LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\
Data File : BF112051.D
Aca On : 14 Jan 2019 15:31 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 2.140 7 9 12 rVB 3474287 2698444 7.46% 1.279%
2 3.340 205 213 222 rVB 255439 449685 1.24% 0.213%
3 5.363 550 557 560 rBY 6708338 7730179 21.38% 3.664%
4 5.498 569 580 584 rBY 12105466 31658679 87.54% 15.007%
5 5.745 613 622 625 rBY 10481988 15587133 43.10% 7.389%
6 6.040 667 672 676 rVB 627044 545333 1.51% 0.259%
7 6.334 718 722 727 rBVY 2737709 2942903 8.14% 1.395%
8 6.416 728 736 738 rBV 9569214 14632936 40.46% 6.936%
9 6.445 738 741 743 rVV 7616374 7159587 19.80% 3.394%
10 6.493 743 749 752 rVV 9576263 11039388 30.53% 5.233%

11 6.575 757 763 766 rVB 9722934 10532523 29.12% 4._.993%
12 6.740 780 791 793 rVV 14531966 36164257 100.00% 17.143%
13 6.816 800 804 805 rBvV 911013 740555 2.05% 0.351%
14 6.834 805 807 810 rVvB 951018 722226 2.00% 0.342%
15 6.875 810 814 817 rBV 1073559 906807 2.51% 0.430%

16 6.916 817 821 822 rVV 1739893 1889800 5.23% 0.896%
17 6.945 822 826 829 rVB 9241469 12015931 33.23% 5.696%
18 7.057 842 845 848 rVV 4822456 4132749 11.43% 1.959%
19 7.122 852 856 858 rvv2 2681938 2574440 7.12% 1.220%
20 7.151 858 861 864 rvvV 5636941 4982024 13.78% 2.362%

21 7.198 864 869 871 rvv 8323103 7920911 21.90% 3.755%
22 7.269 877 881 884 rBV 2098236 1688824 4.67% 0.801%
23 7.340 888 893 895 rBV 3914880 3555001 9.83% 1.685%
24 7.363 895 897 900 rvV 3568348 2583988 7.15% 1.225%
25 7.410 900 905 907 rvV 5320708 4515930 12.49% 2.141%

26 7.445 907 911 914 rVB3 475801 519710 1.44% 0.246%
27 7.551 926 929 932 rBV 811842 678317 1.88% 0.322%
28 7.640 937 944 946 rBV 1475076 1220327 3.37% 0.578%
29 7.669 946 949 952 rvVB 1720531 1392743 3.85% 0.660%
30 8.151 1026 1031 1034 rBV 1247550 1078332 2.98% 0.511%

31 9.904 1319 1329 1334 rBV2 1386547 1437367 3.97% 0.681%
32 10.557 1435 1440 1443 rBV 379535 565273 1.56% 0.268%
33 10.828 1483 1486 1490 rBV 1413013 1414273 3.91% 0.670%
34 11.292 1563 1565 1573 rVB 1478474 1708073 4.72% 0.810%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

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

35 11.398 1580 1583 1587 rBV 1353704 1323530 3.66% 0.627%

36 11.992 1680 1684 1686 rBV3 476505 696590 1.93% 0.330%
37 12.780 1814 1818 1825 rBV2 361773 820051 2.27% 0.389%
38 14.033 2028 2031 2035 rVB 1053689 991527 2.74% 0.470%
39 15.510 2277 2282 2291 rVB 699604 931091 2.57% 0.441%
40 16.145 2372 2390 2410 rVB 1359571 6809462 18.83% 3.228%

Sum of corrected areas: 210956899
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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\HPCHEMI\BNA F\DATA\BF011419\
BF112051.D

14 Jan 2019 15:31

Ju/sJ

K1094-01 10X

CROSSWICKS-DRUM-1

6 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

Abundance
1.4e+07

1.2e+07

1le+07
8000000
6000000
4000000

.14

2000000

TIC: BF112051.D

74

5.50

5.75
6.62857

5.36

3.34

0
Time-->

L
AT T

3.50

4.00

I
4.50 5.00

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF112051.D

10.83 112840

Time-->

T
10.00 10.50

11.00 11.50

12.00

9.50 12.50 13.00

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF112051.D

14.03 16.14

15.51
A

1
13.50

Time-->

14.00

14.50 15.00

17.00 17.50

I
15.50 16.00 16.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 1 2-Propanol, 1-methoxy- Concentration Rank 13

