LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 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\82X042919W.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 1.288 19 22 35 rvB 604582 596884 35.45% 4.016%
2 1.489 51 55 65 rBv 120141 145269 8.63% 0.977%
3 2.446 206 212 221 rBV 31124 54695 3.25% 0.368%
4 3.044 299 310 322 rBV 94550 217009 12.89% 1.460%
5 4.934 612 620 632 rBv4 8488 25021 1.49% 0.168%
6 5.501 700 713 725 rBV2 102824 298589 17.74% 2.009%
7 5.659 728 739 754 rVB 188345 529722 31.46% 3.564%
8 6.061 795 805 814 rBV 127800 339091 20.14% 2.281%
9 6.141 814 818 824 rVvV 18991 47633 2.83% 0.320%
10 6.220 824 831 845 rVB 51435 143078 8.50% 0.963%
11 6.860 926 936 950 rBV 308569 711483 42.26% 4.787%
12 8.494 1199 1204 1210 rBV 14991 25273 1.50% 0.170%
13 8.640 1222 1228 1233 rBV 25278 39988 2.38% 0.269%
14 8.713 1233 1240 1247 rVV 649095 990136 58.81% 6.661%
15 8.787 1247 1252 1257 rVB 23858 38814 2.31% 0.261%

16 9.549 1372 1377 1380 rBV 217512 329347 19.56% 2.216%
17 10.110 1458 1469 1481 rBV 598014 880672 52.31% 5.925%

18 10.329 1500 1505 1506 rBV 15266 18963 1.13% 0.128%
19 10.366 1506 1511 1517 rVB2 149862 219840 13.06% 1.479%
20 10.463 1523 1527 1530 rBV2 13834 18482 1.10% 0.124%
21 10.561 1537 1543 1548 rBV 108311 138458 8.22% 0.931%
22 10.634 1551 1555 1560 rBV 28855 41219 2.45% 0.277%
23 10.695 1560 1565 1575 rVB2 66499 102806 6.11% 0.692%
24 10.908 1595 1600 1604 rBvV4 13594 25518 1.52% 0.172%
25 10.951 1604 1607 1612 rVV 28288 39934 2.37% 0.269%
26 11.024 1612 1619 1625 rVB3 13017 28158 1.67% 0.189%
27 11.134 1632 1637 1644 rBV 498192 636015 37.78% 4._.279%
28 11.225 1644 1652 1661 rVB2 22707 41166 2.45% 0.277%
29 11.432 1681 1686 1692 rBV 37691 71593 4._.25% 0.482%
30 11.506 1692 1698 1701 rVVv2 26900 42724 2.54% 0.287%
31 11.548 1701 1705 1714 rVB2 34028 52673 3.13% 0.354%
32 11.664 1714 1724 1729 rBV2 30116 54238 3.22% 0.365%

33 11.804 1743 1747 1752 rVB 110499 131745 7.83% 0.886%
34 11.938 1759 1769 1774 rBV 282817 377541 22.43% 2.540%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 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\82X042919W._M
: SW846 8260

35 12.024 1778 1783 1787 rVV2 64902 101309 6.02% 0.682%

36 12.079 1787 1792 1798 rVV 589721 815623 48.45% 5.487%
37 12.158 1798 1805 1814 rVB2 250160 388621 23.08% 2.614%

38 12.292 1819 1827 1836 rVv4 37148 68025 4._.04% 0.458%
39 12.469 1850 1856 1861 rBV2 112536 156034 9.27% 1.050%
40 12.579 1869 1874 1880 rBV3 49359 76893 4._.57% 0.517%
41 12.633 1880 1883 1893 rVVv2 66478 106686 6.34% 0.718%
42 12.719 1894 1897 1903 rVB5 10813 17524 1.04% 0.118%
43 12.859 1915 1920 1925 rVB3 17529 31726 1.88% 0.213%
44 12.957 1930 1936 1940 rBV5 10320 23410 1.39% 0.157%
45 13.024 1944 1947 1955 rVB4 34974 53343 3.17% 0.359%
46 13.091 1955 1958 1962 rVB 27828 32835 1.95% 0.221%
47 13.225 1975 1980 1983 rBV 57112 81630 4._.85% 0.549%

