LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample : K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 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\82D030719S.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

1.717 27 30 35 rvB2 26484 52098 1.92% 0.187%
1.855 41 44 49 rBvV 87731 146984 5.41% 0.529%
59 rvv3 10021 32321 1.19% 0.116%
2.367 90 96 106 rBvV 341880 782191 28.76% 2.813%
2.643 119 124 134 rVV 402371 970124 35.68% 3.489%

abrwNPE
=
O
N
N
N
©
a1
=

6 2.790 136 139 144 rvV 61666 145478 5.35% 0.523%
7 2.928 147 153 161 rVB2 23651 69861 2.57% 0.251%
8 3.194 174 180 186 rBVS 18062 68653 2.52% 0.247%
9 3.706 227 232 236 rBv4 18597 60930 2.24% 0.219%
10 3.854 236 247 268 rVB3 367981 1715382 63.08% 6.170%

11 4.228 277 285 294 rBV 200366 661798 24 .34% 2.380%
12 4.700 325 333 346 rBV2 234896 901463 33.15% 3.242%

13 4.868 348 350 355 rvv3 10355 27272 1.00% 0.098%
14 4.995 355 363 371 rvv3 17308 68201 2.51% 0.245%
15 5.517 411 416 422 rBV3 8260 30069 1.11% 0.108%
16 5.704 427 435 438 rVV3 21368 77202 2.84% 0.278%

17 5.793 438 444 463 rVB 244600 832446 30.61% 2.994%
18 6.137 473 479 485 rBV2 48826 157058 5.78% 0.565%
19 6.915 551 558 566 rBv3 503015 2330508 85.70% 8.382%
20 7.033 566 570 586 rvVv 536591 1870445 68.78% 6.727%

21 7.270 587 594 605 rvv2 163452 561237 20.64% 2.019%
22 7.447 605 612 623 rvVv 430861 1194743 43.94% 4._.297%
23 7.604 623 628 634 rvv 81301 241705 8.89% 0.869%
24 7.703 634 638 642 rvv2 55661 146504 5.39% 0.527%
25 7.791 642 647 654 rVB3 61200 189802 6.98% 0.683%

26 8.008 663 669 683 rBvV 227822 652939 24.01% 2.348%
27 8.205 683 689 705 rvB 785776 2077685 76.40% 7.473%
28 8.854 744 755 760 rBV 273497 849384 31.23% 3.055%

29 9.002 766 770 775 rVB4 28822 74133 2.73% 0.267%
30 9.140 780 784 789 rvVB2 25222 60255 2.22% 0.217%
31 9.288 792 799 805 rBV5 21715 76085 2.80% 0.274%
32 9.514 817 822 831 rBV5 20502 61502 2.26% 0.221%
33 9.770 844 848 852 rBV3 17020 37391 1.38% 0.134%

34 9.898 856 861 870 rvv2 96552 289073 10.63% 1.040%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample : K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 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\82D030719S .M
SW846 8260

35 10.105 878 882 892 rVB 77019 220976 8.13% 0.795%

36 10.400 904 912 919 rBV 1073912 2719335 100.00% 9.781%
37 10.498 919 922 927 rVV 56056 124523 4._.58% 0.448%