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

2.14 59.52 ng 2698440 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1l-methoxv- 90 C4H1002 000107-98-2 72
2 2.3-Butanediol 90 C4H1002 000513-85-9 7
3 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 5
4 Formic acid. 1-methvlethvl ester 88 C4H802 000625-55-8 4
5 2,3-Butanediol, [R-(R*,R*)]- 90 C4H1002 024347-58-8 4

Abundance Scan 9 (2.140 min): BF112051.D (-7) (-) m/z 45.10 100.00%
45
5000 //\
- 1220 230 2.40 250 2.60
Ol e L 52 2 84 0 n/z 47.10  22.78%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2308: 2-Propanol, 1-methoxy-
45
5000 USRS N UL LA

2.20 2.30 2.40 2.50 2.60
m/z 43.10 11.84%

31 ‘
15
I IS A SN/ N
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2292: 2,3-Butanediol
45

2.20 2.30 2.40 2.50 2.60
5000 m/z 75.10 5.56%

Wi || wml T B o
T q | T T T T T T 1
m/z--> 10 20 40 50 60 70 80 90
Abundance #2121: 2-Butanol, 3-methyl-

45 2.20 2.30 2.40 2.50 2.60
m/z 42.10 3.90%

5000 //\
27 55
o | 39 | 50 | 66 > 82 87

m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.30 2. 40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 3 Benzene, 1,3-dimethyl- Concentration Rank 2

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

5.75 343.78 ng 15587100 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 o-Xvlene 106 C8H10 000095-47-6 97
3 p-Xvlene 106 C8H10 000106-42-3 97
4 1.3-Cvclopentadiene. 5-(1l-methvl... 106 C8H10 002175-91-9 90
5 Cyclopentene, 1l-ethenyl-3-methyl... 106 C8H10 061142-07-2 86

Abundance Scan 623 (5.751 min): BF112051.D (-613) (-) m/z 91.05 100.00%
o
5000 106
51 77 540 560 580 600
39 65 - : : :
o.,..”,..”u.F?.m.??,mn{T.”hu.?ﬁw!.Pﬁ.Juw... m/z 106.05 50.22%
m/z--> 20 30 40 50 60 70 8 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
g1
5000 106 IR R U R

5.40 5.60 5.80 6.00
m/z 105.05  21.36%

39 51 77
S VYl 1
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5083: 0-Xylene
91
R E
540 5.60 5.80 6.00
5000 106 m/z 77.10 10.86%
27 39 51 65 77
S MO MU T PO 0 R 0 RO - |
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5081: p-Xylene  E E RmmE E
91 540 5.60 5.80 6.00
m/z 51.05 8.41%
5000 106
39 51 77
7 i - TSI RN | 1 O |
m/z--> 20 30 40 50 60 70 80 90 100 110 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

Sample : K1094-01 10X

Misc :

ALS Vial : 6 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, propyl- Concentration Rank 12

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

6.33 64 .91 ng 2942900 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
3 Ethanol. 2-T(phenvimethvDaminol- 151 C9H13NO 000104-63-2 72
4 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 72
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 64

Abundance Scan 721 (6.328 min): BF112051.D (-718) (-) m/z 91.05 100.00%
o
5000
120
39510 % 78 | 105 6.00 6.20 6.40 6.60
Ob b el b e || M/z 12010 23.55%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #9407: Benzene, propyl-
o
5000 s
6.00 6.20 6.40 6.60
5 120 m/z 65.10 11.91%
o7 39 51 78 105
0 II:I-'SI""'II"II''II""III"' II'I'"I""I""I""I""I""I
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #70356: N-Benzyl-2-phenethylamine
o
120
6.00 6.20 6.40 6.60
5000 m/z 92.10 11.63%
5
0 27 39 51 15 ) 165 209
m/z--> 20 40 i 80 100 120 140 160 180 200
Abundance #24997: Ethanol, 2-[(phenylmethyl)amino]-
o 6.00 6.20 6.40 6.60
m/z 39.10 6.55%
5000
120
5
15 28 39 51 77 106 132 151
G R R S S WL B B S WY WA s
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 3

