LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\

Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 X\METHOD\82X121818W.M

Title - SW846 8260

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

# min scan scan scan TY heiaht area % max. total

1 1.410 40 42 47 rBVY 46134616 98194246 100.00% 26.885%
2 2.135 150 161 181 rBY 12500187 26176952 26.66% 7.167%
3 2.440 204 211 227 rVV 9353450 16320909 16.62% 4._.469%
4 4.342 513 523 536 rBV 421350 1155918 1.18% 0.316%
5 4.689 569 580 592 rBV 573834 1685347 1.72% 0.461%
6 5.031 628 636 651 rVB2 276607 1021843 1.04% 0.280%
7 5.494 698 712 725 rBV2 398707 1162746 1.18% 0.318%
8 5.659 727 739 754 rVB 827965 2349526 2.39% 0.643%
9 5.945 772 786 797 rBVY 2253433 5941324 6.05% 1.627%
10 6.061 797 805 814 rVvVv 416567 1043382 1.06% 0.286%

11 6.732 904 915 927 rBV 2355920 7808345 7.95% 2.138%
12 6.854 928 935 978 rVvB2 1565629 5135145 5.23% 1.406%
13 7.543 1041 1048 1060 rBV 1039697 2000333 2.04% 0.548%
14 8.713 1234 1240 1247 rVB 2543945 3885632 3.96% 1.064%
15 9.500 1362 1369 1375 rBV 13634023 18891519 19.24% 5.172%

16 10.109 1464 1469 1476 rVB 2517063 3337978 3.40% 0.914%
17 10.353 1497 1509 1515 rVvV 1368078 2362303 2.41% 0.647%
18 10.640 1550 1556 1561 rBV 798951 1185857 1.21% 0.325%
19 10.829 1580 1587 1592 rBV 37197004 46040752 46.89% 12.606%
20 10.914 1596 1601 1603 rBV 846324 1272609 1.30% 0.348%

21 11.139 1632 1638 1648 rVB2 2444035 3768550 3.84% 1.032%
22 11.432 1682 1686 1692 rBV 933774 1586912 1.62% 0.434%
23 11.530 1699 1702 1707 rVB 1929225 2302808 2.35% 0.630%
24 11.804 1744 1747 1757 rVB 1875678 2724892 2.78% 0.746%
25 11.889 1757 1761 1767 rBV 6525648 7978159 8.12% 2.184%

26 11.993 1774 1778 1781 rVV3 600873 1140145 1.16% 0.312%
27 12.023 1781 1783 1787 rVV2 1269759 1422771 1.45% 0.390%
28 12.078 1787 1792 1797 rVB2 2556758 3566596 3.63% 0.977%
29 12.158 1797 1805 1809 rBV3 2154446 3740548 3.81% 1.024%
30 12.273 1819 1824 1827 rBV 3010829 3949701 4.02% 1.081%

31 12.371 1836 1840 1846 rVB3 1704773 2979195 3.03% 0.816%
32 12.475 1846 1857 1861 rBV 3595407 4687510 4.77% 1.283%
33 12.517 1861 1864 1870 rVB3 840302 1293427 1.32% 0.354%
34 12.584 1870 1875 1877 rBV 707438 1029553 1.05% 0.282%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\
Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W.M
SW846 8260

35 12.639 1881 1884 1886 rVVv 865806 1129924 1.15% 0.309%

36 12.755 1897 1903 1905 rBV2 605762 1247278 1.27% 0.341%
37 12.822 1910 1914 1918 rBV 8855425 9936805 10.12% 2.721%
38 12.944 1931 1934 1937 rBV3 652887 1032471 1.05% 0.283%
39 13.023 1943 1947 1953 rVB3 1467779 2473078 2.52% 0.677%
40 13.096 1953 1959 1962 rBV3 921572 1537932 1.57% 0.421%

41 13.151 1965 1968 1973 rVV 1285898 1570775 1.60% 0.430%
42 13.212 1973 1978 1984 rVB4 1626368 3032423 3.09% 0.830%
43 13.322 1990 1996 1998 rBV 3646867 4797688 4._.89% 1.314%
44 13.346 1998 2000 2005 rVB2 2830571 3510972 3.58% 0.961%
45 13.474 2017 2021 2030 rVB2 4653163 6870005 7.00% 1.881%

46 13.560 2031 2035 2039 rBV3 787483 1323329 1.35% 0.362%
47 13.639 2044 2048 2053 rBV4 818977 1467392 1.49% 0.402%
48 13.730 2059 2063 2066 rBV3 688322 1263564 1.29% 0.346%
49 13.907 2086 2092 2097 rVB4 1699081 3498558 3.56% 0.958%
50 13.980 2097 2104 2110 rBV3 1175655 2571908 2.62% 0.704%

