LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW041819\

Data File : VW010056.D

Aca On - 18 Apr 2019 20:14

Operator : SY/VA

sample - K2444-04

Misc - 7.23G/5ML/MSVOA W/SOIL e O s
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 W\METHOD\82W041719S.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 2.623 115 118 120 rBVv4 7228 8573 2.08% 0.297%
2 2.885 158 161 166 rVB6 3485 4971 1.21% 0.172%
3 4.123 357 364 371 rBV 9704 24766 6.02% 0.858%
4 4.903 477 492 504 rBV3 18390 60097 14.60% 2.081%
5 5.921 650 659 670 rBV10 3855 13475 3.27% 0.467%

7.147 849 860 873 rBvV 65330 187848 45.64% 6.505%
7.878 972 980 985 rBV 62814 151538 36.82% 5.248%
rvB 98652 229964 55.87% 7.964%
8.305 1031 1050 1063 rBV 75006 187209 45.48% 6.483%
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1 8.842 1129 1138 1151 rBV 143023 294513 71.55% 10.199%
11 9.329 1215 1218 1226 rVB5 2919 5315 1.29% 0.184%
12 10.091 1339 1343 1346 rBV5 2557 4988 1.21% 0.173%
13 10.323 1373 1381 1388 rBV 238126 411598 100.00% 14.254%
14 10.384 1388 1391 1397 rVB4 4611 8178 1.99% 0.283%
15 10.500 1403 1410 1416 rBV7 4853 9420 2.29% 0.326%
16 10.707 1440 1444 1449 rvv4 4674 7930 1.93% 0.275%
17 10.762 1449 1453 1459 rVB5 2834 5124 1.24% 0.177%
18 11.177 1517 1521 1526 rVB5 4773 7438 1.81% 0.258%
19 11.231 1526 1530 1536 rBv4 2905 5050 1.23% 0.175%
20 11.335 1542 1547 1552 rBV5 2748 5565 1.35% 0.193%
21 11.408 1554 1559 1561 rVV3 4316 8279 2.01% 0.287%
22 11.433 1561 1563 1570 rVV6 5279 8928 2.17% 0.309%
23 11.512 1570 1576 1583 rVB6 3697 8394 2.04% 0.291%
24 11.628 1588 1595 1605 rBV 183155 321979 78.23% 11.150%
25 11.841 1622 1630 1632 rVV6 6606 14052 3.41% 0.487%
26 11.872 1634 1635 1638 rVV3 5298 5514 1.34% 0.191%
27 12.256 1694 1698 1702 rVB4 3412 4982 1.21% 0.173%
28 12.347 1708 1713 1714 rBvV4 3583 6419 1.56% 0.222%
29 12.384 1717 1719 1724 rVB5 4046 5504 1.34% 0.191%
30 12.469 1729 1733 1737 rBV6 4045 6849 1.66% 0.237%
31 12.621 1751 1758 1765 rBV2 146931 256166 62.24% 8.871%
32 12.780 1779 1784 1792 rVB2 6569 14881 3.62% 0.515%
33 12.865 1792 1798 1802 rBV6 6105 13092 3.18% 0.453%
34 12.945 1802 1811 1816 rVvv4 12829 26840 6.52% 0.929%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW041819\

Data File : VW010056.D

Aca On - 18 Apr 2019 20:14

Operator : SY/VA

sample - K2444-04

Misc - 7.23G/5ML/MSVOA W/SOIL e O s
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 W\METHOD\82W041719S.M

Title - SW846 8260

35 13.091 1829 1835 1836 rBV6 3275 6392 1.55% 0.221%
36 13.170 1843 1848 1853 rVBS8 5481 9682 2.35% 0.335%
37 13.255 1857 1862 1866 rBV3 6554 11115 2.70% 0.385%
38 13.451 1889 1894 1897 rVV7 6868 13429 3.26% 0.465%
39 13.493 1897 1901 1904 rVVé6 4171 7231 1.76% 0.250%
40 13.560 1905 1912 1921 rVB 137152 231856 56.33% 8.029%
41 13.755 1941 1944 1948 rBV6 4548 6754 1.64% 0.234%
42 13.798 1948 1951 1954 rVB4 3566 4734 1.15% 0.164%
43 13.883 1960 1965 1972 rBvV8 12421 25732 6.25% 0.891%
44 14.018 1983 1987 1988 rvv3 3471 5175 1.26% 0.179%
45 14.042 1988 1991 1992 rVvv3 5969 6833 1.66% 0.237%
46 14.072 1992 1996 2006 rVB3 23290 55724 13.54% 1.930%
47 14.207 2012 2018 2023 rBvV7 9888 18388 4_47% 0.637%
48 14.274 2023 2029 2034 rBV9 2541 5545 1.35% 0.192%
49 14.335 2035 2039 2045 rBV9 4176 6754 1.64% 0.234%
50 14.389 2045 2048 2050 rBv4 5185 6639 1.61% 0.230%
51 14.426 2050 2054 2057 rVB4 3516 4747 1.15% 0.164%
52 14.456 2057 2059 2063 rVB2 5363 6292 1.53% 0.218%
53 14.505 2063 2067 2068 rBv4 4398 5540 1.35% 0.192%
54 14.645 2087 2090 2093 rVB5 4078 5103 1.24% 0.177%
55 14.694 2094 2098 2100 rBVv4 3484 5816 1.41% 0.201%
56 14.731 2102 2104 2110 rVB7 6030 7916 1.92% 0.274%
57 14.798 2110 2115 2116 rBV3 9446 12381 3.01% 0.429%
58 14.963 2136 2142 2148 rBVS 5358 10603 2.58% 0.367%
59 15.072 2156 2160 2163 rBV6 3363 4265 1.04% 0.148%
60 15.182 2174 2178 2184 rVB7 6803 12792 3.11% 0.443%
61 15.334 2198 2203 2207 rBvVS8 2116 4670 1.13% 0.162%
62 15.420 2215 2217 2221 rVV5 4540 7309 1.78% 0.253%
63 15.505 2225 2231 2238 rVB5 6678 16183 3.93% 0.560%
64 15.658 2253 2256 2260 rBV6 3112 6026 1.46% 0.209%
65 15.877 2287 2292 2297 rVB7 5468 9940 2.41% 0.344%
66 16.182 2337 2342 2346 rBVS 3023 4719 1.15% 0.163%
67 16.383 2368 2375 2377 rBV7 2850 5875 1.43% 0.203%