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

6.42 322.74 ng 14632900 1,4-Dichlorobenzene-d4 6.87
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 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 737 (6.422 min): BF112051.D (-728) (&)) m/z 105.05 100.00%
105
5000
120
77 91
39 51 65 6.00 6.20 6.40 6.60 6.80
Ok o8 el B B Tn77 120,10 34.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.00 6.20 6.40 6.60 6.80
20 . o1 m/z 91.05 12.93%
o 2 T Stse® e | e | u3 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
6.00 6.20 6.40 6.60 6.80
5000 m/z 77.10 12.36%
120
o 12 B siges T |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene

6.00 6.20 6.40 6.60 6.80
m/z 79.10 9.92%

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\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 7 Benzene, 1,2,3-trimethyl- Concentration Rank 1

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

6.74 797.62 ng 36164300 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 96
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91

Abundance Scan 791 (6.740 min): BI;)112051.D(—780) ) m/z 105.10 100.00%
105
5000 120
77
39 51 g5 a 67 18 6.40 6.60 6.80 7.00

o s e B a e m/z 120.05 51.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9412: Benzene, 1,2,3-trimethyl-

105 ﬂ ‘
5000 120

6.40 6.60 6.80 7.00
m/z 77.05 17.12%

77 91
27 39 51 65
15 || | /"

0....,.':..,'.."..,'.'...,....,....,....,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9419: Benzene, 1,2,4-trimethyl-
105

120 6.40 6.60 6.80 7.00
5000 m/z 119.10 15.42%
15 27 39 51 7 9
0 \\ l ‘\ m ! ‘H | il
,,,,,,,,,
m/z--> 20 60 80 100 120 140 160 180
Abundance #9401: Mesitylene
105 6.40 6.60 6.80 7.00
m/z 91.05 14 .99%
120
5000
39 51 7oe1
N oS w0 Y RN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 Benzene, l-ethyl-3-methyl- Concentration Rank 4

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

6.95 265.02 ng 12015900 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 827 (6.951 min): BF112051.D (-822) (-) m/z 105.10 100.00%
105

5000 120 1
77

39 51565 o1 6.60 6.80 7.00 7.20

O e il 84 98 L 1180, 127184 07050 10 44.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 1 ]
5000

120 6.60 6.80 7.00 7.20
m/z 77.10 13.92%

91
18 27 % 5L oS o
Ot e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 6.60 6.80 7.00 7.20
5000 m/z 119.10 12.78%
77 91
ot B D e Ll o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 6.60 6.80 7.00 7.20
m/z 91.10 12 _.39%
5000 120
28 77 91
65
0 ..,}f.,....,...hn...N...ﬁ....,..jﬂ 84 |l o8l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 Indane Concentration Rank 10

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

7.06 91.15 ng 4132750 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 74
3 Deltacvclene 118 C9H10 007785-10-6 74
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60

Abundance Scan 845 (7.057 min): BF112051.D (-842) (-) m/z 117.10 100.00%
117
5000
39 51 63 o 6.80 7.00 7.20 7.40
77 103 : : . )
o..,....,....,....',....,'...!,.'.'..,....,.?“?.,'....,...H?...-,...., m/z 118.10 55.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
117
5000
6.80 7.00 7.20 7.40
m/z 115.05 33.92%
ol 15 27 39 4551 63 77 85 | 103 110 ||
T S S N S S ST P
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117
6.80 7.00 7.20 7.40
5000 m/z 91.10 17.09%
91
58
o 27 \45‘\\\\71785“97\110\‘
mz-> 10 % % 40 50 60 70 8 90 100 110 130
Abundance #8953: Deltacyclene
117 6.80 7.00 7.20 7.40
m/z 63.00 8.45%
5000
39 91
51 58 65 77 ‘ 103 ‘
O”I”'W'”'P'”l”'dM”IPU”I”J“'”'P'”IL'W'J'P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

8270-BF010719.M Tue Jan 15 13:13:27 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 10 Benzene, 1,3-diethyl- Concentration Rank 15

