LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF082918\

Data File : VF060183.D

Aca On - 29 Aug 2018 8:44

Operator : VA/AP

sample - J4277-09

Misc - 6.480/5mL/MSVOA F/SOIL e
ALS Vial : 46 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\82F082918S.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 1.085 53 56 59 rBv2 7421 9716 4.25% 0.845%
2 1.223 68 70 72 rVWW 1394 2536 1.11% 0.221%
3 1.282 74 76 77 rVW 2647 3568 1.56% 0.310%
4 1.321 78 80 91 rvv4 3235 10035 4 _.39% 0.873%
5 2.080 153 157 161 rBvV3 1626 4343 1.90% 0.378%
6 2.278 175 177 181 rVvv3 4471 9986 4_.37% 0.868%
7 2.475 195 197 203 rvv4 1860 5122 2.24% 0.445%
8 3.224 271 273 277 rVB 2318 2556 1.12% 0.222%
9 4.279 374 380 387 rBV 22779 66150 28.91% 5.753%
10 5.038 448 457 465 rvv2 68238 228774 100.00% 19.896%
11 5.166 468 470 474 rVB3 1273 2926 1.28% 0.254%
12 5.757 524 530 539 rvv 59026 162628 71.09% 14.144%
13 6.792 634 635 637 rBV 3914 2405 1.05% 0.209%
14 7.709 721 728 734 rBV 34018 84423 36.90% 7.342%
15 7.778 734 735 740 rVvv2 2376 3036 1.33% 0.264%
16 8.369 788 795 796 rBV2 1164 2816 1.23% 0.245%
17 8.774 831 836 840 rVvVv 936 3106 1.36% 0.270%
18 9.907 946 951 957 rBV 38336 85505 37.38% 7.436%
19 10.361 995 997 1000 rBV 1279 2827 1.24% 0.246%
20 10.883 1048 1050 1053 rBV2 1246 3085 1.35% 0.268%
21 10.932 1053 1055 1058 rVvv2 1942 2924 1.28% 0.254%
22 11.366 1095 1099 1102 rVB2 3169 6162 2.69% 0.536%
23 11.504 1110 1113 1116 rBV 33553 55291 24.17% 4 .809%
24 11.770 1138 1140 1142 rVV2 1734 2720 1.19% 0.237%
25 11.800 1142 1143 1146 rVB2 1929 2613 1.14% 0.227%
26 11.869 1146 1150 1152 rBV4 1706 3088 1.35% 0.269%
27 11.967 1157 1160 1162 rBV 1449 2553 1.12% 0.222%
28 12.086 1169 1172 1176 rVB4 2571 6476 2.83% 0.563%
29 12.155 1176 1179 1181 rBvV4 1766 3754 1.64% 0.326%
30 12.243 1185 1188 1189 rVV3 2627 4313 1.89% 0.375%
31 12.273 1189 1191 1193 rVB3 1975 2743 1.20% 0.239%
32 12.362 1198 1200 1203 rVB3 2578 4237 1.85% 0.368%
33 12.411 1203 1205 1208 rBV3 1902 2418 1.06% 0.210%
34 12.539 1212 1218 1219 rBvV4 1462 4170 1.82% 0.363%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF082918\

Data File : VF060183.D

Aca On - 29 Aug 2018 8:44

Operator : VA/AP

sample - J4277-09

Misc - 6.480/5mL/MSVOA F/SOIL e
ALS Vial : 46 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\82F082918S.M

