LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060920\
Data File : VV016704.D

Aca On = 09 Jun 2020 10:06

Operator : SY/MD

Sample : L2875-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVLMO60820WMA .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

1.315 63 70 80 rvB2 209299 231970 16.05% 2.045%
1.386 87 92 101 rVB 114755 122647 8.49% 1.081%
159 rVB 111505 125151 8.66% 1.103%
2.042 288 296 306 rBV 64091 93000 6.44% 0.820%
2.116 309 319 330 rvv 270387 435285 30.12% 3.837%
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2.177 332 338 358 rvB 111111 182614 12.64% 1.610%

6

7 2.579 460 463 465 rBv4 907 521 0.04% 0.005%
8 2.592 465 467 468 rBV3 1134 425 0.03% 0.004%
9 2.637 479 481 482 rBV3 1089 405 0.03% 0.004%
10 2.753 514 517 519 rBV3 1533 1009 0.07% 0.009%
11 2.872 5562 554 560 rvB7 1553 1080 0.07% 0.010%
12 2.897 560 562 563 rBv2 793 339 0.02% 0.003%
13 2.971 572 585 593 rBvV7 8776 18315 1.27% 0.161%
14 3.048 607 609 612 rBV3 1121 528 0.04% 0.005%
15 3.119 629 631 633 rBv4 1210 454 0.03% 0.004%
16 3.158 641 643 644 rBvV2 585 185 0.01% 0.002%
17 3.206 647 658 661 rBv2 3548 6010 0.42% 0.053%
18 3.257 672 674 681 rVB7 1860 1450 0.10% 0.013%
19 3.299 684 687 692 rBv7 943 946 0.07% 0.008%
20 3.338 696 699 702 rBV5 1248 831 0.06% 0.007%
21 3.357 702 705 707 rBV3 947 540 0.04% 0.005%
22 3.425 724 726 728 rBV3 1093 676 0.05% 0.006%
23 3.447 730 733 738 rVB4 1363 1312 0.09% 0.012%
24 3.515 752 754 755 rBV2 858 368 0.03% 0.003%
25 3.550 763 765 766 rBvV2 1016 372 0.03% 0.003%
26 3.576 771 773 777 rVB3 979 435 0.03% 0.004%
27 3.611 783 784 786 rBvV2 604 277 0.02% 0.002%
28 3.640 788 793 794 rVB4 944 570 0.04% 0.005%
29 3.656 794 798 800 rBv4 723 447 0.03% 0.004%
30 3.688 805 808 810 rBV3 1216 590 0.04% 0.005%
31 3.727 810 820 834 rBv4 17831 44548 3.08% 0.393%
32 3.897 863 873 891 rBvV 132641 338475 23.42% 2.984%
33 4.717 1126 1128 1130 rVB4 884 330 0.02% 0.003%
34 4.820 1158 1160 1163 rBV3 999 671 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060920\
Data File : VV016704.D

Aca On = 09 Jun 2020 10:06

Operator : SY/MD

Sample : L2875-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVLMO60820WMA .M
Title : VOC Analysis

35 4.894 1181 1183 1185 rVB3 1124 512 0.04% 0.005%
36 4.913 1188 1189 1190 rBvV 676 209 0.01% 0.002%
37 5.006 1216 1218 1219 rBV2 868 477 0.03% 0.004%
38 5.071 1221 1238 1260 rVV2 564598 1445100 100.00% 12.738%
39 5.479 1363 1365 1366 rBV2 843 371 0.03% 0.003%

40 5.640 1403 1415 1438 rBV 405358 796065 55.09% 7.017%

41 6.093 1544 1556 1581 rVB 327641 654008 45.26% 5.765%

42 6.203 1583 1590 1605 rvB2 20408 40159 2.78% 0.354%
43 6.524 1688 1690 1693 rBv4 1111 575 0.04% 0.005%
44 6.862 1793 1795 1796 rBV2 1052 322 0.02% 0.003%
45 6.926 1813 1815 1818 rVB4 826 347 0.02% 0.003%

46 7.006 1830 1840 1859 rBV 197073 341718 23.65% 3.012%
47 7.338 1932 1943 1958 rBV 668862 1131026 78.27% 9.970%
48 7.640 2029 2037 2055 rVB 138572 229393 15.87% 2.022%
49 7.862 2103 2106 2109 rBv4 1779 1274 0.09% 0.011%
50 8.109 2172 2183 2221 rBV 466454 877324 60.71% 7.733%

51 8.527 2311 2313 2318 rVB5 1461 1025 0.07% 0.009%
52 8.736 2369 2378 2390 rVB4 20144 34938 2.42% 0.308%
53 8.874 2410 2421 2446 rVB 608124 987620 68.34% 8.706%
54 9.421 2589 2591 2593 rBV3 1342 699 0.05% 0.006%
55 9.501 2611 2616 2617 rBv4 1988 1478 0.10% 0.013%
56 9.563 2631 2635 2636 rBV5 1963 1228 0.08% 0.011%
57 9.717 2681 2683 2684 rBV2 1930 737 0.05% 0.006%

