LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062119\

Data File : VX010389.D

Aca On - 21 Jun 2019 16:58

Operator : JC/SP

sample - K3469-14

Misc - 5.0mL/MSVOA X/WATER LIPHEEEN
ALS Vial : 17 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\82X061919W.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 1.282 16 21 23 rBv 33975 47663 3.80% 0.453%
2 1.319 23 27 35 rvw 22102 64580 5.15% 0.614%
3 2.446 206 212 221 rVB 16285 29864 2.38% 0.284%
4 2.611 233 239 248 rVB 16484 30899 2.46% 0.294%
5 3.032 299 308 317 rVB3 5506 16252 1.30% 0.155%
6 3.196 326 335 346 rBV 77083 185485 14.79% 1.764%
7 5.501 702 713 723 rBV 154227 435876 34.75% 4.146%
8 5.665 729 740 760 rVB 260311 751355 59.90% 7.147%
9 6.062 795 805 815 rBV 140910 375824 29.96% 3.575%
10 6.860 926 936 949 rBV 386208 912695 72.76% 8.682%
11 7.458 1027 1034 1045 rVvB4 9175 24679 1.97% 0.235%
12 8.714 1234 1240 1250 rVB 805697 1254334 100.00% 11.932%
13 9.037 1288 1293 1300 rVvB4 10781 19048 1.52% 0.181%
14 9.305 1332 1337 1343 rBVY 13070 21232 1.69% 0.202%
15 9.677 1393 1398 1402 rBV 9326 13945 1.11% 0.133%
16 10.110 1463 1469 1478 rBvV 787414 1071948 85.46% 10.197%
17 10.335 1501 1506 1509 rBVvV4 8481 15962 1.27% 0.152%
18 10.652 1551 1558 1563 rvv8 7224 18511 1.48% 0.176%
19 10.835 1585 1588 1595 rVvB4 8881 14599 1.16% 0.139%
20 10.914 1595 1601 1613 rBV10 8297 29791 2.38% 0.283%
21 11.018 1613 1618 1624 rBV 56229 76192 6.07% 0.725%
22 11.134 1630 1637 1643 rBV 672851 865406 68.99% 8.232%
23 11.274 1656 1660 1668 rVB7 9111 16822 1.34% 0.160%
24 11.359 1668 1674 1683 rBV 60656 82384 6.57% 0.784%
25 11.670 1715 1725 1731 rBV9 10442 30097 2.40% 0.286%
26 11.768 1731 1741 1744 rBV2 12531 23500 1.87% 0.224%
27 11.920 1759 1766 1767 rBV3 10976 17751 1.42% 0.169%
28 11.945 1767 1770 1776 rVvV 34857 45890 3.66% 0.437%
29 12.079 1786 1792 1797 rBV 815999 1041161 83.01% 9.904%
30 12.231 1813 1817 1820 rVB 19446 23099 1.84% 0.220%
31 12.298 1820 1828 1833 rBV 207702 263378 21.00% 2.505%
32 12.365 1836 1839 1847 rVB4 28443 52020 4.15% 0.495%
33 12.457 1847 1854 1859 rBV 34812 47625 3.80% 0.453%

34 12.664 1881 1888 1891 rBV 117554 142065 11.33% 1.351%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062119\

Data File : VX010389.D

Aca On - 21 Jun 2019 16:58

Operator : JC/SP

sample - K3469-14

Misc - 5.0mL/MSVOA X/WATER LIPHEEEN
ALS Vial : 17 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\82X061919W._M

Title : SW846 8260

35 12.701 1891 1894 1899 rVVv2 47020 70937 5.66% 0.675%
36 12.756 1899 1903 1910 rVV2 136775 208513 16.62% 1.983%
37 12.871 1917 1922 1923 rBV 10469 14753 1.18% 0.140%
38 12.896 1923 1926 1930 rVB 29179 37317 2.98% 0.355%
39 12.975 1931 1939 1943 rBV 107628 144989 11.56% 1.379%
40 13.024 1943 1947 1952 rVB7 7778 13986 1.12% 0.133%
41 13.085 1952 1957 1962 rVB2 15120 26007 2.07% 0.247%
42 13.146 1962 1967 1971 rBV 12727 21611 1.72% 0.206%
43 13.194 1971 1975 1977 rBV2 18792 23951 1.91% 0.228%
44 13.225 1977 1980 1983 rBV 21561 21678 1.73% 0.206%