48 13.268 1983 1987 1992 rBVY 226837 281287 16.71% 1.892%
49 13.316 1992 1995 1998 rBV 88768 108455 6.44% 0.730%

50 13.347 1998 2000 2005 rVB2 60362 72755 4._.32% 0.489%
51 13.438 2005 2015 2018 rBV 193836 362920 21.56% 2.442%
52 13.469 2018 2020 2023 rVB2 28257 29298 1.74% 0.197%
53 13.566 2030 2036 2039 rVB4 24229 49775 2.96% 0.335%
54 13.609 2039 2043 2044 rBV3 36094 43998 2.61% 0.296%

55 13.633 2044 2047 2054 rVB5 81430 125110 7.43% 0.842%

56 13.731 2057 2063 2065 rBV2 75397 131991 7.84% 0.888%
57 13.786 2068 2072 2076 rVV 1388662 1683559 100.00% 11.326%
58 13.828 2076 2079 2085 rVvVv2 514117 732462 43.51% 4.928%
59 13.895 2085 2090 2096 rVB2 295384 414446 24.62% 2.788%
60 13.956 2097 2100 2108 rVB5 55713 116987 6.95% 0.787%

61 14.048 2112 2115 2117 rBV2 19177 21656 1.29% 0.146%
62 14.091 2119 2122 2125 rVB 103657 104738 6.22% 0.705%
63 14.127 2125 2128 2130 rBV3 27221 31072 1.85% 0.209%
64 14.158 2130 2133 2135 rBV 33031 38311 2.28% 0.258%
65 14.243 2141 2147 2150 rBV 65262 93129 5.53% 0.627%
66 14.462 2179 2183 2185 rBV 41139 55328 3.29% 0.372%
67 14.487 2185 2187 2191 rVV3 38285 60742 3.61% 0.409%
68 14.523 2191 2193 2195 rVVv2 38427 43740 2.60% 0.294%
69 14.554 2195 2198 2205 rVB2 76612 131815 7.83% 0.887%
70 14.621 2205 2209 2213 rVB2 41259 60660 3.60% 0.408%

71 14.670 2213 2217 2219 rBV 84927 105727 6.28% 0.711%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 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\82X042919W.M
Title - SW846 8260
72 14.694 2219 2221 2225 rVB 47542 47546 2.82% 0.320%
73 14.810 2232 2240 2243 rBV 122546 156886 9.32% 1.055%
74 14.840 2243 2245 2250 rVV3 46564 61930 3.68% 0.417%
75 14.895 2250 2254 2258 rVB4 16451 25204 1.50% 0.170%
76 15.157 2293 2297 2301 rBV3 13340 22228 1.32% 0.150%
77 15.243 2306 2311 2313 rVvv3 19225 35210 2.09% 0.237%
78 15.273 2313 2316 2320 rVvV 57748 75728 4 _.50% 0.509%
79 15.340 2323 2327 2332 rVB4 15375 24167 1.44% 0.163%
80 15.554 2356 2362 2369 rBV2 46207 69941 4.15% 0.471%
81 15.682 2380 2383 2387 rBV2 14176 20955 1.24% 0.141%
82 15.724 2387 2390 2395 rVB2 11254 16882 1.00% 0.114%
Sum of corrected areas: 14864074
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX009501.D
1400000

1200000
1000000

800000

600000 129

400000

5,66 6.06
3.04 5.50
2.45 /\ 493 6. P22

Time--> 120 1.40 160 180 200 220 2.40 260 280 300 320 340 360 380 400 420 4.40 460 480 500 520 540 560 580 6.00 6.20
Abundance TIC: VX009501.D
1400000