51 14.090 2119 2122 2126 rVB 3181477 3517143 3.58% 0.963%
52 14.133 2126 2129 2132 rBV2 886013 1093320 1.11% 0.299%
53 14.285 2149 2154 2158 rBV2 2229969 3230175 3.29% 0.884%
54 14.474 2181 2185 2191 rVB7 611636 1172306 1.19% 0.321%
55 14.535 2191 2195 2204 rVB5 1453583 3293702 3.35% 0.902%

56 14.614 2204 2208 2214 rBV5 577388 1105454 1.13% 0.303%
57 14.669 2214 2217 2224 rBV3 2090133 3517476 3.58% 0.963%
58 14.730 2224 2227 2231 rVB2 842446 1116326 1.14% 0.306%
59 14.785 2231 2236 2238 rBV3 1146257 1630593 1.66% 0.446%
60 14.810 2238 2240 2243 rVB 2376753 2253034 2.29% 0.617%

61 15.255 2307 2313 2320 rBV2 3214117 5253644 5.35% 1.438%
62 15.553 2357 2362 2368 rBV2 1051947 1644972 1.68% 0.450%

Sum of corrected areas: 365235680
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122618\
VX006818.D

26 Dec 2018 15:09

JC/MD

J6575-01

5.0mL/MSVOA X/WATER

12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

SS-122618-A

Abundance

4e+07

3e+07

2e+07

1e+07

TIC: VX006818.D

4.34 4

O

69 5 03

Time--> 120 1.40 1.60 1.80 2.00 220 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 460 480 500 5.20 540 560 5.80 600 6.20

Abundance

4e+07

3e+07

2e+07

1e+07

TIC: VX006818.D

10.83

10.11 10.35 1064 -[9-\91 1]}..\14 11&5

ok
Time-->

T
9.00

10.00 10.50 11.00

Abundance

4e+07

3e+07

2e+07

1e+07

A e

TIC: VX006818.D

12.82
11.89

2.47

ﬂ@@ﬁé 7§%

§4 29 15 25

Time-->

12. OO 12. 50 13. OO 13 50 14 OO 14 50 15 OO

=
1550 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\

Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 Ethanol Concentration Rank 3

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

2.14 557.07 ug/l 26177000 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 162 (2.141 min): VX006818.D (-150) (-) m/z 45.05 100.00%
5000

1.80 2.00 2.20 2.40

o 61 78 94 114 134150 176 198215233 258273289 m/z 46.10 41.91%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #96: Ethanol
31
5000 TT[T T T[T T r[rrrrprrrr1
1.80 2.00 2.20 2.40
m/z 43.00 23.65%
15 7
O~ e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97: Dimethyl ether
45
R e A SN o
1.80 2.00 2.20 2.40
5000 " m/z 42.00 9.43%
1 il
O P P T T e T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92: Methane, nitroso-
30 1.80 2.00 2.20 2.40
45 m/z 44.00 2.81%
5000
1
Oty R R RERE e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path :

Data File : VX006818.D

Aca On : 26 Dec 2018 15:09
Operator : JC/MD

Sample : J6575-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122618\

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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

Concentration Rank 5

Peak Number 3 1,3-Dioxolane, 2-methyl-

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

5.95 126.44 ug/Il 5941320 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 91
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 22
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 2,2"-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 9

Abundance Scan 787 (5.951 min): VX006818.D (-772) (-) m/z 73.00 100.00%
7B
5000 43 /\
TTTTTTTTT T T T T T T T T
5.60 5.80 6.00 6.20
Ol rrrrrprrrr e e e O o 2t otk 271 293 | Tm/z  43.00  46.86%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B
5000 43 I R R L
5.60 5.80 6.00 6.20
m/z 45.00 42 .20%
71 |
e S R N LA BN AR BARAN AR LARAN LARAN RSN LARRN S B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1995: Silane, tetramethyl-
73
560 580 600 620
5000 m/z 58.00 22 .24%
43
il | 88
e S R N LA BN A BARAN AL LARAN LARAN AARSS LARRN S B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4436: Pentane, 3-methoxy- R R RAREE
73 5.60 5.80 6.00 6.20
m/z 87.00 9.50%
5000
45
0WH“vwﬂLHVHWH}m“w““P“W““V“W““V“W““V“W““v ARSI RS S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\

Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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-Butenal Concentration Rank 8

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

6.73 76.03 ug/1 7808350 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenal 70 C4H60 004170-30-3 91
2 2-Butenal. (E)- 70 C4H60 000123-73-9 91
3 Furan. 2.3-dihvdro- 70 C4H60 001191-99-7 90
4 Furan, 2.5-dihvdro- 70 C4H60 001708-29-8 90
5 Methacrolein 70 C4H60 000078-85-3 90