38 10.607 929 933 936 rVvvs 16441 43882 1.61% 0.158%
39 10.695 940 942 946 rVV3 13441 31092 1.14% 0.112%
40 10.774 946 950 957 rvwVv 98138 226494 8.33% 0.815%
41 10.912 959 964 971 rVB2 25435 68773 2.53% 0.247%
42 11.079 977 981 988 rVB5 15747 45030 1.66% 0.162%
43 11.227 988 996 1002 rBV2 31170 108601 3.99% 0.391%
44 11.335 1002 1007 1009 rVvB3 12134 31573 1.16% 0.114%
45 11.473 1015 1021 1025 rBvV2 24042 50807 1.87% 0.183%
46 11.621 1033 1036 1038 rBV 22697 41637 1.53% 0.150%
47 11.739 1043 1048 1052 rVB2 20837 44971 1.65% 0.162%
48 11.818 1052 1056 1060 rBvV2 30080 73965 2.72% 0.266%
49 12.113 1083 1086 1088 rvv2 15882 28289 1.04% 0.102%
50 12.162 1088 1091 1097 rVB2 43055 99094 3.64% 0.356%
51 12.300 1100 1105 1107 rBV 47574 85996 3.16% 0.309%
52 12.359 1107 1111 1117 rVB 1220581 2240104 82.38% 8.057%
53 12.507 1124 1126 1132 rVB 33633 62238 2.29% 0.224%
54 12.664 1138 1142 1144 rBV2 14252 31990 1.18% 0.115%
55 12.733 1146 1149 1155 rVB3 43326 85148 3.13% 0.306%
56 13.206 1192 1197 1200 rVB2 14683 28789 1.06% 0.104%
57 13.294 1204 1206 1213 rVB4 15918 31392 1.15% 0.113%
58 13.550 1228 1232 1240 rVB 1052746 1591276 58.52% 5.723%
59 13.708 1245 1248 1252 rVV 53177 86822 3.19% 0.312%
60 14.505 1326 1329 1333 rBVY 1470751 2038801 74.97% 7.333%
61 15.106 1387 1390 1394 rBV 33915 48586 1.79% 0.175%
Sum of corrected areas: 27803106
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : SW846 8260

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 Butane, 2-methyl- Concentration Rank 4

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

2.37 20.91 ug/1 782191 Pentafluorobenzene 7.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 38
3 Pentane 72 C5H12 000109-66-0 36
4 Cvyclobutane. methvl- 70 C5H10 000598-61-8 28
5 Butane, 1-chloro-2-methyl- 106 C5H11ClI 000616-13-7 16

Abundance Scan 96 (2.367 min): VD061170.D (-90) (-) m/z 41.05 100.00%
41.0
57.0
5000
72.1 2.00 220 240 2.60 2.80
0 ...,....,....,...:;.:.“?-ﬁ.'.'l:,.6‘.‘-?.,!...,....,?3.-5.‘.,. m/z 43.05 94.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000
2.00 220 240 2.60 2.80
29.0 m/z 42.05 88.15%
150 | | i Il .|| Il 72|O
S L S S S L SR UL I S o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #654: 3-Buten-1-ol
42.0
310 200 220 240 2.60 2.80
5000 m/z 57.05 64 .85%
15.0 L “\ I ‘57\'0 72\'0
S L UL S S B S UL I S o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #706: Pentane
43.0 2.00 220 240 2.60 2.80
m/z 39.10 32.86%
5000
27.0 57.0 720
0'"|}ﬁq|"kh"'h'*"l”“Ll'”'ll'”l"'w""w
m/z--> 10 20 30 40 50 60 70 80 90 100 2.00 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 Pentane Concentration Rank 1

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

2.64 25.93 ug/1 970124 Pentafluorobenzene 7.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Butane. 2-methvl- 72 C5H12 000078-78-4 64
3 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 25
4 Oxirane. ethvl- 72 C4HB80 000106-88-7 9
5 Isobutyl nitrite 103 C4H9NO2 000542-56-3 9

Abundance Scan 124 (2.643 min): VD061170.D (-119) (-) m/z 43.00 100.00%
43.0
5000
57.0
374) 50.9 | 72|-1 240 2.60 2.80 3.00
Obrrrrrrrrrrrr e T m/z 42.00 67.50%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43.0
5000
2.40 2.60 2.80 3.00
27.0 57.0 m/z 41.00 60.85%
72.0
0 15.0 |J 31¢| , SLo,J 63.0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #713: Butane, 2-methyl-
43.0
57.0 2.40 2.60 2.80 3.00
5000 29.0 ’ m/z 38.95 19.89Y%
o 1.0 1o 37$ - 510,|| 630 720
miz--> A
Abundance #638: Diaziridine,3,3-dimethyl-
32.0 2.40 2.60 2.80 3.00
0
410 m/z 57.05 17.48%
5000
54.0 720
0'“““W““P“W““P“W““v“l'h'“4““ﬁa2““h“W““v“W““v“W“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.40 2.60 2.80 3.00

