LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 71 rBvY 3901215 15618680 100.00% 23.028%
2 2.770 349 367 397 rBV 733098 1496097 9.58% 2.206%
3 3.101 453 470 492 rVB 282083 605317 3.88% 0.892%
4 3.760 654 675 698 rBv4 57538 181988 1.17% 0.268%
5 4.487 880 901 905 rBV3 119709 317874 2.04% 0.469%
6 5.001 1034 1061 1090 rBv2 177827 638671 4._.09% 0.942%
7 5.519 1199 1222 1245 rBV 91353 285734 1.83% 0.421%
8 5.812 1294 1313 1323 rBV3 76079 241649 1.55% 0.356%
9 6.021 1356 1378 1396 rBv4 55880 178783 1.14% 0.264%
10 6.156 1396 1420 1451 rVB3 46841 168040 1.08% 0.248%

11 6.323 1451 1472 1500 rBV2 75747 237166 1.52% 0.350%
12 6.580 1532 1552 1573 rBV 408238 1246280 7.98% 1.837%
13 7.551 1835 1854 1860 rBV2 74773 189310 1.21% 0.279%
14 7.619 1861 1875 1890 rVvVe 325728 968289 6.20% 1.428%
15 7.706 1891 1902 1922 rVB3 122817 358097 2.29% 0.528%

16 7.837 1926 1943 1956 rBV 71450 176884 1.13% 0.261%
17 7.989 1974 1990 2005 rBvV 103028 250686 1.61% 0.370%
18 8.124 2018 2032 2038 rBV2 72188 169732 1.09% 0.250%
19 8.175 2039 2048 2068 rvv4 134638 469789 3.01% 0.693%
20 8.548 2145 2164 2189 rBV3 424322 1110546 7.11% 1.637%

21 8.828 2227 2251 2267 rVB5 68779 213390 1.37% 0.315%
22 9.046 2291 2319 2332 rBV2 183385 560864 3.59% 0.827%
23 9.487 2447 2456 2474 rVB 83207 162508 1.04% 0.240%
24 9.583 2475 2486 2492 rBV 111801 216032 1.38% 0.319%
25 10.059 2621 2634 2658 rBV 417626 793324 5.08% 1.170%

26 11.381 3031 3045 3061 rBV 384996 676326 4_.33% 0.997%
27 11.484 3065 3077 3095 rvv 623278 1062886 6.81% 1.567%
28 11.593 3096 3111 3133 rVV 1475388 2858780 18.30% 4.215%
29 11.921 3196 3213 3232 rBV 645190 1078226 6.90% 1.590%
30 12.223 3295 3307 3322 rBV 369927 595826 3.81% 0.878%

31 12.377 3339 3355 3371 rBV 305196 511010 3.27% 0.753%
32 12.567 3399 3414 3423 rBV 1050872 1660355 10.63% 2.448%
33 12.631 3423 3434 3440 rVV 2420598 4092259 26.20% 6.034%
34 12.664 3440 3444 3451 rVV 1472438 2047380 13.11% 3.019%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 3479 rVB 1481691 2307889 14.78% 3.403%

36 12.866 3493 3507 3523 rBV 1690218 2676061 17.13% 3.946%
37 13.014 3537 3553 3578 rBV 5776815 9354886 59.90% 13.793%
38 13.210 3604 3614 3623 rBV 102700 156425 1.00% 0.231%
39 13.319 3637 3648 3649 rBvV 414104 476801 3.05% 0.703%
40 13.348 3650 3657 3674 rVB 1362655 2223145 14.23% 3.278%

41 13.490 3688 3701 3702 rBVY 202214 242441 1.55% 0.357%
42 13.519 3703 3710 3717 rVvV 678368 1116558 7.15% 1.646%
43 13.561 3717 3723 3742 rVV2 439195 827349 5.30% 1.220%
44 13.715 3760 3771 3780 rBVY 151906 238880 1.53% 0.352%
45 13.779 3780 3791 3795 rVV 355393 547455 3.51% 0.807%

46 13.808 3796 3800 3808 rVvVv 308026 412628 2.64% 0.608%
47 13.863 3808 3817 3828 rVV 532663 827598 5.30% 1.220%
48 13.969 3841 3850 3864 rVB2 330967 536765 3.44% 0.791%
49 14.104 3881 3892 3903 rBV 155843 245017 1.57% 0.361%
50 14.184 3903 3917 3923 rBV 364727 578935 3.71% 0.854%