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

7.12 56.78 ng 2574440 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 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 856 (7.122 min): BF112051.D (-852) (-) m/z 119.05 100.00%
105 119
5000 134
91
39 51 g5 7 6.80 7.00 7.20 7.40
I S PO TR W1 O TN <0 N B -y ¥ -5 T R - W1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
6.80 7.00 7.20 7.40
77 9 m/z 134.10 46.98%
27 39 51
0'w'“'w'“l“'w'“'m““lﬁhw'“'v“'w'”li!w'mhL}%z“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119
6.80 7.00 7.20 7.40
5000 134 m/z 91.05 27 .75%
91
39
0..,.%.5.,..?‘.7,....‘,‘....,‘..?.8,.‘(.3‘%.3.,...‘l,....,...g.S.‘ll.,..‘.‘.l..l.2.7,..‘..,...
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 77.10 17.84%
5000 134
91
o A 08 1, il 127 | ]
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF010719.M Tue Jan 15 13:13:28 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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-methyl-3-propyl- Concentration Rank 9

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

7.15 109.88 ng 4982020 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 94
2 Benzene. l1-methvIl-3-propvl- 134 C10H14 001074-43-7 94
3 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 87
5 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 83

Abundance Scan 861 (7.151 min): BF112051.D (-858) (-) m/z 105.10 100.00%
105
5000
134
77 91
39 51 65 6.80 7.00 7.20 7.40
Ottt 484 L 98 17 27 | ns 984 10 26.01%
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
6.80 7.00 7.20 7.40
. 134 m/z 106.10 15.04%
L1527 39 51 65 P og | 115 17 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14858: Benzene, 1-methyl-3-propyl-
105
6.80 7.00 7.20 7.40
5000 m/z 77.10 12 .90%
134
. 27 ¥ s s 9 ) me |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14855: Benzene, 1-methyl-2-propyl- s
105 6.80 7.00 7.20 7.40
m/z 91.10 11.78%
5000
0! <
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF010719.M Tue Jan 15 13:13:28 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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-ethyl-3,5-dimethyl- Concentration Rank 5

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

7.20 174.70 ng 7920910 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-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. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91

Abundance Scan 869 (7.198 min): BF112051.D (-864) (-) m/z 119.10 100.00%
119
5000 g1 105 134
39 51 65 7|7 6.80 7.00 7.20 7.40 7.60
Ol e e e et | m/z 10510 41.52%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119
5000
134 6.80 7.00 7.20 7.40 7.60
m/z 134.10 41._.46%
27 39 s 77 9 105
0 ”W%'Wﬁﬁl”ml””P'”ﬁm'ﬁmﬁ'”W”'W””lﬂhPJML”'HhW'”
m/z--> 0 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 91.10 37.22%
134
91
o2 15 % S VA N ST N
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl- —
119 6.80 7.00 7.20 7.40 7.60
m/z 77.10 14 _.40%
5000
134
15 27 3? 51 g5 77 91 105 ‘
o) E N N ‘....“a‘... PV RS PSS! PR S A, _|
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

8270-BF010719.M Tue Jan 15 13:13:29 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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, 1l-methyl-4-propyl- Concentration Rank 16

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

7.27 37.25 ng 1688820 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-propvl- 134 C10H14 001074-55-1 95
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 94
3 Benzene. (l1l-methvlproovl)- 134 C10H14 000135-98-8 91
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 80
5 Benzene, l-methyl-3-propyl- 134 C10H14 001074-43-7 72

Abundance Scan 881 (7.269 min): BF112051.D(—$77) ) m/z 105.10 100.00%
105
5000
134
7 91 7.00 7.20 7.40 7.60
39 51 65 115
Ol prrrr e e .8.4..,'.~..9.8,.':!.,..-..,..1.27,.]..,... m/z 134.10 23.71%
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 10.76%
ol 15 21 39 51 65 bog 15 1o |
miz-> 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 9.61%
134
ol s 21 3 stgges 19127 |
A B o o e o o o o  ARRRR R
m/z--> 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 8.92%
5000
77 91 134
J 15 27 3 Sieges 119
A B o e o o o e o R Ran)
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF010719.M Tue Jan 15 13:13:29 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 11

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

7.34 78.41 ng 3555000 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94

Abundance Scan 893 (7.340 min): BF112051.D (-888) (-) m/z 119.10 100.00%
119
5000
134
91
9 51 e 77 1?5 o7 7.00 7.20 7.40 7.60
Obrrr e et et et e e s m/Z 134.10 32.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 7.00 7.20 7.40 7.60
m/z 91.10 19.35%
15 27 39 91 105
0"'l"l"|""|""|""'il""'|""''|'""l""||"'9'8|"|"|""l"1'2'7|"""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
7.00 7.20 7.40 7.60
5000 m/z 105.10 14 .20%

