LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 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 D\METHOD\82D100118S.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 1.828 28 31 37 rVB3 27783 59282 5.93% 0.828%
2 2.192 62 68 72 rBv4 7505 24133 2.42% 0.337%
3 3.157 162 166 173 rVB 21007 57155 5.72% 0.799%
4 3.314 178 182 188 rBvV 25199 55411 5.55% 0.774%
5 3.629 213 214 219 rvv4 5730 10392 1.04% 0.145%
6 3.718 219 223 233 rVB 97282 268915 26.92% 3.758%
7 4.111 259 263 269 rVB2 4709 13341 1.34% 0.186%
8 4_.515 298 304 308 rvB4 4348 13067 1.31% 0.183%
9 5.647 411 419 426 rBvV3 24032 83268 8.34% 1.164%
10 6.326 482 488 492 rBV 363288 903446 90.45% 12.625%

11 6.404 492 496 502 rVvv 307216 805564 80.65% 11.257%
12 6.473 502 503 512 rVB 29717 33403 3.34% 0.467%
13 6.788 528 535 553 rvB 271663 680607 68.14% 9.511%
14 7.447 596 602 610 rBV 419798 998859 100.00% 13.958%

15 7.566 610 614 619 rVB4 4659 12482 1.25% 0.174%
16 9.455 801 806 813 rvv 303298 661985 66.27% 9.251%
17 9.544 813 815 822 rVvB2 9100 21174 2.12% 0.296%
18 10.193 875 881 889 rBvV 99992 255197 25.55% 3.566%
19 10.350 895 897 906 rvB2 3250 12520 1.25% 0.175%
20 10.783 937 941 946 rBV2 21815 43441 4 _35% 0.607%
21 11.216 982 985 988 rBVvV2 20790 37685 3.77% 0.527%
22 11.285 988 992 1000 rVB 208486 324062 32.44% 4_.529%
23 12.427 1105 1108 1112 rBV 53701 71636 7.17% 1.001%
24 12.565 1117 1122 1128 rBV 79403 132254 13.24% 1.848%
25 12.929 1157 1159 1162 rBV2 7877 10926 1.09% 0.153%
26 13.116 1172 1178 1181 rVB4 5149 13102 1.31% 0.183%
27 13.254 1188 1192 1196 rBV 18564 29366 2.94% 0.410%
28 13.372 1202 1204 1209 rVVv2 46507 67727 6.78% 0.946%
29 13.657 1231 1233 1235 rVV3 9239 14010 1.40% 0.196%
30 13.755 1238 1243 1245 rBV2 8625 20834 2.09% 0.291%
31 13.962 1259 1264 1268 rBV 20968 35995 3.60% 0.503%
32 14.484 1311 1317 1319 rBv4 7427 19605 1.96% 0.274%
33 14.592 1324 1328 1330 rVvv4 5254 11425 1.14% 0.160%
34 14.720 1338 1341 1343 rVVv4 6778 12611 1.26% 0.176%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 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_D\METHOD\82D100118S.M

Title : SW846 8260

35 14.789 1343 1348 1351 rVv4 21063 42689 4.27% 0.597%
36 14.966 1363 1366 1370 rBV2 36844 66412 6.65% 0.928%
37 15.035 1370 1373 1376 rBv4 20347 53475 5.35% 0.747%
38 15.113 1379 1381 1383 rBV2 23255 40103 4.01% 0.560%
39 15.153 1383 1385 1387 rBV2 14216 23917 2.39% 0.334%

40 15.192 1387 1389 1391 rBV 88249 114442 11.46% 1.599%

41 15.251 1391 1395 1399 rBV2 56007 148903 14.91% 2.081%
42 15.478 1415 1418 1422 rBV3 48382 115127 11.53% 1.609%
43 15.773 1444 1448 1451 rVB 121105 252680 25.30% 3.531%

44 15.842 1453 1455 1457 rVB 35889 41402 4.14% 0.579%
45 16.029 1471 1474 1477 rVV 39879 76289 7.64% 1.066%
46 16.078 1477 1479 1482 rVvVv2 30961 64296 6.44% 0.898%
47 16.176 1486 1489 1493 rVB2 81611 164691 16.49% 2.301%
48 16.245 1493 1496 1502 rVvB4 34837 97108 9.72% 1.357%
49 16.501 1520 1522 1527 rvv4 7878 19786 1.98% 0.276%
50 16.599 1531 1532 1538 rVB5 10888 19778 1.98% 0.276%
Sum of corrected areas: 7155978
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.M
SW846 8260