51 14.223 3923 3929 3939 rVB 499095 749499 4._80% 1.105%
52 14.451 3990 4000 4010 rBV 306637 462622 2.96% 0.682%
53 14.567 4022 4036 4048 rBV3 553266 1089772 6.98% 1.607%
54 15.104 4183 4203 4217 rBV 341054 597198 3.82% 0.880%
55 16.123 4508 4520 4536 rVB 216844 419740 2.69% 0.619%

56 16.313 4564 4579 4600 rVB 141261 298989 1.91% 0.441%

Sum of corrected areas: 67825431
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method :
- SW846 8260

Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance

5000000

3000000

2000000

1000000

0!

TIC: VN061210.D

40000001164

2.77
6.5€

552 581 6.0%5.166.32

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

5000000

4000000

3000000

2000000

1000000

0

TIC: VN061210.D

8.55

Time-->

I I
7. 50 8. OO 8.50 9.00 9 50 10.00 10.50

10.06 11.3
1fenseny  f\ ew 9 sam f\ i

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VN061210.D
1301

12.63

12.87
581

12.

13.35

11.92 13 5

o

12222 38
A

132

14.57

14. 47\’\

89 4131 &

15.10

e

16.1215 31
AN

Time-->

T
12.00

T
12.50

I
13. 00

13 50 14 OO 14 50

T T
15.00 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 : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 8

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

2.77 77.25 ug/1 1496100 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 42
4 1-Propene. 2-methvl- 56 C4H8 000115-11-7 9
5 1-Butene 56 C4H8 000106-98-9 9

Abundance Scan 367 (2.770 min): VN061210.D (-349) (-) m/z 43.00 100.00%
3
57
5000
| . 240 2.60 2.80 ':éoc')' 3.20
0 R o o o & L m/z 41.00 90.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000 RN LN R ---- T
240 2.60 2.80 3.00 3.20
29 m/z 42.00 89.61%
15 “ ‘ Al 7?
e L L U U S L S S S WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
31 240 260 2.80 3.00 3.20
5000 m/z 57.00 61.19%
15 57 72
S N L L U S S W S L WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane S A G2 —

43 240 260 280 300 320
m/z 39.00 31.31%

5000
i i
0"}?P'M'I“'HI'J'I"”I"'W""P"'I”"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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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\
VN061210.D

30 Apr 2020 18:38

JC/MD

L2453-02

5.00mL/MSVOA N/WATER

13 Sample Multiplier: 1

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

= 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 Cyclopentane, methyl- Concentration Rank 9

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

6.58 64 .35 ug/1 1246280 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 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 64

Abundance Scan 1552 (6.580 min): VN061210.D (-1532) (-) m/z 56.00 100.00%
56
41 E
5000 69
84 6.20 6.40 6.60 6.80 7.00
o e e 2 | M/z 41.00  54.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
6.20 6.40 6.60 6.80 7.00
o8 m/z 69.00 41.24%
84
O'F?P"'P"P"'P"'P'"P"'P"'P"'P"'P"'
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 41 m/z 55.00 26.21%
69
27
15
L S S L WL W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 6.20 6.40 6.60 6.80 7.00
21 m/z 38.95 22.95%
5000
42
Ll
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 Benzene, l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.63 429.14 ug/Il 4092260 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. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3434 (12.631 midr)w): VN061210.D (-3423) (-) m/z 105.00 100.00%
105
5000
120
39 51 65 7|7 9 12.40 12.60 12.80 13.00
O et el 207 0 77 120.00 30.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.40 12.60 12.80 13.00
m/z 77.00 13.24%
15 27 39 51 65 7T |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 91.00 12.08%
120
15 27 39 51 65 77 91
B o o o B B o e BN e e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 12.40 12.60 12.80 13.00
m/z 78.95 9.11%
120
5000