Title : SW846 8260

35 12.559 1219 1220 1222 rBV2 2031 2638 1.15% 0.229%
36 12.628 1224 1227 1230 rVV 34030 49039 21.44% 4._.265%
37 12.687 1230 1233 1236 rVV2 6924 12206 5.34% 1.062%
38 12.756 1238 1240 1242 rVV3 1797 3823 1.67% 0.332%
39 12.835 1245 1248 1251 rBV5 2363 5619 2.46% 0.489%
40 12.923 1252 1257 1259 rVv4 4820 11838 5.17% 1.030%
41 12.963 1259 1261 1264 rVB4 2893 5154 2.25% 0.448%
42 13.012 1264 1266 1267 rBV2 3299 4184 1.83% 0.364%
43 13.061 1269 1271 1273 rVB3 3392 4252 1.86% 0.370%
44 13.180 1278 1283 1285 rBV4 4758 11273 4._.93% 0.980%
45 13.219 1285 1287 1288 rVV2 3614 3719 1.63% 0.323%
46 13.268 1288 1292 1297 rVV5 9448 23143 10.12% 2.013%
47 13.406 1301 1306 1308 rBV3 8732 20237 8.85% 1.760%
48 13.446 1308 1310 1314 rVB3 10565 17360 7.59% 1.510%
49 13.594 1321 1325 1328 rBV6 2069 5629 2.46% 0.490%
50 13.732 1334 1339 1341 rBV5 5098 11622 5.08% 1.011%
51 13.771 1341 1343 1347 rVV4 6235 13137 5.74% 1.143%
52 13.860 1351 1352 1355 rVV3 5066 7264 3.18% 0.632%
53 13.929 1355 1359 1361 rVvv4 7895 15962 6.98% 1.388%
54 13.968 1361 1363 1366 rvv4 4192 5871 2.57% 0.511%
55 14.008 1366 1367 1371 rVB4 4273 6336 2.77% 0.551%
56 14.087 1371 1375 1376 rBv4 2045 4533 1.98% 0.394%
57 14.165 1380 1383 1388 rVB5 2038 5178 2.26% 0.450%
58 14.294 1390 1396 1397 rVV5 3557 11163 4._.88% 0.971%
59 14.363 1401 1403 1404 rVVv2 3807 4333 1.89% 0.377%
60 14.412 1407 1408 1413 rVB4 2118 3404 1.49% 0.296%
61 14.491 1414 1416 1418 rVV3 3074 4761 2.08% 0.414%
62 14.560 1421 1423 1425 rVB3 2816 4334 1.89% 0.377%
63 14.599 1425 1427 1429 rVB3 2358 3651 1.60% 0.318%
64 14.648 1430 1432 1434 rBV3 2743 3174 1.39% 0.276%
65 14.688 1434 1436 1440 rVB4 3427 6422 2.81% 0.559%
66 14.747 1440 1442 1443 rBV2 2784 3233 1.41% 0.281%
67 14.925 1459 1460 1463 rBV3 3959 4358 1.90% 0.379%
68 15.141 1480 1482 1483 rBV 5722 4664 2.04% 0.406%
69 15.181 1483 1486 1488 rVVv2 10972 12501 5.46% 1.087%
70 15.220 1488 1490 1494 rVB3 3341 7423 3.24% 0.646%
71 15.270 1494 1495 1498 rBV2 2094 3558 1.56% 0.309%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 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 = Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S.M

Title : SW846 8260

72 15.309 1498 1499 1501 rBV2 2152 2399 1.05% 0.209%
73 15.486 1516 1517 1520 rBV3 2077 2820 1.23% 0.245%
74 15.615 1528 1530 1534 rVB5 1756 3034 1.33% 0.264%
75 15.684 1534 1537 1540 rBvV4 1497 3626 1.58% 0.315%
76 15.723 1540 1541 1544 rVVv2 2329 3309 1.45% 0.288%
77 15.792 1547 1548 1552 rBV4 1891 3253 1.42% 0.283%
78 15.891 1555 1558 1562 rVV3 2472 5390 2.36% 0.469%

Sum of corrected areas: 1149832

82F082918S.M Wed Aug 29 17:42:02 2018 Page: 3



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 F\DATA\VF082918\
VF060183.D
29 Aug 2018
VA/AP
J4277-09
6.48a/5mL/MSVOA F/SOIL

46 Sample Multiplier: 1

8:44

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

60000

50000

40000

30000

20000

10000

0!

