LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 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\82X052819W.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 2.599 228 237 249 rBV 74930 143795 1.37% 0.630%
2 4.824 586 602 621 rBV 157548 463282 4_.41% 2.028%
3 5.494 699 712 720 rBV 90583 266463 2.53% 1.167%
4 5.653 729 738 761 rVB 165322 512242 4.87% 2.243%
5 6.055 795 804 811 rBV 114133 288519 2.74% 1.263%
6 6.141 811 818 826 rVB 51050 133689 1.27% 0.585%
7 6.439 857 867 880 rVB 192427 487972 4.64% 2.136%
8 6.854 925 935 948 rBV 261383 621909 5.92% 2.723%
9 7.458 1024 1034 1043 rVB 72521 160104 1.52% 0.701%
10 7.872 1091 1102 1122 rBVY 6142529 10511837 100.00% 46.020%

11 8.713 1234 1240 1246 rVB 532878 848062 8.07% 3.713%
12 8.780 1246 1251 1257 rVB 362129 539414 5.13% 2.362%
13 10.110 1464 1469 1479 rVB2 566802 819340 7.79% 3.587%
14 10.353 1502 1509 1515 rVvVv 324864 436017 4._.15% 1.909%
15 10.695 1560 1565 1574 rVB 100530 139987 1.33% 0.613%

16 11.134 1631 1637 1647 rVB 460719 602215 5.73% 2.636%
17 11.804 1743 1747 1756 rVB 102796 136128 1.29% 0.596%
18 12.073 1787 1791 1797 rVvV 536679 714468 6.80% 3.128%
19 12.268 1819 1823 1830 rBV 643532 790859 7.52% 3.462%
20 12.475 1851 1857 1861 rBV2 105808 139076 1.32% 0.609%

21 12.957 1931 1936 1944 rBV7 40876 128028 1.22% 0.560%
22 13.316 1990 1995 1998 rBV 255758 300587 2.86% 1.316%
23 13.645 2044 2049 2057 rBV2 417913 593879 5.65% 2.600%
24 13.822 2075 2078 2081 rVV3 106734 142559 1.36% 0.624%
25 13.895 2085 2090 2097 rVB2 197706 324231 3.08% 1.419%

26 13.969 2097 2102 2108 rBV2 116396 204613 1.95% 0.896%
27 14.090 2118 2122 2126 rBV 514295 520374 4_95% 2.278%
28 14.279 2149 2153 2162 rVB3 105655 211502 2.01% 0.926%
29 14.554 2196 2198 2204 rVB2 103119 142397 1.35% 0.623%
30 14.670 2213 2217 2224 rBV3 204703 378371 3.60% 1.656%

31 14.810 2236 2240 2243 rBV 609280 624962 5.95% 2.736%

32 15.273 2313 2316 2320 rVB 165354 192459 1.83% 0.843%
33 15.554 2357 2362 2368 rBV2 225105 322493 3.07% 1.412%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 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 - 0 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\82X052819W_M
SW846 8260

Sum of corrected areas: 22841833
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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 X\DATA\VX060419\
VX010059.D

04 Jun 2019 15:39

JC/SP

K3178-01 100X

5.0mL/MSVOA X/WATER

10 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W_M
: SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: VX010059.D

2.60 4.82

5. 495 65 6.8614

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

6.44

TIC: VX010059.D
7|87

8.21 0 10.11 11.13
6.85 . 10.35
A ﬂj\ j\

A 10.69 A

0=y
Time--> 6.50

T T — =4
7.00 7.50 8.00 8.50 9.00 9.50 10.00

T
10.50 11.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: VX010059.D

12.00 12.50 13.00 13.50 14.00 14.50 15.00

15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 1 n-Propyl acetate Concentration Rank 1

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

7.87 845.13 ug/l 10511800 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 Isopropvl acetate 102 C5H1002 000108-21-4 36
3 1-Butanamine 73 C4H11N 000109-73-9 7
4 l1sobutvlamine 73 C4H11IN 000078-81-9 5
5 Butane, 2-methyl- 72 C5H12 000078-78-4 4

