LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX082019\
Data File : VX011689.D

Aca On : 20 Aug 2019 16:59

Operator : JC/SP

Sample : K4413-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 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\82X081519W.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 1.269 12 19 22 rBv 15240 25440 1.59% 0.189%
2 2.251 178 180 188 rVB9 11080 22950 1.43% 0.170%
3 2.598 231 237 244 rBV 59087 107901 6.73% 0.801%
4 4_.592 558 564 571 rVBY 9208 23039 1.44% 0.171%
5

5.494 701 712 724 rBvV2 193939 552527 34.45% 4.103%

5.653 727 738 750 rvVB 364787 1028850 64.14% 7.639%
6.055 794 804 815 rBV 202377 527976 32.92% 3.920%
951 rBV 511825 1200139 74.82% 8.911%
8.713 1233 1240 1248 rBV 1020209 1603968 100.00% 11.910%
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1 8.786 1248 1252 1256 rVB2 11020 20384 1.27% 0.151%
11 10.109 1464 1469 1486 rBV 1022405 1379275 85.99% 10.241%
12 10.695 1562 1565 1572 rVB 19159 28569 1.78% 0.212%
13 11.012 1612 1617 1621 rBV2 16863 27397 1.71% 0.203%
14 11.134 1632 1637 1648 rVB 899705 1114828 69.50% 8.278%
15 11.359 1669 1674 1678 rBV2 18177 26138 1.63% 0.194%
16 11.664 1720 1724 1728 rBV2 23383 27629 1.72% 0.205%
17 11.944 1761 1770 1776 rBvV4 24317 49656 3.10% 0.369%
18 12.072 1786 1791 1797 rVB 1131339 1375993 85.79% 10.217%
19 12.139 1797 1802 1806 rVB 24671 29662 1.85% 0.220%
20 12.298 1821 1828 1833 rBV 98517 125614 7.83% 0.933%
21 12.365 1835 1839 1846 rVB2 19419 37337 2.33% 0.277%
22 12.584 1870 1875 1880 rBV 17634 26592 1.66% 0.197%
23 12.664 1884 1888 1891 rBV 48634 53949 3.36% 0.401%
24 12.700 1891 1894 1897 rVB 17911 19600 1.22% 0.146%
25 12.749 1898 1902 1910 rBV2 63159 108072 6.74% 0.802%
26 12.895 1922 1926 1931 rVB3 19301 26775 1.67% 0.199%
27 12.975 1931 1939 1943 rBV2 77969 108351 6.76% 0.805%
28 13.017 1943 1946 1952 rVB 24185 31228 1.95% 0.232%
29 13.078 1952 1956 1961 rBV2 19049 33152 2.07% 0.246%
30 13.225 1977 1980 1983 rVV 24256 29209 1.82% 0.217%
31 13.304 1990 1993 1995 rBV2 18150 24244 1.51% 0.180%
32 13.347 1995 2000 2005 rVvVv2 161260 233766 14.57% 1.736%
33 13.395 2005 2008 2011 rvv4 16794 19096 1.19% 0.142%
34 13.481 2018 2022 2028 rVB 41065 62119 3.87% 0.461%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX082019\
Data File : VX011689.D

Aca On : 20 Aug 2019 16:59

Operator : JC/SP

Sample : K4413-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 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\82X081519W._M
Title : SW846 8260
35 13.560 2031 2035 2038 rvv4 26282 36074 2.25% 0.268%
36 13.597 2038 2041 2044 rVv2 38869 56372 3.51% 0.419%
37 13.633 2044 2047 2052 rVV3 66765 109851 6.85% 0.816%
38 13.694 2054 2057 2058 rVvVv 37624 42581 2.65% 0.316%
39 13.718 2058 2061 2067 rVB2 77566 119781 7.47% 0.889%
40 13.834 2076 2080 2087 rVB2 43253 74394 4.64% 0.552%
41 13.914 2087 2093 2098 rVB5 26922 55791 3.48% 0.414%
42 13.981 2098 2104 2108 rBV2 61364 90719 5.66% 0.674%
43 14.023 2108 2111 2115 rBV2 27347 33109 2.06% 0.246%
44 14.060 2115 2117 2124 rVB6 11243 17820 1.11% 0.132%
45 14.127 2124 2128 2132 rBY 50376 67932 4.24% 0.504%
46 14.267 2147 2151 2157 rBV 79907 127099 7.92% 0.944%
47 14.377 2165 2169 2174 rBVY 44580 61435 3.83% 0.456%
48 14.426 2174 2177 2182 rVB 69649 84131 5.25% 0.625%
49 14.474 2182 2185 2189 rVB2 17005 20049 1.25% 0.149%