TIC: VF060183.D

Time--> 1.00 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

Abundance

60000

50000

40000

30000

20000

10000

TIC: VF060183.D

9.91

7.71

Ob==~=
Time-->

T
8.50

Abundance

60000

50000

40000

30000

20000

10000

TIC: VF060183.D

12.63
11.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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 unknownl2.69 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.69 12.45 ug/Il 12206 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 46
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 35
3 4-Acetvl-1-methvlcvclohexene 138 C9H140 006090-09-1 35
4 2(1H)-Pvridinone 95 C5H5NO 000142-08-5 35
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 002778-68-9 35
Abundance Scan 1233 (12.687 min): VF060183.D (-1230) (-) m/z 138.15 100.00%
S
5000
207 ”'I'A'I'”'I”"I”'A
| 12.40 12.60 12.80 13.00
o} R B m/z 66.95 83.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16925: Naphthalene, decahydro-, trans-
138
41
5000
27 55 12.40 12.60 12.80 13.00
109 m/z 41.00 76.06%
01 15 |I 123
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16888: Naphthalene, decahydro-
7 81 96 138
1240 12.60 12.80 13.00
5000 41 m/z 68.00 67.28%
55 109
27 ‘
0 ..1.5|.U. .‘i”..‘.“llu“.‘. "‘H' ‘”‘luu‘. .]l-2.3...‘|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17555: 4-Acetyl-1-methylcyclohexene
43 95 138 12.40 12.60 12.80 13.00
m/z 81.95 67.28%
67 123
5000
79
27 55
09
0 ..:L‘.Slu‘l‘. .‘i“.‘.‘ﬁ“.lu‘l”. B LA m s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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 unknownl2.92 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.92 12.07 ug/Il 11838 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1"-(1-methvlethvl... 208 C15H28 054934-90-6 38
2 2-Ethvl-3-vinvloxirane 98 C6H100 034485-78-4 32
3 trans-3.5-Dimethvicvclohexanone 126 C8H140 007214-49-5 27
4 3.4-Dimethvl cvclohexanone 126 C8H140 005465-09-8 27
5 Cyclohexanone, 3,5-dimethyl-, cis- 126 C8H140 007214-52-0 27
Abundance Scan 1257 (12.923 min): VF060183.D (-1252) (-) m/z 69.05 100.00%
6
4 S5
83
5000 125
110
‘ 9|8 | | 1‘L|_’|1 1260 12.80 13.00 13.20 |
ol Al m/z 55.00 76.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67962: Cyclohexane, 1,1'-(1-methylethylidene)bis-
41 125
55
5000 83 USRI RGN SN SRR
12.60 12.80 13.00 13.20
m/z 41.00 72.27%
0 ,j 97 109 136 192
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3202: 2-Ethyl-3-vinyloxirane
h 57
69 UL N SRR SRR
29 12.60 12.80 13.00 13.20
5000 o m/z 83.00 56.16%
Il | %
0|||||‘|‘||‘|||H|HIH||‘l||‘ii‘|||H|||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11445: trans-3,5-Dimethylcyclohexanone
69 12.60 12.80 13.00 13.20
m/z 124.90 47 .62%
5000 a
111
27 126
82 g3
0||1|5|||||||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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 unknownl13.18 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.18 11.49 ug/Il 11273 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecene 138 C10H18 003618-12-0 47
2 1-Methvlcvclooctene 124 C9H16 000933-11-9 46
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 43
4 1-Methvlbicvclol3.2.1loctane 124 C9H16 119972-41-7 40
5 9-Oxabicyclo[3.3.1]non-6-en-2-on... 153 C8H11NO2 063827-16-7 40

Abundance Scan 1283 (13.180 min): VF060183.D (-1278) (-) m/z 80.95 100.00%
67 8
43
5000
96 111 138 281 Loes o
| ‘ |‘ ‘“ || 12.80 13.00 13.20 13.40
of ',,,,,, m/z 67.10 94.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16850: Cyclodecene
67
4 81
5000 95 RUNARRRUUARA BUULEN B R
12.80 13.00 13.20 13.40
27 138 m/z 57.20 93.33%
110
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10630: 1-Methylcyclooctene
67 8
96
12.80 13.00 13.20 13.40
5000 41 m/z 69.00 62.50%
124
27
0‘ I“ |||||||||||||| T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2885: Cyclohexane, methylene- R AR RN RS
8 12.80 13.00 13.20 13.40
67 m/z 43.10 59.38%
5000 96
39
‘ 5
O.HPW.LHM“”JMHMPH.“”..”..”..”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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 unknownl3.27 Concentration Rank 1

