LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 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 N\METHODS\82N070820W.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 2.156 103 119 136 rBv 511827 752387 1.37% 0.269%
2 2.773 294 311 338 rBVY 1782609 3634345 6.60% 1.298%
3 3.104 398 414 447 rVB3 1051617 2672418 4 .85% 0.954%
4 3.284 453 470 493 rBV 322985 713951 1.30% 0.255%
5 3.529 531 546 575 rVB 793823 1927120 3.50% 0.688%
6 4.384 781 812 827 rBV2 247279 793287 1.44% 0.283%
7 4.548 828 863 920 rVB6 832570 5240214 9.52% 1.871%
8 5.001 972 1004 1038 rBV3 835377 3097135 5.63% 1.106%
9 5.522 1141 1166 1195 rBV 359135 1120027 2.03% 0.400%
10 5.879 1263 1277 1300 rVB 317185 995128 1.81% 0.355%

11 6.021 1300 1321 1338 rBv2 183139 590712 1.07% 0.211%
12 6.326 1396 1416 1443 rVB2 261086 801468 1.46% 0.286%
13 6.580 1475 1495 1513 rBV2 963574 2949426 5.36% 1.053%
14 7.349 1721 1734 1753 rVB2 329583 871550 1.58% 0.311%
15 7.612 1777 1816 1833 rBV8 825561 3239423 5.88% 1.157%

16 7.705 1834 1845 1864 rVB3 379335 1069270 1.94% 0.382%
17 7.837 1864 1886 1901 rBvV2 525507 1368406 2.49% 0.489%
18 8.005 1917 1938 1957 rBV 7540382 18608868 33.80% 6.645%
19 8.127 1959 1976 1983 rVvV8 447950 1280593 2.33% 0.457%
20 8.197 1984 1998 2013 rVB 4455429 10708600 19.45% 3.824%

21 8.400 2040 2061 2088 rVvB3 237627 733361 1.33% 0.262%
22 8.548 2088 2107 2129 rBv4 918238 2501874 4._.54% 0.893%
23 9.046 2233 2262 2275 rBV2 1078292 3111793 5.65% 1.111%
24 9.239 2310 2322 2335 rVB 281647 562978 1.02% 0.201%
25 9.583 2418 2429 2437 rBV 608081 1183921 2.15% 0.423%

26 9.934 2524 2538 2549 rVB3 371009 1001009 1.82% 0.357%
27 10.059 2564 2577 2586 rBV2 885990 1757825 3.19% 0.628%
28 10.127 2586 2598 2610 rVB 4919806 9025214 16.39% 3.223%
29 10.490 2701 2711 2729 rVB4 447386 951742 1.73% 0.340%
30 11.381 2976 2988 3007 rBV 716538 1526755 2.77% 0.545%

31 11.483 3008 3020 3038 rVV 6880720 12010903 21.82% 4._.289%
32 11.596 3039 3055 3077 rVvV 25880027 55050748 100.00% 19.658%
33 11.921 3136 3156 3176 rVB 12591154 22317789 40.54% 7.969%
34 12.223 3240 3250 3261 rVB 475041 775319 1.41% 0.277%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 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_N\METHODS\82N0O70820W .M
SW846 8260

35 12.377 3285 3298 3309 rBvV 547596 941609 1.71% 0.336%

36 12.567 3345 3357 3365 rBV 616084 975773 1.77% 0.348%
37 12.631 3365 3377 3383 rVV 6615994 11284719 20.50% 4 _.030%
38 12.664 3383 3387 3394 rVV 3796592 5349455 9.72% 1.910%
39 12.709 3394 3401 3420 rVB 4689476 7357150 13.36% 2.627%
40 12.866 3436 3450 3467 rBV 3851787 6360762 11.55% 2.271%

41 13.017 3482 3497 3509 rBV 14319902 24347115 44.23% 8.694%
42 13.348 3580 3600 3629 rVB 5009341 9224870 16.76% 3.294%
43 13.519 3631 3653 3660 rVV 4411353 8409953 15.28% 3.003%
44 13.557 3660 3665 3683 rvB2 1723517 2923718 5.31% 1.044%
45 13.708 3700 3712 3723 rVB2 625352 1330487 2.42% 0.475%

