LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 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\82N042720W_.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 1.638 3 15 63 rBvY 3848380 14844062 100.00% 28.616%
2 2.153 171 175 192 rVB 139714 195472 1.32% 0.377%
3 2.770 349 367 387 rBV 442291 903155 6.08% 1.741%
4 3.101 456 470 497 rVB2 165968 394305 2.66% 0.760%
5 3.284 512 527 544 rVB 71737 156781 1.06% 0.302%
6 3.526 588 602 626 rVB 62096 149660 1.01% 0.289%
7 3.760 655 675 696 rBV3 50691 159442 1.07% 0.307%
8 4.487 879 901 905 rBV2 126418 338374 2.28% 0.652%
9 5.001 1032 1061 1096 rBV 195129 698958 4.71% 1.347%
10 5.519 1201 1222 1244 rBV2 55311 174594 1.18% 0.337%

11 6.323 1451 1472 1494 rBvV4 51094 161176 1.09% 0.311%
12 6.580 1533 1552 1572 rVvVv 246652 751975 5.07% 1.450%
13 7.551 1833 1854 1861 rBV 83806 221483 1.49% 0.427%
14 7.622 1863 1876 1890 rVV5 249478 724414 4._.88% 1.396%
15 7.706 1891 1902 1921 rVB3 109555 313261 2.11% 0.604%

16 7.837 1925 1943 1956 rBV 79736 196369 1.32% 0.379%
17 7.988 1974 1990 2008 rBV 111181 274221 1.85% 0.529%
18 8.124 2017 2032 2038 rBV2 81967 192684 1.30% 0.371%
19 8.178 2040 2049 2068 rvv4 138817 457925 3.08% 0.883%
20 8.548 2144 2164 2187 rBV2 414862 1034727 6.97% 1.995%

21 9.046 2294 2319 2332 rBv4 131095 430130 2.90% 0.829%
22 9.487 2446 2456 2474 rVB 81059 160446 1.08% 0.309%
23 9.622 2493 2498 2514 rVB3 106321 215022 1.45% 0.415%
24 10.059 2621 2634 2645 rBV 441433 825969 5.56% 1.592%
25 10.127 2645 2655 2667 rVB 238084 431787 2.91% 0.832%

26 11.381 3032 3045 3059 rBvV 408165 711214 4._.79% 1.371%
27 11.484 3065 3077 3095 rVB 444770 755667 5.09% 1.457%
28 11.593 3095 3111 3134 rBV 1434876 2706575 18.23% 5.218%
29 11.921 3194 3213 3233 rBV 724626 1208445 8.14% 2.330%
30 12.223 3295 3307 3319 rBvV 217255 354052 2.39% 0.683%

31 12.377 3342 3355 3372 rBV 322056 538826 3.63% 1.039%
32 12.567 3398 3414 3423 rBV 623235 970763 6.54% 1.871%
33 12.631 3423 3434 3439 rVV 1066344 1693947 11.41% 3.265%
34 12.664 3440 3444 3451 rVvVv 752391 1047197 7.05% 2.019%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 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\82N042720W .M
SW846 8260

35 12.709 3451 3458 3476 rVB 922905 1419131 9.56% 2.736%

36 12.866 3493 3507 3524 rBV 940453 1516968 10.22% 2.924%
37 13.014 3535 3553 3578 rBV 3674360 5879401 39.61% 11.334%
38 13.143 3578 3593 3604 rVV3 67617 165738 1.12% 0.320%
39 13.319 3637 3648 3651 rBV 430677 635283 4.28% 1.225%
40 13.348 3652 3657 3674 rVB 691041 1055486 7.11% 2.035%

41 13.487 3689 3700 3703 rBVY 198570 277870 1.87% 0.536%
42 13.519 3703 3710 3716 rVvV 449711 683928 4.61% 1.318%
43 13.561 3716 3723 3742 rVB3 414796 809535 5.45% 1.561%
44 13.715 3760 3771 3780 rBVY 151205 235602 1.59% 0.454%
45 13.779 3780 3791 3796 rBVY 336111 557180 3.75% 1.074%

46 13.863 3808 3817 3828 rVB 478857 722318 4._.87% 1.392%
47 13.969 3841 3850 3862 rVB 200469 325462 2.19% 0.627%
48 14.104 3881 3892 3902 rVB 108913 167900 1.13% 0.324%
49 14.184 3902 3917 3923 rBVY 316558 510282 3.44% 0.984%
50 14.223 3923 3929 3939 rVB 440971 657677 4.43% 1.268%

51 14.451 3991 4000 4010 rBV 203358 309367 2.08% 0.596%
52 14.567 4022 4036 4048 rBV3 366370 748526 5.04% 1.443%
53 14.827 4100 4117 4135 rVV5 66170 200532 1.35% 0.387%
54 15.104 4193 4203 4215 rVB 124813 214207 1.44% 0.413%
55 16.126 4508 4521 4541 rVB 106585 217495 1.47% 0.419%

56 16.313 4567 4579 4597 rVB 84713 171172 1.15% 0.330%

Sum of corrected areas: 51874138

82N042720W.M Fri May 01 12:52:52 2020 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN061212.D

1164
3500000
3000000
2500000
2000000
1500000

1000000

500000 2.77

310 358 353 3.76

0!

