LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059708.D

Aca On 31 Jul 2018 14:43

Operator : VA/AP

Sample : J4140-04

Misc : 13.16a/5mL/MSVOA F/SOIL

ALS Vial : 89 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\82F073018S.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 1.101 54 58 64 rvB4 5258 12623 2.43% 0.564%
2 1.347 79 83 86 rBv2 8140 20723 4 _.00% 0.927%
3 1.771 121 126 127 rBVvV4 2889 6722 1.30% 0.301%
4 2.274 173 177 179 rVvv5 7175 15128 2.92% 0.677%
5 2.333 179 183 188 rVvv 11498 29360 5.66% 1.313%
6 2.412 188 191 193 rvv3 2927 5991 1.16% 0.268%
7 2.865 235 237 240 rBV3 2442 5206 1.00% 0.233%
8 4.206 365 373 374 rBV3 3876 12977 2.50% 0.580%
9 4.284 374 381 392 rVB 127410 385245 74.27% 17.228%
10 5.024 448 456 466 rBv2 151393 518700 100.00% 23.196%

11 5.763 524 531 541 rBV 148040 412302 79.49% 18.438%
12 6.009 554 556 558 rvv 25945 17936 3.46% 0.802%
13 7.705 722 728 736 rBV 145312 334021 64.40% 14.937%
14 9.913 947 952 960 rBV 101358 222028 42.80% 9.929%

15 11.362 1096 1099 1103 rvB4 2835 5814 1.12% 0.260%
16 11.510 1110 1114 1119 rvv 39299 72054 13.89% 3.222%
17 11.648 1124 1128 1130 rVvv3 3661 7352 1.42% 0.329%
18 11.737 1134 1137 1141 rVB5 5544 9468 1.83% 0.423%
19 12.634 1223 1228 1236 rBvV2 24826 53734 10.36% 2.403%
20 13.008 1262 1266 1273 rVV3 2446 8202 1.58% 0.367%
21 13.560 1316 1322 1325 rVB4 2474 7600 1.47% 0.340%
22 13.738 1336 1340 1341 rBV3 2884 5873 1.13% 0.263%
23 13.767 1341 1343 1345 rBV2 10736 13342 2.57% 0.597%
24 14.260 1389 1393 1396 rBV2 5182 9760 1.88% 0.436%
25 14.516 1417 1419 1422 rBV 9031 13150 2.54% 0.588%
26 14.674 1431 1435 1439 rBV6 3722 8279 1.60% 0.370%
27 15.009 1466 1469 1475 rVV6 1947 7232 1.39% 0.323%
28 15.177 1483 1486 1490 rVV5 5097 10026 1.93% 0.448%
29 15.443 1511 1513 1517 rVB3 3018 5294 1.02% 0.237%
Sum of corrected areas: 2236142
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059708.D

Aca On : 31 Jul 2018 14:43

Operator : VA/AP

Sample = J4140-04

Misc : 13.16a/5mL/MSVOA F/SOIL

ALS Vial : 89 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VF059708.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059708.D

Aca On : 31 Jul 2018 14:43

Operator : VA/AP

Sample = J4140-04

Misc : 13.16a/5mL/MSVOA F/SOIL

ALS Vial : 89 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .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 Dodecane, 3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.74 8.81 ug/Il 9468 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-methvl- 184 C13H28 017312-57-1 50
2 Undecane 156 C11H24 001120-21-4 47
3 Pentadecane 212 C15H32 000629-62-9 43
4 Octane 114 C8H18 000111-65-9 38
5 Undecane, 4-ethyl- 184 C13H28 017312-59-3 37

Abundance Scan 1137 (11.737 min): VF059708.D (-1134) (-) m/z 43.10 100.00%
57
5000 71 85
| %9 114 1T3 186 207 11.40 11.60 11.80 12.00
AL e e e 2L | m/z 57.20  89.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48853: Dodecane, 3-methyl-
57
43
5000 71
85 11.40 11.60 11.80 12.00
29 m/z 41.00 68.71%
I| i il ‘ 9|9 113127 1?5 184
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #28423: Undecane
43 57
11.40 11.60 11.80 12.00
5000 71 g m/z 85.10 39.64%
29
15\‘\\%9113127141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71394: Pentadecane
43 37 11.40 11.60 11.80 12.00
m/z 71.00 37 .53%
5000 1o
29 9
L a 113127141155169183 212
m/z--> 20 40 eb 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\VF073118\
Data File : VF059708.D