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

13.27 23.60 ug/1 23143 1,4-Dichlorobenzene-d4 12.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 o-Anisic acid. 4-hexadecvl ester 376 C24H4003 1000299-95-3 35
2 o-Anisic acid. 6-pentadecvl ester 362 C23H3803 1000299-76-8 35
3 3.9-Epoxv-p-mentha-1.8(10)-diene 150 C10H140 1000111-14-8 25
4 3-Aminosalicvlic acid 153 C7H7NO3 000570-23-0 22
5 2-Ethoxy-5-nitropyridine 168 C7H8N203 031594-45-3 22
Abundance Scan 1292 (13.268 min): VF060183.D (-1288) (-) m/z 135.05 100.00%

135
67
44 153
5000
95
207 13.00 13.20 13.40 13.60
0 S m/z 67.05 67.82%
m/z--> 50 100 150 200 250 300 350
Abundance #200725: o-Anisic acid, 4-hexadecy! ester
135
153
5000 L B SURBLURR BRI SO

13.00 13.20 13.40 13.60
m/z 55.00 59.83%

L2055 71 105 20 6
m/z--> 5|0 1(|)O 1é0 ZCIJO ZéO 3(|)O 3é0
Abundance #192204: o-Anisic acid, 6-pentadecy! ester
135
13.|00 13.|20 13.|40 13.I60
5000 153 m/z 153.05 55.94%
i
R T I N - A
m/z--> 50 100 150 200 250 300 350
Abundance #23777: 3,9-Epoxy-p-mentha-1,8(10)-diene
135 13.00 13.20 13.40 13.60
m/z 44.00 52.89%
79
5000
41
w107
0 9 ‘,”'.“.“.‘.‘....,.... ————————— S
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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 Adamantane, l-isothiocyanat... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.41 20.63 ug/1 20237 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1l-isothiocvanato-3-m... 207 C12H17NS 136860-48-5 64
2 1.4-Dimethvladamantane 164 C12H20 024145-88-8 59
3 1-Methvl-1-hvdroxvmethvladamantane 180 C12H200 001200-78-8 59
4 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 53
5 Pyridinium, 1-(acetylamino)-2,6-... 164 C9H12N20 031020-35-6 47
Abundance Scan 1306 (13.406 min): VF060183.D (-1301) (-) m/z 149.05 100.00%
149
5000
41 81 93 107 A A
55 R LRI UL B s
65 119 164 190 207 13.00 13.20 13.40 13.60 13.80
o L Wz 92.95  30.74%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66928: Adamantane, 1-isothiocyanato-3-methyl-
149
5000 93
13.00 13.20 13.40 13.60 13.80
- 7 107 07 m/z 41.05 29.84%
o 67 L | 121135 | 163 178 193
miz-> 20 40 60 8 100 120 140 160 180 200 '
Abundance #33748: 1,4-Dimethyladamantane
149
13.00 13.20 13.40 13.60 13.80
5000 93 m/z 106.95 29.73%
55 67 81 107 164
41 L \‘ J, 13t 135
0....|‘..‘.‘.‘|“‘ \MI H....‘.l....|....|....|....|
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #45617: 1-Methyl-1-hydroxymethyladamantane
149 13.00 13.20 13.40 13.60 13.80
m/z 80.95 29.62%
5000 93
107
31 55 ‘ 162 180
43 21
0.‘ ‘M mmH \H M H\‘ -“--1-3-5|-‘-‘-w‘-‘---l----|----| SN
miz-> 20 40 60 100 120 140 160 180 200 13.00 13.20 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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 1-Methyldecahydronaphthalene Concentration Rank 3

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

13.45 17.70 ug/Il 17360 1,4-Dichlorobenzene-d4 12.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 91
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 91
3 Bicvclol3.3.1Tnonane-2.7-dione 152 C9H1202 1000210-30-3 60
4 Decalin. svn-1-methvl-. cis- 152 C11H20 1000158-89-1 49

