LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On : 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF013017.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

4_259 188 190 196 rBV 453566 673713 16.36% 3.256%
4._.956 248 251 253 rBV 1272478 2019114 49.04% 9.757%
rBv5 95890 163702 3.98% 0.791%
6.453 380 382 390 rBV 749814 824925 20.03% 3.986%
6.579 390 393 395 rBV 324681 309745 7.52% 1.497%
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6.807 411 413 415 rBvV 701821 693526 16.84% 3.351%
6.956 424 426 429 rBvY 835978 985947 23.94% 4._.764%
rBv 699087 708710 17.21% 3.425%
8.099 523 526 528 rBV 721938 881519 21.41% 4._.260%
8.682 576 577 579 rBV 68929 68053 1.65% 0.329%
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11 9.116 611 615 617 rBv2 27454 49132 1.19% 0.237%
12 9.162 617 619 622 rVvV 871273 1264820 30.72% 6.112%
13 9.242 624 626 629 rvVv 81523 121559 2.95% 0.587%
14 9.562 652 654 658 rvB 314935 367233 8.92% 1.775%
15 9.779 671 673 675 rVB 104682 109045 2.65% 0.527%

16 9.848 676 679 681 rBvV 799496 816348 19.83% 3.945%
17 10.271 715 716 720 rvV 147037 142877 3.47% 0.690%
18 10.396 724 727 730 rvv2 20858 42027 1.02% 0.203%
19 10.488 732 735 739 rVB2 48130 89135 2.16% 0.431%
20 10.751 756 758 762 rVB 132079 219017 5.32% 1.058%

21 11.196 794 797 798 rvVv 112204 132547 3.22% 0.640%

22 11.219 798 799 802 rvB2 63745 77662 1.89% 0.375%
23 11.334 807 809 810 rBvV 653421 757961 18.41% 3.663%
24 11.619 832 834 835 rvv 108036 84486 2.05% 0.408%
25 11.722 840 843 845 rBV 877020 754637 18.33% 3.647%
26 11.939 861 862 868 rvB2 45251 70171 1.70% 0.339%
27 12.031 868 870 872 rBV 47906 81053 1.97% 0.392%
28 12.259 888 890 893 rBV3 20671 47191 1.15% 0.228%

29 12.408 900 903 907 rvv2 2185160 4117659 100.00% 19.898%
30 12.511 910 912 914 rvVv 460071 422050 10.25% 2.039%

31 12.545 914 915 917 rVB 277915 212811 5.17% 1.028%
32 12.774 932 935 938 rBV 256584 328561 7.98% 1.588%
33 12.911 945 947 950 rBV 1072956 969169 23.54% 4.683%
34 13.139 965 967 971 rBV3 60467 109328 2.66% 0.528%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On : 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.482 995 997 998 rBV 75297 87127 2.12% 0.421%

36 13.814 1024 1026 1030 rBv4 85665 139361 3.38% 0.673%
37 13.974 1037 1040 1041 rBV2 775948 862007 20.93% 4._.165%
38 15.403 1162 1165 1172 rVB 626197 890406 21.62% 4 _.303%

Sum of corrected areas: 20694334
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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:\HPCHEMI\BNA F\DATA\BF030117\

BF093311.D

2 Mar 2017 1:24

SJ/MA

11995-01 2X

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF093311.D

4.96

6.96

6.45 6.81

7.38

4.26

5.40

0
Time-->

5.00

5.50

Abundance

2000000

1500000

1000000

500000

0

8.10

TIC: BF093311.D

12.91

i 111940312.29

T
Time--> 8.00

13.00 13.50

10.50 11.00 11.50

12.00 12.50

Abundance

2000000

1500000

1000000

3.81
500000

0

TIC: BF093311.D

15.40

13.97

Time-->

14.