Aca On : 31 Jul 2018 14:43

Operator : VA/AP

Sample = J4140-04

Misc : 13.16a/5mL/MSVOA F/SOIL

ALS Vial : 89 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .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 5 unknownl3.74 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.74 5.46 ug/Il 5873 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.2-Dimethvicvclobutvlmethvlamine 113 C7H15N 1000195-04-0 22
2 1-Sec-butvldiaziridine 100 C5H12N2 033657-34-0 17
3 4.5-Dicarboxv-1.2.3-triazole 157 C4H3N304 004546-95-6 16
4 3-Ethvl-3-methvlheptane 142 C10H22 017302-01-1 10
5 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 10
Abundance Scan 1340 (13.738 min): VF059708.D (-1336) (-) m/z 57.00 100.00%
44 57
71 gg
5000 36 113
13.40 13.60 13.80 14.00
m/z 43.95 89.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7023: (2,2-Dimethylcyclobutyl)methylamine
57
70
5000 85 AR TR A R B
42 anmnmmm
28 m/z 42.90 85.99%
98 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3635: 1-Sec-butyldiaziridine
44
30 71
56 13.40 13.60 13.80 14.00
5000 m/z 56.00 75.63%
85
”W””P”W””P'W””P”W””P“W”ifiﬁ””P”'””P”W”“P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29242: 4,5-Dicarboxy-1,2,3-triazole
44 6 85 13.40 13.60 13.80 14.00
28 m/z 71.00 70.87%
5000 1s
57 96
18
et el ALl 77 ..l.,....,l...1?.2..,...1.‘,‘9...,..1.??...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059708.D

Aca On : 31 Jul 2018 14:43

Operator : VA/AP

Sample = J4140-04

Misc : 13.16a/5mL/MSVOA F/SOIL

ALS Vial : 89 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.77 12.41 ug/Il 13342 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 59
2 Dodecane 170 C12H26 000112-40-3 59
3 Decane 142 C10H22 000124-18-5 59
4 Decane. 2-methvl- 156 C11H24 006975-98-0 50
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 43
Abundance Scan 1343 (13.767 min): VF059708.D (-1341) (-) m/z 57.10 100.00%
7
5000
13.40 13.60 13.80 14.00
m/z 43.10 97 .91%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #28424: Undecane
57
43
71
5000
85 13.40 13.60 13.80 14.00
29 m/z 41.00 81.28%
w | g |y %P us iy 1%
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #38315: Dodecane
57
43 - 13.40 13.60 13.80 14.00
5000 m/z 71.05 50.63%
85
29
15 4] H‘ o 9\? 11“2 127 141 17\0
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #19159: Decane
43 57 13.40 13.60 13.80 14.00
m/z 42.00 37.87%
5000 29 "
85
m/z--> 200 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\VF073118\
Data File : VF059708.D

Aca On : 31 Jul 2018 14:43

Operator : VA/AP

Sample = J4140-04

Misc : 13.16a/5mL/MSVOA F/SOIL

ALS Vial : 89 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .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 Benzene, 1,2,4-trichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.26 9.08 ug/l 9760 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trichloro- 180 C6H3CI3 000120-82-1 59
2 Benzene. 1.3.5-trichloro- 180 C6H3CI3 000108-70-3 58
3 Benzene. 1.2.3-trichloro- 180 C6H3CI3 000087-61-6 53
4 Benzolblselenophene 182 C8H6Se 000272-30-0 30
5 Benzene, l-chloro-4-(trifluorome... 180 C7H4CIF3 000098-56-6 27
Abundance Scan 1393 (14.260 min): VF059708.D (-1389) (-) m/z 181.85 100.00%
182
5000
55 o5 109 145 S I VO — —
“ | h 164 || 225 260 g1 14100 1420 14.40 1460
a ...'.!l..,....,..'..,.'..'.....,.... Lt m/z 179.75  73.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45941: Benzene, 1,2,4-trichloro-
182
5000 A L IR DU B B
74 109 145 14.00 14.20 14.40 14.60
m/z 145.00 23.74%
14 3 50 91 131
m/z--> 20 40 60 80 100 120 140 1éo 180 260 220 240 2éo 2éo
Abundance #45937: Benzene, 1,3,5-trichloro-
180
' 14.00 14.20 14.40 14.60
5000 m/z 109.05 23.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45935: Benzene, 1,2,3-trichloro-
14.00 14.20 14.40 14.60
m/z 95.00 20.96%
5000 ﬂ m