Abundance Scan 1102 (7.872 min): VX010059.D (-1091) (-) m/z 43.10 100.00%
a3
5000
61
73 760 7.80 8.00 820
37|, 49 55 | 87 101 ' ' '
Ob e e e e e e e e e e m/z 61.00 27.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 U U A L R
7.60 7.80 8.00 8.20
61 m/z 73.00 14 .39%
27 ‘ 73
Oy '|""'|"'?7'|‘l "'I""‘I""I""'I"' '|""|1P?"|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
760 7.80 8.00 820
5000 m/z 42.10 11.04%
61
87
Unng '%?'I "?TI "??I U UL IURR L SURIRS ""%0}"'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #748: 1-Butanamine e Rmaa m R
30 7.60 7.80 8.00 8.20
m/z 41.10 8.96%
5000
o 18 41 50 56 3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 760 7.80 8.00 820

82X052819W.M Wed Jun 05 11:51:22 2019 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 2 1-Isobutoxy-2-ethylhexane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.27 55.35 ug/1 790859 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 83
2 l1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
4 Carbonic acid. isobutvl 2-ethvlh... 230 C13H2603 1000357-82-9 40
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 40
Abundance Scan 1823 (12.268 min): VX010059.D (-1819) (-) m/z 57.10 100.00%
g7
5000 a1
| voe 12,00 1220 '1'2'4'3 12:60
98 . . . .
o...,....,....,....',!..?,O.'.I:,....',|-:...,:|.'..,....',....1,1..2..,..1.2.?....,....,. m/z 41.05 39.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #50341: 1-1sobutoxy-2-ethylhexane
57
42
5000
29 12.00 12.20 12.40 12.60
= m/z 43.10 34.67%
. \‘ \‘ R O T N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
12.00 12.20 12.40 12.60
5000 a1 m/z 55.05 27 .14%
29
70 83
o 15 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13662: 2-Propyl-1-pentanol
57 12.00 12.20 12.40 12.60
m/z 56.05 21.48%
5000
41 70
29 83
0"'w%?'|“"|“"|'“'|'“'|'“'|"“|"“|"?ﬁ"'ﬁ%?'w"'w""v"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 3 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.32 21.04 ug/1 300587 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Undecane. 2.3-dimethyl- 184 C13H28 017312-77-5 72
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 64
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 64
Abundance Scan 1996 (13.322 min): VX010059.D (-1990) (-) m/z 57.10 100.00%
43 7
71
5000
85
98 112 170 13.00 13.20 13.40 13.60
ober el TP M2 127 14005 10 2T A3 05 83.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57
43
71
5000
85 13.00 13.20 13.40 13.60
29 m/z 71.10 56.07%
98 112 127 170
olts LA L)y B MO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
13.00 13.20 13.40 13.60
5000 71 m/z 41.10 40.91%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 120 150 160 180 200 250
Abundance #48855: Undecane, 2,3-dimethyl- B B AAEE SR
43 57 13.00 13.20 13.40 13.60
- m/z 85.10 30.92%
5000 85
29 140
M o - R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 4 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.65 41.56 ug/1 593879 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-4-(l1-methv... 138 C10H18 001124-25-0 92
2 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 002216-52-6 91
3 Levomenthol 156 C10H200 002216-51-5 91
4 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 015356-70-4 91
5 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 001490-04-6 91
Abundance Scan 2050 (13.652 min): VX010059.D (-2044) (-) m/z 71.00 100.00%
M 8L 95
41
55
5000 123
108 138
13.40 13.60 13.80 14.00
154
ol -,..M.n,:..|.|',.:.-.,1.6.6..1,8.2.. m/z 81.10 95.61%
m/z-> 20 40 60 80 100 120 140 160 180
Abundance #17008: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, trans-
81 95
68
55
41
5000
138 13.40 13.60 13.80 14.00
109 m/z 95.05 90.08%
\ ‘ ‘ il ‘ 123
O e e e
m/z-> 20 40 60 80 100 120 140 160 180
Abundance
71 81
95
M 13.40 13.60 13.80 14.00
5000 55 m/z 41.10 67 .24%
123
29 109 138
L L L S L W UL L L B
m/z-> 20 40 60 80 100 120 140 160 180
Abundance #28228: Levomenthol S L L L
7m 81 9 13.40 13.60 13.80 14.00
41 > m/z 55.10 59.15%
55
5000
123
‘ 109 138
Ol —— |i‘l‘:‘:“:‘l|‘|‘l|“l‘l“|‘|”|“|||“| ||l|||‘| T e
m/z-> 20 40 60 80 100 120 140 160 180 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 Decane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.90 22.69 ug/1 324231 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 64
2 Oxalic acid. 2-ethvlhexvl hexvl ... 286 C16H3004 1000309-38-9 58
3 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 55
4 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 53
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 50
Abundance Scan 2091 (13.902 min): VX010059.D (-2085) (-) m/z 57.10 100.00%