18.00 18.50

16.50 17.00 17.50

00 14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.26 19.43 ng 673713 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 190 (4.259 min): BF093311.D (-188) (-) m/z 55.10 100.00%

55.1 83.1
5000
43.0 08.1

| 400 420 4.40 4.60
o...,”..,”..,”..,”..p”

67.0
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 43.0

SRR L/CL AU TR N m/z 83.10 96.11%
98.0 4.00 4.20 4.40 4.60

29.0
‘ ‘ m/z 43.05 39.94%
0 ‘ L M‘\ 670750 |
,,,,,,,,,,
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0
55.0 IIIIIIIIIIIIIIIIIIIIIIII
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 34.69%
29.0
98.0
69.0
Ot T T T T e e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0 4.00 4.20 4.40 4.60

m/z 39.10 26.23%

41.0
5000 270 8.0
15.0 ‘ 69.0
0 ‘ \‘ 1 m\‘ ‘ | ‘\

m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.96 58.23 ng 2019110 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 9

Abundance Scan 251 (4.956 min): BF093311.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 460 40 500 820
83.1 : : : :
0...,....,....,....',':...,..-!.|,...7.,1.'9..,.-...,....-,|....,....,....,....,...., m/z 59.10 61.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN R L R I
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 20.07%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 16.28%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L B
43.0 460 4.80 5.00 5.20
m/z 41.05 8.95%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W AR SN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.58 Concentration Rank 5

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

6.58 8.93 ng 309745 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 393 (6.579 min): BF093311.D (-390) (-) m/z 132.10 100.00%
13%.1
5000 681
96.1 NSRS AANE SR SRS
400 540 6.20 6.40 6.60 6.80 7.00
o....,....:u...,.-:..,.:l-.',..7.55,1....,..!.,.-??.1,....,....,'...,.. m/z 68.10 35.70%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 T '|p*"|' T T
620 640 6.60 6.80 7.00
210 510 m/z 134.10 33.03%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.90%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro-
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.62%
5000
63.0 81.0
o310 500 | 9201010 1120 |
e g e e 7 e a0 18 1o 135 o 14 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.49 2.18 ng 89135 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
2 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 76
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 64
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 64
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64

Abundance Scan 735 (10.488 min): BF093311.D (-732) (-) m/z 57.10 100.00%
57.1
5000
10.20 10.40 10.60 10.80
0 S L m/z 71.10 48.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 RN LN UL LN SULRE
10,20 10.40 10.60 10.80
290 85.0 m/z 43.10 45.29%
o ‘ L0 aae 1830 2110 2390
m/z--> 20 45 65 80 100 120 150 160 180 200 220 240
Abundance
57.0
110.20 10.40 10.60 10.80
5000 m/z 85.10 22 .36%
29.0
o g0 120 1.0 1690
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73971: Tridecane, 5-propyl- R e LA R
57.0 10.20 10.40 10.60 10.80
m/z 41.05 21.38%
5000
85.0
112.0
0 300, | ‘ L 1410 1830 226.0
m/z--> 20 40 60 8|0 1(')0 120 140 160 180 200 220 240 10,20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.75 5.78 ng 219017 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 758 (10.751 min): BF093311.D (-756) (-) m/z 57.10 100.00%
57.1
5000 851
113.2 10.40 10.60 10.80 11.00
141.2169.1
ol b g SAes . m/z 71.10  61.99%
m/z--> 50 100 150 200 250 300 350
Abundance #45540: Tridecane
57.0
5000 DR DU SR B
mmmmmmnm
29.0 85.0 m/z 43.10 60.90%
0 “ \‘\ H 1l ‘\‘ \\11‘3'0141'0 184.0
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance
57.0
10,40 10.60 10.80 11.00
5000 85.0 m/z 85.10 35.87%
29.0
o 113.0141.0169.0197.0225.0253.0281.0309.0338.0
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #151556: Heptacosane T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 28.57%
5000
85.0
0 290{ 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 3&'30 10. 40 10 60 10 80 11. oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.20 3.50 ng 132547 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 797 (11.196 min): BF093311.D (-794) (-) m/z 57.10 100.00%
57.1
5000
152 15, 10180 1100 1120 11,40 110
O b b s p e e e e e e m/z 43.10 62.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91035: Octadecane
57.0
5000 AR DAL UL LB B
mmnmnmnmnm
m/z 71.10 58.71%
o0 a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
10,80 11.00 11.20 11.40 11.60
5000 m/z 85.10 39.31%
o 111.0 169.0 2250 2810 337.0 3930 463.0 519.0 575.0
m/z--> 55 160 1éo 200 250 300 350 400 4%0 500 séo 660
Abundance #73965: Hexadecane A B B
10.80 11.00 11.20 11.40 11.60
m/z 41.10 25.09%
5000

| 13.0 169.0 226.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.62 2.23 ng 84486 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 834 (11.619 min): BF093311.D (-832) (-) m/z 57.05 100.00%

