LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY020720\
Data File : VY001567.D

Aca On : 07 Feb 2020 20:06

Operator : SY/MD

Sample : L1472-05

Misc : 7.85G/5ML/MSVOA Y/SOIL

ALS Vial : 19 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 Y\METHODS\82Y020420S.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 2.926 188 195 201 rBvV2 4955 10355 1.02% 0.153%
2 3.279 245 253 262 rBV5 4303 11268 1.11% 0.166%
3 4.767 481 497 498 rBV4 15919 47517 4.68% 0.701%
4 4.803 498 503 515 rvv3 24121 87304 8.60% 1.288%
5 4.925 515 523 539 rVB2 9349 34704 3.42% 0.512%
6 5.267 565 579 600 rVB3 79656 306954 30.22% 4_.527%
7 5.608 625 635 649 rBvVS 3667 14583 1.44% 0.215%
8 5.791 653 665 680 rBV3 19945 61911 6.10% 0.913%
9 5.956 685 692 702 rBV6 3707 11668 1.15% 0.172%
10 6.084 702 713 715 rvv2 8083 20699 2.04% 0.305%
11 6.138 716 722 733 rVB 14185 44098 4.34% 0.650%
12 6.577 783 794 805 rVBY 5186 17030 1.68% 0.251%
13 6.724 808 818 827 rBV3 7692 24082 2.37% 0.355%
14 6.833 827 836 844 rBV3 12050 35317 3.48% 0.521%
15 7 .559 949 955 964 rVB3 5807 14916 1.47% 0.220%

16 7.754 977 987 992 rBV 130592 322450 31.75% 4_.756%
17 7.821 992 998 1007 rvVv 238978 577445 56.86% 8.516%
18 7.906 1007 1012 1023 rVB3 12199 30594 3.01% 0.451%
19 8.028 1023 1032 1046 rBV3 28872 69130 6.81% 1.020%
20 8.175 1046 1056 1069 rBv2 135802 308261 30.35% 4._.546%

21 8.351 1069 1085 1097 rVvVv 63570 185573 18.27% 2.737%

22 8.449 1097 1101 1110 rVB7 4210 11053 1.09% 0.163%
23 8.571 1110 1121 1134 rVB3 18315 43869 4._.32% 0.647%
24 8.717 1137 1145 1158 rBV 377397 746507 73.50% 11.010%
25 9.205 1212 1225 1231 rBV3 19748 50088 4._.93% 0.739%
26 9.266 1231 1235 1241 rVV2 9558 18531 1.82% 0.273%
27 9.638 1285 1296 1305 rBV 27209 55405 5.46% 0.817%
28 9.766 1308 1317 1324 rVV 37041 82830 8.16% 1.222%
29 9.839 1324 1329 1340 rVB3 9039 23451 2.31% 0.346%
30 9.973 1343 1351 1363 rBV2 9343 23395 2.30% 0.345%
31 10.132 1372 1377 1381 rBV 6432 10685 1.05% 0.158%
32 10.199 1381 1388 1394 rBV 587199 1015619 100.00% 14.979%
33 10.260 1394 1398 1405 rVB 36289 61189 6.02% 0.902%
34 10.388 1411 1419 1424 rVB5 7718 17385 1.71% 0.256%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY020720\
Data File : VY001567.D

Aca On : 07 Feb 2020 20:06

Operator : SY/MD

Sample : L1472-05

Misc : 7.85G/5ML/MSVOA Y/SOIL

ALS Vial : 19 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y020420S .M
SW846 8260

35 11.503 1593 1602 1612 rBV 531931 855631 84.25% 12.619%

36 11.607 1612 1619 1625 rVV 12736 21872 2.15% 0.323%
37 11.711 1628 1636 1648 rVB 20637 41597 4_.10% 0.613%
38 12.040 1679 1690 1697 rBV2 13989 24940 2.46% 0.368%

