LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 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 F\METHODS\82F051619S.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 1.050 50 52 55 rvB4 13985 24917 3.30% 0.555%
2 1.129 58 60 62 rBv2 19743 31469 4.17% 0.701%
3 1.159 62 63 65 rvv2 9999 12967 1.72% 0.289%
4 1.228 68 70 71 rvv2 12204 15595 2.07% 0.348%
5 1.297 75 77 80 rvB3 9508 17143 2.27% 0.382%
6 1.366 80 84 87 rBv6 13333 37766 5.00% 0.842%
7 1.415 87 89 92 rvv 29010 27106 3.59% 0.604%
8 1.533 99 101 103 rBV3 11359 17641 2.34% 0.393%
9 1.642 110 112 114 rBvV3 7798 9250 1.23% 0.206%
10 1.671 114 115 117 rVB2 9811 9228 1.22% 0.206%
11 2.253 172 174 175 rBvV2 8267 10897 1.44% 0.243%
12 2.352 181 184 190 rVvB3 22081 42176 5.59% 0.940%
13 2.785 226 228 229 rBV2 7199 10099 1.34% 0.225%
14 3.071 256 257 259 rBV2 9519 13242 1.75% 0.295%
15 3.101 259 260 264 rVB2 26617 36505 4 .84% 0.814%
16 3.209 270 271 274 rVB3 8969 9111 1.21% 0.203%
17 3.327 281 283 286 rVB2 12077 14285 1.89% 0.318%
18 3.554 305 306 308 rBV2 6986 9237 1.22% 0.206%
19 3.761 325 327 331 rVB5 5914 11007 1.46% 0.245%
20 3.870 337 338 342 rBvV4 7201 10054 1.33% 0.224%
21 3.978 347 349 351 rBV3 6973 11109 1.47% 0.248%
22 4.047 354 356 357 rBV2 9017 11924 1.58% 0.266%
23 4.146 365 366 369 rBV3 6835 12274 1.63% 0.274%
24 4.205 369 372 373 rBV3 17287 27040 3.58% 0.603%
25 4.313 378 383 392 rVvVv 146888 458737 60.78% 10.225%
26 4.678 417 420 423 rVB5 6726 13832 1.83% 0.308%
27 4.727 423 425 427 rBV3 6948 10970 1.45% 0.245%
28 4.836 429 436 440 rVvVv 34392 90390 11.98% 2.015%
29 4.905 441 443 447 rVvVv4 5539 9227 1.22% 0.206%
30 5.052 450 458 468 rvB2 227559 754771 100.00% 16.824%
31 5.338 484 487 488 rBV 43965 38514 5.10% 0.858%
32 5.358 488 489 494 rvB4 11129 23071 3.06% 0.514%
33 5.447 494 498 500 rBV5 9172 22814 3.02% 0.509%
34 5.634 511 517 518 rBV6 10149 25696 3.40% 0.573%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 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_F\METHODS\82F051619S.M