5%.0
5000 851

11.20 11.40 11.60 11.80 12.00

| 1132 1491 169 2 204 1

o S 0 SO A P m/z 43.10 67.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86886: 2-Bromo dodecane
57.0
5000 850 LRI L L B L L L L L B
) 11. 20 11. 40 11.60 11.80 12.00
29.0 m/z 71.10 54 _.93%
113.0 169.0
S e Y T G S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
I A mEEEE e
11.20 11.40 11.60 11.80 12.00
5000 85.0 m/z 85.10 38.79%
28.0
183.0
o 113.0 155.0 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64571: Pentadecane R mmmams S
57.0 11.20 11.40 11.60 11.80 12.00
m/z 41.10 23.62%
5000 85.0
29.0
ol | ) 4113014101690 2120
B RN e o o B L R RRRARRNEEEAN RS Ry R R AR R E S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.72 19.91 ng 754637 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90

Abundance Scan 843 (11.722 min): BF093311.D (-840) (-) m/z 74.10 100.00%
741
5000 431
143.1 T T T T T T T
97.1 185.2 227.3 11.40 11.60 11.80 12.00
0 ...,....,...hl,..h.. et b 202 Tm/z 87.10  73.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75097: Tridecanoic acid, methyl ester
74.0
5000 SR B SUURE UL N
43.0 11,40 11.60 11.80 12.00
m/z 43.10 36.49%
miz--> "'z'o' - o 'e'o" PP '1'216' 160 '1'86' 85k 2k 35
Abundance
74.0
11.40 11,60 11.80 12.00
0
5000 3.0 m/z 55.10 28.11%
. o0 30 o0 1990 2420
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100708: Hexadecanoic acid, methy! ester T
74.0 11.40 11.60 11.80 12.00
m/z 41.10 24 .25%
5000 430
0 15w0 \‘ ‘\ M\ \\‘ ) 97“0 121.0 4?.0 1850 2270 27?0
m/z--> 20 Jo 60 80 100 120 150 160 180 200 220 250 260 1140 11.60 11.80 12.00

8270-BF013017.M Thu Mar 02 12:26:51 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.03 2.14 ng 81053 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 64
2 Nonadecane 268 C19H40 000629-92-5 64
3 Octadecane 254 C18H38 000593-45-3 59
4 Hexadecane 226 C16H34 000544-76-3 59
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58
Abundance Scan 870 (12.031 min): BF093311.D (-868) (-) m/z 57.10 100.00%
51.1
5000
1132 131 1660 1971 1180 1200 1220 1240
0 m/z 71.10 66.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64573: Pentadecane
57.0
5000 L S BULRLLE BN B
85.0 1180 12.00 12,20 12,40
29.0 m/z 43.10 58.92%
0 \‘ ul ‘ gl 11:\30‘1410 1680 2120
m/z--> 25 Jo eb 85 160 150 150 160 180 200 220 250 2éo
Abundance
57.0
o o "' 11/80 12.00 12.20 12.40
5000 : m/z 85.15 45 _.27%
29.0
o 1130 1410 169 o 197 0 268.0
m/z--> 25 Jo eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #91036: Octadecane R o e B
57.0 11.80 12.00 12.20 12.40
m/z 41.10 27.51%
5000 85.0
29.0
S O e P 1690 1970 2250 2540
m/z--> 2I 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 11|80 12.00 12 20 12.40

8270-BF013017.M Thu Mar 02 12:26:51 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.41 108.65 ng 4117660 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 98
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 93

Abundance Scan 903 (12.408 min): BF093311.D (-900) (-) m/z 67.10 100.00%

67.1

41.1
5000

12.00 12.20 12.40 12.60 12.80

1231
1501 1782 203 2633 2043

0 m/z 81.10 86.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114381: 10,13-Octadecadienoic acid, methyl ester
67.0