5 1-Adamantanol

152 C10H160

000768-95-6 38

m/z 95.00 100.00%

13.20 13.40 13.60 13.80

m/z 67.00 93.97%

13.20 13.40 13.60 13.80

m/z 152.05 84 .88%

13.20 13.40 13.60 13.80

Abundance Scan 1310 (13.446 min): VF060183.D (-1308) (-)
% 95 152
55 82
so00] 4% 109 137
207
‘ 122
oIl el
m/z--> 40 80 100 120 140 160 180 200
Abundance #25436: 1-Methyldecahydronaphthalene
a1 67
95
55 81 152
5000
137
109
123
o e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #25445: Naphthalene, decahydro-2-methyl-
41 67
95
55 81 152
5000
137
109
A
oV S 1/ RN S W N ——
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #26011: Bicyclo[3.3.1]nonane-2,7-dione
55
152
5000 39
61 124
) M
0....}“..le all, w” .w .w‘\.,‘...1.3‘7...‘.,....,....,....
m/z--> 40 120 140 160 180 200

m/z 55.10 67.42%

13.20 13.40 13.60 13.80

m/z 81.95 60.67%

13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .M
SW846 8260

Quant Method
Quant Title

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 unknownl3.73 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.73 11.85 ug/Il 11622 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvl octvl ether 214 C14H300 017071-54-4 38
2 Decvl isobutvl carbonate 258 C15H3003 959226-07-4 38
3 Dichloroacetic acid. dodecvl ester 296 C14H26C1202 083005-01-0 35
4 Oxalic acid. 6-ethvloct-3-vl hep... 328 C19H3604 1000309-34-5 27
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 27
Abundance Scan 1339 (13.732 min): VF060183.D (-1334) (-) m/z 43.00 100.00%
57
85
5000 69 125
97
109 140 168 IR R SUNLILE SRR
| "| || | 13.40 13.60 13.80 14.00
o e m/z 57.00 77 .12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72867: Hexyl octyl ether
57
71
5000
13.40 13.60 13.80 14.00
29 m/z 85.00 68 .90%
112
0 "97"'m'|' "'}%%' S NI B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #109127: Decyl isobutyl carbonate
57
13.40 13.60 13.80 14.00
5000 m/z 69.00 45_75%
41
71 85
ol 0 s e
obts 0 L Tl 1s7 185 203
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #140731: Dichloroacetic acid, dodecyl ester R B
43 57 13.40 13.60 13.80 14.00
69 oo m/z 56.10 45 _.34%
5000 97
29
| L] s e
oV D 1 K OO | O Y S Y A—
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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 unknownl3.77 Concentration Rank 5

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

13.77 13.39 ug/I 13137 1,4-Dichlorobenzene-d4 12.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4.4-Dimethvl-2-propenvilcvclopent... 152 C10H160 068261-88-1 25
2 1-Hexacosanol 382 C26H540 000506-52-5 17
3 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 17
4 Carbonic acid. ethyl octadecvl e... 342 C21H4203 1000314-59-8 12

5 Bicyclo[4.1.0]heptan-2-one, 3,5,... 152 C10H160 029750-24-1 12
Abundance Scan 1343 (13.771 min): VF060183.D (-1341) (-) m/z 69.05 100.00%

95
41
5000
133 .o
‘ ‘ | || ‘ 13f4o 13!60 13!80 14)00 '
0 T B S O I S m/z 95.05 89.67%
m/z--> 50 100 150 200 250 300 350
Abundance #25212: 4,4-Dimethyl-2-propenylcyclopentanone
68
152
5000 DR DR AR AR B
41 13. 40 13 60 13 80 14.00

