LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012508.D

Aca On : 02 Sep 2019 19:11

Operator : SY/VA

Sample : K4529-06

Misc : 4.45G/5ML/MSVOA W/SOIL

ALS Vial : 1 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 W\METHOD\82W082319S.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 1.959 5 9 20 rvB4 8188 18567 1.58% 0.246%
2 2.148 35 40 46 rBV 11167 21180 1.80% 0.280%
3 2.355 70 74 80 rvB3 7001 11897 1.01% 0.158%
4 4.903 480 492 511 rBV3 36109 132152 11.21% 1.750%
5 5.927 649 660 671 rBv4 12808 41093 3.49% 0.544%

7.531 915 923 931 rBV2 7322 20555 1.74% 0.272%

7.884 970 981 985 rBV 144643 341887 29.01% 4._.527%
7.945 985 991 1003 rVB 289211 648779 55.05% 8.591%
8.305 1040 1050 1060 rBV 161712 361950 30.71% 4_.793%
8.842 1130 1138 1147 rBV 440978 870357 73.85% 11.526%

=
QO ~NO®

11 10.323 1373 1381 1388 rBV 660218 1178611 100.00% 15.608%
12 10.701 1440 1443 1449 rVB3 10505 19453 1.65% 0.258%
13 11.628 1589 1595 1608 rVB 519362 904592 76.75% 11.979%
14 12.615 1751 1757 1767 rVB 396008 664577 56.39% 8.801%
15 13.560 1905 1912 1918 rBV 361056 611319 51.87% 8.095%

16 13.908 1965 1969 1973 rBV 59269 85260 7.23% 1.129%
17 13.975 1977 1980 1983 rBV3 20749 28495 2.42% 0.377%
18 14.066 1993 1995 2001 rVB4 25839 40430 3.43% 0.535%
19 14.652 2088 2091 2094 rBV 29235 35170 2.98% 0.466%
20 14.725 2100 2103 2109 rVB3 56782 93256 7.91% 1.235%
21 14.834 2116 2121 2124 rBV4 41616 87041 7.39% 1.153%
22 14.969 2139 2143 2145 rBV2 42933 70681 6.00% 0.936%

23 15.621 2245 2250 2255 rBV 342809 638051 54.14% 8.449%
24 15.688 2257 2261 2270 rVV2 242664 626061 53.12% 8.291%

Sum of corrected areas: 7551414
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
VW012508.D

02 Sep 2019 19:11

SY/VA

K4529-06

4 .45G/5ML/MSVOA W/SOIL

1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S.M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P

Abundance
800000

600000

400000

200000

TIC: VW012508.D

4.90

196 2.15 235

593

Time-->

200 2.20 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 6.60 680

Abundance
800000

600000

400000

200000

TIC: VW012508.D

10.32

8.84

7.95

L 10.70

11.63

)

7.53

04—
Time--> 7.00

T T T — T T
7.50 9.00 9.50 10.00 10.50

— T
11.00

Abundance
800000

600000

400000

200000

TIC: VW012508.D

1516%9

12.62
13.56

14.72
14.6p14.

48

1
13407

Time-->

—T—
12.00

— T — T — T — T — T — — T
12.50 13.00 13.50 14.00 14.50 15.00 15.50

—
16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012508.D

Aca On : 02 Sep 2019 19:11

Operator : SY/VA

Sample = K4529-06

Misc : 4.45G/5ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 unknownl13.91 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.91 6.97 ug/l 85260 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 42
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 40
3 Nonane. 4-methvl- 142 C10H22 017301-94-9 38
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 38
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 38
Abundance Scan 1969 (13.908 min): VW012508.D (-1965) (-) m/z 57.10 100.00%
57.1
5000
39}) o 13.60 13.80 14.00 14.20
I .I|??,<t 1281 10031682 000 2mms | 2 SR R o
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance #72872. Heptane, 1,1'-oxybis-
57.0
5000 SRR AR SRR IRRR
13.60 13.80 14.00 14.20
m/z 41.10 27 .33%
29.0 98.0
77. 117.0135.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
13.60 13.80 14.00 14.20
5000 m/z 70.05 19.54%
29.0 ‘ 83.0
...,.‘.“..‘,‘...‘.*,..“..,‘l...‘,.1.1.2.0,....,....,....,.... RSN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19173: Nonane, 4-methyl- A E e
57.0 13.60 13.80 14.00 14.20
m/z 97.10 19.42%
5000
29.0 ‘ 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012508.D