Title : SW846 8260

35 5.664 518 520 523 rVB4 5570 9703 1.29% 0.216%
36 5.782 526 532 543 rBV 230335 630026 83.47% 14.043%
37 6.048 555 559 560 rBv4 4696 9538 1.26% 0.213%
38 6.462 599 601 602 rBvV 21189 17650 2.34% 0.393%
39 6.620 614 617 620 rVB5 5779 10143 1.34% 0.226%
40 7.103 663 666 670 rBV5 5598 10878 1.44% 0.242%
41 7.201 670 676 677 rBV6 4666 11109 1.47% 0.248%
42 7.714 723 728 733 rBV 133544 318552 42.21% 7.101%
43 7.783 733 735 739 rVB 28046 59631 7.90% 1.329%
44 7.842 739 741 744 rVB4 6667 13887 1.84% 0.310%
45 8.059 759 763 764 rBv4 3459 9133 1.21% 0.204%
46 8.167 771 774 775 rBV3 4713 9646 1.28% 0.215%
47 8.315 785 789 794 rBVS8 8976 25007 3.31% 0.557%
48 8.424 796 800 802 rvVB5 5067 12226 1.62% 0.273%
49 8.532 807 811 812 rBv4 5162 10102 1.34% 0.225%
50 8.759 831 834 835 rBvV3 8215 13542 1.79% 0.302%
51 8.788 835 837 838 rvB2 10868 11630 1.54% 0.259%
52 9.015 859 860 866 rBv2 11060 17859 2.37% 0.398%
53 9.094 866 868 870 rBV3 6018 10930 1.45% 0.244%
54 9.193 875 878 880 rvv 17951 29911 3.96% 0.667%
55 9.232 880 882 886 rvvs 6278 12993 1.72% 0.290%
56 9.331 890 892 895 rBV3 5136 10735 1.42% 0.239%
57 9.380 895 897 899 rvv3 8834 14482 1.92% 0.323%
58 9.419 899 901 903 rvv3 7786 13454 1.78% 0.300%
59 9.636 919 923 926 rvVVv6 7749 17064 2.26% 0.380%
60 9.764 934 936 940 rVB5 5849 10389 1.38% 0.232%
61 9.912 947 951 958 rVB 106437 249694 33.08% 5.566%
62 10.267 985 987 993 rVB6 13735 27588 3.66% 0.615%
63 10.366 993 997 1001 rBV3 8992 20913 2.77% 0.466%
64 10.612 1020 1022 1023 rBV 6766 10729 1.42% 0.239%
65 10.642 1023 1025 1027 rVB3 6910 9513 1.26% 0.212%
66 10.809 1036 1042 1046 rBVS 9772 34392 4._.56% 0.767%
67 10.898 1050 1051 1053 rVv2 10001 10044 1.33% 0.224%
68 10.947 1053 1056 1060 rVB4 20074 39348 5.21% 0.877%
69 11.164 1075 1078 1079 rVB3 7307 11005 1.46% 0.245%
70 11.213 1082 1083 1087 rBv4 7421 12930 1.71% 0.288%
71 11.312 1091 1093 1095 rVVv3 10020 11823 1.57% 0.264%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 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_F\METHODS\82F051619S.M
Title : SW846 8260
72 11.499 1108 1112 1115 rBV 34539 60030 7.95% 1.338%
73 11.637 1122 1126 1128 rBV 22123 47095 6.24% 1.050%
74 11.677 1128 1130 1132 rVV3 12508 18079 2.40% 0.403%
75 11.736 1134 1136 1140 rVB5 24846 45575 6.04% 1.016%
76 11.893 1149 1152 1155 rBV5 8626 19032 2.52% 0.424%
77 12.061 1167 1169 1174 rBV6 12325 26488 3.51% 0.590%
78 12.199 1181 1183 1186 rBv4 9203 14851 1.97% 0.331%
79 12.278 1189 1191 1193 rVB3 13206 16197 2.15% 0.361%
80 12.367 1199 1200 1202 rVB2 24939 18698 2.48% 0.417%
81 12.445 1206 1208 1212 rVB4 9645 17049 2.26% 0.380%
82 12.514 1212 1215 1216 rBV3 10236 21011 2.78% 0.468%
83 12.613 1222 1225 1228 rBV 37934 61835 8.19% 1.378%
84 12.899 1252 1254 1259 rVB6 13542 23620 3.13% 0.526%
85 13.017 1264 1266 1268 rBV3 7643 11909 1.58% 0.265%
86 13.273 1289 1292 1293 rBV3 17967 38447 5.09% 0.857%
87 13.480 1310 1313 1314 rBV3 27348 51814 6.86% 1.155%
88 14.121 1377 1378 1381 rBV3 12348 21173 2.81% 0.472%
89 14.368 1399 1403 1405 rBV5 17931 44326 5.87% 0.988%
90 14.496 1414 1416 1419 rVB 20409 24512 3.25% 0.546%
91 14.644 1428 1431 1438 rVB2 23299 55563 7.36% 1.238%
92 14.722 1438 1439 1443 rBV4 7009 11952 1.58% 0.266%
93 15.146 1480 1482 1486 rVB5 12007 22077 2.92% 0.492%
94 15.205 1486 1488 1489 rBV2 8125 9595 1.27% 0.214%
95 15.314 1497 1499 1506 rVB3 28007 55684 7.38% 1.241%
96 15.442 1510 1512 1518 rVB4 22132 41106 5.45% 0.916%
97 15.511 1518 1519 1523 rBV4 6668 11267 1.49% 0.251%
98 15.807 1547 1549 1551 rVV3 6684 10953 1.45% 0.244%
99 15.846 1551 1553 1555 rVB3 5453 9253 1.23% 0.206%
100 16.033 1569 1572 1576 rVB2 18739 38866 5.15% 0.866%

Sum of corrected areas: 4486320
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .M
SW846 8260

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

Abundance TIC: VF062642.D
250000

200000

150000

100000

50000

Time--> 100 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance TIC: VF062642.D

250000

200000

7.71

150000

100000

50000%

7.19.20

r—¥ ]