45 13.341 1995 1999 2006 rVB2 285959 413263 32.95% 3.931%

46 13.475 2017 2021 2027 rVB 81125 106189 8.47% 1.010%

47 13.560 2031 2035 2038 rBV3 13818 20437 1.63% 0.194%
48 13.597 2038 2041 2044 rVv2 16565 20947 1.67% 0.199%
49 13.639 2044 2048 2052 rVV3 39096 57934 4.62% 0.551%
50 13.694 2052 2057 2059 rVV3 30893 52897 4.22% 0.503%
51 13.719 2059 2061 2071 rVB3 49580 84562 6.74% 0.804%
52 13.835 2071 2080 2087 rVB2 73108 138236 11.02% 1.315%
53 13.908 2088 2092 2097 rVB 29696 38382 3.06% 0.365%
54 13.981 2097 2104 2108 rBV2 46376 68912 5.49% 0.656%
55 14.030 2108 2112 2115 rBV2 17120 20232 1.61% 0.192%
56 14.127 2123 2128 2131 rBV2 15398 23426 1.87% 0.223%
57 14.158 2131 2133 2138 rVB2 12385 14675 1.17% 0.140%
58 14.286 2147 2154 2160 rVB3 40776 87053 6.94% 0.828%
59 14.377 2166 2169 2173 rVB 16217 17822 1.42% 0.170%
60 14.426 2173 2177 2182 rVV2 22117 30986 2.47% 0.295%
61 14.536 2190 2195 2205 rBV2 70058 94231 7.51% 0.896%
62 14.694 2213 2221 2224 rBV 44291 62913 5.02% 0.598%
63 14.780 2231 2235 2239 rVB6 8475 13197 1.05% 0.126%
64 14.841 2239 2245 2249 rBV2 94170 137377 10.95% 1.307%
65 15.243 2306 2311 2319 rVB4 11909 24339 1.94% 0.232%
66 15.438 2339 2343 2347 rBV2 13274 21893 1.75% 0.208%
67 15.475 2347 2349 2355 rVB 10485 12846 1.02% 0.122%
68 15.548 2355 2361 2366 rBV3 33003 54941 4_.38% 0.523%
69 15.682 2375 2383 2387 rBV 58670 99828 7.96% 0.950%
70 15.724 2387 2390 2397 rVB2 21158 31415 2.50% 0.299%
71 15.804 2397 2403 2409 rBV7 6311 13794 1.10% 0.131%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010389.D

Aca On : 21 Jun 2019 16:58

Operator : JC/SP

Sample : K3469-14

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 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\82X061919W_M
SW846 8260

72 15.913 2412 2421 2431 rVB2 17288 51494 4.11% 0.490%
73 16.066 2440 2446 2452 rBV2 13974 24506 1.95% 0.233%
74 16.407 2496 2502 2511 rVB 12684 27985 2.23% 0.266%

Sum of corrected areas: 10512386
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010389.D

Aca On : 21 Jun 2019 16:58

Operator : JC/SP

Sample : K3469-14

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VX010389.D

800000

600000

400000

5.67

200000
6.06

3.20
3.03
o

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX010389.D
800000 8|71

Uz 2.452.61
/\

10.11

11.13

600000

400000 6.86

200000

11.02 11.36
9.04 9.30 9.68 jLo 34 10 guj 11.2f

I
9.00 9.50 10.00 10 50 11. 00
TIC: VX010389.D

Time-->
Abundance
800000

600000

400000
13.34

12.30
200000

14.84

13.47
ﬁa 400, 1454, 69
43 15.241

13 50 14 OO 14 50 15 OO 15 50

1746 ?;235 926,07

16 00

16.41

F i

T 7 T
Time--> 12 50 13.00 16 50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010389.D

Aca On : 21 Jun 2019 16:58

Operator : JC/SP

Sample : K3469-14

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 1 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 12.65 ug/Il 263378 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 92
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 86
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 70
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
Abundance Scan 1828 (12.298 min): VX010389.D (-1820) (-) m/z 117.05 100.00%
117.1
5000
630 70 12.00 12.20 12.40 12.60
39.0 63. . ) ) )
0 1522 206.8 2197 "m/z 118.10 53.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8951: Indane
117.0
5000 "|"'\"|""|""|"'/'\