200000 1.49

1200000
1000000

800000
8.71
10.11

600000
11.13

400000

9.55
200000 J\h Jkk 1037,
8.498.648.79 ﬁj@?@ 1005 1231114:55
0 —_ SQA

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11. OO
Abundance TIC: VX009501.D
1400000 13.79

1200000

1000000

800000

12.08 18.83

600000

400000

200000

I T T I T T I T T I T T I T T I T I I T I T T T
Time--> . 12.50 13.00 13.50 14.00 14.50 . . . 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Acetaldehyde Concentration Rank 7

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

1.49 13.71 ug/Il 145269 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 56
2 Ethvlene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3HS8 000074-98-6 4
4 Acetic acid. l(aminocarbonvDami... 132 C3H4N204 000585-05-7 4
5 Alanine 89 C3H7NO2 000056-41-7 4

Abundance Scan 55 (1.489 min): VX009501.D (-51) (-) m/z 44.00 100.00%
44.0
5000

140 1.60 1.80

0 03 8L e 2ees | m/z 43.00  55.98%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #72: Acetaldehyde
29.0
5000 ||j\|||||||||||||||||
140 160 1.80
m/z 42.00 17.83%
ottt e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #75: Ethylene oxide
29.0
140 160 1.80
5000 m/z 41.00 7.42%
0 w..h,ﬂ¢”,kn.,.”.,”..,”..“...“..w......”,..”,.”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #79: Propane
29.0 140 160 1.80
m/z 45.00 2.48%
5000
1.0 m
0.,.”.,...,”..“...“..w...w..”,..”,.”.,”..,”..“.. T —
m/z--> 0 20 60 80 100 120 140 160 180 200 220 140 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 3 Pentane Concentration Rank 8

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

6.22 13.51 ug/Il 143078 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 64
2 Propane. l1-chloro-2-methvl- 92 C4H9Cl 000513-36-0 59
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 56
4 Butane. 2-methvl- 72 C5H12 000078-78-4 50
5 Isobutylene epoxide 72 C4H80 000558-30-5 40

Abundance Scan 831 (6.220 min): VX009501.D (-824) (-) m/z 43.10 100.00%
431
5000 }/\\-“
56.1 74.1 025 586I 'éobnézbl '646”666'
Ob e e e e e e e e m/z 41.05 75.75%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #706: Pentane
43.0

5000 e |
580 6.00 620 640 6.60

27.0 57.0 m/z 42.10 64 .37%

72.0
0 15.0 | | | | I|| |
..,....,....,....,....,....,....,....,....,....,.
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #2437: Propane, 1-chloro-2-methyl-
43.0

5.80 6.00 6.20 6.40 6.60

5000 m/z 39.00 24 _72%
27.0
o 15.0 |, 350l . 580 g0 770 910
N B I i i o e e o B o e R LA o e o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #857: 1-Propanol, 2-methyl-
43.0 5.80 6.00 6.20 6.40 6.60

m/z 74.10 6.57%

5000 33.0
74.0
o 18.0 M\ |1, 510,299 |

m/z--> 10 20 30 40 50 60 70 80 90 100 5. 80 6. OO 6. 20 6. 40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 5 Eucalyptol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.16 23.82 ug/1 388621 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 99
2 Trifluoroacetvl-_alpha.-terpineol 250 C12H17F302 1000058-17-6 47
3 2-Oxabicvclol2.2.2loctan-6-0l. 1... 212 C12H2003 057709-95-2 37
4 3-Hepten-2-one. 3-propvl- 154 C10H180 032064-69-0 25
5 2-Acetonylcyclohexanone 154 C9H1402 006126-53-0 14
Abundance Scan 1805 (12.158 min): VX009501.D (-1798) (-) m/z 43.00 100.00%
43.0
5000 8Ll
11.80 12.00 12.20 12.40
ob el m/z 81.10 51.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26615: Eucalyptol
43.0
81.0
5000
11.80 12.00 12.20 12.40
m/z 71.00 41.77%
27.0
0..W.U.q:.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #101946: Trifluoroacetyl-.alpha.-terpineol
43.0
69.0 11.80 12.00 12.20 12.40
5000 108.0 154.0 m/z 108.05 37 .38%
IO .
0...,.‘...J.‘.HHP...Hl..‘..‘l..‘..‘,‘.‘..l N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70906: 2-Oxabicyclo[2.2.2]octan-6-0l, 1,3,3-trimethyl-, a...
43.0 11.80 12.00 12.20 12.40
m/z 84.05 37 .32%
5000
710 108.0
126.0
ol 250 Al Al .“,“‘;9.1‘.‘8, A |, 18201700 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