46 13.776 3723 3733 3738 rBV 1309385 2065370 3.75% 0.738%
47 13.863 3751 3760 3770 rVB 2018544 3026621 5.50% 1.081%
48 13.969 3784 3793 3809 rVB2 1511455 2427248 4.41% 0.867%
49 14.101 3824 3834 3845 rVB 517937 812182 1.48% 0.290%
50 14.184 3845 3860 3866 rBV 1280621 2043752 3.71% 0.730%

51 14.223 3866 3872 3881 rVB 1720669 2497427 4._.54% 0.892%
52 14.451 3933 3943 3952 rBV 1253251 1910717 3.47% 0.682%
53 14.567 3966 3979 3990 rBV3 2018127 3929840 7.14% 1.403%
54 14.628 3990 3998 4010 rVB4 360954 617679 1.12% 0.221%
55 14.715 4014 4025 4040 rBV2 362376 635926 1.16% 0.227%

56 14.824 4040 4059 4066 rBV5 471977 1133324 2.06% 0.405%
57 14.930 4079 4092 4108 rVB2 431188 954980 1.73% 0.341%
58 15.104 4126 4146 4159 rBV 1625778 2842368 5.16% 1.015%
59 16.120 4450 4462 4488 rVB 476600 991313 1.80% 0.354%
60 16.313 4506 4522 4540 rBV 322402 702221 1.28% 0.251%

Sum of corrected areas: 280042138
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.M
Quant Title : SW846 8260

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

Abundance TIC: VN062440.D
2.5e+07

2e+07

1.5e+07

1e+07

5000000

2.77
216 310 559 353 438455 5.00 5.52 588502 633 0.8

04
Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN062440.D

2.5e+07 11160

2e+07
1.5e+07

1e+07
8.00 11.44

10.13
10.49 11.3 {‘

L
11.00

5000000 8.20

7. 8.55 9.05 9.58 }
o1 T \BJ a0l N e R 9SSR

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VN062440.D
2.5e+07

2e+07

1.5e+07 13.02

11.92

1e+07

5000000

16.1216.31

0! - - o~ — . -
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 N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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.

2.77 56.10 ug/1 3634350 Pentafluorobenzene 7.63
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 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Propene. 2-methvl- 56 C4H8 000115-11-7 10
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 310 (2.770 min): VN062440.D (-294) (-) m/z 43.05 100.00%
57
5000
| 240 260 2.80 3.00 3.20
0 il e e e || m/z 41.05  88.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000 RS RSN SRR ---- -
240 260 280 3.00 3.20
29 m/z 42.05 86.10%
15 “ ‘ Al 7?
e L L I S L S S BRI B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
3 240 260 2.80 3.00 3.20
5000 m/z 57.10 62.79%
15 57 72
G L L I S S S S BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane A M .... .

43 240 260 280 300 320
m/z 38.95 28.06%

5000
i i
0"}?P'M'I“'uI'J'I"”I"'W""P"'P"'I”"I'”'

m/z--> 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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 7

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

3.10 41.25 ug/1 2672420 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane. ethvl- 72 C4HB80 000106-88-7 40
3 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 38
4 Butane. 2-methvl- 72 C5H12 000078-78-4 38
5 1-Pentanol 88 C5H120 000071-41-0 9

Abundance Scan 413 (3.101 min): VN062440.D (-398) (-) m/z 43.05 100.00%
5000
5|7 72 . 280 3.00 320 340
ol e —— m/z 42.05 59.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43
5000
2.80 3.00 3.20 3.40
27 57, m/z 41.05 52.25%
0"}?Iﬂh'hl'ﬂh"l'l”"I"'W""I'”'I""P"'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
2.80 3.00 3.20 3.40
5000 27 m/z 39.10 18.41%
57 71
15
L L I S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #638: Diaziridine,3,3-dimethyl-
3P 2.80 3.00 3.20 3.40
m/z 57.10 14 .67%
5000
54
‘ 3 72
0'"'|'""‘Hl"'Ul""|""|""l""l""l""l""l"" AN R L L
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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 Cyclopropane, 1,2-dimethyl-__._. Concentration Rank 10

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

3.53 29.74 ug/1 1927120 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
3 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
4 1-Butene. 3-methvl- 70 C5H10 000563-45-1 86
5 2-Pentene 70 C5H10 000109-68-2 83

