LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058299.D

Aca On - 22 Jun 2018 16:29

Operator : VA/AP

sample - J3663-02 -

Misc - 6.660/5m1/MSVOA D/SOIL e s
ALS Vial : 9 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\82D061918S.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 1.222 93 101 103 rBVY 1092101 2556844 9.89% 2.851%
2 1.272 103 106 129 rVvB 1308759 4479549 17.33% 4 .994%
3 2.610 237 242 254 rBV 329008 962964 3.73% 1.074%
4 4.816 458 466 488 rBV3 464846 2129416 8.24% 2.374%
5 5.544 531 540 545 rBV 535280 1448180 5.60% 1.615%
6 5.642 545 550 565 rVB 762816 2176913 8.42% 2.427%
7 6.017 579 588 598 rBV 459763 1229432 4_.76% 1.371%
8 6.686 651 656 672 rVB 943063 2406621 9.31% 2.683%
9 7.277 711 716 722 rBV 105005 265410 1.03% 0.296%
10 8.596 844 850 856 rBV 572527 1338959 5.18% 1.493%

11 8.704 856 861 867 rvvV 1181446 2768412 10.71% 3.087%
12 8.793 867 870 876 rvVB 149523 346923 1.34% 0.387%
13 10.683 1059 1062 1063 rVV 1470719 2312592 8.95% 2.578%
14 10.722 1063 1066 1076 rVB 3401624 6502851 25.16% 7.250%
15 10.998 1088 1094 1097 rVvVv 405408 878017 3.40% 0.979%

16 11.096 1101 1104 1110 rVB 354210 586444 2.27% 0.654%
17 11.254 1116 1120 1124 rBV 309485 473808 1.83% 0.528%
18 11.460 1138 1141 1145 rVB 943019 1356917 5.25% 1.513%
19 11.677 1157 1163 1169 rBV5 152878 456934 1.77% 0.509%
20 11.864 1176 1182 1184 rBV5 108997 302599 1.17% 0.337%

21 11.933 1184 1189 1191 rBV 1579369 2463771 9.53% 2.747%
22 12.091 1203 1205 1209 rVB2 246020 385181 1.49% 0.429%
23 12.228 1213 1219 1221 rBV 456448 659606 2.55% 0.735%
24 12.317 1225 1228 1230 rBV2 461238 650968 2.52% 0.726%
25 12.356 1230 1232 1236 rVB 1360996 1750572 6.77% 1.952%

26 12.465 1239 1243 1245 rBV 313684 480708 1.86% 0.536%
27 12.622 1254 1259 1262 rBV 1265206 1862577 7.21% 2.077%
28 12.730 1266 1270 1272 rBV4 170540 364333 1.41% 0.406%
29 12.839 1277 1281 1284 rVV 2534522 3573383 13.83% 3.984%
30 12.927 1285 1290 1295 rVV3 4854747 10129189 39.19% 11.293%

31 12.986 1295 1296 1298 rVV 242645 260270 1.01% 0.290%
32 13.134 1309 1311 1313 rVV 266714 311331 1.20% 0.347%
33 13.203 1313 1318 1325 rVV 13490539 25846639 100.00% 28.817%
34 13.292 1325 1327 1331 rVV2 916718 1424155 5.51% 1.588%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\
Data File : VD058299.D

Aca On - 22 Jun 2018 16:29

Operator : VA/AP

sample - J3663-02 -

Misc - 6.660/5m1/MSVOA D/SOIL e s
ALS Vial : 9 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S .M
SW846 8260

35 13.370 1333 1335 1337 rVV 224860 355600 1.38% 0.396%

36 13.400 1337 1338 1341 rVV 284639 372731 1.44% 0.416%
37 13.449 1341 1343 1345 rVV 367915 486388 1.88% 0.542%
38 13.538 1348 1352 1356 rVB6 199360 540995 2.09% 0.603%
39 13.666 1362 1365 1368 rVB3 192332 340786 1.32% 0.380%
40 13.744 1368 1373 1374 rVVv4 226408 410301 1.59% 0.457%

41 13.774 1374 1376 1379 rVB 397537 450151 1.74% 0.502%
42 14.059 1403 1405 1408 rBV2 352325 447355 1.73% 0.499%

43 14.335 1429 1433 1436 rBV2 216489 281436 1.09% 0.314%
44 14.512 1448 1451 1454 rBV 771132 863952 3.34% 0.963%

Sum of corrected areas: 89692163
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058299.D

Aca On - 22 Jun 2018 16:29

Operator : VA/AP

sample - J3663-02 -

Misc - 6.660/5m1/MSVOA D/SOIL e s
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_M
SW846 8260

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VD058299.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058299.D