50 14.535 2190 2195 2200 rBV2 74724 105578 6.58% 0.784%

51 14.694 2217 2221 2224 rVB 147061 171808 10.71% 1.276%

52 14.730 2224 2227 2231 rVB 34006 42023 2.62% 0.312%
53 14.779 2231 2235 2239 rBV5 19344 24647 1.54% 0.183%
54 14.834 2239 2244 2253 rBV2 257819 396152 24.70% 2.942%
55 14.962 2259 2265 2272 rBVS8 10097 23519 1.47% 0.175%
56 15.243 2307 2311 2318 rVV2 33344 63206 3.94% 0.469%
57 15.316 2319 2323 2330 rVB5 17481 29975 1.87% 0.223%
58 15.438 2338 2343 2346 rBV 58312 85105 5.31% 0.632%
59 15.474 2346 2349 2353 rVB 33592 47913 2.99% 0.356%

60 15.541 2353 2360 2365 rBV 123250 198308 12.36% 1.472%

61 15.681 2377 2383 2387 rBV 215606 325770 20.31% 2.419%
62 15.718 2387 2389 2395 rVB 79190 114904 7.16% 0.853%

63 15.803 2399 2403 2412 rVB4 14468 25962 1.62% 0.193%
64 15.913 2412 2421 2432 rVB3 64650 185947 11.59% 1.381%
65 16.066 2440 2446 2451 rBV 42878 74916 4.67% 0.556%
66 16.163 2458 2462 2468 rBVS 11008 18361 1.14% 0.136%
67 16.413 2495 2503 2512 rVB2 160110 319962 19.95% 2.376%
68 16.633 2533 2539 2542 rBV4 12131 28703 1.79% 0.213%
69 16.681 2544 2547 2553 rVV2 25955 46634 2.91% 0.346%
70 16.742 2553 2557 2564 rVB2 15215 29641 1.85% 0.220%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX082019\
Data File : VX011689.D

Aca On : 20 Aug 2019 16:59

Operator : JC/SP

Sample : K4413-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial =: 20 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\82X081519W_M
SW846 8260

Sum of corrected areas: 13467597
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX082019\
Data File : VX011689.D

Aca On : 20 Aug 2019 16:59

Operator : JC/SP

Sample : K4413-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .M
Quant Title : SW846 8260

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

Abundance TIC: VX011689.D
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Abundance TIC: VX011689.D
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Abundance TIC: VX011689.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX082019\
Data File : VX011689.D

Aca On : 20 Aug 2019 16:59

Operator : JC/SP

Sample : K4413-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Isopropyl Alcohol Concentration Rank 8

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

2.60 5.24 ug/1l 107901 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 80
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 72
3 (2R.4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 39
4 Formic acid. l-methvlethvl ester 88 C4H802 000625-55-8 39
5 Diethyl carbonate 118 C5H1003 000105-58-8 9

Abundance Scan 237 (2.598 min): VX011689.D (-231) (-) m/z 44_.95 100.00%
44.0
5000

1 220 2.40 2.60 2.80 3.00
o S0 OLL 1216 1683 206.9 233.6 260.9 2879 m/z 43.00 22.88%

REARRRRREY T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #297: |Isopropy! Alcohol

45.0

5000
220 2.40 2.60 2.80 3.00

m/z 41.00 7.69%

19.
IIIIIIIII“IIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2104: Propane, 2-ethoxy-
45.0
R e e ERERAR R
2.20 2.40 2.60 2.80 3.00
5000 m/z 38.95 6.28%
73.0

15.0
L

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #4780: (2R,4R)-(-)-Pentanediol S mum e
45.0 220 2.40 2.60 2.80 3.00
m/z 59.00 4._63%
5000
71.0
190, ol 1030
Rl A L mana e RdRsaRstsas AR mett L
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 220 2.40 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX082019\
Data File : VX011689.D

Aca On : 20 Aug 2019 16:59

Operator : JC/SP

Sample : K4413-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Benzene, l-ethenyl-4-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.35 8.49 ug/Il 233766 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 92
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 70
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 70
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 62
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 62