5000

13.60 13.80 14.00 14.20

0 m/z 43.10 86.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28432: Decane, 2-methyl-
5000 71
13.60 13.80 14.00 14.20
29‘ 85 m/z 69.10 75.05%
113
I Lt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 71.10 65.87%
29 8 112

98 129 157

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19218: Heptane, 3-ethyl-5-methyl-

43 57 13.60 13.80 14.00 14.20

& m/z 41.10 50.99%
5000
29
113
U S S T — AR LA s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 6 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.09 36.42 ug/1 520374 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Undecane 156 Cl11H24 001120-21-4 86
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 83
Abundance Scan 2122 (14.090 min): VX010059.D (-2118) (-) m/z 57.10 100.00%
43 57
71
5000
85
99113 184 13.80 14.00 14.20 14.40
0 ...,....',:..|,..l':.,'!...n,....,1.2:7..,.1.4?.1,‘??..,....,2.0.7..,.... 8l m/z 43.10 86.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48835: Tridecane
43 57
71
85 13.80 14.00 14.20 14.40
29 m/z 71.10 56.09%
ol 15 N ‘L | ‘ 99113127141155 184
m/z--> ﬁo Jo éo éo 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
43 57
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
71 13.80 14.00 14.20 14.40
5000 o m/z 41.10 42 .51%
29
o 99113127141155169183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59881: Tetradecane B B o e
3 57 13.80 14.00 14.20 14.40
4 o m/z 85.10 34.04%
5000 g5
29
99
o ‘ L ‘ ' 113127141155169 198
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 240 2éo 2éo 13.80 14.00 14.20 14.40

82X052819W.M Wed Jun 05 11:51:27 2019 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.28 14.80 ug/Il 211502 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 97
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 97
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 64
4 Benzene. (l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 58
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
Abundance Scan 2153 (14.279 min): VX010059.D (-2149) (-) m/z 131.10 100.00%
181
118
5000
163 180 196 14.00 14.20 14.40 14.60
0 207 m/z 118.05 75.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118 131
146
5000
o1 105 14.00 14.20 14.40 14.60
07 39 51 g3 77 ‘ H m/z 146.10 61.40%
0 |||||“|||“|‘||“l‘| |“l‘||”i“‘|||‘=||‘h‘||l‘lul“lul‘u“uuuluuu|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118 131
146 14.00 14.20 14.40 14.60
5000 m/z 41.05 45 _.32%
27 39 91 105
15 51 g3 77
G S S U UL B L L I WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- R R E S  AREEREE
131 14.00 14.20 14.40 14.60
146 m/z 117.05 38.08%
5000 91
115
o7 32 51 g5 77 ‘
0||1|5||‘|||‘i‘||“l‘||“l‘|‘ﬁ‘|‘“l||‘l||“|“|||“||‘|‘||||“|||||||||||||||||| A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 8 Hexadecane, 2,6,10,14-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .67 26.48 ug/1 378371 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 58
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 53
3 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 52
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 49
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 49