Aca On - 22 Jun 2018 16:29

Operator : VA/AP

sample - J3663-02 -

Misc - 6.660/5m1/MSVOA D/SOIL e s
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 2-Pentanone Concentration Rank 8

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

7.28 5.51 ug/Il 265410 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 53
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 50
3 Ethanone. l-oxiranvl- 86 C4H602 004401-11-0 38
4 2.3-Butanedione 86 C4H602 000431-03-8 37
5 Butanenitrile, 3-oxo- 83 C4H5NO 1000337-73-7 17

Abundance Scan 716 (7.277 min): VD058299.D (-711) (-) m/z 43.05 100.00%
43
5000
5 o3 58 I ﬁﬁ o8 700 7.20 7.40 7.60
ol il S8 e m/z 86.00  13.72%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #1710: 2-Pentanone
43
5000 R UL LR IR I
7.00 7.20 7.40 7.60
86 m/z 41.10 11.74%
27 58 71
3 53
0"|"“|"'§J“"|'"“""“'”'l""w"'l"”
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
43
7.00 7.20 7.40 7.60
5000 m/z 38.95 8.36%
27 86
0 33 38 50 5762 176 81
miz--> 20 30 40 50 6 70 8 90 100
Abundance #1669: Ethanone, 1-oxiranyl-
43 7.00 7.20 7.40 7.60
m/z 42.05 7.73%
5000
o B g | 560 T T
m/z--> 25 35 Jo 55 eb fo 85 95 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\
Data File : VD058299.D

Aca On - 22 Jun 2018 16:29

Operator : VA/AP

sample - J3663-02 -

Misc - 6.660/5m1/MSVOA D/SOIL e s
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 Nonane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.10 12.68 ug/Il 586444 Chlorobenzene-d5 10.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 64
3 Octane 114 C8H18 000111-65-9 64
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 64
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
Abundance Scan 1104 (11.096 min): VD058299.D (-1101) (-) m/z 43.05 100.00%
43
57
5000
85
97 128 10.80 11.00 11.20 11.40
o”,”.W.H.P.HLL.ﬂ%”h.”uﬂ.”,JLw.“m.”.ﬁ%ﬁ,“.u.”. m/z 57.10 70.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12663: Nonane
43
57
5000
29 10.80 11.00 11.20 11.40
71 85 m/z 41.00 48.43%
o sl el | % g3 18
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57
10.80 11.00 11.20 11.40
5000 m/z 85.10 23.61%
85
29
71
0"I"'W""I'ﬁql"'ﬁq"'l'”'I"'W""I”'9?"'W%%?'I“"I'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7618: Octane
43 10.80 11.00 11.20 11.40
m/z 56.00 20.52%
5000 -
29 - 85
oL 15 L ollsodl 14
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 ﬁo 150 1§0 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062218\
Data File : VD058299.D

Aca On : 22 Jun 2018 16:29

Operator : VA/AP

Sample : J3663-02

Misc : 6.66a/5mlI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_M

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

Concentration Rank 5

Peak Number 5 4-Heptanone

R.T. EstConc Area Relative to ISTD R.T.
11.25 10.24 ug/Il 473808 Chlorobenzene-d5 10.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone 114 C7H140 000123-19-3 86
2 Furan. tetrahvdro-2-(methoxvmeth... 116 C6H1202 019354-27-9 72
3 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 64
4 3-Hexanone. 2-methvl- 114 C7H140 007379-12-6 64
5 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 64

Abundance Scan 1120 (11.254 min): VD058299.D (-1116) (-) m/z 43.05 100.00%
43 71
5000
114
58 11.00 11.20 11.40 11.60
O Sl S0 L 8 9 | | Tm/z 71.10  87.02%
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #7427: 4-Heptanone
43 71
5000
11.00 11.20 11.40 11.60
27 114 m/z 41.00 29.83%
o 15 | 37| 50 %8 65 | 86 99
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
71
43 11.00 11.20 11.40 11.60
5000 m/z 114.05 15.55%
15 29 58
o N 1| W= Wi .38 | PRS- SN/ S— - - H.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 L\
Abundance #7563: 3-Pentanone, 2,4-dimethy!- R M L IS VAR
43 11.00 11.20 11.40 11.60
m/z 39.10 14.12%
5000 71
27 114
oot Losmll s e e T
m/z--> 10 30 40 50 60 70 80 90 100 110 120 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062218\
Data File : VD058299.D

