LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090219\

Data File : VW012504.D

Aca On - 02 Sep 2019 17:28

Operator : SY/VA

sample - K4529-02

Misc - 2.97G/5ML/MSVOA W/SOIL 151213 730
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 4 9 18 rVB3 8771 19231 1.71% 0.262%
2 2.148 34 40 45 rBV 10385 19093 1.70% 0.260%
3 2.355 71 74 83 rvB 7749 14628 1.30% 0.199%
4 4.909 482 493 510 rBvV2 28595 100098 8.89% 1.363%
5 5.934 651 661 672 rBV3 10173 28917 2.57% 0.394%

7.537 916 924 931 rBV4 7380 19184 1.70% 0.261%

7.884 971 981 985 rBv2 140859 335005 29.76% 4_.563%
7.945 985 991 1003 rVB 283104 631297 56.08% 8.599%
8.305 1041 1050 1060 rBV 160149 351897 31.26% 4_.793%
8.842 1129 1138 1148 rBV 420448 852343 75.72% 11.610%

=
QO ~NO®

11 10.323 1373 1381 1388 rBV 638753 1125696 100.00% 15.333%
12 10.701 1441 1443 1449 rVB2 12595 18186 1.62% 0.248%
13 11.628 1589 1595 1606 rVB 494576 843096 74.90% 11.484%
14 12.615 1751 1757 1770 rVB 372865 619379 55.02% 8.437%
15 13.554 1905 1911 1917 rBV 316620 532668 47.32% 7.256%

16 13.908 1964 1969 1976 rBV 89440 158061 14.04% 2.153%

17 13.975 1977 1980 1985 rVB2 36310 49217 4._.37% 0.670%
18 14.072 1992 1996 2002 rVB3 34173 60289 5.36% 0.821%
19 14.651 2088 2091 2094 rBV 33875 40572 3.60% 0.553%

20 14.725 2100 2103 2109 rVB3 68123 112420 9.99% 1.531%
21 15.621 2245 2250 2255 rBV 399414 728055 64.68% 9.917%
22 15.688 2257 2261 2270 rVV3 269499 682130 60.60% 9.291%

Sum of corrected areas: 7341462
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
VW012504.D

02 Sep 2019 17:28

SY/VA

K4529-02

2_.97G/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

196 2.15 235

TIC: VW012504.D

4.91 593

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: VW012504.D

10.32

8.84

7.95

7.
754 A J 10.70

11.63

04—
Time--> 7.00

I I I I I T T
7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance
800000

600000

400000

200000

TIC: VW012504.D

15,62
5.69

12.62
13.55

14.72
13.91 14.66

\.3.97. 07

Time-->

—T—
12.00

I T I T I T I
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 : VW012504.D

Aca On : 02 Sep 2019 17:28

Operator : SY/VA

Sample = K4529-02

Misc : 2.97G/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 Hexane, 1-(hexyloxy)-5-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.91 14.84 ug/Il 158061 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 1-(Chexvloxv)-5-methvl- 200 C13H280 074421-19-5 50
2 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
3 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 47
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 45
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 43

Abundance Scan 1969 (13.908 min): VW012504.D (-1964) (-) m/z 57.10 100.00%
57.1
5000
39 o7l 13.60 13.80 14.00 14.20
—| | ,.."'.7.9,{‘.. Il ., 1271 15001682 10102084 2301 1727 43 10 20.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61362: Hexane, 1-(hexyloxy)-5-methyl-
57.0

13.60 13.80 14.00 14.20
m/z 41.10 29.11%

5000

29.0
115.0

m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #72872: Heptane, 1,1'-oxybis-
57.0
B R N
13.60 13.80 14.00 14.20
5000 m/z 70.10 20.11%
290 ‘ b 8.
\ L 7o 11701350 171.0
.”,.”.,”..“..w..”,.”.,”..“..w..” I REERREERES
m/z--> 60 100 120 140 160 180 200 220
Abundance #12685. Heptane, 3,5-dimethyl- A E e
57.0 13.60 13.80 14.00 14.20
m/z 55.10 18.69%
5000
29.0 99.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012504.D

Aca On : 02 Sep 2019 17:28

Operator : SY/VA

Sample = K4529-02

Misc : 2.97G/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 unknownl14.07 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.07  5.66 ug/l 60289  1,4-Dichlorobenzene-d4  13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 38
2 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 32

3 11H-Dibenzolb.elll.41diazepin-11... 267 C16H17N30 013450-73-2 18
4 Oxalic acid. monoamide. N-(2-thi... 269 C13H19NO3S 1000309-63-1 14
5 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 10
Abundance Scan 1996 (14.072 min): VW012504.D (-1992) (-) m/z 73.00 100.00%
73.0
97.1
267.0
5000 43.1
193.0 Calen 1400 1490 1440
1223 154.0 9927 13.80 14.00 14.20 14.40
,....,l.'..'|I|'|.|L"|'.|.'.!,..!.,....,...‘.,‘....',..'J.,'.I..,....,..']..|.!|..|.. m/z 97.10 54 _28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128753: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
73.0
5000 SRR AR RN BN
267.0 13. 80 14. 00 14. 20 14. 40
5.0 m/z 267.00 47 . 75%
' 135.0 93 0
, 1050 )7 1590 1930 2330
m/z--> 20 4IO 6|0 8|0 l(I)O léO 14|10 160 180 200 220 240 2(|:70 280
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
73.0
13.80 14.00 14.20 14.40
5000 m/z 43.10 37.16%
267.0
44.0
\ monmmon% momm \