Aca On : 02 Sep 2019 19:11

Operator : SY/VA

Sample = K4529-06

Misc : 4.45G/5ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 unknownl14.72 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.72 7.63 ug/l 93256 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 46
2 Octane. 2.2-dimethvl- 142 C10H22 015869-87-1 43
3 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 43
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 43
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 38
Abundance Scan 2102 (14.719 min): VW012508.D (-2100) (-) m/z 57.10 100.00%
57.1
5000
71 . 13an 14140 1460 1480 1500
37 7. 19.0 170.4  203.2 252.3 mn/z 43.10 29750
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38317: Dodecane
57.0

5000 G
: 14.40 14.60 14.80 15.00

29.0 m/z 41.10 28.74%
1120 1410 1700

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19184: Octane, 2,2-dimethyl-
57.0
T EEE e REAREREEE
14.40 14.60 14.80 15.00
5000 m/z 71.10 25.42%
29.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117655: Heptadecane, 2,6-dimethyl- R R mama
57.0 14.40 14.60 14.80 15.00
m/z 69.10 24 .90%
5000
85.0
113.0
M‘\ | 0 a0 mo 2250 2530

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012508.D

Aca On : 02 Sep 2019 19:11

Operator : SY/VA

Sample = K4529-06

Misc : 4.45G/5ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 4-Nonene, 5-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.83 7.12 ug/l 87041 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Nonene. 5-butvl- 182 C13H26 007367-38-6 64
2 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 53
3 Cvclohexane. 3-ethvl-5-methvl-1-... 168 C12H24 1000151-39-5 43
4 1-Penten-3-one. 2-methvl- 98 C6H100 025044-01-3 35
5 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 30
Abundance Scan 2120 (14.828 min): VW012508.D (-2116) (-) m/z 69.10 100.00%
69.1
43.1
5000

14.60 14.80 15.00 15.20

125.1 182.0 208.0
ad m/z 57.10  85.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #47281: 4-Nonene, 5-butyl-
55.0
5000 83.0 N —
14.60 14. 80 15. 00 15. 20

29.0 140.0 182.0 m/z 43.10 60.28%
] 111.0
RARREREE:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #47298: Cyclohexane, 2-butyl-1,1,3-trimethyl-

41.0 69.0

14.60 14.80 15.00 15.20

5000 m/z 83.10 58.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #36872: Cyclohexane, 3-ethyl-5-methyl-1-propyl- B Al EREEEEET S
69.0 14.60 14.80 15.00 15.20
m/z 41.10 56.58%
41.0
5000
125.0
H \‘ - \910 ‘ | 168.0
In |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012508.D

Aca On : 02 Sep 2019 19:11

Operator : SY/VA

Sample = K4529-06

Misc : 4.45G/5ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 unknownl14.97 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .97 5.78 ug/l 70681 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 47
2 N.N"-di-tert-Butvlcarbodiimide 154 C9H18N2 000691-24-7 47
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 46
4 3-Methvl-4-hexvn-3-ol 112 C7H120 006320-68-9 43
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 43
Abundance Scan 2143 (14.969 min): VW012508.D (-2139) (-) m/z 57.10 100.00%
511 831
5000 vav/\]\ﬂ/\f\/AfJJkVRM\/j\f
111.1 141.0 14.60 14.80 15.00 15.20
S I ...",....,....','.... 212032 242 | "m/z 83.10  89.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3386: 1-Butene, 2,3,3-trimethyl-
55.0 83.0
5000 L SN S B SUMLILE B
mmmmmmﬁm
290 m/z 55.10 43 .37%
w'“'wd“L“'LJL' IABE BAAES BEREE SERES SRARS SURAE SRRLY SRRSN BARRN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27793: N,N'-di-tert-Butylcarbodiimide
57.0 83.0
14.60 14.80 15.00 15.20
5000 m/z 41.10 42 .07%
20.0 139.0
S TN WU SN S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3397: 2-Pentene, 4,4-dimethyl-, (E)- L BT o e
550 83.0 14.60 14.80 15.00 15.20
m/z 71.10 36.86%
5000
27.0
10 ”.“.”,”.w.”.“.”,”.w.”.“.” S L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012508.D