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

Abundance TIC: VD060244.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.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 unknownl15.03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.03 39.48 ug/1 53475 1,4-Dichlorobenzene-d4 13.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6:3.4-Dianhvdro-2-deoxv-.beta.... 128 C6H803 050767-53-8 38
2 5-Oxa-6- azasplror3 41oct-6-ene 111 C6H9NO 1000362-18-0 38
3 n-Tetracosanol- 354 C24H500 000506-51-4 38
4 1-Hexacosanol 382 C26H540 000506-52-5 38
5 1-Eicosanol 298 C20H420 000629-96-9 32
Abundance Scan 1373 (15.035 min): VD060244.D (-1370) (-) m/z 57.10 100.00%
7 83
5000 —AAuvv&ﬁmgwﬂA[W»ijPV\vvhﬂ\
" 14.80 15.00 15.20 15.40
o} m/z 83.10 89.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #12156: 1,6:3,4-Dianhydro-2-deoxy-.beta.-d-lyxo-hexopyranose
57 g3
5000 LRI UL B B B
mmmmﬁmﬁm
m/z 41.05 75.18%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6125: 5-Oxa-6-azaspiro[3.4]oct-6-ene
1 83
" 14.80 15.00 15.20 15.40
5000 m/z 43.00 58.70%
0 | \” 66 ] 1:!-1
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 34'10
Abundance #186969: n-Tetracosanol-1 e
43 14.80 15.00 15.20 15.40
m/z 84.05 30.25%
5000 83
18
o LI s 140 168 196 238 266 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.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 Cyclohexanone, 3-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.19 84.49 ug/1 114442 1,4-Dichlorobenzene-d4 13.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3-butvl- 154 C10H180 039178-69-3 72
2 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 64
3 Sulfurous acid. cvclohexvimethvl._.. 262 C13H2603S 1000309-21-5 64
4 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 59
5 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 56
Abundance Scan 1389 (15.192 min): VD060244.D (-1387) (-) m/z 97.20 100.00%
o7
41 57
69 UJARIUME SURILE S BRI B
83 112154 210 14.80 15.00 15.20 15.40 15.60
of T m/z 57.10 31.85%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #26707: Cyclohexanone, 3-butyl-
97
5000 AV SN IR I
55 14,80 15.00 15.20 15.40 15.60
41 i m/z 41.10 30.67%
27 69 g3 | 154
0 et }??,%ﬁ% UL DN S B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #2967: Isoxazole, 3,5-dimethyl-
1480 15.00 15.20 15.40 15.60
5000 54 m/z 55.15 30.06%
43
7l
Rt L S L L W B e W I
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #112140: Sulfurous acid, cyclohexylmethyl isohexyl ester IR T e e e
97 14.80 15.00 15.20 15.40 15.60
m/z 69.10 22 .06%
| M
5000
43
miz-> 20 40 100 120 140 160 180 200 14,80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.25 109.93 ug/Il 148903 1,4-Dichlorobenzene-d4 13.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 53
2 2-sec-Butvl-3-methvl-1-pentene 140 C10H20 075144-24-0 42
3 Cvclobutanone. 2-(1l.l1-dimethvlet... 126 C8H140 004579-31-1 40
4 5-Methvl-(E)-2-hepten-4-one 126 C8H140 102322-83-8 38
5 3-Heptene, 2,2,3,5,5,6,6-heptame... 196 C14H28 054845-26-0 35
Abundance Scan 1395 (15.251 min): VD060244.D (-1391) (-) m/z 57.10 100.00%
57
69
5000 41
| '~ 15.00 15.20 15.40 15.60
ob e e m/z 69.10 77 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18068: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69 125
41 83
55
5000 R SUMRE SN B SUM
15.00 15.20 15.40 15.60
27 m/z 83.10 65.77%
ol i Aah 97109 ) 140
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18024: 2-sec-Butyl-3-methyl-1-pentene
55 69
8 R SUMRE SO B SUM
15.00 15.20 15.40 15.60
5000 41 m/z 41.05 47.06%
29 112
ok .:.L‘.ll....l....l... .Hl“...9.‘7|..M.|...:.L?C?...| e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11480: Cyclobutanone, 2-(1,1-dimethylethyl)- R  EERRREE B
69 oo 15.00 15.20 15.40 15.60
m/z 43.10 45_16%
41
5000 55 98
‘ 126
0'“'|'“'N“'Jl““'lh"u“"lm"l“"l“"l“"l“" R SUMREE SN B SUM
