LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018784.D

Aca On : 05 Oct 2020 23:26

Operator : JC/SP

Sample : L4240-05DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 X\METHOD\SOMXTR100220WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.385 46 49 54 rvB 62725 58700 9.46% 0.960%
1.696 94 100 106 rBV 53144 64906 10.46% 1.061%
206 215 rBV 115919 181406 29.22% 2.966%
2.824 276 285 298 rBV3 39920 104647 16.86% 1.711%
2.989 305 312 323 rVB3 5793 15363 2.47% 0.251%
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3.147 330 338 353 rBV 272447 620765 100.00% 10.148%

6

7 4_.117 487 497 509 rBV3 14606 44674 7.20% 0.730%
8 4.275 513 523 530 rBv4 9005 29980 4.83% 0.490%
9 4.373 530 539 551 rvB2 87075 248654 40.06% 4._.065%
10 4_556 553 569 581 rBvV 50023 199271 32.10% 3.258%
11 4.678 584 589 602 rVB4 10676 40090 6.46% 0.655%
12 5.141 653 665 677 rBv2 74460 229229 36.93% 3.747%
13 5.549 725 732 740 rVB6 6684 18585 2.99% 0.304%

14 6.043 800 813 830 rBv2 175889 519322 83.66% 8.490%
15 6.830 933 942 954 rBV 139188 340890 54.91% 5.573%

16 7.153 988 995 1009 rVvB7 5818 18241 2.94% 0.298%
17 7.366 1022 1030 1040 rBV 110145 239382 38.56% 3.913%
18 8.372 1187 1195 1204 rBV 69605 118631 19.11% 1.939%
19 8.646 1235 1240 1242 rBV5 4495 7742 1.25% 0.127%
20 8.695 1242 1248 1256 rVV 272241 428892 69.09% 7.011%

21 8.762 1256 1259 1264 rVV5 3547 6670 1.07% 0.109%
22 8.811 1264 1267 1275 rVB8 3290 6606 1.06% 0.108%
23 8.994 1290 1297 1310 rBV 49119 85370 13.75% 1.396%
24 9.427 1363 1368 1379 rBvV 354955 516492 83.20% 8.443%
25 9.738 1415 1419 1424 rBvV 18971 24807 4._00% 0.406%

26 10.097 1471 1478 1480 rBV 289332 440065 70.89% 7.194%
27 10.122 1480 1482 1487 rVB 225015 255152 41.10% 4.171%

28 10.238 1496 1501 1505 rVB 13135 18069 2.91% 0.295%
29 10.341 1510 1518 1523 rBV 16187 25667 4._.13% 0.420%
30 11.231 1658 1664 1670 rBV 115707 152004 24.49% 2.485%
31 11.347 1678 1683 1687 rVB2 5428 8437 1.36% 0.138%
32 11.420 1691 1695 1697 rBv4 5946 8222 1.32% 0.134%
33 11.652 1729 1733 1738 rVB4 4657 6856 1.10% 0.112%
34 11.792 1751 1756 1760 rBV 11889 16389 2.64% 0.268%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018784.D

Aca On : 05 Oct 2020 23:26

Operator : JC/SP

Sample : L4240-05DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 X\METHOD\SOMXTR100220WMA .M
Title : TRACE VOA SOM01.0

35 12.006 1783 1791 1795 rBV6 8331 13359 2.15% 0.218%
36 12.060 1795 1800 1807 rVvvVv 300635 378680 61.00% 6.190%
37 12.127 1807 1811 1819 rVB4 4476 7699 1.24% 0.126%
38 12.286 1833 1837 1839 rBv4 10227 13946 2.25% 0.228%
39 12.359 1843 1849 1857 rVB 320000 409307 65.94% 6.691%
40 12.499 1868 1872 1879 rvVB2 7119 9878 1.59% 0.161%
41 12.566 1879 1883 1885 rBV2 8286 11616 1.87% 0.190%
42 12.591 1885 1887 1892 rVB 8576 10190 1.64% 0.167%
43 12.652 1892 1897 1901 rBV 16779 21567 3.47% 0.353%
44 12.755 1908 1914 1919 rBV7 5211 11579 1.87% 0.189%
45 12.890 1930 1936 1939 rBV4 5898 9214 1.48% 0.151%
46 12.957 1942 1947 1951 rBVY 13031 19158 3.09% 0.313%
47 12.999 1951 1954 1960 rvVB2 18342 24520 3.95% 0.401%
48 13.207 1984 1988 1994 rVB3 5218 6957 1.12% 0.114%
49 13.328 2004 2008 2018 rVvB3 15235 24311 3.92% 0.397%
50 13.615 2052 2055 2062 rBV5 6001 11872 1.91% 0.194%
51 13.706 2062 2070 2076 rVB7 3686 9215 1.48% 0.151%
52 13.895 2096 2101 2109 rBV9 4393 8115 1.31% 0.133%
53 13.962 2109 2112 2117 rVB7 4120 7170 1.16% 0.117%
54 14.523 2196 2204 2207 rBV9 5644 8665 1.40% 0.142%