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

Abundance #116510: 11H-Dibenzo[b,e][1,4]diazepin-11-one, 5-(3-aminop... AR EREEE RS
30.0 770 118.0 13.80 14.00 14.20 14.40
' 181.0 223.0 267.0 m/z 69.10 30.33%
550
5000
§7 0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012504.D

Aca On : 02 Sep 2019 17:28

Operator : SY/VA

Sample = K4529-02

Misc : 2.97G/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 Nonahexacontanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.72 10.55 ug/Il 112420 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 50
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 47
3 3-Undecanone 170 C11H220 002216-87-7 43
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 43
5 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 43

Abundance Scan 2102 (14.719 min): VW012504.D (-2100) (-) m/z 57.10 100.00%

51.1
5000

L 170 2 14.40 14.60 14.80 15.00
e m/z 41.10 40.53%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid

57.0

14.40 14.60 14.80 15.00
m/z 43.10 37.20%

5000

56.0 2530 350.0 899.0 998.0

m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #217413: Heptacosane, 1-chloro-

14.40 14.60 14.80 15.00
5000 m/z 69.05 31.35%

[])]155-0  273.0 414.0

|
m/z--> 0 100 200 300 400 500 600 700 800 900 1000

Abundance #38234: 3-Undecanone R R mama
57.0 14.40 14.60 14.80 15.00
m/z 71.10 20.71%
5000
| 1700
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090219\
Data File : VW012504.D

Aca On : 02 Sep 2019 17:28

Operator : SY/VA

Sample = K4529-02

Misc : 2.97G/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 2-Pentene, 2,4,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.62 68.34 ug/1 728055 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 64
2 Sulfurous acid. cvclohexvimethvl._.. 430 C25H5003S 1000309-22-6 64
3 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 64
4 Thiophene. 2-ethvl- 112 C6HS8S 000872-55-9 64
5 Bicyclo[3.3.1]nonan-1-o0l 140 C9H160 015158-56-2 64
Abundance Scan 2250 (15.621 min): VW012504.D (-2245) (-) m/z 97.10 100.00%
97.1
5000 ,,\__v/,\ﬁvﬁ/J\u~\/ﬂd\~“/\“~
57.1
R BUARR B DU U
210.2 15.40 15.60 15.80 16.00
...,....,...|.|,.'.|--..,ﬂ.-..:-,..]'r".7,.9.1.??.1...1?.4..9.,.... 2342 2663 | Tm/z 57.10 27.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6?56. 2-Pentene, 2,4,4-trimethyl-
55.0 91.0
5000 LRI IR SRS SN
1540 15.60 15.80 16.00
m/z 69.10 27 .77%
29.0 |
IIII'I'I"lll"'l'l""l'"'I""I""I""IIIII R S S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #222224: Sulfurous acid, cyclohexylmethyl octadecyl ester
97.0
" 15.40 15,60 15.80 16.00
5000 m/z 55.10 26.43%
55.0
200 | 4 | | 1250 1550 2530
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #11569: 2-Hexene, 3,4,4- trlmethyl LI LI L BN LA B
55.0 97.0 15.40 15.60 15.80 16.00
' m/z 41.10 22 .60%
27.0
H L 126.0
[ 1
m/z--> 20 Jo éo éo 100 120 140 160 180 200 220 240 260 280 1540 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 : VW012504.D

Aca On : 02 Sep 2019 17:28

Operator : SY/VA

Sample = K4529-02

Misc : 2.97G/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 unknownl5.69 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.69 64 .03 ug/1 682130 1,4-Dichlorobenzene-d4 13.56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decvl isobutvl carbonate 258 C15H3003 959226-07-4 47
2 Decan-2-vl isobutvl carbonate 258 C15H3003 1000372-79-5 47
3 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 47
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 38
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 38

Abundance Scan 2261 (15.688 min): VW012504.D (-2257) (-) m/z 57.10 100.00%

5000

:

111.1 15.40 15.60 15.80 16.00

167.2 210.2
o 0.2 2328 20l "m/z 83.10 37.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109127: Decyl isobutyl carbonate

%

5000

15.40 15 60 15. 80 16. 00

85.0 m/z 43.10 32.24%
119.0140.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109131: Decan-2-yl isobutyl carbonate
57.0
A EEEEE T
15.40 15.60 15.80 16.00
5000 m/z 69.10 31.85%
85.0 140.0
o AN T Wil
O 18 ST S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132955: Dodecyl isobutyl carbonate A EEEEE T
57.0 15.40 15.60 15.80 16.00
m/z 41.10 26.97%
5000 Awﬂwgf\fuJﬂ/\/\VJ\ﬂw/x/\wL/ﬂ
83.0
290 H 190,460 168.0
‘\ 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 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 : VW012504.D

Acq On : 02 Sep 2019 17:28

Operator : SY/VA

Sample - K4529-02

Misc : 2.97G/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]
Hexane, 1-(hexylo... 13.91 14.8 ug/I1 158061 4 13.56 532668 50.0
unknown14 .07 14.07 5.7 ug/Il 60289 4 13.56 532668 50.0
Nonahexacontanoic... 14.72 10.6 ug/1 112420 4 13.56 532668 50.0
2-Pentene, 2,4,4-_... 15.62 68.3 ug/I 728055 4 13.56 532668 50.0
unknownl15.69 15.69 64.0 ug/I 682130 4 13.56 532668 50.0
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