82D030719S.M Tue Mar 19 13:16:59 2019 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 Pentane, 3-methyl- Concentration Rank 5

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

4.23 17.69 ug/Il 661798 Pentafluorobenzene 7.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 n-Hexane 86 C6H14 000110-54-3 47
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 40
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 39
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 38

Abundance Scan 285 (4.228 min): VD061170.D (-277) (-) m/z 57.05 100.00%
57.0
41.0
5000
| 710 880 3.80 4.00 4.20 4.40 4.60
oSEEBESBMSENSMBAD 7 NMBEOF | EOEY E MSMS m/z 56.05 94.97%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1826: Pentane, 3-methyl-
57.0
29.0 410
5000

3.80 4.00 4.20 4.40 4.60
‘ m/z 41.00  75.04%
L,

1.0 15.0 1, . Al 71.0 86.0
Ot e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1821: n-Hexane
57.0
41.0 380 4.00 4.20 4.40 4.60
5000 m/z 43.00 27 .50%
29.0 86.0
71.0
0 15.0 H ‘\ i |
T T T P e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57.0 3.80 4.00 4.20 4.40 4.60
m/z 39.00 19.84%
5000 41.0
29.0 71.0
0 150 || \“‘ gl 830 990 1130
R R I N o e e e e S e e SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 n-Hexane Concentration Rank 2

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

4.70 24.10 ug/1 901463 Pentafluorobenzene 7.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 Butanal. 2-methvl- 86 C5H100 000096-17-3 38
3 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 38
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 33
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 28

Abundance Scan 333 (4.700 min): VD061170 D (-325) (-) m/z 57.05 100.00%
41.0 7.0
5000
| ‘ 51.0 71.0 ge.1 440 4.60 4.80 5.00
0|““vmv“W“W““v“W“ﬂ““W“P“J'M““P“M“W“W““P“W“W“ m/z 41.05 87.98%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57.0
41.0
5000
440 4.60 4.80 5.00
29.0 86.0 m/z 43.05 69.72%
o 15.0 || |w 51.0 ||, 650’%077.0
IV g gt g g
Abundance #1744: Butanal, 2-methyl-
29.0 410 57.0
440 4.60 4.80 5.00
5000 m/z 56.05 60.61%
86.0
15.0 - 51.0| 63.0 710 |
Ofprrrrprrrrprr e T T e
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1779: Propanal, 2,2-dimethyl-
41.0 57.0 440 4.60 4.80 5.00
m/z 42.05 36.26%
5000 29.0
86.0
15.0 ‘ mo‘ 71.0 ‘
miz> 8 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 5 90 5 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 Cyclopentane, methyl- Concentration Rank 3

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

5.79 22.25 ug/1 832446 Pentafluorobenzene 7.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 50
5 1-Hexene 84 C6H12 000592-41-6 43

Abundance Scan 444 (5.793 min): VD061170.D (-438) (-) m/z 56.05 100.00%
56.0
5000 4.0 69.0 //\¥
84.0 540 560 580 6.00 620
50.0 || 62.9 77.0
0........,....,....,....,....,....,....,....,...II.I:.,....,:.'.:,...,....,.:!.,....,....,...!,....,.... m/z 41.00 52.23%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0

5.40 5.60 5.80 6.00 6.20
28.0 m/z 69.00 44.26%

84.0
15.0 ||| il || 50.0 ! 63'O|I | 77.0 |
Obrrerrrrrprrrrprrrryrresprereprerp ey b e g e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl-
56.0

41.0 540 5.60 580 6.00 6.20
5000 m/z 55.05 26.09%
27.0
69.0
10 180 ) |l 50.0 | 630 | 84.0
Olrrrrrrrpvrrprrrrrrer e e e e H e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- VANV VAR S ——
56.0 540 560 580 6.00 6.20
27.0 m/z 39.05 23.76%
5000
42.0
-
OlrrrrrrrprrrrrerrrreprrrrprrreH e e e R A REREREE
mz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 Hexane, 3-methyl- Concentration Rank 7