39 51 7 91
15 27 L 6? [T Al \

L

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\VN043020\
Data File : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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, 1-propenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.52 117.09 ug/Il 1116560 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 70
2 Indane 118 C9H10 000496-11-7 70
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 70
Abundance Scan 3710 (13.519 min): VN061210.D (-3703) (-) m/z 117.00 100.00%
117
105
5000
91
39 51 63 77 134 207 13.20 13.40 13.60 13.80
o e 2% m/z 105.00  69.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8962: Benzene, 1-propenyl-
117
5000
o1 13.20 13.40 13.60 13.80
% 51 ‘ m/z 118.00 56.33%
63 77 103
..}?,??”,....“...,..”,....,”..,...w....,”..,...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 115.00 33.90%
39 &g 91
ol 13 21 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8964: Benzene, cyclopropyl-
117 13.20 13.40 13.60 13.80
m/z 91.00 20.54%
5000
91
39 51 65 103 ‘
0"”I??”I"”I"Zi"”l"”l"”l"”l"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 7 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.78 57.41 ug/1 547455 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 p-Cvmene 134 C10H14 000099-87-6 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3791 (13.779 min): VN061210.D (-3780) (-) m/z 119.00 100.00%
119
5000
134
9% 405
39 51 65 /7 | | 007 13.40 13.60 13.80 14.00
Ol b e et M 20T /7 134,00 29.88%
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
T m/z 90.95 18.66%
..1.5,.2.7..3?..5.1.,?5...,....,....,....,....,....,....,....
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 12.78%
01 134
15 27 30 51 65 195
O T e L L e L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: O—Cymene oot l/l\l | LU UL B}
119 13.40 13.60 13.80 14.00
m/z 77.00 10.29%
5000
134
91
JLas 27 415 6577 | 103 |
mz-> 20 40 60 80 100 120 140 160 180 200 | | 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 o0-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.81 43.27 ug/1 412628 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 p-Cvmene 134 C10H14 000099-87-6 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 91
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
Abundance Scan 3801 (13.811 min): VN061210.D (-3796) (-) m/z 119.00 100.00%
119
5000
134
9 51 65 77 9|1 103 | 13.40 13.60 13.80 14.00 14.20
0'“l““w“w'“w““T““V'HH*W'JWH“l““w“'whw'HWH'WH m/z 134.00 19.78%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14810: o-Cymene
119
5000
13.40 13.60 13.80 14.00 14.20
01 134 m/z 91.00 11.02%
15 27 3ﬁ 51 65 77 03 |
o) S ...‘. — ....“...l .‘.‘.. ...‘k SN RS PR N | SN F—
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
13.40 13.60 13.80 14.00 14.20
5000 m/z 120.00 8.41%
o1 134
o 27 41 51 65 77 103
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119 13.40 13.60 13.80 14.00 14.20
m/z 115.00 6.96%
5000
134
» 15 277 % ;e 7T s |
O e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.40 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 : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.86 86.79 ug/l 827598 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-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3816 (13.860 min): VN061210.D (-3808) (-) m/z 119.00 100.00%
119
5000
134
91
39 51 65 (7 | o 105 127 13.60 13.80 14.00 14.20
o WS UM RO - RN 1 m/z 134.05 27.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119

5000
13.60 13.80 14.00 14.20

m/z 91.00 17.73%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

119
13.60 13.80 14.00 14.20
5000 m/z 120.00 10.27%
134
39 77 91 105
15 2 ol 5g 65 98 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-

119 13.60 13.80 14.00 14.20
m/z 77.00 9.90%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 10 Indan, l1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.97 56.29 ug/1 536765 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 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 81
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 76
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 76
Abundance Scan 3850 (13.969 min): VN061210.D (-3841) (-) m/z 117.00 100.00%
147
5000
o1 132
39 51 65 77 105 13.60 13.80 14.00 14.20
0 coph 148 207 "m/z 115.00  33.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117
5000
132 13.60 13.80 14.00 14.20
o1 m/z 132.00 26 .38%
oL 2 P8 S s ||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.60 13.80 14.00 14.20
5000 132 m/z 119.00 26.37%
91
15 27 39 51 63 77 103
O T e S B S e e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
uz ., 13.60 13.80 14.00 14.20
m/z 91.00 18.31%
5000 o1
LT e vl A | Y
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 : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.18 60.71 ug/1 578935 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. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 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): VN061210.D (-3903) (-) m/z 119.00 100.00%
119
5000 134
91
39 51 65 77 103 207 13.80 14.00 14.20 14.40
Ot e W O7 0 Tm/z 134.10 45.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134