Abundance Scan 546 (3.529 min): VN062440.D (-531) (-) m/z 55.05 100.00%
55
5000 70
41
| 3.20 3.40 3.60 3.80
oty b 207 "m/z 70.05  40.54%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 3.20 3.40 3.60 3.80
ZQ‘H m/z 41.05 29.49%
0 W"'W"”I"”I'“”I'”'I'”'I'”'I'”' [rrrrprrorrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
55
3.20 3.40 3.60 3.80
5000 m/z 39.05 29.40%
41 70
27
1 15
e A UL S I B B L W A
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55 3.20 3.40 3.60 3.80
m/z 42.10 23.63%
5000 70
41
29 ‘
0 w"'w'H“h“”Ml'w“l"“l"“l'“'l'“' [rrrrprrorrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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 Pentane, 2-methyl- Concentration Rank 2

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

4_.55 80.88 ug/1 5240210 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 64
3 Pentane 72 C5H12 000109-66-0 33
4 Oxalic acid. pentvl propvl ester 202 C10H1804 1000309-25-7 25
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 23

Abundance Scan 864 (4.551 min): VN062440.D (-828) (-) m/z 43.10 100.00%
43 é
5000 7
32 57 20 4.40 4.60 4.80
420 4.40 4.60 4.
4953|| 62 86
0““mvmvmvmvmv“W“W“W“h'W“T“¢LT“W“¢“W“W“W“W“W' m/z 42.10 64.41%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl-
43
5000
27 7 420 4.40 4.60 4.80
39 m/z 41.05 42 .12%
15
0'“”“IE”P“'P”J'“W“'W“wﬁ%“P“'“'*““P?ELE”P§%§?W““I““I““?§“P“W”
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
420 4.40 4.60 4.80
5000 m/z 71.10 36.47%
71
27 39 55 86
0 15 51 63 67
SRR L Ly S KL KA A MRS KAL) ALY AR ML ALt ALY LA LA RS R LA Nkt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #708: Pentane e
43 420 4.40 4.60 4.80
m/z 39.05 19.21%
5000 27
39
57
0 2 ﬁs Qs ) . 53, | 7?
miz--> T T 15 0 35 b 35 b 45 o o o 65 70 75 5 55 %0 55 420 4.40 460 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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 6

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

6.58 45.52 ug/1 2949430 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclohexane 84 C6H12 000110-82-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 64

Abundance Scan 1495 (6.580 min): VN062440.D (-1475) (-) m/z 56.10 100.00%
56
41
5000 69
84 6.20 6.40 6.60 6.80 7.00
37 51 | 6165 | 7377
0........,....,....,....,....,....,....,....,....|,'.l.'.,....,:.::,:..,....,.:.'.,....,....,....',....,...., m/z 41.05 52.40%
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
41
5000 69
6.20 6.40 6.60 6.80 7.00
28 a1 m/z 69.05 40.71%
15 I 37 “ 55“\\‘ ! 65\\ . " ‘
S A Ly LA AR AN LA AL AR AR AL IRl AR SRS RALAL kol AL SR Al kel
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
84 SRS S A
6.20 6.40 6.60 6.80 7.00
5000 4 m/z 55.05 24 _.91%
69
27
0 15 37 51 65 77
RAALALAR) Uk LRI MAALY R MAALA LA RAAS! LA SAAR) LALAA RAAS) ALY R NAAA) MR AR MY WA AL B
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 6.20 6.40 6.60 6.80 7.00
a1 m/z 42.05 22 .43%
5000
27
69
0 1 1\5 ! ‘ 37\ ‘\ 51\\‘ ! 65 ‘ 84
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

8.20 214.01 ug/l 10708600 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17