27 41 51 58 65 77

ol 15

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

7.00 7.20 7.40 7.60
m/z 120.05 10.18%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF010719.M Tue Jan 15 13:13:30 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 o-Cymene Concentration Rank 14

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

7.36 56.99 ng 2583990 1,4-Dichlorobenzene-d4 6.87
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 95
3 p-Cvmene 134 C10H14 000099-87-6 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 896 (7.357 min): BF112051.D (-895) (-) m/z 119.10 100.00%
119
5000
o1 134
39 51 65 17 103 127 7.00 7.20 7.40 7.60
Obrrrrrrrprrrr e et el e e | m/z 134.10  26.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene
119
5000
7.00 7.20 7.40 7.60
o1 134 m/z 91.10 17.07%
0 27 b steg 8 T | 108 |1z
mz-> 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
5000 m/z 120.10 10.50%
134
91
ol 15 27 4l 51586 77 103 iz
m/z--> 10 20 30 Jo éo eb 70 80 do 160 110 120 1§0 140 i
Abundance #14809: p—Cymene L L I IM{\I LI L
119 7.00 7.20 7.40 7.60

m/z 77.00 8.81%

5000

91 134

27 34 41 5‘1 sg 65 77 103 | 127

| SN .4 Py PR RS [Nt AR | L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF010719.M Tue Jan 15 13:13:30 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 16 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19

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

7.64 22.63 ng 1220330 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 93
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 944 (7.640 min): BF112051.D (-937) (-) m/z 119.10 100.00%
119
5000 134
39 77 oL 7.40 7.60 7.80 8.00
51 65 105 . . . .
o..,....,....,....','....,'....,..'..,...':-,....,'...9.53..-..,..':'.'..1.2]7,....,... m/z 134.10 43.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.40 7.60 7.80 8.00
91 m/z 91.05 17.08%
o 15 2 % Sleg® | 103 |4y
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119
134 7.40 7.60 7.80 8.00
5000 m/z 120.10 10.24%
91
oL 15 27 39 515965 77 ‘ 105 “‘ 127 |,
mz> 10 20 % 4 5 60 70 85 60 100 110 130 130 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 7.40 7.60 7.80 8.00
m/z 133.10 9.43%
134
5000
91
oL 15 27 4l 515865 T | 98105112 || 127 |,
m/z--> 15 25 §0 Jo 55 eb fo 85 95 160 110 150 150 150 7.40 7.60 7.80 8.00

8270-BF010719.M Tue Jan 15 13:13:31 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 18 Pentadecane, 2,6,10,14-tetr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.83 21.37 ng 1414270 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 78
4 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 58
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58

Abundance Scan 1486 (10.828 min): BF112051.D (-1483) (-) m/z 57.10 100.00%

57
71
5000
85

99 113 10.60 10.80 11.00 11.20

m/z 71.10 71.08%

o 127141 155169183197 212225 244 264

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethy!-
57

71

I

10 60 10. 80 11. oo 11. 20
113 m/z 43.10 56.49Y%

183
1271411551697 197211 225239 253 268

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71 s o S
43 10.60 10.80 11.00 11.20
5000 m/z 85.10 27.11%
o LUy ‘ 99 113127 141 155 169183197
B B Ll L B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105904: Pentadecane, 2,6,10-trimethyl- L B e
57 10.60 10.80 11.00 11.20
m/z 41.10 26.77%
43
5000 n
85
99 113
0 \\ ‘ \‘ I “ i 127141155169183196211225239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. 00 11. 20

8270-BF010719.M Tue Jan 15 13:13:31 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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 19 Tridecane, 5-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.29 25.81 ng 1708070 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 91
2 Tridecane. 4-methvl- 198 C14H30 026730-12-1 90
3 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 1565 (11.292 min): BF112051.D (-1563) (-) m/z 57.10 100.00%
57
71
43
5000 85