Abundance Scan 915 (6.732 min): VX006818.D (-904) (-) m/z 70.00 100.00%
1 70 ?
5000
6.40 6.60 6.80 7.00
ol 55 86 99113 139156 176 196210 241 268 n/z 41.05 92 07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #507: 2-Butenal
4 70
5000 SRS SRR SRR AR
6.40 6.60 6.80 7.00
27 m/z 39.00 81.67%
0 1 55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #532: 2-Butenal, (E)-
41
0 6.40 6.60 6.80 7.00
5000 m/z 68.95 44 _55%
o 55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #546: Furan, 2,3-dihydro-
4 70 6.40 6.60 6.80 7.00

m/z 38.00 17.70%

5000

55

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 6.40 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\

Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121818W.M
Quant Title : SW846 8260

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 5 2-Heptanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.83 689.65 ug/Il 46040800 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 87
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 72
3 Butanimidamide 86 C4H10N2 000107-90-4 59
4 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 59
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 47
Abundance Scan 1587 (10.829 min): VX006818.D (-1580) (-) m/z 58.05 100.00%
43
5000
9114 10,60 10.80 11.00 11.20
R 159174 194 213 243 268 m/z 43.10 99_.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7426: 2-Heptanone
43
58
5000 LB JULIULN UL S U
10.60 10.80 11.00 11.20
27 m/z 71.10 35.01%
ol 1 2 99114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7510: 2-Hexanone, 5-methy!-
43
10,60 10.80 11.00 11.20
5000 58 m/z 41.10 25.40%
0 ‘ | | 81 99 114
miz--> '"55"AB"55"55"iéb'léé”iib”ieb”isa”éob”ézb”é4é”ééb”ééb
Abundance #1617: Butanimidamide A EREEERE S e
43 58 10.60 10.80 11.00 11.20
m/z 59.10 21.56%
5000
85
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,60 10.80 11.00 11.20
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Library Search Compound Report

82X121818W.M Thu Dec 27 13:21:52 2018

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\

Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 2-Octanone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.89 111.85 ug/Il 7978160 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 94
2 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 90
3 2-Heptanone 114 C7H140 000110-43-0 72
4 2-Hexanone 100 C6H120 000591-78-6 64
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 56

Abundance Scan 1761 (11.889 min): VX006818.D (-1757) (-) m/z 43.00 100.00%
B o
5000
85 5113128 11.60 11.80 12.00 12.20
Obrrrpreerh ..'.'|,....,.l...9,9....,....,..1?.4..1.7?....297.. L2486 283 | 77 58.00 79.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12428: 2-Octanone
43 58
5000 LA B UL UL B
11.60 11.80 12.00 12.20
m/z 71.00 18.57%
o 27 8[ 99 113128
o> T ao 6h % 100 130 140 180 180 200 330 340 280 380
Abundance #12528: 2-Heptanone, 6-methyl-
43
58 11.60 11.80 12.00 12.20
5000 m/z 41.05 17.32%
95
110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7431: 2-Heptanone B B n R Ba S S e
43 11.60 11.80 12.00 12.20
m/z 59.00 15.03%
58
5000
0 i \‘\ 12 99 114 N
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\
Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121818W.M
Quant Title : SW846 8260

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 7 2-Nonanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.82 139.30 ug/Il 9936810 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 97
2 2.4(3H.5H)-Furandione. 5-hexvl-5... 198 C11H1803 054852-79-8 64
3 2-Dodecanone 184 C12H240 006175-49-1 64
4 Pentanal. 2-methvl- 100 C6H120 000123-15-9 58
5 2-0Octanone 128 C8H160 000111-13-7 56
Abundance Scan 1914 (12.822 min): VX006818.D (-1910) (-) m/z 58.00 100.00%
58
5000
85 197142 12.60 12.80 13.00 13.20
o.”,HHVHA,WL,”E?QH,””,”E?Q?ﬂ?”.%ﬁ?%%”,%ﬂEQK,E?ﬁ m/z 43.00 93.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19938: 2-Nonanone
58
43
5000
12.60 12.80 13.00 13.20
m/z 71.00 23.66%
LA ) | e ee 1p71a2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59381: 2,4(3H,5H)-Furandione, 5-hexyl-5-methyl-
43 58
12.60 12.80 13.00 13.20
5000 m/z 59.00 22 .44%
114
OIHII”I‘IMIHM\I T 189 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48708: 2-Dodecanone O Ea s e o e R
58 12.60 12.80 13.00 13.20
43 m/z 57.10 21.84%
5000
oL 2 ‘ 85 110126141 169184
N N R N N N N R R R R EEEEEEEEEE R —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—h
m/z--> 20 4b 60 80 160 150 140 160 1éo 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\

Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 8 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.32 67.26 ug/l 4797690 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Undecane 156 Cl11H24 001120-21-4 87
3 Undecane. 4.6-dimethyl- 184 C13H28 017312-82-2 83
4 Hexadecane. l1l-chloro- 260 C16H33ClI 004860-03-1 83
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 80
Abundance Scan 1996 (13.322 min): VX006818.D (-1990) (-) m/z 57.10 100.00%
57
5000 4
119 170 13.00 13.20 13.40 13.60
ol 0 141 191208 250267 297 m/z 43.05 80 . 84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38315: Dodecane
57
5000
4 85 13.00 13.20 13.40 13.60
m/z 71.10 58.35%
ol 2 | 1212794 170
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 200 250 250 2éo 2§0 300
Abundance #28424: Undecane
57
4 13.00 13.20 13.40 13.60
5000 m/z 41.10 43 .42%
85
REVSIN L \‘ 113158 196
m/z--> 25 Jo éo 85 160 120 150 1éo 1é0 200 220 240 260 2§0 300
Abundance #48869: Undecane, 4,6-dimethyl- B AR
57 13.00 13.20 13.40 13.60
m/z 85.10 35.92%
5000
4
R N S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60

82X121818W.M Thu Dec 27 13:21:54 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\

Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.47 96.31 ug/1 6870010 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 55
2 Cvclopropane. l-ethvl-2-heptvl- 168 C12H24 074663-86-8 55
3 1-Nonanol 144 C9H200 000143-08-8 53
4 Cvcloheptane 98 C7H14 000291-64-5 50
5 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 46
Abundance Scan 2020 (13.468 min): VX006818.D (-2017) (-) m/z 55.10 100.00%
41 104
69
5000 83 132
17 | 151166 13:20 13.40 13.60 13.80
0 180 207 234 2% m/z 56.05 90.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132 ISR BARSRUNAR SRR
13120 1340 13.60 13.80
m/z 41.10 89 .30%
o7 51 g5 78 117
N L N I Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36846: Cyclopropane, 1-ethyl-2-heptyl-
55
4t 70 SR UL SN U SR
13.20 13.40 13.60 13.80
5000 83 m/z 104.00 84 .03%
2
0 ‘ 1 T ‘\ 11‘1 125139 168
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance #21105: 1-Nonanol P A T
96 13.20 13.40 13.60 13.80
41 0 m/z 69.10 66 .02%
5000
83 4,
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 13.20 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122618\

Data File : VX006818.D

Aca On - 26 Dec 2018 15:09

Operator : JC/MD

sample - J6575-01

Misc - 5.0mL/MSVOA X/WATER Si A
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 10 1,1-Dodecanediol, diacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.25 73.65 ug/1 5253640 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Dodecanediol. diacetate 286 C16H3004 056438-07-4 81
2 Dodecanal 184 C12H240 000112-54-9 76
3 Tridecanal 198 C13H260 010486-19-8 76
4 Tetradecanal 212 C14H280 000124-25-4 76
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 60

Abundance Scan 2312 (15.249 min): VX006818.D (-2307) (-) m/z 41.05 100.00%

5000

-

15.00 15.20 15.40 15.60
m/z 57.10 96.03%

ol 190 208222238253 278 297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #132670: 1,1-Dodecanediol, diacetate

3

5000
15.00 15.20 15.40 15.60

m/z 43.10 88.51%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48694: Dodecanal

:

15.00 15.20 15.40 15.60
m/z 55.10 71.53%

5000

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #59775: Tridecanal L B S L
15.00 15.20 15.40 15.60

m/z 145.10 68.01%

-

5000

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX122618\
Data File : VX006818.D

Acq On : 26 Dec 2018 15:09

Operator : JC/MD

Sample : J6575-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol 2.14 557.1 ug/1 26177000 1 5.66 2349530 50.0
1,3-Dioxolane, 2-... 5.95 126.4 ug/l 5941320 1 5.66 2349530 50.0
2-Butenal 6.73 76.0 ug/1 7808350 2 6.86 5135150 50.0
2-Heptanone 10.83 689.6 ug/l 46040800 3 10.11 3337980 50.0
2-Octanone 11.89 111.8 ug/l 7978160 4 12.08 3566600 50.0
2-Nonanone 12.82 139.3 ug/l 9936810 4 12.08 3566600 50.0
Dodecane 13.32 67.3 ug/l 4797690 4 12.08 3566600 50.0
Naphthalene, 1,2,... 13.47 96.3 ug/l 6870010 4 12.08 3566600 50.0
1,1-Dodecanediol, ... 15.25 73.7 ug/1l 5253640 4 12.08 3566600 50.0
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