Abundance Scan 1999 (8.201 min): VN062440.D (-1984) (-) m/z 73.10 100.00%
7B
5000 43
55 87
R R
7.80 8.00 8.20 8.40 8.60
o...,....,....,..3.6.',|:.'..,..‘:.,‘?"’...;'.:..,....,...9.8,....,....,....,.... m/z 43.10 37.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 7.80 8.00 820 8.40 8.60
55 87 m/z 55.10 29.29%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
7.80 8.00 8.20 8.40 8.60
5000 41 55 m/z 87.10 24 .43%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- e
73 7.80 8.00 820 8.40 8.60
m/z 41.10 13.67%
5000 55
43
27
o B M“\ 163 || 83 98 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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 1,4-Hexadiene, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.49 31.17 ug/1 951742 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 81
2 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 76
3 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 68
4 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 64
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 62
Abundance Scan 2711 (10.490 min): VN062440.D (-2701) (-) m/z 95.10 100.00%
95
5000
55 o
41 110
|| ‘ 8]1 | | 126 207 10.20 10.40 10.60 10.80
ol el gl Wy il 225 07 0 "m/z 55.10 36.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5993: 1,4-Hexadiene, 2,3-dimethyl-
95
41 &7
5000 10.20 10.40 10.60 10.80
55 : : : :
27 ‘ o 110 m/z 67.00 29.76%
0 |||||‘l“||‘H‘l|“l“l||‘l“: |Hi‘||‘|‘l||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
10.20 10.40 10.60 10.80
5000 27 . o 67 m/z 97.10 22.08%
110
15 79
L S S L L W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95 10.20 10.40 10.60 10.80
m/z 110.10 21.53%
5000
67 110
41 955 82
27
0 ...|.‘.‘..‘i“..‘.“‘ﬁlu‘l‘..Hl“..‘.‘ll..“..|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.63 61.16 ug/l 11284700 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3377 (12.631 min): VN062440.D (-3365) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 12.40 12.60 12.80 13.00
o! bl 2L A58 207 95610 34.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000 RIS BN BRI SO
120 12.40 12.60 12.80 13.00
m/z 77.00 15.05%
27 39 51 65 77 91
Oul.‘...‘l‘..“.‘.‘l‘.‘...“‘lu.‘k.l‘k‘..‘.l‘....luuu.|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
1240 12,60 12.80 13.00
5000 m/z 91.05 14 .32%
120
L S L L UL B L B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9414: Benzene, 1,2,3-trimethyl-
105 12.40 12.60 12.80 13.00
m/z 79.00 10.36%
5000 120
27 % 51 63 [ 91
L lly1 i | A Ll i
O'Iﬂ"t'ﬂ”l"'MP'L'I”"“"”I""P"'I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062440.D

Aca On > 9 Jul 2020 5:35

Operator : JC/MD

Sample : L3215-19

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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 Indane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.52 45.58 ug/1 8409950 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 92
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 92
3 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 89
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 86
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 64

Abundance Scan 3653 (13.519 min): VN062440.D (-3631) (-) m/z 117.05 100.00%
117
5000
o1 105
39 51 63 7 a4 ‘ 157134 13.20 13.40 13.60 13.80
o R NS U v S -8 N PR PR A S m/z 118.10 55.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000
13.20 13.40 13.60 13.80
39 58 91 m/z 115.05 33.49%
ooz 2 |5 77 | 1030 ‘\ |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
13.20 13.40 13.60 13.80
5000 o1 m/z 105.05 27 .78%
39 51 63
. 5 27 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117 13.20 13.40 13.60 13.80
m/z 91.05 20.06%
5000
91
39 515865 77 ‘ 103
o ...,....,..2.‘?,....‘,....ﬁ‘a..‘l,:U..,...‘l,?ﬂ.‘,:...,a‘..l.ll(.).l.‘,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO70820\
Data File : VN062440.D

Acq On > 9 Jul 2020 5:35

Operator : JC/MD

Sample - L3215-19

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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- 2.77 56.1 ug/1 3634350 1 7.63 3239420 50.0
Pentane 3.10 41.3 ug/l 2672420 1 7.63 3239420 50.0
Cyclopropane, 1,2... 3.53 29.7 ug/1 1927120 1 7.63 3239420 50.0
Pentane, 2-methyl- 4.55 80.9 ug/1 5240210 1 7.63 3239420 50.0
Cyclopentane, met... 6.58 45.5 ug/l1 2949430 1 7.63 3239420 50.0
Butane, 2-methoxy... 8.20 214.0 ug/1 10708600 2 8.55 2501870 50.0
1,4-Hexadiene, 2,... 10.49 31.2 ug/Il 951742 3 11.38 1526760 50.0
Benzene, l-ethyl-_.. 12.63 61.2 ug/1 11284700 4 13.32 9224870 50.0
Indane 13.52 45.6 ug/l 8409950 4 13.32 9224870 50.0
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