39 12.497 1755 1765 1776 rVB 403614 630238 62.05% 9.295%
40 13.436 1911 1919 1926 rBV 518155 810322 79.79% 11.951%

Sum of corrected areas: 6780466
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY020720\
Data File : VY001567.D

Aca On : 07 Feb 2020 20:06

Operator : SY/MD

Sample : L1472-05

Misc : 7.85G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y020420S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY001567.D

500000
400000
300000
200000

100000 5.27

293 328 4599 93 56157959@9§ 6.586.72

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 600 620 6.40 6.60
Abundance TIC: VY001567.D

10.20
11.50

500000

400000 8.72

300000

7.82
200000

100000 65
10.26
83 756 79? //\M‘§57 2807 3€fk$:ggnjl 1039 b13§kl
I

o e L S ——
Time-->  7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11,50

Abundance TIC: VY001567.D

13.44
500000

12.50

400000

300000

200000

100000

12.04 L
o 7

1 1
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY020720\
Data File : VY001567.D

Aca On : 07 Feb 2020 20:06

Operator : SY/MD

Sample : L1472-05

Misc : 7.85G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y020420S .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 Pentane, 2-methyl- Concentration Rank 2

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

4.80 7.56 ug/l 87304 Pentafluorobenzene 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 78
2 Pentane. 2-bromo- 150 C5H11Br 000107-81-3 45
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 36
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 33
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 28

Abundance Scan 502 (4.797 min): VY001567.D (-498) (-) m/z 43.10 100.00%
a3
5000 -
|l = o 440 460 480 500 520
o 1 — m/z 42.10 52.27%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1823: Pentane, 2-methyl-
43
5000 R LR LA A I
= 440 4.60 4.80 500 5.20
27 m/z 71.10 36.27%
2 15 ‘ o ‘ 86
R AR A RS S R A AL LA LR AL L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
27 440 460 480 500 520
5000 - m/z 41.10 32.65%
55
0 81 93 107 121 150
wwmmﬁwﬁwwﬁwﬁwwwmw
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4476: 1-Butanol, 2,3-dimethyl- e e
43 440 4.60 4.80 500 5.20
m/z 39.00 14 _.09%
5000 l
31 84
0'”P”W””I””A”W“LPMW“”I””P”W”}qaﬁ”'ﬁ””P”W””P“W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY020720\
Data File : VY001567.D

Aca On : 07 Feb 2020 20:06

Operator : SY/MD

Sample : L1472-05

Misc : 7.85G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y020420S .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 n-Hexane Concentration Rank 5

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

5.79 5.36 ug/Il 61911 Pentafluorobenzene 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 43
3 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 40
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 38
5 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 36

Abundance Scan 665 (5.791 min): VY001567.D (-653) (-) m/z 57.10 100.00%
57
43
5000
86 SRR NN LR RN
|‘ 50 71 | 5.40 560 5.80 6.00 6.20
1 S MM m/z 43.10 64.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1820: n-Hexane
a3 5
29
5000
540 5.60 5.80 6.00 6.20
86 m/z 41.00 63.01%
15 ‘ 71
0"w?“'w'“l“*h'“'b‘“l““ﬁ'“'ﬁ'“l“'w'“'v'“l“'w'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
540 5.60 5.80 6.00 6.20
5000 29 m/z 56.10 42.63%
86
15 50 71
s L RS A RN RRARS RS AN RS RRARS RSN SRS RARRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12738: Pentane, 2,2,3,4-tetramethyl-
57 540 5.60 5.80 6.00 6.20
m/z 42.00 31.57%
43
5000
29 71 85
0 18 ] | 50 | | 97 113
m/z--> c') 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 150 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY020720\
Data File : VY001567.D

Aca On : 07 Feb 2020 20:06

Operator : SY/MD

Sample : L1472-05

Misc : 7.85G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y020420S .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 Hexane, 3-methyl- Concentration Rank 3