12.00 12.20 12.40 12.60
m/z 115.00  35.23%

91.0
0‘15.0 39.0 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0
R e R RmEEEma A
12.00 12.20 12.40 12.60
5000 m/z 119.10 23.24%
91.0
39.0 650
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8966: Benzene, cyclopropyl-
117.0 12.00 12.20 12.40 12.60
m/z 105.10 19.24%
5000 91.0
51.0
o.”fZPﬂ”WMM”w“ﬁ”JH.W.H.P”.“.“ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010389.D

Aca On : 21 Jun 2019 16:58

Operator : JC/SP

Sample : K3469-14

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.66 6.82 ug/Il 142065 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95

Abundance Scan 1887 (12.658 min): VX010389.D (-1881) (-) m/z 119.05 100.00%
119.1
5000
134.1
9.0 1050
390 5.0 651 77.0 i A 148.2 12.40 12.60 12.80 13.00
0'W““l““w'JVHw"“W“MP'LVHW'“wm“lJ“V“'H“w'“4““ m/z 134.10 28.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
134.0 12.40 12.60 12.80 13.00
' m/z 91.00 16.93%
miz--> '15"56"'3'6"26"5‘6"5‘6' &y "s'd"é'd"iéb’ '1'1'6' "0 150 150 150
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.40 12.60 12.80 13.00
5000 m/z 105.00 11.14%
91.0 134.0
105.0
15.0 27039\051\0 6\5\0 ‘H ‘ M‘ LI ‘
miz-> 10 20 30 40 50 60 70 80 90 100 110 130 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 12.40 12.60 12.80 13.00
m/z 120.10 9.22%
5000
91.0 134.0
77.0 105.0
150 27.0 390 510 680 ) il
m/z--> 10 20 30 40 50 60 70 80 95 160 110 120 150 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010389.D

Aca On : 21 Jun 2019 16:58

Operator : JC/SP

Sample : K3469-14

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Indan, l1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.76 10.01 ug/Il 208513 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 93
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 76
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 76
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 74
Abundance Scan 1904 (12.762 min): VX010389.D (-1899) (-) m/z 117.05 100.00%
1171
5000
132.1
91.0
389 51.0 65.0 77.0 103.1 | 148.2 12.40 12.60 12.80 13.00
Obrrprrrrprrrrprrrprre b et b e m/z 119.10 66.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14031: Indan, 1-methyl-
117.0
5000

12.40 12.60 12.80 13.00

132.0
91.0 m/z 115.05 35.43%
27.0 39.0 51.0 65.0 77.0 ’ 103.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
12.40 12.60 12.80 13.00
5000 132.0 m/z 132.10 31.97%
51.0 770 930
0..,%?:ﬂ.%?:?.??;?u.,ﬂ.n??$?.“..5,...4...}ﬂ?f?“.ll,.”:,M..w....,”..,.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117.0 12.40 12.60 12.80 13.00
m/z 90.95 22 .32%
5000 132.0

91.0
27.0 39.0 5.0 650 77.0 " 1050 |

O e e 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 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010389.D

Aca On : 21 Jun 2019 16:58

Operator : JC/SP

Sample : K3469-14

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.98 6.96 ug/Il 144989 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 1940 (12.981 min): VX010389.D (-1931) (-) m/z 118.95 100.00%
119.0
5000 134.1
39.0 62.9 76.9 91|.0 105.0 149.2 164.3 12.60 12.80 13.00 13.20
Obrrprrrrprrrrrembterre ey e e e m/z 134.10 44.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000
12.60 12.80 13.00 13.20
910 m/z 91.00 14.78%
o 2U)M0|.mo7ﬁ)|'1®o
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
12.60 12.80 13.00 13.20
5000 134.0 m/z 120.10 10.02%
39.0 91.0
0 150 L1 I, 63\\0 77\\0 1O?O L] It
miz> 10 20 30 40 % 80 70 80 90 100 110 120 130 140 150 180 170
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119.0 12.60 12.80 13.00 13.20
m/z 133.10 9.68%
5000 134.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.60 12.80 13.00 13.20

39.0 77.0 91.0
26,0 I 53 0 ‘ 105 0

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010389.D

Aca On : 21 Jun 2019 16:58

Operator : JC/SP

Sample : K3469-14

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 o0-Cymene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.34 19.85 ug/Il 413263 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 60
2 Benzene., 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 60
3 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 60
4 p-Cvmene 134 C10H14 000099-87-6 60
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 53

