LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF011119\
Data File : BF112034.D
Aca On : 11 Jan 2019 23:49 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.340 206 213 220 rBV 185236 324978 1.20% 0.270%
2 5.369 552 558 561 rBY 6079900 6870573 25.32% 5.703%
3 5.498 570 580 585 rBY 10795677 27138883 100.00% 22.528%
4 5.751 615 623 625 rBY 9125119 12802252 47.17% 10.627%
5 6.045 670 673 677 rVB 375220 346613 1.28% 0.288%
6 6.345 719 724 728 rBVY 1298836 1340143 4 .94% 1.112%
7 6.422 730 737 739 rBVY 5999588 7716026 28.43% 6.405%
8 6.451 739 742 744 rVV 4578686 3894979 14.35% 3.233%
9 6.498 744 750 753 rVB 5694636 5697187 20.99% 4_.729%
10 6.581 758 764 767 rVB 5400037 5194450 19.14% 4.312%

11 6.740 781 791 794 rVV 11127483 22195716 81.79% 18.425%
12 6.822 802 805 806 rBvV 378974 288516 1.06% 0.239%
13 6.840 806 808 811 rVvB 413071 304208 1.12% 0.253%
14 6.916 817 821 823 rBV 774416 762742 2.81% 0.633%
15 6.951 823 827 830 rVB 5666284 6382330 23.52% 5.298%

16 7.063 843 846 849 rvv 2383964 1903755 7.01% 1.580%
17 7.128 853 857 859 rvv 1277234 1128216 4.16% 0.937%
18 7.157 859 862 865 rvv 2760671 2299770 8.47% 1.909%
19 7.204 865 870 872 rVV 4733720 3895744 14 .35% 3.234%
20 7.275 878 882 885 rBvV 985936 736553 2.71% 0.611%

21 7.345 890 894 896 rBvV 1771577 1446434 5.33% 1.201%
22 7.369 896 898 901 rvVv 1540395 1074885 3.96% 0.892%
23 7.416 902 906 908 rvVv 2413863 1884081 6.94% 1.564%
24 7.645 942 945 948 rBV 549503 487275 1.80% 0.404%
25 7.675 948 950 953 rVvB 784002 543308 2.00% 0.451%

26 10.833 1484 1487 1490 rBV 522307 502130 1.85% 0.417%
27 11.039 1519 1522 1526 rBV2 264915 390782 1.44% 0.324%
28 11.186 1543 1547 1548 rBV2 383417 508350 1.87% 0.422%
29 11.204 1548 1550 1552 rVV2 290446 329627 1.21% 0.274%
30 11.298 1563 1566 1574 rVB 903620 893047 3.29% 0.741%

31 11.998 1683 1685 1687 rBV2 436033 505940 1.86% 0.420%
32 12.769 1814 1816 1825 rBV5 251670 678123 2.50% 0.563%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 120467616
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011119\
BF112034.D

11 Jan 2019 23:49

JussJ

K1094-01 10X

27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

CROSSWICKS-DRUM-1

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF112034.D
50

5.75

5.37

3.34

L

6.05 A
I

6.95
7.20

6.3

0
Time-->

3.50

4.00

I
4.50 5.00

-
5.50 6.00

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF112034.D

11.30

10.8311.#'

12.00
12.77

0
Time-->

11.50

T
10.00

9.50 10.50 11.00

13.00

12.00 12.50

Abundance

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF112034.D

Time-->

1
13.50

17.00

16.00 16.50

15.00

15.50

14.00 14.50

I
17.50

T
18.00 18.50

8270-BF010719.

M Mon Jan 14 17:19:56 2019

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-3-methyl- Concentration Rank 3

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

6.42 202.32 ng 7716030 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 737 (6.422 min): BF112034.D (-730) (&)) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 6.00 6.20 6.40 6.60 6.80
e 2S84 L] 98 Ul 4L Cn777120.05  32.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 6.00 6.20 6.40 6.60 6.80
oL m/z 91.05 14 .15%
18 27 9 Slsg 65 4 4 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
6.00 6.20 6.40 6.60 6.80
5000 m/z 77.10 13.63%
120
39 77 91
S Vol T S Y N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 6.00 6.20 6.40 6.60 6.80
m/z 79.10 11.07%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzene, l-ethyl-2-methyl- Concentration Rank 7