Aca On : 22 Jun 2018 16:29

Operator : VA/AP

Sample : J3663-02

Misc : 6.66a/5mlI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_M
SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 3-Heptanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.46 29.34 ug/1 1356920 Chlorobenzene-d5 10.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone 114 C7H140 000106-35-4 87
2 2-Butanone. 3.3-dimethvl-1-thioc... 157 C7H11NOS 057518-71-5 64
3 4-Methvl-5-nonanone 156 C10H200 035900-26-6 50
4 Pentanoic acid. 1.1-dimethvlethv... 158 C9H1802 023361-78-6 45
5 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 43
Abundance Scan 1141 (11.460 min): VD058299.D (-1138) (-) m/z 57.15 100.00%
57
5000
41 ., 85
| a9 | g7 114 11.20 11.40 11.60 11.80
e m/z 41.05 26.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7436: 3-Heptanone
57
29
5000
a5 11.20 11.40 11.60 11.80
41 72 m/z 85.05 25.83%
114
0“V“W““v“hm“v”HHHVHWH“V“yH“'HWH“P“W““V“W“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
11.20 11.40 11.60 11.80
5000 41 m/z 72.10 17.87%
85
o 2 100 115 157
Wmﬂmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28260: 4-Methyl-5-nonanone I EABasT Ry e s S
57 8 11.20 11.40 11.60 11.80
43 71 m/z 43.05 13.44%
5000 29
114
99
0 15 ‘ ! \‘\\ min | ‘ 127 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\
Data File : VD058299.D

Aca On - 22 Jun 2018 16:29

Operator : VA/AP

sample - J3663-02 -

Misc - 6.660/5m1/MSVOA D/SOIL e s
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 Cyclohexane, (1-methylethyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.68 9.88 ug/Il 456934 Chlorobenzene-d5 10.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 81
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 81
3 Cvclohexane. methvl- 98 C7H14 000108-87-2 49
4 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 43
5 2-Pyrazoline, 1-methyl-4-propyl- 126 C7H14N2 033063-77-3 38

Abundance Scan 1163 (11.677 min): VD058299.D (-1157) (-) m/z 55.05 100.00%
55 83
41
5000
67
126 S BRI AL NN BN
‘ J |‘ ‘“| | 97 109 11.40 11.60 11.80 12.00
o} N N SN SO SN AR m/z 83.10 88.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11587: Cyclohexane, (1-methylethyl)-
55 83
5000 41
67 11.40 11.60 11.80 12.00
27 m/z 41.05 81.07%
IS 0 1 S A0 - .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 83
11.40 11.60 11.80 12.00
5000 41 m/z 82.10 63.66%
27 67 126
15 97
G R RS R AR RARAS RAARS RRRS RARRS RSN RARAN NARRS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3343: Cyclohexane, methyl-
55 83 11.40 11.60 11.80 12.00
m/z 57.10 43.34%
5000 M
98
69
27
0"|"“|"J“"'jh“"l”'“F%'¢H'7§ ll''9'1"'|""|""|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058299.D

Aca On - 22 Jun 2018 16:29

Operator : VA/AP

sample - J3663-02 -

Misc - 6.660/5m1/MSVOA D/SOIL e s
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 Undecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.29 7.03 ug/l 1424160 1,4-Dichlorobenzene-d4 12.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Undecane. 4.7-dimethvl- 184 C13H28 017301-32-5 78
4 Hexadecane 226 C16H34 000544-76-3 78
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
Abundance Scan 1327 (13.292 min): VD058299.D (-1325) (-) m/z 43.10 100.00%
5000 71
85
105 13.00 13.20 13.40 13.60
o el L M7 184 e~ m/z 57.15  97.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28425: Undecane
43 57
5000 71
13.00 13.20 13.40 13.60
85 m/z 41.05 69.86%
o \\ ‘\ L 9 us 156
m/z--> 20 4b eb 80 100 150 140 160 180 200
Abundance
a3 VI T A
71 13100 13.20 13.40 13.60
5000 o m/z 71.10 41.17%
29
. 9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48860: Undecane, 4,7-dimethyl-
43 13.00 13.20 13.40 13.60
57 m/z 55.05 23.61%
5000 [
85
0 \\ ‘\ Il 99 113 127 141 155 184
T T T T T T T 1T T T T T T T 1T T | T T T T T T T 1T T T T 7T T —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—
m/z--> 20 I0 60 80 1(')0 120 14'10 160 180 200 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062218\

Data File : VD058299.D

Acq On : 22 Jun 2018 16:29

Operator : VA/AP

Sample - J3663-02 :

Misc - 6.66g/5ml/MSVOA_D/SOIL e e T
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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]
2-Pentanone 7.28 5.5 ug/Il 265410 2 6.69 2406620 50.0
Nonane 11.10 12.7 ug/I1 586444 3 10.68 2312590 50.0
4-Heptanone 11.25 10.2 ug/I1 473808 3 10.68 2312590 50.0
3-Heptanone 11.46 29.3 ug/1 1356920 3 10.68 2312590 50.0
Cyclohexane, (1-m... 11.68 9.9 ug/Il 456934 3 10.68 2312590 50.0
Undecane 13.29 7.0 ug/l 1424160 4 12.91 10129200 50.0
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