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

7.27 15.00 ug/I1 561237 Pentafluorobenzene 7.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 95
2 Heptane. 3.4-dimethvl- 128 C9H20 000922-28-1 59
3 Heptane 100 C7H16 000142-82-5 53
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 53
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 53

Abundance Scan 594 (7.270 min): VD061170.D (-587) (-) m/z 43.00 100.00%
43.0
570 700
5000
| | | 851 1001 7.00 7.20 7.40 7.60
O R o L e et L e m/z 70.00 58.18%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3977: Hexane, 3-methyl- /\N
43.0

5000 57.0 700 e e AR

29.0 7.00 7.20 7.40 7.60
m/z 71.10 53.53%
15.0 | | 85.0 100.0
R B R e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12682: Heptane, 3,4-dimethyl-
43.0
57.0
70.0 7.00 7.20 7.40 7.60
5000 m/z 41.00 53.49%
29.0 85.0
99.0
ol 150 | II, “ | 113.0 128.0
LA B o o o e R A RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3973: Heptane
43.0 7.00 7.20 7.40 7.60
m/z 57.05 52.66%
57.0
5000 710
29.0 100.0
|, | ss0
O e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 Cyclopentane, 1,3-dimethyl-__._. Concentration Rank 9

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

7.60 6.46 ug/Il 241705 Pentafluorobenzene 7.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 80
2 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 64
3 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 64
4 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 62
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 62

Abundance Scan 628 (7.604 min): VD061170.D (-623) (-) m/z 69.95 100.00%

7d.0
56.0
41.0
5000
83.0
| | ||| 98.0 7.20 7.40 7.60 7.80 8.00
b e e Ll L Tm/Zz 56.05  67.00%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0

5000 [TrrrprrrrprrrrrrriprT
83.0 7.20 7.40 7.60 7.80 8.00
970 - m/z 41.00 57.63%
| 98.0
0 | | | 1] | 1y |
,,,,,,,,,
m/z--> 10 20 50 60 70 80 90 100
Abundance #3406. Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 55.00 56.18%

27.0

15.0 ‘ ‘
‘ \“ \H |

83.0 98.0
0 ..,..‘..,....,....,....ia. B e O e
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #19514. 2H Pyran-2,6(3H)-dione, dihydro-4,4-dimethy!-
56.0

720 7.40 7.60 7.80 8.00
m/z 43.05 36.41%

70.0

5000 41.0
2o | J\
oL 150 " 1| T 830 980

m/z--> 10 20 30 40 50 60 70 80 90 100 7.20 7.40 7. 60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 Heptane Concentration Rank 6

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

8.01 15.71 ug/Il 652939 1,4-Difluorobenzene 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 90
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 50
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 47
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 40
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38

Abundance Scan 669 (8.008 min): VD061170.D (-663) (-) m/z 43.05 100.00%
43.0
5000 57.0 711
100.1 ISR SN SRR
| | 85.0 | 7.60 7.80 8.00 8.20 8.40
-t et e e m/z 41.05 63.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3971: Heptane
43.0
5000 29.0 57.0 710
7.60 7.80 8.00 8.20 8.40
0
100.0 m/z 71.10 49.92%
1.0 150 ||, 85.0
s S AR RS RN AR RARAS RAARS AARAN AR RALRS SRRAS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3974 Hexane, 3-methyl-
43.0
710 7.60 7.80 8.00 820 8.40
57.0
5000 m/z 57.05 49.18%
29.0
0 15.0 \‘ - 830 1000
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7660: Pentane, 2,3,4-trimethyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 56.05 34 .36%
71.0
5000
27.0 55.0
0 H \‘\‘ H 83.0 97.0 114.0
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 D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 9 Heptane, 2-methyl- Concentration Rank 8