11.00 11.20 11.40 11.60

99 113
| I 127141155169183197211 229244 267

Obr et ety e 2202 267 Tm/z 71.10  74.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83031: Tridecane, 5-propyl-
57
43 71
5000 LA L L L L LB LB
11.00 11. 20 11. 40 11. 60
m/z 43.10 52.75%
112
ol 30 127141154168 183197 226
S REEEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59884: Tridecane, 4-methyl-
43 57
71 e
11.00 11.20 11.40 11.60
5000 m/z 85.10 39.59%
85
29
99 155
oL L ‘ | 113126141 169183198
RN B E R A EEa o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71399: Tetradecane, 4-methyl-  EAmEEmEEE RS
43 57 71 11.00 11.20 11.40 11.60
m/z 41.10 26.73%
5000 85
99 113
o L M M 183197 212
RN R L R R R L N ARARARERRRE S R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\

Data File : BF112051.D

Aca On : 14 Jan 2019 15:31

Operator : JU/SJ

ﬁ?ggle : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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 20 2-Octyldodecyl isobutyrate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.14 146.27 ng 6809460 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octvldodecvl isobutvrate 368 C24H4802 1000368-55-5 86
2 1-Eicosene 280 C20H40 003452-07-1 83
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 81
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 81
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 76
Abundance Scan 2389 (16.139 min): BF112051.D (-2372) (-) m/z 57.10 100.00%
5000 ___--/~\-///}\\\~
o 167 1| 15,80 16,00 1520 1640
P b 1185 223241 T \| 307325 356 m/z 43.10 64.10%
m/z--> 150 200 250 300 350
Abundance #195789: 2-Octyldodecy! isobutyrate
4
5000 97 R RN SR B
15.80 16.00 16.20 16.40
139 167 m/z 71.10 52.82%
ol dd " 21 | Lk 119 224 252 - 307°%° 350368
m/z--> 100 150 200 250 300 350
Abundance #127767: 1-Eicosene
43
83 T o B e B
15.80 16.00 16.20 16.40
5000 m/z 55.10 43.03%
111
139 280
oLk "‘Il “ l MJ JL ‘fl-??“I 299|||2$2|||\| —————
m/z--> 50 150 200 250 300 350
Abundance #143260: 1-Dodecanoal, 2-octyl- A B B
57 15.80 16.00 16.20 16.40
m/z 97.10 39.95%
5000 83
111
29
ol Al ‘L 1P 167 196 204 252 280
T 11 T T T T T 7T T T —v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
m/z--> 55 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF011419\
Data File : BF112051.D
Acq On : 14 Jan 2019 15:31 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : K1094-01 10X CROSSWICKS-DRUM-1
ALS Vial : 6 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]
2-Propanol, 1l-met... 2.14 59.5 ng 2698440 1 6.87 906807 20.0
Benzene, 1,3-dime... 5.75 343.8 ng 15587100 1 6.87 906807 20.0
Benzene, propyl- 6.33 64.9 ng 2942900 1 6.87 906807 20.0
Benzene, 1-ethyl-.._. 6.42 322.7 ng 14632900 1 6.87 906807 20.0
Benzene, 1,2,3-tr... 6.74 797.6 ng 36164300 1 6.87 906807 20.0
Benzene, 1-ethyl-.._. 6.95 265.0 ng 12015900 1 6.87 906807 20.0
Indane 7.06 91.2 ng 4132750 1 6.87 906807 20.0
Benzene, 1,3-diet... 7.12 56.8 ng 2574440 1 6.87 906807 20.0
Benzene, 1-methyl. .. 7.15 109.9 ng 4982020 1 6.87 906807 20.0
Benzene, l-ethyl-_._. 7.20 174.7 ng 7920910 1 6.87 906807 20.0
Benzene, 1l-methyl... 7.27 37.3 ng 1688820 1 6.87 906807 20.0
Benzene, 2-ethyl-_._. 7.34 78.4 ng 3555000 1 6.87 906807 20.0
o-Cymene 7.36 57.0 ng 2583990 1 6.87 906807 20.0
Benzene, 1,2,4,5-... 7.64 22.6 ng 1220330 2 8.15 1078330 20.0
Pentadecane, 2,6,... 10.83 21.4 ng 1414270 4 11.40 1323530 20.0
Tridecane, 5-propyl- 11.29 25.8 ng 1708070 4 11.40 1323530 20.0

6

2-Octyldodecyl is... 16.14 146.3 ng 6809460 15.51 931091 20.0
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