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

6.45 102.13 ng 3894980 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 742 (6.451 min): BF112034.D (-739) (&)) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 6.20 6.40 6.60 6.80
e et e 82l 98 L AL Tz 120.10 0 31.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.20 6.40 6.60 6.80
m/z 77.10 12.16%
s 27 3 sieges ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105
6.20 6.40 6.60 6.80
5000 m/z 91.10 12.09%
120
15 27 3 sigges T g ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 6.20 6.40 6.60 6.80

m/z 79.10 10.17%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Indane Concentration Rank 9

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

7.06 49.92 ng 1903760 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Deltacvclene 118 C9H10 007785-10-6 72
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 60
4 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 53
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53

Abundance Scan 845 (7.057 min): BF112034.D (-843) (-) m/z 117.05 100.00%
117
5000
39 51 63 o1 6.80 7.00 7.20 7.40
77 103 : : : :
...,....,....,....',....,-'...!,:'.'..,...-.,.?“‘?.l,'....,.-..1.1,9.!.,.... m/z 118.10 53.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane
117
5000
6.80 7.00 7.20 7.40
9 . s 91 m/z 115.05 32.45%
e Al LR e | WSuolll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8953: Deltacyclene
7
6.80 7.00 7.20 7.40
5000 m/z 91.05 16.28%
39
51 58 65 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8959: Benzene, 2-propenyl-

6.80 7.00 7.20 7.40
m/z 63.00 9.20%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 1,2-diethyl- Concentration Rank 12

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

7.13 29.58 ng 1128220 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 93
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 1- ethyl -2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 857 (7.128 min): BF112034.D (-853) (-) m/z 105.05 100.00%
195 119
5000 134
91
39 51 65 I 6.80 7.00 7.20 7.40
..,....,....,....',....;'.-...,.'.'..,...|!',....,...9ﬁ Ml 227 L Twzz 119.10 99.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.80 7.00 7.20 7.40
77 m/z 134.10 47 .14%
39
S A - T 1Y .2 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119
6.80 7.00 7.20 7.40
5000 134 m/z 91.05 29.19%
27 39 ot
'w'“'w'm\“'“““'ﬂ'?iﬁ“l“j“'“'m'”lﬂlw'““L}%z““w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl- —
105 119 6.80 7.00 7.20 7.40
m/z 77.05 18.57%
5000 134
91
41
B B e U el el ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 1l-ethyl-3,5-dimethyl- Concentration Rank 6

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

7.20 102.15 ng 3895740 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 94
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 94
4 o-Cvmene 134 C10H14 000527-84-4 93
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 869 (7.198 min): BF112034.D (-865) (-) m/z 119.10 100.00%
119
105
5000 o1 134
i
39 51 65 | 6.80 7.00 7.20 7.40 7.60
rerpreerprrerrrerrerere e b el | m/z 10510 78.21%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14883: Benzene, 1-ethyl-3,5-dimethy!l-
119
5000
134 6.80 7.00 7.20 7.40 7.60
91 m/z 134.10 46.78%
27 39 51 77 105
...,%...,.%?.,....,....,....,Hn..,.nh.,...:u...., RN PRSY N SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.05 40.31%
134
, 15 21 ¥ 51 65 77 gﬁ 05 |
) | Ly | m n Ll nn
T e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl- —
119 6.80 7.00 7.20 7.40 7.60
m/z 77.05 18.14%
5000
134
91 105
2 1‘5 21 i 51\ §§ 77 1l LI L
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII -
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 1l-methyl-4-propyl- Concentration Rank 17

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

7.27 19.31 ng 736553 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 95
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 94
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 90
5 Benzene, l-methyl-3-propyl- 134 C10H14 001074-43-7 86

Abundance Scan 881 (7.269 min): BF112034.D(—?)78) ) m/z 105.10 100.00%
105
5000
-7 134
39 51 65 91 115 7.00 7.20 7.40 7.60
..,....,....,....',....,'....,.-.'..,...':',....,':...,.':!.,..-..,..1.2]7,.]..,... m/z 134.05 20.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
7.00 7.20 7.40 7.60
. 134 m/z 77.10 11.40%
15 27 30 51 65 ) Slog | 15 127|
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14855: Benzene, 1-methyl-2-propyl-
105
7.00 7.20 7.40 7.60
5000 m/z 106.10 9.44%
134
15 27 3 515565 f L 119 157
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14848: Benzene, (1-methylpropyl)-
105 7.00 7.20 7.40 7.60
m/z 79.10 9.21%
5000
27 o1 134
15 27 39 5‘1 58 65 L . 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

