0.002%
65 9.852 2723 2725 2729 rVB3 744 519 0.02% 0.002%
66 9.903 2740 2741 2743 rBV2 296 120 0.00% 0.001%
67 9.955 2755 2757 2760 rVB2 438 235 0.01% 0.001%
68 10.109 2802 2805 2806 rBV 763 407 0.02% 0.002%
69 10.135 2810 2813 2816 rBV2 779 567 0.02% 0.003%

70 10.219 2827 2839 2862 rBV 740355 1142488 43.75% 5.407%
71 10.553 2940 2943 2945 rBV2 468 292 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121420\
Data File : VV019612.D

Aca On : 14 Dec 2020 18:17

Operator : SY/MD

Sample : L4928-15

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 4 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 10.691 2984 2986 2989 rBV 483 315 0.01% 0.001%
73 10.756 3002 3006 3010 rBV3 958 904 0.03% 0.004%
74 10.817 3022 3025 3027 rBV 443 354 0.01% 0.002%
75 10.858 3032 3038 3043 rBV5 1139 1314 0.05% 0.006%
76 11.251 3149 3160 3190 rBVY 1173879 1833165 70.20% 8.675%
77 11.534 3241 3248 3249 rBV3 1751 1532 0.06% 0.007%
78 11.630 3265 3278 3301 rBVY 1173307 1846381 70.70% 8.738%
79 11.874 3351 3354 3355 rBV2 742 368 0.01% 0.002%
80 12.003 3389 3394 3396 rBv4 825 623 0.02% 0.003%
81 12.196 3450 3454 3457 rBV3 790 758 0.03% 0.004%
82 12.890 3667 3670 3675 rVB3 1078 740 0.03% 0.004%
83 13.440 3838 3841 3845 rBV5 778 618 0.02% 0.003%

Sum of corrected areas: 21131200
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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\VV121420\
VV019612.D

14 Dec 2020 18:17

SY/MD

L4928-15

5.0mL/MSVOA V/WATER

4 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 : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121420\
Data File : VV019612.D

Aca On : 14 Dec 2020 18:17

Operator : SY/MD

Sample : L4928-15

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 4 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

2.77 8.39 ug/L 260372 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 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64

Abundance Scan 522 (2.769 min): VV019612.D (-507) (-) m/z 57.10 100.00%
g7
41
5000
R
37 4053|| 636771 86 240 2.60 2.80 3.00 3.20
0“m“W“W“W“W“W“W“W“W“hJW“WJ+’W“W“““W“W“ﬁ“w"w m/z  56.05 87.34%
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 A
5000 U RSN RS RN
240 2.60 2.80 3.00 3.20
m/z 41.05 65.98%
0 1 15 25 | 3337 | 1454953 61 67/1 77 86
miz--> DT o i 5 2k % 4 45 b 8s & B 70 7 55 B 9 %
Abundance
57
a 240 2.60 2.80 3.00 3.20
5000 29 m/z 43.05 23.94%
o 15 37 53 6367 'L 86
BLAALLAL) LAL L L) WAL SN KALAA RARLY KAL) KA AL KALS) LARLY BALEE KA KAL) W) SN LAY LA L
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-
57 240 2.60 2.80 3.00 3.20
m/z 39.00 18.52%
29 41
5000
0 2 15 ‘ ‘ 53|, 1 86
s T e T e 2 e o e 240 260 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121420\
Data File : VV019612.D

Aca On : 14 Dec 2020 18:17

Operator : SY/MD

Sample : L4928-15

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 4 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 24.74 ug/L 767280 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 72
3 n-Hexane 86 C6H14 000110-54-3 56
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 50
5 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 50

Abundance Scan 609 (3.048 min): VV019612.D (-594) (-) m/z 57.10 100.00%
g7
41
5000
| 8|6 280 3.00 320 3.40
371l|| 4953 e367'l 77 82 e TeR T
0““mPMPMPNPMPNPMPNPMPNPMPWL“vmvmﬂmv“W“W“W“w' m/z 41.00 75.53%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000
2.80 3.00 3.20 3.40
29 86 m/z 43.05 64 .99%
o 15 ‘ 37M‘ 4953/ 6165 1 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43
29 2.80 3.00 3.20 3.40
5000 m/z 56.10 52.62%
39
86
o 2 Y 53 1
SRR L) Ly S ML KA A MRS KAL) KLY AR ML Lkt Ay LAY LA RS R LA Nkt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane R B o R
43 57 2.80 3.00 3.20 3.40
m/z 42.05 33.03%
29
5000
39 86
0 2 1\5 ! ‘ ‘\ . 53\ l 7\1
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 280 300 320 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121420\
Data File : VV019612.D

Aca On : 14 Dec 2020 18:17

Operator : SY/MD

Sample : L4928-15

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 4 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 2

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

3.77 21.70 ug/L 672960 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 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Cyclobutane 56 C4H8 000287-23-0 53

Abundance Scan 833 (3.769 min): VV019612.D (-816) (-) m/z 56.10 100.00%
56
41 }Kk
5000 69
a7 |us 51 | o165, | 7270 % 340 360 3.80 4.00 4.20
Orrrrrrrrerrrrsprrr e e m/z 41.05 53.96%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl- J\
56
41
5000 69 WARERENARAE S SRR
340 3.60 3.80 4.00 4.20
28 a1 m/z 69.05 41.68%
15 I 5\1 ‘ ! 65\\ " ‘
0““mwmwmwmwmwmwmwmwmwmwmwm|“WMHMmemwmwmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
4 340 360 3.80 4.00 4.20
5000 m/z 55.10 25_.78%
69
21 84
o 1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- R e B N R
56 3.40 3.60 3.80 4.00 4.20
21 m/z 39.00 24.74%
5000
42
3 84
0““mwmwmwmwmwmwmwmw“k“|mwﬁw“wmwmwmwmwmhmwmw RN SRR AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00 4.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121420\
Data File : VV019612.D

Acq On : 14 Dec 2020 18:17

Operator : SY/MD

Sample - L4928-15

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 4 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 260372 1 5.62 1550860 50.0
(DEL) Alkane: Str... 3.05 24_.7 ug/L 767280 1 5.62 1550860 50.0
(DEL) Alkane: Cyc... 3.77 21.7 ug/L 672960 1 5.62 1550860 50.0
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