Time--> 1.60 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

Abundance TIC: VN061212.D
3500000
3000000
2500000
2000000

1500000

1000000

500000 8.55 10.06

0.13
7 7.9 9.05 .62
N L I N e i

11.59

I I I
Time--> 7.00 7. 50 8. OO 8. 50 9.00 9.50 10.00

—— L
10.50 11.00 11.50

Abundance TIC: VN061212.D

13.01
3500000

3000000
2500000
2000000

1500000

12, %3712 87

11.92 12. 13.35
500000 32.38

1000000

13, 2 361 1386 142 1457
12.23% 13, 14
AN L1314 91741 /\jL 1483 1510
ob——— A A JYIL L) \ .

16.1316.31
N

Time--> 12.00 12.50 13.00 13 50 14 OO 14 50 15 OO

—r—T
15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 Butane, 2-methyl- Concentration Rank 4

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

2.77 62.34 ug/1 903155 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 C4HS8 000115-11-7 14
5 1-Butene 56 C4HS8 000106-98-9 9

Abundance Scan 367 (2.770 min): VN061212.D (-349) (-) m/z 43.00 100.00%

43
57
5000

| 207 240 260 280 300 320
0 =-Hw---w---w---w---w---w---w---w---- m/z 40.95 88.85%

m/z--> 20 40 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000

240 260 2.80 3.00 3.20
29 m/z 42.00 87.46%

72
0 15 H “ A |
IR I o o o o LA o i e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
31

240 2.60 2.80 3.00 3.20

5000 m/z 57.00 61.30%
15 57 72
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane SN A GRS A -
43 240 260 280 300 320

m/z 39.00 29.96%

5000
27 57 72
s L)

ol A e e e e ; ”..“.....” VAR

m/z--> 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00 320
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 Pentane Concentration Rank 13

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

3.10 27.22 ug/1 394305 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 50
3 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 38
4 Butanal. 2.2-dimethvl- 100 C6H120 002094-75-9 9
5 Butane, 2-methyl- 72 C5H12 000078-78-4 9

Abundance Scan 470 (3.101 min): VN061212.D (-456) (-) m/z 42.95 100.00%
43
5000 /\
5|7 72 . 280 3.00 320 340
Ol b e e e e e 2ok | m/z 42.00  61.10%
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 40.95 53.89%
0"}?Iﬂh'tl'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 38.95 18.84%
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 57.00 14 .86%
5000
54 .,
O l"""l""|""|""|""l""l""l""l"" AN R L L IR
m/z--> 20 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\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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, 3-methyl- Concentration Rank 10

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

5.00 48.24 ug/1 698958 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
4 Oxirane. (l-methvlethvl)- 86 C5H100 001438-14-8 45
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 42

Abundance Scan 1061 (5.001 min): VN061212.D (-1032) (-) m/z 57.00 100.00%
57
41
5000
— e
71 86 4.60 4.80 500 5.20 5.40
o..,....,....,....|i!...‘??-.'.:,.‘?“?.,l....,....,....,....,....,. m/z 56.00 87.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1824: Pentane, 3-methyl-
57
41 ,
5000 29 DS SR RS L
460 480 500 520 5.40
m/z 41.00 65.97%
ol 15 | 51, 63 ‘1 86
mz-> 10 20 % 4 50 8 7 8 90 100 110 120
Abundance
57
4.60 4.80 5.00 5.20 5.40
5000 41 m/z 43.00 26.26%
29 71
0 14 51 65 | 77 85 113
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57 4.60 4.80 5.00 5.20 5.40
m/z 39.00 17.77%
5000 a1
71
o 15 \\ \“ 51 ||, 65 77 83 99 113
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method

> Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .M
Quant Title :

SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 8

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

6.58 51.90 ug/1 751975 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclohexane 84 C6H12 000110-82-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
4 Cvclopropane. propvl- 84 C6H12 002415-72-7 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 56