m/z 71.10 77 .99%

P

0 ....'...., —_—
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43
13.40 13.60 13.80 14.00
5000 83 m/z 92.95 68.75%
18 111
0 J\\J,t e }\ il ‘139 168 196 224 252 278 308 336 364
e B e — T T
m/z--> 50 100 150 200 250 300 350
Abundance #141404: Octadecane, 1-(ethenyloxy)-
43 13.40 13.60 13.80 14.00
m/z 90.95 68.48%
5000 69
97
o 1§‘h TN ‘\Jt‘h125 154 178196 224 252 281
ettt
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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 Hexylidencyclohexane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.93 16.27 ug/Il 15962 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlidencvclohexane 166 C12H22 010201-62-4 64
2 Decalin. anti-l1-methvl-. cis- 152 C11H20 1000158-89-0 60
3 Cvclodecene. 1-methvl- 152 C11H20 066633-38-3 53
4 Bicvclol3.3.21decan-9-one 152 C10H160 028054-91-3 53
5 Cyclohexene,1-hexyl- 166 C12H22 003964-66-7 47
Abundance Scan 1359 (13.929 min): VF060183.D (-1355) (-) m/z 81.00 100.00%
67 81
55
109 119
5000 39 152 166
13.60 13.80 14.00 14.20
135
0..,....,...J,!l..,|.'.!.,....",l...”!.h..,|..'..,....!l...|.,|.|.|..,..-..,....,|....,...|.,... m/z 67.10 92.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35167: Hexylidencyclohexane
67
n 81
5000 9% RN R SN BN
109 13.60 13.80 14.00 14.20
166 m/z 55.05 76.61%
O”P'”P”LL”P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25439: Decalin, anti-1-methyl-, cis-
4 67 81
% RN R SN BN
55 13.60 13.80 14.00 14.20
5000 29 152 m/z 95.95 63.76%
109
[ Y O
OHVWWHHHMWHLVMWHHFLW”HVHJ““V“W““'“WH“v“w“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25420: Cyclodecene, 1-methyl-
67 81 13.60 13.80 14.00 14.20
95 m/z 82.10 63.15%
55
41
5000
109 152
29 137
O”P'MP”JN”WJMW”MI”mhh”ﬁmnP”Wh'jﬁéﬁ”ﬂﬁ””lh”P'”P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF082918\
Data File : VF060183.D

Aca On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.48a/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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 unknownl15.18 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.18 12.75 ug/Il 12501 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-0xo0-3-methvl-cis-perhvdro-1.3-... 169 C9H15N02 1000138-84-6 38
2 N-MethvIl-N-T2-cvanoethvl1-2-merc... 158 C7H14N2S 1000257-11-6 36
N-(3.5-Dinitropvridin-2-vl)-L-as... 300 C9H8N408 035899-60-6 28
4 4-Amino-2-oxv-furazan-3-carboxvl... 145 C3H3N304 1000300-51-9 9
5 p-Hydroxyamphetamine 151 C9H13NO 000103-86-6 9
Abundance Scan 1486 (15.181 min): VF060183.D (-1483) (-) m/z 43.95 100.00%
4
5000
6 g5 108123 145161 103 gu1 14180 15100 1520 1540 1560
0 m/z 39.95 68.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37845: 2-Oxo-3-methyl-cis-perhydro-1,3-benzoxazine
4
5000 R SN BRI B
14.80 15.00 15.20 15.40 15.60
67 m/z 43.10 15.07%
2 | ﬁz g7 124 169
Ot bbb e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29922: N-Methyl-N-[2-cyanoethyl]-2-mercapto propylamine
44
14.80 15.00 15.20 15.40 15.60
5000 m/z 57.00 14 .55%
60 158
0 88 116131
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145115: N-(3,5-Dinitropyridin-2-yl)-L-aspartic acid
44 14.80 15.00 15.20 15.40 15.60
m/z 55.00 13.22%
5000
107
o | 60 2691 | 132 154 184 300
TrprrrrpreTT IIIII""I""I""I""I""IIIII RS N SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF082918\
Data File : VF060183.D

Acq On : 29 Aug 2018 8:44

Operator : VA/AP

Sample : J4277-09

Misc : 6.489/5mL/MSVOA_F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F082918S .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]
unknownl12 .69 12.69 12.4 ug/I1 12206 4 12.63 49039 50.0
unknownl12 .92 12.92 12.1 ug/I1 11838 4 12.63 49039 50.0
unknownl13.18 13.18 11.5 ug/I1 11273 4 12.63 49039 50.0
unknownl13.27 13.27 23.6 ug/I1 23143 4 12.63 49039 50.0
Adamantane, l-iso... 13.41 20.6 ug/I1 20237 4 12.63 49039 50.0
1-Methyldecahydro... 13.45 17.7 ug/I1 17360 4 12.63 49039 50.0
unknownl13.73 13.73 11.9 ug/I1 11622 4 12.63 49039 50.0
unknownl13.77 13.77 13.4 ug/I1 13137 4 12.63 49039 50.0
Hexylidencyclohexane 13.93 16.3 ug/1 15962 4 12.63 49039 50.0

4

unknownl15.18 15.18 12.8 ug/I1 12501
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