Abundance Scan 2001 (13.353 min): VX011689.D (-1995) (-) m/z 117.00 100.00%

117.0
5000

13.00 13.20 13.40 13.60

151.4 179.2 207.9 237.4 279.3

0 m/z 132.10 44 _34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
5000
13.00 13.20 13.40 13.60
91.0 m/z 115.00 30.90%
27.0, 51.0
m/z--> 2|O 4IO 6|0 8|0 1CI)O 12|O 14|10 1é0 1E|30 200 220 240 260 ZEIBO 3(|)O
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.20 13.40 13.60
5000 m/z 119.10 22.93%

39.0 5.0 910 ‘
|

S P R .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0 13.00 13.20 13.40 13.60
m/z 131.05 17.93%
5000
91.0
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX082019\
Data File : VX011689.D

Aca On : 20 Aug 2019 16:59

Operator : JC/SP

Sample : K4413-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.69 6.24 ug/l 171808 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Naphthalene. 1-(2-hvdroxvpropvl) 186 C13H140 027653-13-0 64
5 Spiro(tricyclo[6.2.1.0(2,7)Junde... 186 C13H140 1000210-02-3 64
Abundance Scan 2220 (14.688 min): VX011689.D (-2217) (-) m/z 142.05 100.00%
14p.1
5000
115.0
63.0 890 14.40 14.60 14.80 15.00
o b rtrerrtb el 1048 191321522309 2809 | n757141.10  87.80%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000
115.0 14.40 14.60 14.80 15.00
m/z 115.00 29.78%
50.0 71 0 92.0
miz-> 20 40 eb 85 100 150 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142.0
14.40 14.60 14.80 15.00
5000 1150 m/z 143.00 13.13%

39.0 63.0 89.0 l

IIIIIII‘II‘I‘II‘IIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

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

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14.40 14.60 14.80 15.00

m/z 139.00 10.00%

5000 115.0

39.0 630 ggpo

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\VX082019\
Data File : VX011689.D

Aca On : 20 Aug 2019 16:59

Operator : JC/SP

Sample : K4413-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Naphthalene, 2,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.54 7.21 ug/l 198308 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 2360 (15.541 min): VX011689.D (-2353) (-) m/z 156.05 100.00%

156.1

5000

15.20 15.40 15.60 15.80

179.5 207.8 234.6 266.0289.0

(o} m/z 141.10 62 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28482: Naphthalene, 2,7-dimethyl-
156.0
5000

15.20 15.40 15.60 15.80
m/z 155.05  33.22%

510 71-0 115.0 “
1 o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28501: Naphthalene, 1,6-dimethyl-
156.0
15.20 15.40 15.60 15.80
5000 m/z 127.95  14.77%
115.0
28.0 69.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28472: Naphthalene, 2,6-dimethyl- e LR R e o
156.0 15.20 15.40 15.60 15.80

m/z 157.10 12.93%

5000

77.0

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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX082019\
Data File : VX011689.D

Aca On : 20 Aug 2019 16:59

Operator : JC/SP

Sample : K4413-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.91 6.76 ug/l 185947 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95

Abundance Scan 2420 (15.907 min): VX011689.D (-2412) (-) m/z 156.05 100.00%

1

5000

15.60 15.80 16.00 16.20
m/z 141.05 89.60%

184.0 208.8

248.7 275.5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28486: Naphthalene, 2,3-dimethyl-
156.0
5000
15.60 15.80 16.00 16.20
0
115.0 m/z 155.10 26 .55%
27.0 510.?60 I it
IR Lo o o o L e R R R AR s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28476: Naphthalene, 1,4-dimethyl-
156.0
15.60 15.80 16.00 16.20
5000 m/z 115.00 19.47%
115 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28475: Naphthalene, 1,3-dimethyl- BB Ra e o o e
156.0 15.60 15.80 16.00 16.20

m/z 128.00 16.89%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15. 80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082019\
Data File : VX011689.D

Acq On : 20 Aug 2019 16:59

Operator : JC/SP

Sample - K4413-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W._M
Quant Title : 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]
Isopropyl Alcohol 2.60 5.2 ug/Il 107901 1 5.66 1028850 50.0
Benzene, l-etheny... 13.35 8.5 ug/Il 233766 4 12.07 1375990 50.0
Naphthalene, 1-me... 14.69 6.2 ug/Il 171808 4 12.07 1375990 50.0
Naphthalene, 2,7-... 15.54 7.2 ug/l 198308 4 12.07 1375990 50.0
Naphthalene, 2,3-... 15.91 6.8 ug/Il 185947 4 12.07 1375990 50.0
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