Abundance Scan 1552 (6.580 min): VN061212.D (-1533) (-) m/z 56.00 100.00%
56
41
5000 69
84 207 6.20 6.40 6.60 6.80 7.00
0 m/z 41.00 55.05%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
6.20 6.40 6.60 6.80 7.00
28 o m/z 69.00 41_.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
84
6.20 6.40 6.60 6.80 7.00
5000 4 m/z 54.95 26 .24%
69
27
15
e A S S UL B B L W B B
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1471: Cyclobutane, ethyl-
56 6.20 6.40 6.60 6.80 7.00
a1 m/z 38.95 23.69%
5000
27
‘ ‘ 69
0 .ﬁ.%ﬂnjuhhu‘,”..Fﬁ..“..w..” —
m/z--> 0O 20 40 60 8 100 120 140 160 180 200 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\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 Benzene, l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.63 133.32 ug/Il 1693950 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 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3434 (12.631 min):VN061212.D(—3423)d)(—) m/z 105.00 100.00%
105
5000
120
7 91
39 51 65 ‘ 12.40 12.60 12.80 13.00
Ol e e et e el e B L AL 7z 120.00 28.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.40 12.60 12.80 13.00
20 . o1 m/z 76.95 12.72%
o 2 T Sles® e o7 | 13
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 91.00 11.27%
120
18 27 39 5l cg 65 77 91
O N e S
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9420: Benzene, 1,2,4-trimethyl-

12.40 12.60 12.80 13.00
m/z 78.95 8.69%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 8 Benzene, l-ethenyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.52 53.83 ug/1 683928 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 70
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
4 Benzene. 1l-propenvl- 118 C9H10 000637-50-3 70
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 52
Abundance Scan 3710 (13.519 min): VN061212.D (-3703) (-) m/z 105.00 100.00%
105 117
5000
77 91 134 "|""|'7$4\""|""|
39 5 63 | | % (| ‘ 127 | 13.20 13.40 13.60 13.80
SR WO T WSO OO 1 | 1 N1 R m/z 117.00  83.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
5000
13.20 13.40 13.60 13.80
s 91 103 m/z 118.00 47.72%
51 58 65
o .,..%?,....‘,....i‘...‘l,a.‘..,..7.3,.8?'..‘,‘:...,a‘..l.lc.).l.‘,....,....,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 115.00 29.29%
91
. o7 39 515865 77 103
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8959: Benzene, 2-propenyl-
117 13.20 13.40 13.60 13.80
m/z 91.00 18.65%
5000
91
58
39 51 65 103 ‘
o .,..%?,....‘,....i‘...‘.‘,a.‘..,..ﬁ,?ﬂ.‘,‘a...,.‘..1.1(.).1.‘,....,....,..
m/z--> 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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 9 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.78 43.85 ug/1 557180 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 3791 (13.779 min): VN061212.D (-3780) (-) m/z 119.00 100.00%
119
5000
134
91
39 51 66 7 | 1?5 207 13.40 13.60 13.80 14.00
Ol bbbl bl il 207 1 TnzZ 134,00 30.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.40 13.60 13.80 14.00
7 s m/z 90.95 19.34%
39 51 65
...1.5|.2‘.7..‘|‘..“a‘.|‘a‘...‘”,..‘a.,“l“..‘M...‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.40 13.60 13.80 14.00
5000 m/z 105.00 12.95%
01 134
15 27 30 51 65 195
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14810: o-Cymene
119 13.40 13.60 13.80 14.00
m/z 76.95 11.69%
5000
134
15 27 39 51 65 77 |
0 R TR N 103 ) ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\

VN061212.D

30 Apr 2020 19:24

JC/MD

L2453-04

5.00mL/MSVOA N/WATER

15 Sample Multiplier: 1

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .M

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 Benzene, 4-ethyl-1,2-dimethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.86 56.85 ug/1 722318 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3816 (13.860 min): VN061212.D (-3808) (-) m/z 119.00 100.00%
119
5000
o1 134
39 51 65 /7 105 007 13.60 13.80 14.00 14.20
O bl il 207 Tm/z 134.00 27.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
. 105 m/z 91.00 18.41%
65
...1.5,.2.7..3?..5.1.,....,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.00 10.29%
134
15 27 39 51 65 77 91 105
O i TR R R
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 76.95 9.93%
5000
7 91 134
39 51 65 105
...1.5|.2‘.7..‘|‘..‘.‘.|‘a‘...‘“,..“..,“l‘..M...‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 11 Indan, l1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.97 25.62 ug/1 325462 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 93
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 90
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 87
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 81
Abundance Scan 3850 (13.969 min): VN061212.D (-3841) (-) m/z 117.00 100.00%
117
5000
91 132
51 77 13.60 13.80 14.00 14.20
ol 18 281 m/z 119.00  37.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14031: Indan, 1-methyl-
117
5000
132 13.60 13.80 14.00 14.20
o1 m/z 115.00 34 .49%
B8 1 b
o e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
13.60 13.80 14.00 14.20
5000 132 m/z 132.00 25.12%
91
) by 5177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
u7, ., 13.60 13.80 14.00 14.20
m/z 91.00 22 .32%
5000 o1
39 65
0.}ﬁu”ﬂ.”uﬂ.dpJm,u.w.mw.”.P.”,”..”...”...”,”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 12 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.18 40.16 ug/1 510282 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 3916 (14.181 min): VN061212.D (-3902) (-) m/z 119.00 100.00%
119
5000 134
39 Wm 13.80 14.00 14.20 14.40
6 105 . : . :
o S S e T -/ A - m/z 133.95 46.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
13.80 14.00 14.20 14.40
o1 m/z 90.95 17.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
134 13.80 14.00 14.20 14.40
5000 m/z 120.00 10.13%