T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF062642.D

250000

200000

150000

12.61 13,2713.48

100000 1412 143450, ¢,

50000

— — T — T — — T — T — — T — T —
Time--> 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 7H-Dibenzo[b,g]carbazole, 7... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.64 38.08 ug/1 47095 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Dibenzolb.alcarbazole. 7-methvl- 281 C21H15N 003557-49-1 72
2 trans-4-Dimethvlamino-4"-methoxyv... 281 C18H19NO2 052119-37-6 64
3 BH-Naphthol2.3-clcarbazole. 5-me... 281 C21H15N 100025-44-3 64
4 6.7-Benzo-phenothiazine-5.5-dioxide 281 C16H11NO2S 001225-11-2 64
5 Benzene, l-phenyl-4-(2-cyano-2-p... 281 C21H15N 027869-56-3 64
Abundance Scan 1126 (11.637 min): VF062642.D (-1122) (-) m/z 280.85 100.00%
281
5000
207
43 58 80 97 119134 179 249265 11.40 11.60 11.80 12.00
o rez 222 298 | "m/z 281.95 21.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128504: 7H-Dibenzo[b,g]carbazole, 7-methyl-
281
5000
11.40 11.60 11.80 12.00
266 m/z 206.80 11.86%
o 39 63 87 113138 163 1g7 213 239 I
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
281
11140 11.60 11.80 12,00
5000 m/z 282.90 8.69%
121 266
174 250
L1542 77 92 146 194209 234
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128505: 5H-Naphtho[2,3-c]carbazole, 5-methy!-
281 11.40 11.60 11.80 12.00
m/z 192.80 8.15%
5000
266
0 39 63 84100 125 h 163 187 213 239 ML
m/z--> 20 40 60 80 100 150 110 160 180 200 220 240 260 280 300 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 Cyclohexane, l1-methylene-4-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.74 36.85 ug/1 45575 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvlene-4-(1-me... 136 C10H16 000499-97-8 53
2 Cvclohexene. 4-methvlene-1-(1-me... 136 C10H16 000099-84-3 52
3 Cvclopentene. 4-ethenvl-1.5.5-tr... 136 C10H16 001727-69-1 49
4 _alpha.-Farnesene 204 C15H24 000502-61-4 43
5 3-Octen-5-yne, 2,7-dimethyl-, (2)- 136 C10H16 028935-76-4 43
Abundance Scan 1136 (11.736 min): VF062642.D (-1134) (-) m/z 93.05 100.00%
B
41 77
5000
101 21 539 258 g0 11.40 11.60 11.80 12.00
0 m/z 77.00 64 .42%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15861: Cyclohexane, 1-methylene-4-(1-methylethenyl)-
93
5000 BN BN SURN SRR
a1 79 136 11.40 11.60 11.80 12.00
5 m/z 41.10 64 .30%
7 5 107121
0!
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
11.40 11.60 11.80 12.00
5000 m/z 44.05 52.14%
41 " 136
55 107121

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

Abundance #15820: Cyclopentene, 4-ethenyl-1,5,5-trimethyl-  REaaE e R
3 11.40 11.60 11.80 12.00

m/z 69.00 50.24%

5000

o -

T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 unknownl2.06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.06 21.42 ug/1 26488 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Oxadiazol-5-amine. 3-(4-az... 194 C4H2N802 1000277-19-2 35
2 7.8-Dimethoxvy-1-methvl-3.5-dihvd... 234 C12H14N203 1000296-23-5 32
3 Bicvclol2.2.1Theptan-2-one. 4.7.... 209 C11H19N30 024230-79-3 27
4 3.3-Dimethvipiperidine 113 C7H15N 001193-12-0 27
5 1,2,4-Thiadiazole, 3,5-bis(carba... 264 C6H8N402S3 1000294-69-2 27
Abundance Scan 1169 (12.061 min): VF062642.D (-1167) (-) m/z 43.20 100.00%

5000

11.80 12.00 12.20 12.40

0 m/z 44.05 79.95%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56561: 1,2,4-Oxadiazol-5-amine, 3-(4-azido-1,2,5-oxadiazo...
44
194
5000 LA L L L L L L
110 11.80 12.00 12.20 12.40
m/z 71.15 70.53%
! ‘ o % ‘ 0 e
o} Il A A S S S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
44
I B B
11.80 12.00 12.20 12.40
5000 m/z 41.10 57.53%
58 205 234