Sum of corrected areas: 6117194
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018784.D

Aca On : 05 Oct 2020 23:26

Operator : JC/SP

Sample - L4240-05DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
= TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX018784.D
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Abundance TIC: VX018784.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018784.D

Aca On : 05 Oct 2020 23:26

Operator : JC/SP

Sample - L4240-05DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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 1

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

3.15 9.11 ug/L 620765 1,4-Difluorobenzene 6.83
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 78
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59

Abundance Scan 338 (3.147 min): VX018784.D (-330) (-) m/z 57.10 100.00%
57
41
5000
R Emm e R Rt
71 g 280 3.00 3.20 3.40
o! et e e e o || M/Z 56.05 85 83%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 R R L R
2.80 3.00 3.20 3.40
m/z 41.00 68.07%
15 ‘ | ‘ Ll 7\1 86
e L UL S S WL WL I WS B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
29 41 2.80 3.00 3.20 3.40
5000 m/z 43.05 24 .92%
0 1 15 71 g
m/z--> ' 20 40 60 80 100 120 140 160 180 200
Abundance #1827: Pentane, 3-methyl- N RERREEE RS
57 2.80 3.00 3.20 3.40
m/z 39.00 19.53%
29 41
5000
0 2 1\5 \‘\ ‘\‘ Ill n 8\6
mz-> 0 20 40 60 80 100 120 140 160 180 200 2.80 300 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018784.D

Aca On : 05 Oct 2020 23:26

Operator : JC/SP

Sample - L4240-05DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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 4
R.T. EstConc Area Relative to ISTD R.T.
4.12 0.66 ug/L 44674 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 59
2 Sulfurous acid. hexvl heptvl ester 264 C13H2803S 1000309-12-9 50
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 45
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 43
5 Prop-2-yn-1-yl 2-methylbutanoate 140 C8H1202 1000372-70-8 38
Abundance Scan 498 (4.123 min): VX018784.D (-487) (-) m/z 57.05 100.00%
g7
5000 43 85

3.80 4.00 4.20 4.40

1 104 208 281

0 m/z 42.95 49 _.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85

3.80 4.00 4.20 4.40

29 m/z 85.10 48.10%
0 L 71 | 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 85 3.80 4.00 4.20 4.40
5000 m/z 56.00 37.71%
29 71 99
0 115 137151 167
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7640: Hexane, 2,4-dimethyl- s e  ERasma ey
43 3.80 4.00 4.20 4.40
57 m/z 41.00 34.19%
5000
85
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018784.D

Aca On : 05 Oct 2020 23:26

Operator : JC/SP

Sample - L4240-05DL 40X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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: Cyclic4.37 Concentration Rank 2

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

4_37 3.65 ug/L 248654 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclohexane 84 C6H12 000110-82-7 72
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64

Abundance Scan 539 (4.373 min): VX018784.D (-530) (-) m/z 56.00 100.00%
56
5000 41 69 JNJ/\\
R R e s o S
|| 20 ‘ sl 7 84 120 400 420 440 460 4.80
Obrr et Al O Tl 122 Tz 41.00 0 49.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
o8 a1 m/z 69.05 43.92%
0 15 \“ “\ | \M‘\ il "
HRS IR I SR SULRIL I SV UL I UL B SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56 84
4.00 4.20 4.40 4.60 4.80
5000 41 m/z 55.00 29.48%
69
27
15 49 62 77
G R R RS RS RS RSN RS RS RS AR BARRS RARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1491: Cyclopentane, methyl-
56 4.00 4.20 4.40 4.60 4.80
m/z 38.95 25.96%
5000 41
69
7 ‘ 84
ol 15 ¥ 49 || 62 | 77
HRS IR I SR SULIIL IS SV UL I UL B SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.00 4.20 4.40 4.60 4.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100520\
Data File : VX018784.D

Acq On : 05 Oct 2020 23:26

Operator : JC/SP

Sample : L4240-05DL 40X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 26 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOMO01.0

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... 3.15 9.1 ug/L 620765 1 6.83 340890 5.0
(DEL) Alkane: Str... 4.12 0.7 ug/L 44674 1 6.83 340890 5.0
(DEL) Alkane: Cyc... 4_37 3.6 ug/L 248654 1 6.83 340890 5.0
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