91
15 3953 77 7105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 13.80 14.00 14.20 14.40
m/z 77.00 9.73%
134
5000
77 %% 105
O.HPLNLE.N”.“ﬂ.“”vLJH.”..”..”..”..”.”.w”.w”
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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Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .M

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 13 Benzene, 1,2,4,5-tetramethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.22 51.76 ug/1 657677 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3928 (14.220 min): VN061212.D (-3923) (-) m/z 119.00 100.00%
119
5000 134
91
39 51 65 77 | 103 207 14.00 14.20 14.40 14.60
Ob ket e i e 207 Tn/z 134,100 43.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
14.00 14.20 14.40 14.60
91 m/z 91.00 17.38%
15 27 % 51 65 7T 103
m/z--> 25 Jo eb éo 160 150 150 1éo 1§0 260
Abundance
119
14.00 14.20 14.40 14.60
5000 134 m/z 120.00 10.41%
15 27 39 51 65 77 o 105
O T e e e S T A A T e m N
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 14.00 14.20 14.40 14.60
m/z 77.00 9.48%
134
5000
21 39 51 g5 77 N e
0 ...|.‘...‘l..“ﬁ‘.|‘k‘...“‘|..‘..|‘.‘..‘.‘l...“.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061212.D

Aca On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 15 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .57 58.91 ug/1 748526 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 91
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 70
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
Abundance Scan 4037 (14.570 min): VN061212.D (-4022) (-) m/z 116.95 100.00%
117
5000
132
91
39 51 65 77 103 148 007 14.20 14.40 14.60 14.80
o} R e m/z 132.00 34 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 14.20 14.40 14.60 14.80
0,
L7 39 51 65 77 Lo m/z 114.95 28.44%
15 90 | b |
0 |||||‘||||||H‘|‘|‘|||“i“|||‘=||Mi‘|||||‘l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 14.20 14.40 14.60 14.80
5000 m/z 119.00 25.88%
91
39
27 51 63 77
15 105
e S S S UL S B B L LN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117 14.20 14.40 14.60 14.80
m/z 131.00 18.06%
5000
91 132
27 39 51 g5 77 ‘ 105
0 ...lu‘...lu.“ﬁ‘.l‘k‘...M‘luu‘..l‘ﬁ‘..Hluu‘.‘.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN043020\
Data File : VN061212.D

Acq On : 30 Apr 2020 19:24

Operator : JC/MD

Sample : L2453-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 62.3 ug/I 903155 1 7.63 724414 50.0
Pentane 3.10 27.2 ug/I1 394305 1 7.63 724414 50.0
Pentane, 3-methyl- 5.00 48.2 ug/1 698958 1 7.63 724414 50.0
Cyclopentane, met... 6.58 51.9 ug/Il 751975 1 7.63 724414 50.0
Benzene, l-ethyl-._.. 12.63 133.3 ug/l 1693950 4 13.32 635283 50.0
Benzene, l-etheny... 13.52 53.8 ug/I1 683928 4 13.32 635283 50.0
Benzene, 2-ethyl-_.. 13.78 43.9 ug/1 557180 4 13.32 635283 50.0
Benzene, 4-ethyl-_... 13.86 56.9 ug/I 722318 4 13.32 635283 50.0
Indan, 1-methyl- 13.97 25.6 ug/I1 325462 4 13.32 635283 50.0
Benzene, 1,2,3,4-_... 14.18 40.2 ug/1 510282 4 13.32 635283 50.0
Benzene, 1,2,4,5-... 14.22 51.8 ug/I 657677 4 13.32 635283 50.0
Benzene, 2-etheny... 14.57 58.9 ug/I 748526 4 13.32 635283 50.0
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