13.80 14.00 14.20 14.40
m/z 91.00 17.24%

91
15 27 39 51 65 77 105

0..u,ﬂ..wnb.ph.u\”..,u..,”..,”..,”..,”..,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.80 14.00 14.20 14.40
5000 134 m/z 120.00 9.74%
27 39 51 65 77 O 1o
O T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 13.80 14.00 14.20 14.40
m/z 77.00 9.29%
134
5000
91
39 65 77
T 0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.22 78.60 ug/1 749499 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 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 p-Cvmene 134 C10H14 000099-87-6 95
5 o-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 3928 (14.220 min): VN061210.D (-3923) (-) m/z 119.00 100.00%
119
5000 134
39 51 g5 77 oL 14.00 14.20 14.40 14.60
103 : : : :
b et e e Ml e 298 Tz 13410 42.04%
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
m/z 91.00 16.96%

91
15 27 3951 65 77 | 103
o e Y PR Ml S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
14.00 14.20 14.40 14.60
5000 134 m/z 120.00 10.06%
91
15 27 39 51 65 77 105
O T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 14.00 14.20 14.40 14.60
m/z 77.00 8.82%
134
5000
%7 39 51 g5 77 ‘1 05 |
-
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60

82N042720W.M Fri May 01 12:52:35 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 13 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.45 48_.51 ug/1 462622 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 96
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
Abundance Scan 4000 (14.451 min): VN061210.D (-3990) (-) m/z 117.00 100.00%
117
5000 132
91
51 77 | 14.20 14.40 14.60 14.80
N Y W T B ,.-!|..,1.‘?7..,....,....,2]".7..,.... SN2 m/z 132.00 37.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
14.20 14.40 14.60 14.80
39 m/z 115.00 26.82%
0”.ﬁ”w.”w.”w.”w.”w.”w.”w.”w.”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
14.20 14.40 14.60 14.80
5000 13 m/z 131.00 20.61%
39 g5 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 14.20 14.40 14.60 14.80
m/z 91.00 14.12%
5000 132
27 5} 77 gﬁ
0”' ””\ i \I\I” e |||‘| T T T T T
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN043020\
Data File : VN061210.D

Aca On : 30 Apr 2020 18:38

Operator : JC/MD

Sample : L2453-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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 Naphthalene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.12 44_.02 ug/1 419740 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 90
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 90
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 72
Abundance Scan 4519 (16.120 min): VN061210.D (-4508) (-) m/z 142.00 100.00%
142
5000 /k
115
63 1580 16.00 16. z'o' 16.40
39 89
Y R PG AR N— (S— - S R Y2 7 0 1O R - V/ L 1
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142
5000 A UL B ---- T
115 15,80 16.00 16.20 16.40
m/z 114 .95 34 .90%
ol 2 0. 8 s
mz-> 20 45 60 85 100 150 140 160 180 200 220 240 260 280
Abundance
142
15.80 16.00 16.20 16.40
5000 m/z 143.00 11.11%
115
ol % 63 89 128
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19231: Benzocycloheptatriene R AR Ry
141 15.80 16.00 16.20 16.40
115 m/z 139.00 10.90%
5000
63 89
O,H.W.HWULWPM.P.MP.”H”” e e e
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN043020\
Data File : VN061210.D

Acq On : 30 Apr 2020 18:38

Operator : JC/MD

Sample - L2453-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 13 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 77.3 ug/1l 1496100 1 7.63 968289 50.0
Cyclopentane, met... 6.58 64.3 ug/l 1246280 1 7.63 968289 50.0
Benzene, l-ethyl-_.. 12.63 429.1 ug/l 4092260 4 13.32 476801 50.0
Benzene, 1l-propenyl- 13.52 117.1 ug/l 1116560 4 13.32 476801 50.0
Benzene, 2-ethyl-_.. 13.78 57.4 ug/I1 547455 4 13.32 476801 50.0
o-Cymene 13.81 43.3 ug/1 412628 4 13.32 476801 50.0
Benzene, 4-ethyl-_... 13.86 86.8 ug/I 827598 4 13.32 476801 50.0
Indan, 1-methyl- 13.97 56.3 ug/I 536765 4 13.32 476801 50.0
Benzene, 1,2,3,4-_... 14.18 60.7 ug/l 578935 4 13.32 476801 50.0
Benzene, 1,2,4,5-... 14.22 78.6 ug/l 749499 4 13.32 476801 50.0
1H-Indene, 2,3-di... 14.45 48.5 ug/1 462622 4 13.32 476801 50.0
Naphthalene, 1-me... 16.12 44_.0 ug/1 419740 4 13.32 476801 50.0
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