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.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 unknownl5.48 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.48 84.99 ug/1 115127 1,4-Dichlorobenzene-d4 13.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 38
2 1.2-Bis(tert-butvlimino)ethane 168 C10H20N2 030834-74-3 37
3 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S 1000309-19-9 37
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 37
5 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 37
Abundance Scan 1418 (15.478 min): VD060244.D (-1415) (-) m/z 57.10 100.00%
57
5000
43
69 & 97 112 R DA UL SRR B
123 139 210 15.20 15.40 15.60 15.80
0 ! m/z 43.10 35.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83040: Pentadecane, 7-methyl-
57
43 71
5000 LRI B LI UL I
85 15.20 15.40 15.60 15.80
m/z 41.05 25.87%
| ‘ g9 112 140
o I| Lo % 7] 127140 155168 183 197 211 226
m/z--> 20 b 60 80 100 120 150 160 180 200 220
Abundance #36590: 1,2-Bis(tert-butylimino)ethane
57
15,20 15.40 15.60 15.80
5000 m/z 69.10 25.59%
41
29 97 112
0 u‘\ \‘\ ‘\ 7\0 8\4 ‘ \‘ 126 141 153
m/z--> 20 40 60 80 100 120 150 160 180 200 220
Abundance #218547: Sulfurous acid, 2-ethylhexyl hexadecy! ester B A RRREE BEE s L
57 15.20 15.40 15.60 15.80
71 m/z 97.15 23.28%
5000
43
113
L2 T 12710 155 160 225
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.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 unknownl5.77 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.77 186.54 ug/Il 252680 1,4-Dichlorobenzene-d4 13.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 206 C9H1803S 1000309-21-2 38
2 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 38
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 38
4 3-Cvclohexen-1-ol. 3-methvl- 112 C7H120 053783-91-8 37
5 Cyclopentanecarboxylic acid, 3-t... 310 C20H3802 1000280-58-8 37
Abundance Scan 1448 (15.773 min): VD060244.D (-1444) (-) m/z 97.20 100.00%
57 97
5000 41 69
111
Ol -l ,.."..,|!-..- 124 168181 207 m/z 57.10 83.78%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #66497: Sulfurous acid, cyclohexylmethyl ethyl ester
55 o7
5000 R DA BRI BRI S B
a3 15.40 15.60 15.80 16.00
29 41 m/z 41.05 40.25%
Ju ol ﬁ? |‘ i 111123
0"'w"w"' '”'I”'MP"W"”I'”' B LY S B
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #11547: 3,5-Dimethyl-3-heptene
55 o7
15.40 15.60 15.80 16.00
5000 m/z 69.10 38.68%
69
41 126
0 15 %\9 ‘ Il Ll 81 | 111
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance #6750: Cyclohexane, 1,1-dimethyl- R B
o7 15.40 15.60 15.80 16.00
55 m/z 43.10 34.53%
5000 41 69
27
0 .}5,.m..bﬁ.ﬂﬁ,wﬂ..ﬁf.lh.%%%,.... e — e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.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 Sulfurous acid, cyclohexylm... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.03 56.32 ug/1 76289 1,4-Dichlorobenzene-d4 13.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 416 C24H4803S 1000309-22-5 64
2 6.10.13-Trimethviltetradecanol 256 C17H360 1000131-71-0 56
3 Sulfurous acid. cvclohexvimethvl._.. 402 C23H4603S 1000309-22-4 50
4 Cis-1-methvl-3-n-nonvlcvclohexane 224 C16H32 039762-39-5 43
5 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 43
Abundance Scan 1474 (16.029 min): VD060244.D (-1471) (-) m/z 57.10 100.00%
7 97
5000 a1 - “/\N/W/\/\VP\\/\xp/\/M\\A\M~A
85 IR BRI UL SURLN B
113 157 140 154 207 224 15.80 16.00 16.20 16.40
of e e e e || M7z 97.200 93.57%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #217916: Sulfurous acid, cyclohexylmethyl heptadecyl ester
97
5000 LRI BN RN SULRS B
55 15.80 16.00 16.20 16.40
43 71 83 m/z 71.10 38.08%
oL 2 Il J a1 125 141 155 169 239
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107670: 6,10,13-Trimethyltetradecanol
43 5’
97 UL BRI UL SURILN B
15.80 16.00 16.20 16.40
5000 69 m/z 41.10 35.98%
112
| L) e 199 154 169182 210223 238