82X042919W.M Mon May 13 12:50:48 2019

Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Indene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.47 9.57 ug/l 156034 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene. l-ethvnvl-4-methvl- 116 CO9H8 000766-97-2 90
3 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 90
4 3-Methvlphenvlacetvlene 116 C9H8 000766-82-5 90
5 2-Methylphenylacetylene 116 C9HS8 000766-47-2 87
Abundance Scan 1856 (12.469 min): VX009501.D (-1850) (-) m/z 115.00 100.00%
11%.0
5000
@0 %0 4, 890 oo wes | | 120140 1760 o0
O prrrrrrrrerrrrbee et it el 2289 1861 Th777116.00  98. 75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8406: Indene
116.0
5000 /}--u--- ARV

12.20 12.40 12!60 12.80
m/z 57.05 15.88%

63.0 89.0
27.0 390 510 ™" 750
Orprrrrrrrrr et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8417: Benzene, 1-ethynyl-4-methyl-
115.0
T T
12.20 12.40 12.60 12.80
5000 m/z 63.00 12.47%
510 630 750 890
O e R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8409: Benzene, 1-propynyl-
115.0 12.20 12.40 12.60 12.80
m/z 89.00 12.02%
5000
0 27,0 39.0 51.0 830 755 890,55
T T R e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 7 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.27 17.24 ug/I1 281287 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl-4-(1-methy... 136 C10H16 000586-62-9 93
2 (+)-4-Carene 136 C10H16 029050-33-7 90
3 2-Carene 136 C10H16 000554-61-0 86
4 1.3-Cvclohexadiene. 1-methvl-4-(... 136 C10H16 000099-86-5 86
5 Bicyclo[2.2.1]hept-2-ene, 1,7,7-... 136 C10H16 000464-17-5 64
Abundance Scan 1987 (13.268 min): VX009501.D (-1983) (-) m/z 93.05 100.00%
431 1 121.1
136.1
5000
13.00 13.20 13.40 13.60
o ohers m/z 81.05 81.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15864: Cyclohexene, 1-methyl-4-(1- methylethylldene)
93.0 121.
136.0
5000
410 79.0 13.00 13.20 13.40 13.60
270 o1 5.0 107.0 m/z 121.10 76.00%
0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15688: (+)-4-Carene
93.0 121.0
136.0 13.00 13.20 13.40 13.60
5000 m/z 43.10 72 .39%
79.0
41.0 50 ‘ 107.0
OHP“W““P““H“P“W““V“J““le“MV“ﬁL“P“H““P“W““P“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15677: 2-Carene e AN R Ran R e
93.0 121.0 13.00 13.20 13.40 13.60
136.0 m/z 136.05 57.86%
5000 790
41.0
27.0 H 107.0
O”P“W“”P”WL“M “‘H‘“JN“VH“'wl”JV“W”LP“W““P“W““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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, 6-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.44 22.25 ug/1 362920 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 6-methvl- 184 C13H28 006044-71-9 96
2 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 95
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 83
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 72
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
Abundance Scan 2015 (13.438 min): VX009501.D (-2005) (-) m/z 57.10 100.00%
57.1
5000
4101
| Il 720 02 1411 16911842 2068 13.20 13.40 13,60 13.90
Ob bl JEQ g | 1342 1411 16911842 2068 | nso 43 10 43.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48847: Dodecane, 6-methyl-
57.0
5000
13.20 13.40 13.60 13.80
41lo m/z 71.10 39.39%
98.0
o258 RO ) MPO 1400 16001840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
13.20 13.40 13.60 13.80
0,
5000 410 m/z 41.10 27 .24%
98.0
0 Ll ‘M 80 L 1%30 141.0  169.0184.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48867: Undecane, 3,6—dimethy|— N B B L L L B
57.0 13.20 13.40 13.60 13.80
m/z 56.10 15.31%
5000
41)0
85.0
o2 || 7 130 1550 184,
m/z--> 20 40 60 80 100 120 140 160 180 200 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Octane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.90 25.41 ug/1 414446 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 90
2 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 80
3 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 72
4 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 72
5 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 64
Abundance Scan 2091 (13.902 min): VX009501.D (-2085) (-) m/z 57.10 100.00%
51.1
5000
4101
gso 1131 13.60 13.80 14.00 14.20
ob el e | 14001882 1774 1983 | ol G g g6y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
51.0
5000
10 13.60 13.80 14.00 14.20
m/z 43.10 57.01%
85.0 113.0
0L 15.0 4 | 142.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28437: Nonane, 2,6-dimethyl-
43.0
710 U U BRI B
13.60 13.80 14.00 14.20
5000 m/z 41.10 29.77%
27.0
0 | “\‘ Il “ | 97.0 11?'0 141.0156.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48876: Undecane, 6,6—dimethy|— LI L L B N N B |
57.0 13.60 13.80 14.00 14.20
m/z 56.10 21.28%
5000
4100 113.0
oL 26D || | | 840 \‘ 141.0  170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051019\
Data File : VX009501.D