58 10.038 2771 2783 2796 rBV 197251 312474 21.62% 2.754%
59 10.238 2831 2845 2866 rBV 468824 743754 51.47% 6.556%

60 10.604 2954 2959 2964 rBV3 5917 7431 0.51% 0.066%
61 10.775 3008 3012 3014 rBvV4 1876 1532 0.11% 0.014%
62 11.032 3090 3092 3093 rBV2 1264 518 0.04% 0.005%
63 11.054 3096 3099 3100 rBV3 1283 654 0.05% 0.006%
64 11.132 3120 3123 3129 rBV9 2270 3059 0.21% 0.027%
65 11.270 3156 3166 3186 rVB 631198 961582 66.54% 8.476%
66 11.556 3249 3255 3264 rBV4 9618 15524 1.07% 0.137%
67 11.646 3273 3283 3306 rVB 710899 1122491 77.68% 9.895%
68 12.485 3542 3544 3547 rBV4 1150 595 0.04% 0.005%
69 13.054 3717 3721 3726 rBV7 1643 1665 0.12% 0.015%
70 13.128 3742 3744 3750 rVB6 1362 1377 0.10% 0.012%
71 13.154 3750 3752 3754 rBV4 1415 645 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060920\
Data File : VV016704.D

Aca On = 09 Jun 2020 10:06

Operator : SY/MD

Sample : L2875-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVLMO60820WMA .M
Title : VOC Analysis

72 13.540 3870 3872 3875 rVB4 2707 970 0.07% 0.009%
73 13.585 3883 3886 3891 rVB6 1929 1962 0.14% 0.017%
74 13.607 3891 3893 3896 rBv4 1616 1042 0.07% 0.009%
75 13.820 3958 3959 3960 rBV 903 279 0.02% 0.002%
76 14.607 4202 4204 4207 rBV3 1383 779 0.05% 0.007%
77 14.746 4246 4247 4249 rBV2 1044 358 0.02% 0.003%
78 14.758 4249 4251 4255 rBV6 1536 1307 0.09% 0.012%
79 15.003 4325 4327 4330 rBV3 1300 914 0.06% 0.008%
80 15.238 4396 4400 4403 rBV6 1627 1423 0.10% 0.013%
81 15.607 4513 4515 4521 rVB6 1837 1232 0.09% 0.011%
82 15.636 4521 4524 4527 rBV5 2168 1636 0.11% 0.014%

Sum of corrected areas: 11344584
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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\VV060920\
VV016704.D

09 Jun 2020 10:06

SY/MD

L2875-01

5.0mL/MSVOA V/WATER

9 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060920\
Data File : VV016704.D

Aca On : 09 Jun 2020 10:06

Operator : SY/MD

Sample : L2875-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 unknown-01 Concentration Rank 3

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

1.39 7.70 ug/L 122647 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 9
2 Acetaldehvde 44 C2H40 000075-07-0 9
3 Propane 44 C3H8 000074-98-6 5
4 Ethvlene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 93 (1.389 min): VV016704.D (-87) (-) m/z 44.00 100.00%
4
5000

1.20 140 1.60 1.80

o...,....,....,.?ﬁ‘.,'l~..;‘3.2...,.‘3.“..,..??,....,....,....,....,.1.2?.,.. m/z 43.00 59.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #71: Acetaldehyde
29 44
5000 LI L L L L ) LB
15 120 140 1.60 1.80
m/z 42.00 20.23%
0 “\ 1y \“
T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
29
44
1.20 140 160 1.80
5000 m/z 41.00 7.84%
15
O T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #78: Propane
29 1.20 140 160 1.80
m/z 44.95 2.49%
5000
44
15
0...,....,..l.,..%ml‘...,....,....,....,....,....,....,....,....,.. s B e S MO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1.20 140 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060920\
Data File : VV016704.D

Aca On : 09 Jun 2020 10:06

Operator : SY/MD

Sample : L2875-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 Ethanethiol Concentration Rank 4

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

2.04 5.84 ug/L 93000 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 91
4 Ethanethiol 62 C2H6S 000075-08-1 91
5 Ethanethiol 62 C2H6S 000075-08-1 91

Abundance Scan 295 (2.039 min): VV016704.D (-288) (-) m/z 61.95 100.00%
a2
47
5000
BN LN L I L
1.80 2.00 2.20 2.40
5
0 ...,....,....,...??.:h:-,..ﬁl'ﬂn:..,??..,.??.,....,.19??}9..., m/z 47.00 70.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #333: Ethanethiol
29 62
47
5000
1.80 2.00 2.20 2.40
. m/z 45.00 24 _22%
0'“|“'w'“'wj“?{uﬂ'ﬁ%mw'w'“'w'“l“'w'“'w'“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
29 47 62
180 200 220 240
5000 m/z 61.00 16.06%
35
15 56
G R S R A IR I IR RS LS SRR B!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #332: Ethanethiol I REEaEEY R
29 47 62 1.80 2.00 2.20 2.40
m/z 45.95 13.31%
5000
35 ‘
0"'wﬁéw'“'ﬂ'j“|'“'\'2%J”"w"w"“l'“'|“"w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060920\
Data File : VV016704.D