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

9.90 6.96 ug/Il 289073 1,4-Difluorobenzene 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 95
2 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 87
3 Heptane. 3-ethvl- 128 C9H20 015869-80-4 40
4 Hexane. 4-ethvl-2-methvl- 128 C9H20 003074-75-7 38
5 Butane, 1-(ethenyloxy)-3-methyl- 114 C7H140 039782-38-2 35

Abundance Scan 861 (9.898 min): VD061170.D (-856) (-) m/z 57.00 100.00%
43.0 57.0
5000
70.0
| I || 84.0 QTO 114.1 9.60 9.80 10.00 10.20
O B e L S e m/z 43.00 87 .06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7632: Heptane, 2-methyl-
43.0 57.0
5000 9.60 9.80 10.00 10.20
280 700 9.0 m/z 41.00 44.56%
oL aso Ll gl | eso | O
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7639: Hexane, 2,5-dimethyl-
43.0 570
9.60 9.80 10.00 10.20
5000 m/z 42.05 39.26%
27.0 710 99.0
oL_20 150 Ll sso 114.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 N
Abundance #12676: Heptane, 3—ethy|— L L B L B N |
57.0 9.60 9.80 10.00 10.20
m/z 69.95 20.76%
43.0
5000
29.0
‘ ‘ 700 98.0
0 ‘\ “ ‘\\ \H 85.0 ‘\ 113.0 128.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031819\
Data File : VD061170.D

Aca On : 19 Mar 2019 4:34

Operator : VA/AP

Sample = K1928-06

Misc : 6.65a0/5mlI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M
Quant Title : 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 Heptane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.10 5.32 ug/Il 220976 1,4-Difluorobenzene 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 90
2 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 64
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
4 Hexane. 2-methvl- 100 C7H16 000591-76-4 59
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53
Abundance Scan 882 (10.105 min): VD061170.D (-878) (-) m/z 43.00 100.00%
43.0
57.0
5000 85.0
| | 70 1141 9.80 10.00 10.20 10.40
o) S | AN | NSRRI | I m/z 57.05 75.37%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7628: Heptane, 3-methyl-
43.0
57.0
85.0

5000 R N e Eama
980 10 00 10. 20 10. 40

29.0 m/z 41.00 60.81%

AT |‘ no | e muo
B L B o i o e e R e e R EEA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #19204: Heptane, 3,4,5-trimethyl-

43.0 85.0

9.80 10 00 10. 20 10.40

57.0

5000 ' m/z 85.05 49.64%
29.0
69.0
0 “ ‘ ! \‘ |
T T L T T e e
m/z--> 10 20 40 S50 60 70 80 90 100 110 120
Abundance #7642: Hexane, 2,4-dimethyl- R
430 570 9.80 10.00 10.20 10.40

m/z 84.00 43 .95%

85.0
5000
29.0 71.0
150 | Il | 990 1140
0NN N RN | NN N PN M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD031819\
Data File : VD061170.D

Acq On : 19 Mar 2019 4:34

Operator : VA/AP

Sample - K1928-06

Misc : 6.659/5ml/MSVOA_D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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]
Butane, 2-methyl- 2.37 20.9 ug/I1 782191 1 7.03 1870450 50.0
Pentane 2.64 25.9 ug/I1 970124 1 7.03 1870450 50.0
Pentane, 3-methyl- 4.23 17.7 ug/I1 661798 1 7.03 1870450 50.0
n-Hexane 4.70 241 ug/I1 901463 1 7.03 1870450 50.0
Cyclopentane, met... 5.79 22.3 ug/l 832446 1 7.03 1870450 50.0
Hexane, 3-methyl- 7.27 15.0 ug/I1 561237 1 7.03 1870450 50.0
Cyclopentane, 1,3... 7.60 6.5 ug/Il 241705 1 7.03 1870450 50.0
Heptane 8.01 15.7 ug/I1 652939 2 8.20 2077690 50.0
Heptane, 2-methyl- 9.90 7.0 ug/l 289073 2 8.20 2077690 50.0
Heptane, 3-methyl- 10.10 5.3 ug/Il 220976 2 8.20 2077690 50.0
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