77 91 105119133146 161 177190 | 519
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68563: Bicyclo[2.2.1]heptan-2-one, 4,7, 7-trimethyl-, semi... e B ERmEE BE
11.80 12.00 12.20 12.40

m/z 67.10 52 .53%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12 20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 Biphenyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.27 31.09 ug/1 38447 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvl 154 C12H10 000092-52-4 53
2 Pvridine. 2-methoxv-5-nitro- 154 C6H6N203 005446-92-4 50
1-(2.2-Difluoroethenvl)-4-methvl... 154 CO9H8F2 1000305-64-2 42
4 Acenaphthene 154 C12H10 000083-32-9 42
5 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 42
Abundance Scan 1292 (13.273 min): VF062642.D (-1289) (-) m/z 154.05 100.00%
1%4
5000
77
a 58 95 115133 175191207 229 246262 551297 13.00 13.20 13.40 13.60
0 L m/z 153.05 70.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27103: Biphenyl
154
5000
13.00 13.20 13.40 13.60
76 m/z 77.15 28.27%
R o1 102 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
154
113.00 13.20 13.40 13.60
5000 78 o3 124 m/z 150.95 22.28%
38 108
53
o 139
mmmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27823: 1-(2,2-Difluoroethenyl)-4-methylbenzene e
154 13.00 13.20 13.40 13.60
m/z 76.00 18.84%
5000 133
51 77 104 ‘
(o) MN— ”\” ...‘.J‘ Al o .‘..‘. ..U. S
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 unknownl3.48 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.48 41.90 ug/1 51814 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4.1Tundeca-3... 222 C13H1803 070412-52-1 30
2 Imidazole. 2.3-dihvdro-4-methvl-... 246 C14H22N4 1000129-15-4 27
3 2(1H)-Ouinolinone. 4-I(4-methoxv... 281 C17H15N03 1000319-83-1 27
4 Maanesium. bis(acetvlacetonate) 222 C10H14Ma0O4 068488-07-3 25
5 2-Fluorobenzoic acid, 3-methylph... 230 C14H11FO2 1000307-68-5 25
Abundance Scan 1313 (13.480 min): VF062642.D (-1310) (-) m/z 55.10 100.00%
40 55 123
5000
113.20 13.40 13.60 13.80
Obprrrk m/z 123.15 99.25%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79089: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-one, 1,...
1‘2
43
5000 179 LI S SRR BN SR
109 - 1320 13.40 13.60 13.80
137 m/z 40.00 96.43%
0 2\7 /1 6\9 1y > | ‘ 151]‘-6‘5 207 ‘
mz-> 20 45 60 80 160 150 140 160 180 200 220 240 260 280
Abundance
123
13.20 13.40 13.60 13.80
5000 m/z 67.00 69.35%
41
o 55 819109 127 163 101100010 231246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128355: 2(1H)-Quinolinone, 4-[(4-methoxyphenoxy)methyl]- R B LA M e e
123 13.20 13.40 13.60 13.80
m/z 83.10 58.61%
5000
95 281
41
by B 0L 1200 | 101 165 2% 266 |
miz-> 20 40 60 80 160 150 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 unknownl4.37 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .37 35.84 ug/1 44326 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazole. 3-methoxv- 148 C8H8N20 001848-41-5 43
2 Estraaole 148 C10H120 000140-67-0 30
3 2-Allvl-4-methviphenol 148 C10H120 006628-06-4 30
4 2H-Benzimidazol-2-one. 1.3-dihvd... 148 C8H8N20 005400-75-9 27
5 Piperidin-4-ol, 1,3,3-trimethyl-.__. 219 C14H21NO 018436-89-0 27
Abundance Scan 1403 (14.368 min): VF062642.D (-1399) (-) m/z 44.00 100.00%
4
148
5000 77 105 133
il 1 177 203 231 o0 59,0, 14.00 14.20 14.40 14.60
Obrrrre L m/z 147 .95 61.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23159: 1H-Indazole, 3-methoxy-
148
5000 7
133 14100 14,20 1440 14.60
51 105 m/z 41.10 47 .95%
| 1]
0'”P'”PA'P”W'JW”'“”” A AL IAR N AR LRSI N LAs s AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
148
14.00 14.20 14.40 14.60
5000 121 m/z 147.10 43.08%
77
51 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22643: 2-Allyl-4-methylphenol e
105 133148 14.00 14.20 14.40 14.60

m/z 133.15 41 .84%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. OO 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.31 45.03 ug/1 55684 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 74
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 74
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 74
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 72
5 1-Naphthaleneacetamide 185 C12H11NO 000086-86-2 47
Abundance Scan 1499 (15.314 min): VF062642.D (-1497) (-) m/z 142.00 100.00%
142
5000 115
71
40 g 96 163176 193 216 282 15.00 15.20 15.40 15.60
ol 24, 261 m/z 141.00 94.92%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19234: Naphthalene, 1-methyl-
142
5000
15.00 15.20 15.40 15.60
115 m/z 115.10 36.57%
39 57 [ 89
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
15.00 15.20 15.40 15.60
5000 m/z 143.20 18.70%