Abundance Scan 2217 (14.670 min): VX010059.D (-2213) (-) m/z 57.10 100.00%

5000 118

%

145160

14.40 14.60 14.80 15.00

183197212

0 m/z 71.10 82 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
85 14.40 14.60 14.80 15.00
29 m/z 43.10 54 _.29%
99 113127 183197
0 J ) | 141155169 211225239253267282
B L A B L LA Ramam=azame
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 71
R AREEE et
43 14.40 14.60 14.80 15.00
5000 85 m/z 41.10 44 .32%
29 113127
o 9 141155169183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl- e B B
57 71 14.40 14.60 14.80 15.00
43 m/z 118.05 36.96%
5000
85
99113 169
29 127
ol14 T L | | | | {"141155 | 183197511 267
AR B Ea e e AR EAAS A RARENEEEEE S a e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 9 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.81 43.74 ug/1 624962 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Undecane 156 C11H24 001120-21-4 86
5 Dodecane 170 C12H26 000112-40-3 72

Abundance Scan 2240 (14.810 min): VX010059.D (-2236) (-) m/z 57.10 100.00%

43 97

71

14. 40 14. 60 14. 80 15.00 15.20

99113127141155 179 198

0 m/z 43.10 83.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59882: Tetradecane
57
43
7 L
5000 85 LU B L B B B

29 14.40 14,60 14.80 15.00 15.20
m/z 71.10 60.00%

99
113 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_

o

71 14.40 14.60 14.80 15.00 15.20
5000 m/z 41.10 41.46%
85
29
o 99 113127141155169183 226

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48835: Tridecane o NN SN
57 1440 14.60 14.80 15.00 15.20

43 m/z 85.10  37.80%

7
5000
85
29
oL15 1 “ L, %9113127141155 184
S S| N A o

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060419\
Data File : VX010059.D

Aca On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 10 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.55 22.57 ug/1 322493 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Undecane 156 C11H24 001120-21-4 74
3 Hexadecane 226 C16H34 000544-76-3 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 2361 (15.548 min): VX010059.D (-2357) (-) m/z 57.10 100.00%

43 97
71
5000
141156

15 20 15. 40 15 60 15. 80
212
ol 179193 m/z 43.10 84.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
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85 15.20 15.40 15.60 15.80
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”.“”.“”.“”.“”.“”..”..”..”..”..”..”..”.“”.“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R e T
15.20 15.40 15.60 15.80
5000 71 m/z 41.05 42 .94%
29 85
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #83024: Hexadecane L B o

43 57 15.20 15.40 15.60 15.80
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5000
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX060419\
Data File : VX010059.D

Acq On : 04 Jun 2019 15:39

Operator : JC/SP

Sample : K3178-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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]
n-Propyl acetate 7.87 845.1 ug/1 10511800 2 6.85 621909 50.0
1-Isobutoxy-2-eth... 12.27 55.4 ug/I1 790859 4 12.07 714468 50.0
Dodecane 13.32 21.0 ug/I1 300587 4 12.07 714468 50.0
Cyclohexane, 1-me... 13.65 41.6 ug/1l 593879 4 12.07 714468 50.0
Decane, 2-methyl- 13.90 22.7 ug/l 324231 4 12.07 714468 50.0
Tridecane 14.09 36.4 ug/I 520374 4 12.07 714468 50.0
Naphthalene, 1,2,... 14.28 14.8 ug/I1 211502 4 12.07 714468 50.0
Hexadecane, 2,6,1... 14.67 26.5 ug/I1 378371 4 12.07 714468 50.0
Tetradecane 14.81 43.7 ug/1 624962 4 12.07 714468 50.0

4

Pentadecane 15.55 22.6 ug/Il 322493 12.07 714468 50.0
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