14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059708.D

Aca On : 31 Jul 2018 14:43

Operator : VA/AP

Sample = J4140-04

Misc : 13.16a/5mL/MSVOA F/SOIL

ALS Vial : 89 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .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 unknownl4.67 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .67 7.70 ug/l 8279 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trichloro- 180 C6H3CI3 000108-70-3 38
2 Benzene. 1.2.3-trichloro- 180 C6H3CI3 000087-61-6 35
3 Benzene. 1.2.4-trichloro- 180 C6H3CI3 000120-82-1 35
4 6-Methoxvcoumaran-7-ol-3-one 180 C9H804 204648-65-7 9
5 Hydrazinecarbothioamide, 2-(4-py... 180 C7H8N4S 001200-00-6 9

Abundance Scan 1435 (14.674 min): VF059708.D (-1431) (-) m/z 43.90 100.00%

180

5000

14.40 14.60 14.80 15.00
m/z 179.95  69.70%

94 109 130145

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45938: Benzene, 1,3,5-trichloro-

5000

14.40 14.60 14.80 15.00
m/z 181.95 55.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45935: Benzene, 1,2,3-trichloro-
18
S S —
14.40 14.60 14.80 15.00
5000 m/z 73.15 38.15%
145
74 109
....,..??“13.,..ﬂwlnw., T - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45939: Benzene, 1,2,4-trichloro-
18 14.40 14.60 14.80 15.00
m/z 57.10 33.03%
5000
145
74 109
0 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059708.D

Aca On : 31 Jul 2018 14:43

Operator : VA/AP

Sample = J4140-04

Misc : 13.16a/5mL/MSVOA F/SOIL

ALS Vial : 89 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .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 2
R.T. EstConc Area Relative to ISTD R.T.
15.18 9.33 ug/Il 10026 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 35
2 Tetradecane. 5-methvl- 212 C15H32 025117-32-2 25
3 1-Decanol. 2-ethvl- 186 C12H260 021078-65-9 25
4 Tridecane. 5-methvl- 198 C14H30 025117-31-1 16
5 Octane 114 C8H18 000111-65-9 12

Abundance Scan 1486 (15.177 min): VF059708.D (-1483) (-) m/z 43.10 100.00%

48

5000
14.80 15.00 15.20 15.40
RRRRERES Ly m/z 57.20 99.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141404: Octadecane, 1-(ethenyloxy)-
43
5000 69
14.80 15.00 15.20 15.40
2 5 m/z 41.00 54_17%
11126 154 180196 224 252 281206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71398: Tetradecane, 5-methyl-
43
85 R e
14.80 15.00 15.20 15.40
5000 m/z 83.20 40.63%
6 154
% L M85 7 182197212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50322: 1-Decanoal, 2-ethyl- T
57 14.80 15.00 15.20 15.40
m/z 85.20 39.43%
5000
83

2% ‘ ‘\ 98 125140 168

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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF073118\
Data File : VF059708.D

Acq On 31 Jul 2018 14:43

Operator : VA/AP

Sample : J4140-04

Misc : 13.169/5mL/MSVOA_F/SOIL

ALS Vial : 89 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Dodecane, 3-methyl- 11.74 8.8 ug/Il 9468 4 12.63 53734 50.0
unknownl13.74 13.74 5.5 ug/Il 5873 4 12.63 53734 50.0
Undecane 13.77 12.4 ug/I1 13342 4 12.63 53734 50.0
Benzene, 1,2,4-tr... 14.26 9.1 ug/Il 9760 4 12.63 53734 50.0
unknownl14 .67 14.67 7.7 ug/l 8279 4 12.63 53734 50.0
unknown15.18 15.18 9.3 ug/Il 10026 4 12.63 53734 50.0
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