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

8.03 5.99 ug/Il 69130 Pentafluorobenzene 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
4 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1032 (8.028 min): VY001567.D (-1023) (-) m/z 43.10 100.00%
43
57 71
5000
| 50 85 100 7.60 7.80 8.00 8.20 8.40
O RN I o e L L L e m/z 71.10 62.49%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3974: Hexane, 3-methyl-
43
57 71
5000
7.60 7.80 8.00 8.20 8.40
29 m/z 70.10 56.32%
0 15 \‘ . 50 | 8 10
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
5 7.60 7.80 8.00 8.20 8.40
5000 1 m/z 57.10 56.25%
29 100
85
o L AR RS R AR RS AR AR RARAS RAARN SARRN RARN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7630: Heptane, 4-methyl-
43 7.60 7.80 8.00 8.20 8.40
m/z 41.10 54.08%
71
5000
29 55
L2 15 | \‘\‘ | 64 | 788 g9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY020720\
Data File : VY001567.D

Aca On : 07 Feb 2020 20:06

Operator : SY/MD

Sample : L1472-05

Misc : 7.85G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y020420S .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 Pentane, 2,2,4-trimethyl- Concentration Rank 1

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

8.35 12.43 ug/Il 185573 1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 59

Abundance Scan 1085 (8.351 min): VY001567.D (-1069) (-) m/z 57.10 100.00%
57
5000
41
99 8.00 8.20 8.40 8.60
o...,....,....,....,....',:|..?,0..'..-,....,7.1...,5.‘.3..,....',....,....,. m/z 56.05  35.59%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7656: Pentane, 2,2,4-trimethyl-
57
5000
8.00 8.20 8.40 8.60
41 m/z 41.05 25.44%
0 5 2 s 1 s 99
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
8.00 8.20 8.40 8.60
5000 m/z 43.05 18.77%
41
29
o2 15 50 69 83 9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2-dimethyl-
57 8.00 8.20 8.40 8.60
m/z 39.10 8.97%
5000
s A
o2 15 1 ‘M 48 || 69 7784 9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY020720\
Data File : VY001567.D

Aca On : 07 Feb 2020 20:06

Operator : SY/MD

Sample : L1472-05

Misc : 7.85G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y020420S .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 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

9.77 5.55 ug/Il 82830 1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 64
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 64
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59

Abundance Scan 1318 (9.772 min): VY001567.D (-1308) (-) m/z 43.10 100.00%
43
71
5000
57 85
99 9.40 9.60 9.80 10.00
o...,....,....,....,....|,!:..5,0.-.|:.,...-.',:...,..-:.,....-,....,1.1.‘.‘.,.. m/z 71.10 57.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 9.40 9.60 9.80 10.00
27 85 m/z 70.10 53.06%
oL 2 15 I \“ 50 || 64 | 78 “ 9 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
7 9.40 9.60 9.80 10.00
5000 m/z 57.10 34.79%
27 55
0 15 63 83 114
RIS I IR I IR LI UL IR IR UL LSS BARES BRSNS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7630: Heptane, 4-methyl-
43 9.40 9.60 9.80 10.00
m/z 85.10 30.99%
71
5000
29 55
L2 15 | \‘\‘ | 64 | 788 g9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY020720\
Data File : VY001567.D

Acq On : 07 Feb 2020 20:06

Operator : SY/MD

Sample - L1472-05

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y020420S .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]
Pentane, 2-methyl- 4.80 7.6 ug/l 87304 1 7.83 577445 50.0
n-Hexane 5.79 5.4 ug/Il 61911 1 7.83 577445 50.0
Hexane, 3-methyl- 8.03 6.0 ug”/Il 69130 1 7.83 577445 50.0
Pentane, 2,2,4-tr... 8.35 12.4 ug/I1 185573 2 8.72 746507 50.0
Pentane, 2,3,3-tr... 9.77 5.5 ug/Il 82830 2 8.72 746507 50.0
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