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

o
[o0]
]

Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecy! ester I o o e B N L
o7 15.80 16.00 16.20 16.40
m/z 69.10 30.35%
5000 %5
43 71 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 80 16. OO 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.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 unknownl6.08 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.08 47 .47 ug/1 64296 1,4-Dichlorobenzene-d4 13.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvIimethvl... 262 C13H2603S 1000309-21-5 47
2 2.4-Dimethvl-1.5-diazabicvclol3.... 112 C6H12N2 100463-01-2 38
3 Oxalic acid. cvclohexvImethvl is... 270 C15H2604 1000309-68-3 25
4 Cvclohexanealvcolic acid. .alpha... 331 C20H29NO3 004354-45-4 23
5 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 1000283-20-9 23
Abundance Scan 1479 (16.078 min): VD060244.D (-1477) (-) m/z 97.10 100.00%
57 o
5000 41
85
70 11,4 224 LI BN L SULR I
153 15.80 16.00 16.20 16.40
o} m/z 57.10 81.73%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112140: Sulfurous acid, cyclohexylmethyl isohexyl ester
o
55
5000 LIS SR LU UL I
43 15.80 16.00 16.20 16.40
m/z 41.05 48.87%
A |.|...,.1.1.1.,1.'/-:7..
miz-> 20 40 100 120 140 160 180 200 220
Abundance #6334. 2,4- Dlmethyl—l,5—diazabicyc|0[3.1.0]hexane (cis)
o7
15.80 16.00 16.20 16.40
5000 42 69 m/z 55.10 39.58Y%
55
L e |
O e e e
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #119049: Oxalic acid, cyclohexylmethyl isohexyl ester B BRREE B
55 o7 15.80 16.00 16.20 16.40
m/z 85.15 29.35%
0 ?\9 \‘H m M H‘ l 111 129141 227
miz-> 20 40 I0 ' 1(')0 120 14'10 160 180 200 220 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.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 unknownl16.18 Concentration Rank 2

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

16.18 121.58 ug/Il 164691 1,4-Dichlorobenzene-d4 13.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvcloundecane. (1-methvlethvl)- 196 C14H28 062338-56-1 38
2 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 28
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 28
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 28
5 1-Heptadecene 238 C17H34 006765-39-5 27
Abundance Scan 1489 (16.176 min): VD060244.D (-1486) (-) m/z 57.10 100.00%

57
5000 VJAVAvP\MAAVJ\/M\\N\Av«'“—y
99
41 168 [TTTTTT T T T T T TrryT
||| 137 | 224 15.80 16.00 16.20 16.40
0 “.”,”ww.”up.uh”hw.”:p.”,.”...” e m/z 99.10 29.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58314: Cycloundecane, (1-methylethyl)-
g7
41 33
5000 AR AR IR SRR

15.80 16.00 16.20 16.40
m/z 41.15 22.16%

96 111

0 124137 153 168157 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #132956: Dodecyl isobuty| carbonate
57
A B R m e e
15.80 16.00 16.20 16.40
5000 m/z 83.10 21.89%
41
111
o ,.K..,....f.,....,....}??.%4?... e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #172308: Sulfurous acid, butyl tetradecy! ester A BEma m e e
57 15.80 16.00 16.20 16.40
m/z 84.20 17 .00%
5000 71
85
0 “ 13 1ﬁ3127141155168 1?7 231 249 R
m/z--> 60 80 100 120 140 160 180 200 220 240 260 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD103118\
Data File : VD060244.D

Aca On : 31 Oct 2018 16:23

Operator : VA/AP

Sample : J5728-01

Misc : 5.08a/5mI/MSVOA D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_.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 unknownl6.25 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.25 71.69 ug/l 97108 1,4-Dichlorobenzene-d4 13.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 45
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 45
3 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 42
4 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 42
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 42
Abundance Scan 1496 (16.245 min): VD060244.D (-1493) (-) m/z 57.10 100.00%
57
5000 AVAWﬁ\\/hkﬁj\/N\«wnwy,\,\_N~_
” 16,00 16.20 16.40 16.60
0"“|'“|““|““ AL SRS SRR SRS SN SRS SARAN SR LARSE SRR m/z 97.10 45.29%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57
97
5000
16.00 16.20 16.40 16.60
m/z 85.15 36.44%
0l 29 139 181 222 264 306 348 301432 504 549 650
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57
o 16,00 16.20 16.40 16.60
5000 m/z 41.05 36.27%
}39
of LA 1 18T 225 281 341376415 460 532 577 678
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriaconty! heptafluorobutyrate R Bl BAma S B
57 16.00 16.20 16.40 16.60
m/z 43.10 29.05%
97
5000
39
oA L1 391222 278 320 364405 448 493 6
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD103118\
Data File : VD060244.D

Acq On : 31 Oct 2018 16:23

Operator : VA/AP

Sample - J5728-01

Misc : 5.08g/5ml/MSVOA_D/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S_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]
unknown15.03 15.03 39.5 ug/I1 53475 4 13.37 67727 50.0
Cyclohexanone, 3-... 15.19 84.5 ug/I 114442 4 13.37 67727 50.0
Cyclohexane, 1,1,... 15.25 109.9 ug/1 148903 4 13.37 67727 50.0
unknown15.48 15.48 85.0 ug/I1 115127 4 13.37 67727 50.0
unknownl15.77 15.77 186.5 ug/1l 252680 4 13.37 67727 50.0
Sulfurous acid, c... 16.03 56.3 ug/I 76289 4 13.37 67727 50.0
unknown16 .08 16.08 47.5 ug/1 64296 4 13.37 67727 50.0
unknownl16.18 16.18 121.6 ug/1l 164691 4 13.37 67727 50.0

4

unknown16.25 16.25 71.7 ug/1 97108
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