Aca On : 09 Jun 2020 10:06

Operator : SY/MD

Sample : L2875-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 Butanal Concentration Rank 5

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

3.73 2.80 ug/L 44548 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 58
2 Butanal 72 C4H80 000123-72-8 53
3 Propanal. 2-methvl- 72 C4H80 000078-84-2 47
4 Butanal 72 C4H80 000123-72-8 47
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 37

Abundance Scan 821 (3.730 min): VV016704.D (-810) (-) m/z 44.00 100.00%
72
39
5000
57
| | 51 67 83 9 340 360 380 400
A 14 S T PR Y m/z 43.05 98.82%
m/z--> 10 20 30 40 50 60 70 8 90
Abundance #645: Butanal
44
72
27
5000
3.40 3.60 3.80 4.00
39 57 m/z 40.95 85.78%
0 1\5 20 | : m‘\‘ ! 50‘\ N
LN I FURLELELS LRI SURLELEL LR LU SR FULLLS I
m/z--> 10 20 30 40 50 60 70 8 90
Abundance
27 44
72 340 360 380 400
5000 a9 m/z 72.10 80.78%
15 57
20 32 50 66
e L L L SR S S SIS UL UL UL
m/z--> 10 20 30 40 50 60 70 8 90
Abundance #688: Propanal, 2-methyl-
43 3.40 3.60 3.80 4.00
m/z 39.00 57.93%
5000 27 72
0 21“ 3, s0 S7 a
m/z--> 10 20 30 40 50 60 70 8 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\VV060920\
Data File : VV016704.D

Aca On : 09 Jun 2020 10:06

Operator : SY/MD

Sample : L2875-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 4 2-Pentanone Concentration Rank 6

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

6.20 2.52 ug/L 40159 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 72
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 53
3 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 53
4 2-Pentanone 86 C5H100 000107-87-9 47
5 2-Pentanone 86 C5H100 000107-87-9 45

Abundance Scan 1589 (6.199 min): VV016704.D (-1583) (-) m/z 43.00 100.00%
43
5000
- 86
58 5.80 6.00 6.20 6.40 6.60
o...,....,....,.?ﬁ‘.','!:.?ﬂ..!,....,'...7.?..!.,....,....,....,...??9..., m/z 86.00 19.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1710: 2-Pentanone
43
5000
5.80 6.00 6.20 6.40 6.60
86 m/z 41.00 11.18%
27 58 71
0 36,/ S0 |
R IR IR IS SN IR IR LI IR IS S RS SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
580 6.00 6.20 640 6.60
5000 m/z 39.00 9.75%
86
. 27 55 71
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1768: 2-Butanone, 3-methyl-
43 5.80 6.00 6.20 6.40 6.60
m/z 71.00 9.68%
5000
27 86
. | sl s 7
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060920\
Data File : VV016704.D

Aca On : 09 Jun 2020 10:06

Operator : SY/MD

Sample : L2875-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 6 Diethyl disulfide Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.04 15.82 ug/L 312474 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl disulfide 122 C4H10S2 000110-81-6 95
2 Diethvl disulfide 122 C4H10S2 000110-81-6 91
3 Disulfide. ethvl 2-methvilpropvl 150 C6H14S2 040136-66-1 64
4 Diethvl disulfide 122 C4H10S2 000110-81-6 45
5 Benzene, ethoxy- 122 C8H100 000103-73-1 45

Abundance Scan 2783 (10.038 min): VV016704.D (-2771) (-) m/z 122.00 100.00%
66
94
5000
45 I . " 9.80 10.00 10,20 10.40
0 m/z 65.90 69.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9706: Diethyl disulfide
66 122
29 94
5000 LR RN SULBLULN BN B
9.80 10.00 10.20 10.40
a5 m/z 94.00 54 _.52%
79
ol L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
66 122
29 94 9.80 10.00 10.20 10.40
5000 m/z 44.85 14 .83%
ol 18 45 & 107
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24194: Disulfide, ethyl 2-methylpropyl
29 9.80 10.00 10.20 10.40
04 122 m/z 59.00 13.66%
5000
at 150
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060920\
Data File : VV016704.D

Acq On = 09 Jun 2020 10:06

Operator : SY/MD

Sample : L2875-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
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]
unknown-01 1.39 7.7 ug/L 122647 1 5.64 796065 50.0
Ethanethiol 2.04 5.8 ug/L 93000 1 5.64 796065 50.0
Butanal 3.73 2.8 ug/L 44548 1 5.64 796065 50.0
2-Pentanone 6.20 2.5 ug/L 40159 1 5.64 796065 50.0
Diethyl disulfide 10.04 15.8 ug/L 312474 2 8.87 987620 50.0
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