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

7.35 37.93 ng 1446430 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 p-Cvmene 134 C10H14 000099-87-6 94
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 895 (7.351 min): BF112034.D (-890) (-) m/z 119.10 100.00%
119
5000
134
91 105
39 51 65 77 | 7.00 7.20 7.40 7.60
e e et e - m/Zz 134,100 33.76%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119
2000 134 7.00 7.20 7.40 7.60
m/z 91.05 18.13%
91 105
27 39 77
"'I2'"'I']'-"5'I"'I'I'"'I'"'5II:'L'"'I"('3|'5'I"':'I""I""I"“'I"I::I""I"""I"'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
1

7.00 7.20 7.40 7.60
m/z 105.05 13.67%

5000

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 l
Abundance #14812: o-Cymene

7.00 7.20 7.40 7.60
m/z 120.10 9.69%

5000

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 o-Cymene Concentration Rank 13

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

7.37 28.18 ng 1074890 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 97
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 p-Cvmene 134 C10H14 000099-87-6 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95

Abundance Scan 898 (7.369 min): BF112034.D (-896) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 17 o1 105 7.00 7.20 7.40 7.60 7.80
et et e et | m/z 134,100 27.27%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119
5000
134 7.00 7.20 7.40 7.60 7.80
91 m/z 91.10 16.30%
15 27 flos %5 T | w8 )|
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
7.00 7.20 7.40 7.60 7.80
5000 m/z 120.10 9.51%
134
91
15 27 4l st 65 77 | 108 ) |
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119 7.00 7.20 7.40 7.60 7.80
m/z 77.10 8.06%
5000
134
» 15 27 % st 7T s |
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 1,2,4,5-tetramethyl- Concentration Rank 18

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

7.65 17.94 ng 487275 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 946 (7.651 min): BF112034.D (-942) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 77 | 108 17 7.40 7.60 7.80 8.00
e e ettt el e | mM/z 134.10 0 43.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
7.40 7.60 7.80 8.00
o1 m/z 91.05 15.75%
15 27 3|9| 51. 58 .65 77. | 98105 | 127 ||,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
7.40 7.60 7.80 8.00
5000 134 m/z 120.10 9.38%
15 27 39 =51 65 17 o1 105
"P'”'I'““I"'Jﬁ"'N“'?ﬁ'w'w"'bl”"lh'gﬁ'w"v'H“l'}%z't“'l”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene
119 7.40 7.60 7.80 8.00
m/z 133.10 8.70%
5000
. ) o1 134
"I"'W"%TI"'“h"'?%'?ﬁ'“f'P'Tzl""v"'?gﬁ”l"u'l'}%z"”'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 9-Undecenoic acid, 2,6,10-t... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.19 11.38 ng 508350 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Undecenoic acid. 2.6.10-trimet... 226 C14H2602 1000131-86-2 52
2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 45
3 Dodecane. 1.12-dibromo- 326 C12H24Br2 003344-70-5 38
4 Cyclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 38
5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 38
Abundance Scan 1548 (11.192 min): BF112034.D (-1543) (-) m/z 55.10 100.00%

5000

|

10.80 11.00 11.20 11.40 11.60
m/z 57.10 91.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82805: 9-Undecenoic acid, 2,6,10-trimethyl-
69
41
55
5000 8397 | BN L L L L LB L
226 10.80 11.00 11.20 11.40 11.60
11 m/z 69.10 89.66%
e 125138152, o100 0 1o0g
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6791: Cyclopentane, 1,1,3-trimethyl-
56
41
AN mE S T
69 83 10.80 11.00 11.20 11.40 11.60
5000 o7 m/z 41.10 76.38%
27
112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #165287: Dodecane, 1,12-dibromo- B B o
55 10.80 11.00 11.20 11.40 11.60
69 m/z 95.10 70.49%
5000 M
149163177191 505,15 247

T I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

Sample : K1094-01 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 15

Peak Number 18 Heptacosane

R.T. EstConc Area Relative to ISTD R.T.
11.30 20.00 ng 893047 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87

Abundance Scan 1566 (11.298 min): BF112034.D (-1563) (-) m/z 57.10 100.00%
57
5000 85 W
U LA AU B B
113 11.00 11.20 11.40 11.60
141 183
ol ‘ Abed L s S 2 ass e m/z 71.10 70.61%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 U LA AU BRI B
85 11.00 11.20 11.40 11.60
m/z 43.10 53.58%
29| | 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
11.00 1120 11.40 11.60
5000 m/z 85.10 40.12%
85
29
‘\“ | | | 218 141 160 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane A REaEE EEE S
57 11.00 11.20 11.40 11.60
m/z 41.10 28.21%
5000 85
29
198
""J'J"I'hl}%'}?ﬁ }qg"‘l' UL SRR UL SR R AL UL BRI B
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60