115

3751 71 89

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19230: Benzocycloheptatriene
141 15.00 15.20 15.40 15.60
m/z 70.70 14 .92%
5000 115
39 63 89
01 R RARREEEEEEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 2,5-Difluorobenzaldehyde Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.44 33.24 ug/1 41106 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Difluorobenzaldehvde 142 C7H4F20 002646-90-4 64
2 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 59
3 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 59
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 45
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 45
Abundance Scan 1512 (15.442 min): VF062642.D (-1510) (-) m/z 142.05 100.00%
142
5000
115 A
39 58 78 164178191 2“?7 236950 285 15.20 15.40 15.60 15.80

TN I N |
ettt b bl Ll RS LS Tm/z 140.95  89.97%
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

Abundance #19578: 2,5-Difluorobenzaldehyde
141
5000 113
63 15.20 15.40 15.60 15.80
m/z 115.10 28.26%
94
0 .M“\...J‘HPN?Ql.M,..j.ﬁ%?.,k... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141
R RN EE RS ma e
15.20 15.40 15.60 15.80
5000 m/z 206.85  14.36%
115
63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19234: Naphthalene, 1-methyl- e RARREEE RS
142 15.20 15.40 15.60 15.80
m/z 57.90 13.78%
5000
115
39 g7 [ 89
T T
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 F\DATA\VF051719\
Data File : VF062642.D

Aca On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.90a/5mL/MSVOA F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 Naphthalene, l-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.03 31.43 ug/1 38866 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l-ethvl- 156 C12H12 001127-76-0 76
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 76
3 2.5-Dimethoxvfluorobenzene 156 C8H9F02 082830-49-7 59
4 2-Thiophenecarboxvlic acid. 5-et... 156 C7H802S 023229-72-3 59
5 Methyl phenylphosphinic acid 156 C7H902P 004271-13-0 59
Abundance Scan 1572 (16.033 min): VF062642.D (-1569) (-) m/z 140.95 100.00%
141
5000 156
51 71 o9g 115 174 192208 232 249 285 15.6015.7015.8015.9016.00
0.”,””mﬂnﬂihpnhnnhwhﬁ”.h”.w”m,J”p.L..”“”.““., m/z 156.10 43.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28466: Naphthalene, 1-ethyl-
141
5000 156
15.6015.7015.8015.9016.00
115 m/z 115.00 11.33%
0 '“l"'??“'§?h'TE'?}W""|”h'\t'wjv"'|"“|""v"'l"“l""l“"l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141
15.6015.7015.8015.9016.00
5000 156 m/z 142 .00 10.01%

115
27 51 76 o1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28942: 2,5-Dimethoxyfluorobenzene
141 15.6015.7015.8015.9016.00
m/z 51.00 8.30%
156
5000
113
15 65 82
0.”P.”HAUNMﬂwnqﬂhw””ﬂudp.”“”.P”w.uw”.w””,””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.6015.7015.8015.9016.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF051719\
Data File : VF062642.D

Acq On : 17 May 2019 16:59

Operator : FY/SY

Sample : K2851-01

Misc : 5.909/5mL/MSVOA_F/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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]
7/H-Dibenzo[b,g]ca... 11.64 38.1 ug/I 47095 4 12.61 61835 50.0
Cyclohexane, 1-me... 11.74 36.9 ug/I 45575 4 12.61 61835 50.0
unknownl12 .06 12.06 21.4 ug/I1 26488 4 12.61 61835 50.0
Biphenyl 13.27 31.1 ug/l 38447 4 12.61 61835 50.0
unknownl13.48 13.48 41.9 ug/1 51814 4 12.61 61835 50.0
unknown14 .37 14.37 35.8 ug/I1 44326 4 12.61 61835 50.0
Naphthalene, 1-me... 15.31 45.0 ug/1 55684 4 12.61 61835 50.0
2,5-Difluorobenza... 15.44 33.2 ug/I1 41106 4 12.61 61835 50.0
Naphthalene, 1-et... 16.03 31.4 ug/Il 38866 4 12.61 61835 50.0
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