Abundance Scan 1999 (13.341 min): VX010389.D (-1995) (-) m/z 119.10 100.00%

11h.1

5000
37 51.0 g41 770 150 0165.0 13.00 13.20 13.40 13.60
0! : : m/z 116.95 67.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14810: o-Cymene
119.0
5000
13.00 13.20 13.40 13.60
910 134.0 m/z 134.10 43.10%
150  3®0 G309 770 104.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
P e
134.0 13.00 13.20 13.40 13.60
5000 : m/z 115.00 24.04%

39.0 91.0
260 |, 530 710 71050 |

Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0 13.00 13.20 13.40 13.60
m/z 91.00 22.12%
5000
91.0 134.0
77.0
Lo e b LR L
m/z--> 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010389.D

Aca On : 21 Jun 2019 16:58

Operator : JC/SP

Sample : K3469-14

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.47 5.10 ug/Il 106189 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 95
2 Naphthalene. 2-ethvl-1.2.3.4-tet... 160 C12H16 032367-54-7 53
3 2-Methvlbenzvl cvanide 131 C9HON 022364-68-7 46
4 Benzene. 1.1"-(1.2-cvclobutanedi... 208 C16H16 007694-30-6 35
5 2-Methylbenzyl alcohol, pentaflu... 268 C11H9F502 1000364-54-1 35
Abundance Scan 2020 (13.469 min): VX010389.D (-2017) (-) m/z 103.95 100.00%
104.0
5000 91.0 1321
350 710 640 770 11“7'1 150 13.20 13.40 13.60 13.80
Obreprrrrrrrrerroet e sty : m/z 132.10 45.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 91.0

13.20 13.40 13.60 13.80
m/z 91.00 41.53%

117.0
27.0 51.0 6?0 78.0
Ot P R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30914: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro-
104.0
13.20 13.40 13.60 13.80
5000 131.0 m/z 115.00 17.20%
91.0 160.0
117.0
26} \ , 830 7O Ll 1450
Obrrprrre et e et e e el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14001: 2-Methylbenzyl cyanide
104.0 13.20 13.40 13.60 13.80
m/z 117.10 15.86%
5000 131.0
91.0
77.0
20y 00800 L po
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010389.D

Aca On : 21 Jun 2019 16:58

Operator : JC/SP

Sample : K3469-14

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Naphthalene, 1-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.84 6.60 ug/Il 137377 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1H-Indene. l-ethvlidene- 142 C11H10 002471-83-2 87
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 87
Abundance Scan 2245 (14.841 min): VX010389.D (-2239) (-) m/z 142.05 100.00%

14p.1
5000
115.0
630 89.0 1460 14.80 15.00 15.20
22 i bt M 1820 2079 28100 nuzo7147 10 92.79%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000
115.0 14.60 14.80 15.00 15.20

m/z 114.95 35.52%
39.0 630 89.0

0 ”.q.”qﬁﬂnph.“.np.” T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142.0
14.60 14.80 15.00 15.20
5000 m/z 143.10 13.19%
115.0
39.0 630 89.0 ‘
Ottt e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19230: Benzocycloheptatriene
141.0 14.60 14.80 15.00 15.20
m/z 129.10 11.92%
5000 115.0
39.0 630 ggo
01 T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062119\
Data File : VX010389.D

Acq On : 21 Jun 2019 16:58

Operator : JC/SP

Sample - K3469-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_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]
Indane 12.30 12.7 ug/I1 263378 4 12.08 1041160 50.0
Benzene, l-ethyl-_... 12.66 6.8 ug/Il 142065 4 12.08 1041160 50.0
Indan, 1-methyl- 12.76 10.0 ug/I1 208513 4 12.08 1041160 50.0
Benzene, 1,2,3,4-_... 12.98 7.0 ug/l 144989 4 12.08 1041160 50.0
o-Cymene 13.34 19.9 ug/I1 413263 4 12.08 1041160 50.0
Naphthalene, 1,2,... 13.47 5.1 ug/Il 106189 4 12.08 1041160 50.0
Naphthalene, 1-me... 14.84 6.6 ug/Il 137377 4 12.08 1041160 50.0
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