8270-BF010719.M Mon Jan 14 17:20:02 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 7-Hexyltridecan-1-ol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.00 11.33 ng 505940 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexvltridecan-1-ol 284 C19H400 1000197-13-2 51
2 b5-Eicosvne 278 C20H38 074685-31-7 38
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 35
4 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 35
5 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 35
Abundance Scan 1685 (11.998 min): BF112034.D (-1683) (-) m/z 55.10 100.00%
55
95
5000
N 11160 11180 1200 1220 1240
g m/z 57.10 88.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131394: 7-Hexyltridecan-1-ol
6
111
5000 AL UL SUR U B
1& 11/60 11.80 12.00 12.20 12.40
28 m/z 69.10 82.06%
l, Lfl 13 266
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126188: 5-Eicosyne
il
i 11,60 11.80 12,00 12.20 12.40
5000 m/z 43.10 76 .34%
23
‘ fl 152 221 278
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate A EEEEE B
57 11.60 11.80 12.00 12.20 12.40
m/z 95.10 75.28%
97
5000
39
27 PL 169 208237 278 320349 392 437 588
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11/60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011119\

Data File : BF112034.D

Aca On : 11 Jan 2019 23:49

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Octadecane, l1-chloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.77 20.00 ng 678123 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 83
2 Docosane 310 C22H46 000629-97-0 74
3 Dodecane 170 C12H26 000112-40-3 70
4 2.6.6.10-Tetramethyl-undeca-8.10... 236 C15H2402 098419-16-0 45
5 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 45
Abundance Scan 1816 (12.769 min): BF112034.D (-1814) (-) m/z 57.10 100.00%
57
S ) D303 "m/z 55.10  58.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134594: Octadecane, 1-chloro-
57
5000 DR R PR B
85 12. 40 12. 60 12. 80 13.00
29 o5 m/z 43.10 58.05%
I “\ l |ﬂL“| 133 161 189 217 245261 288
m/z--> 25 45 60 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance #153222: Docosane
57
1240 12.60 12.80 13.00
5000 85 m/z 41.10 50.33%
T (13 141‘ 169 197 225 253 281 310 PWMNM#VMJM\NJKV“”*A\MAMm\ﬂ
m/z--> 25 45 eb 85 160 120 140 160 180 200 220 240 260 280 360 350
Abundance #38315: Dodecane L B o
57 12.40 12.60 12.80 13.00
m/z 71.10 48 .28%
5000
& w
‘ \ J Il 1:!\-2 141 170
m/z--> i&ebmmmmmmmmmnmmmmm&ﬁ' nmnmnmnm'
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF011119\

Data File : BF112034.D

Acq On : 11 Jan 2019 23:49

Operator : JU/SJ

3?22'6 - K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, l-ethyl-_.. 6.42 202.3 ng 7716030 1 6.88 762742 20.0
Benzene, l-ethyl-_.. 6.45 102.1 ng 3894980 1 6.88 762742 20.0
Indane 7.06 49.9 ng 1903760 1 6.88 762742 20.0
Benzene, 1,2-diet... 7.13 29.6 ng 1128220 1 6.88 762742 20.0
Benzene, l-ethyl-_.. 7.20 102.2 ng 3895740 1 6.88 762742 20.0
Benzene, 1l-methyl... 7.27 19.3 ng 736553 1 6.88 762742 20.0
Benzene, 2-ethyl-_._. 7.35 37.9 ng 1446430 1 6.88 762742 20.0
o-Cymene 7.37 28.2 ng 1074890 1 6.88 762742 20.0
Benzene, 1,2,4,5-._.. 7.65 17.9 ng 487275 2 8.16 543308 20.0
9-Undecenoic acid... 11.19 11.4 ng 508350 4 11.40 893047 20.0
Heptacosane 11.30 20.0 ng 893047 4 11.40 893047 20.0
7-Hexyltridecan-1-ol 12.00 11.3 ng 505940 4 11.40 893047 20.0

5

Octadecane, 1-chl... 12.77 20.0 ng 678123 14.04 678123 20.0
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