Aca On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.81 9.62 ug/l 156886 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Eicosane 282 C20H42 000112-95-8 96
3 Hexadecane 226 C16H34 000544-76-3 91
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 2240 (14.810 min): VX009501.D (-2232) (-) m/z 57.10 100.00%

57.1

5000

14.40 14.60 14.80 15.00 15.20

112.1 140.2 169.3 198.2

o] m/z 43.10 83.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59882: Tetradecane
57.0
5000 . LU L B B B B
29.0 1440 1460 1480 1500 1520
’ m/z 71.10 60.10%
113.0 198.0
0 ...,.:..', 1410 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129491: Eicosane
57.0
R e A ERRREEEE S
14.40 14.60 14.80 15.00 15.20
5000 85.0 m/z 41.05 42 .78%
29.0
o “ I g gt30 1410 169.0 197.0 2250 253.0 282.0
,,,,,,,,, R R R e R ARNRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83027: Hexadecane A B o
57.0 14.40 14.60 14.80 15.00 15.20
m/z 85.10 37.41%
5000 85.0
29.0
1130
eyl e ATE0 1410 1690 1970 2260 1l UL v )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14.60 14.80 15.00 15.20

82X042919W.M Mon May 13 12:50:51 2019 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX051019\
Data File : VX009501.D

Acq On : 10 May 2019 23:10

Operator : JC/SP

Sample : K2795-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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]
Acetaldehyde 1.49 13.7 ug/I1 145269 1 5.67 529722 50.0
Pentane 6.22 13.5 ug/I1 143078 1 5.67 529722 50.0
Eucalyptol 12.16 23.8 ug/I1 388621 4 12.08 815623 50.0
Indene 12 .47 9.6 ug/Il 156034 4 12.08 815623 50.0
Cyclohexene, 1-me... 13.27 17.2 ug/I1 281287 4 12.08 815623 50.0
Dodecane, 6-methyl- 13.44 22.3 ug/I1 362920 4 12.08 815623 50.0
Octane, 2,6-dimet... 13.90 25.4 ug/I1 414446 4 12.08 815623 50.0

4

Tetradecane 14 .81 9.6 ug/Il 156886 12.08 815623 50.0
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