Sum of corrected areas: 2887599
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW041819\
Data File : VW010056.D

Aca On : 18 Apr 2019 20:14

Operator : SY/VA

Sample : K2444-04

Misc : 7.23G/5ML/MSVOA W/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W041719S_.M
Quant Title : SW846 8260

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

Abundance TIC: VW010056.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW041819\
Data File : VW010056.D

Aca On : 18 Apr 2019 20:14

Operator : SY/VA

Sample : K2444-04

Misc : 7.23G/5ML/MSVOA W/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W041719S_.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 1H-Inden-1-one, octahydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.88 5.55 ug/Il 25732 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. octahvdro- 138 C9H140 029927-85-3 58
2 Cvclohexene. 1-butvl- 138 C10H18 003282-53-9 52
3 3-Heptvne 96 C7H12 002586-89-2 45
4 Trans-2.3-dimethvlbicvclol2.2.27... 138 C10H18 1000215-28-6 45
5 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 43
Abundance Scan 1964 (13.877 min): VW010056.D (-1960) (-) m/z 57.05 100.00%
43 g
69
79 138
5000 91
9 109 119 SR AR SN BN SUNRE
" ‘ ‘I || 146 13.60 13.80 14.00 14.20
o gl m/z 43.00 85.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17553: 1H-Inden-1-one, octahydro-
67
41 81
5000 54 96 138 SR AR SN SR SUNRE
109 13.60 13.80 14.00 14.20
m/z 41.10 81.02%
0"P”'P”'P”'P”'P'”P'”I””I””I””I””I”E?R'W”'W”'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
81
67 13.60 13.80 14.00 14.20
5000 a1 96 m/z 55.00 67.93%
55
27 100 138
ol 15 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2827:3—Heptyne LI L L L B B LN
a1 67 1 13.60 13.80 14.00 14.20
9% m/z 69.10 67 .28%
5000 53
27
0 A 1 1 | R O — S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW041819\
Data File : VW010056.D

Aca On : 18 Apr 2019 20:14

Operator : SY/VA

Sample : K2444-04

Misc : 7.23G/5ML/MSVOA W/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W041719S_.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 unknownl4.07 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.07  12.02 ug/t 55724  1,4-Dichlorobenzene-d4  13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 40
2 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 38
3 11H-Dibenzolb.elll.41diazepin-11... 267 C16H17N30 013450-73-2 25
4 4-Methylcatechol. bis(trimethvls... 268 C13H2402Si2 1000332-79-9 12
5 Hexanoic acid, 6-bromo-, trimeth... 266 C9H19BroO2Si 034176-76-6 12

Abundance Scan 1996 (14.072 min): VW010056.D (-1992) (-) m/z 73.10 100.00%
73
5000
267
45 13.80 14.00 14.20 14.40
59 97 154 177193207 237251
Ol et e S 2B T B Th/z 266.95  34.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
73
5000 LA L L L L L L LB

13.80 14.00 14.20 14.40

267
a4 m/z 268.00 7.62%
ok 59 || 91105119135151 179104209223 250 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
IIIIIIIIIIIIIIIIIIIAIIII
13.80 14.00 14.20 14.40
5000 267 m/z 45.05 7.29%
45 135
ol 28 | 59 91 105120 7°°149163 179193 209 233 249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116510: 11H-Dibenzo[b,e][1,4]diazepin-11-one, 5-(3-aminop...
30 77 118 13.80 14.00 14.20 14.40
57 181 223 267 m/z 74.95 6.66%
195209 238
5000 44 o1 167
105
32 153
okl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW041819\
Data File : VW010056.D

Acq On : 18 Apr 2019 20:14

Operator : SY/VA

Sample : K2444-04

Misc : 7.23G/5ML/MSVOA_W/SOIL

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W041719S_.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]
1H-Inden-1-one, o... 13.88 5.5 ug/Il 25732 4 13.56 231856 50.0
unknown14 .07 14.07 12.0 ug/I1 55724 4 13.56 231856 50.0
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