Aca On : 02 Sep 2019 19:11

Operator : SY/VA

Sample = K4529-06

Misc : 4.45G/5ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 Cyclohexanone, 3-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.62 52.19 ug/1 638051 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3-butvl- 154 C10H180 039178-69-3 72
2 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 64
3 Cvclopentanecarboxvlic acid. 4-h._.. 338 C22H4202 1000282-77-5 64
4 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 59
5 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 59
Abundance Scan 2250 (15.621 min): VW012508.D (-2245) (-) m/z 97.10 100.00%
e
2000 VQ_J/\NN\/\
511
R BUARR B DU U
210.3 15.40 15.60 15.80 16.00
ob 30y H, .-.|Z?,9...~' ol 1581 A8t1 2882 Tmyz 57.10  28.63%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26707: Cyclohexanone, 3-butyl-
97.0
5000 LRI SULIULE B S IR
55.0 15.40 15.60 15.80 16.00
m/z 69.10 27 .18%
270 | \ 154.0
S 0 O N NN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1_1569. 2-Hexene, 3,4,4-trimethyl-
55.0 91.0
15.40 15.60 15.80 16.00
5000 m/z 55.10 26 .83%
27.0
126.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecyl ester M m )
97.0 15.40 15.60 15.80 16.00
69.0 m/z 41.10 24 .14%
5000{ L1, ANA#AW/\AK/J\/\JAV\/uﬂNx
i \ Iy ‘ A H\ \‘H I [125.0 169 0 200 0 224 0
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012508.D

Aca On : 02 Sep 2019 19:11

Operator : SY/VA

Sample = K4529-06

Misc : 4.45G/5ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 Sulfurous acid, butyl hepta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.69 51.21 ug/1 626061 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 59
2 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 50
3 Nonane. 2.2.4.4.6.8.8-heptamethvl- 226 C16H34 004390-04-9 43
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 43
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 43
Abundance Scan 2261 (15.688 min): VW012508.D (-2257) (-) m/z 57.10 100.00%
57.1
5000 ﬁhﬁvfﬁu\//vﬁj\V\V\/“/\\r/ﬁ
83.1
167.2 15.40 15.60 15.80 16.00
0 ,,I ..h..,'-‘.‘..." ..'!.,.-.1.‘.‘?.9.. hoi921 2243 2809 | "m/z 83.10  32.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
5000 LI IS B LN B
85.0 1540 15.60 15.80 16.00
m/z 43.10 30.32%
2?‘°.J | )| 10 1300 160 0 2100290 2910
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
15.40 15.60 15.80 16.00
5000 m/z 41.10 28.64%
85.0
290” ||l 391390 168.0 197.0 2310 2610
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #83056: Nonane, 2,2,4,4,6,8,8- heptamethyl LI L L L N B
57.0 15.40 15.60 15.80 16.00
m/z 69.10 27 .37%
5000 f\»Jf\fvmrp/KV»\\/«/\N/“
0
29.0 1 1127.0 1550
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW090219\
Data File : VW012508.D

Acq On : 02 Sep 2019 19:11

Operator : SY/VA

Sample - K4529-06

Misc : 4.45G/5ML/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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]
unknownl13.91 13.91 7.0 ug/l 85260 4 13.56 611319 50.0
unknownl14 .72 14.72 7.6 ug/l 93256 4 13.56 611319 50.0
4-Nonene, 5-butyl- 14.83 7.1 ug/l 87041 4 13.56 611319 50.0
unknownl14 .97 14.97 5.8 ug/Il 70681 4 13.56 611319 50.0
Cyclohexanone, 3-... 15.62 52.2 ug/I1 638051 4 13.56 611319 50.0
Sulfurous acid, b... 15.69 51.2 ug/I1 626061 4 13.56 611319 50.0
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