12.00 12.20 12.40 12.60 12.80
m/z 55.10 71.43%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
41.0 P T
95.0 12.00 12.20 12.40 12.60 12.80
5000 m/z 95.10 59.62%
123.0
. 1500 1780  9p30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T T T
410 67.0 12.00 12.20 12.40 12.60 12.80

m/z 41.10 53.99%

5000 %5.0
123.0 150.0 294.0
L T 1780 2200 2630

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12 20 12. 40 12. 60 12. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.14 2.54 ng 109328 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 967 (13.139 min): BF093311.D (-965) (-) m/z 57.10 100.00%
57.1
5000 85.1
272 1771 2172 561 2952 12.80 13.00 13.20 13.40
bl b m/z 43.10 69.63%
m/z--> 50 100 150 200 250 300 350
Abundance #73963: Hexadecane
57.0
5000 SR AR AR AR B
nmmmmmmm
m/z 71.10 62.60%
0 27\0‘ L0 0169.0108.0226.0
m/z--> 50 160 150 260 2%0 360 3%0
Abundance
57.0
12:80 13.00 13.20 1340
5000 m/z 85.10 46 .96%
27.0 99.0 " 141.0160.0 211.0 253.0 2950 337.0 380.0
m/z--> 55 160 1%0 200 2%0 360 3%0
Abundance #114972: Dodecane, 1-iodo- LI L B L B L LI R
57.0 12.80 13.00 13.20 13.40
m/z 41.10 24 .20%
5000
99.0 155.0
m/z--> 50 100 150 200 250 300 350 12. 80 13. oo 13 20 13. 40

8270-BF013017.M Thu Mar 02 12:26:53 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.02 ng 87127 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C16H34 000544-76-3 87
4 Heptacosane 380 C27H56 000593-49-7 80
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72

Abundance Scan 997 (13.482 min): BF093311.D (-995) (-) m/z 57.10 100.00%

i W
5000 85.1

13.20 13.40 13.60 13.80

112.1137.1161.1 189.1 2251 .0 557633022

o

rrrer e m/z 43.10 62.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0
5000 LA L L L L L L L
85.0 13 20 13. 40 13. 60 13. 80
29.0 m/z 71.10 59.30%
o ‘ L, 1130 1410 169.0 282.0
,,,,,,, T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R IEEEE e s
13.20 13.40 13.60 13.80
5000 85.0 m/z 85.10 43.03%
29.0

1130 141.0 169.0 197.0 2250  268.0

Z

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73968: Hexadecane e e ERRES BE s
57.0 13.20 13.40 13.60 13.80
m/z 55.10 25.52%
5000 85.0 ,UVAJRV/vWJ“A/\A“”/~N\ﬁj/kafv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093311.D

Aca On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(octadecyloxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.23 ng 139361 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 91
2 Octadecane. 1-chloro- 288 C18H37CI 003386-33-2 62
3 Tridecane 184 C13H28 000629-50-5 60
4 Tritetracontane 605 C43H88 007098-21-7 58
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 1026 (13.814 min): BF093311.D (-1024) (-) m/z 57.10 100.00%
5000 85.1
e 13.40 13.60 13.80 14.00 14.20
155.2 187.1 244.2 307.2 - - - - -
ol il BHZE0 2768 TS 23 0 T2 43,10 66.61%
m/z--> 50 100 150 200 250 300 350
Abundance #125129: Ethanol, 2-(octadecyloxy)-
57.0
5000 85.0 ARSI SR SRR B B

13. 40 13. 60 13. 80 14. 00 14 20
290 111.0 m/z 71.10 54.90%
“ “ 141.0169.0 197,0224.0252.0 283 03110

o : Ay e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R B R REE B
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 52.94%
85.0
29.0
o 111.0147.0175.0203.0231.0 259.0 288.0
m/z--> 50 100 150 200 250 300 350
Abundance #45543: Tridecane R e R RS B
57.0 13.40 13.60 13.80 14.00 14.20
m/z 85.10 44 .98%
5000 85.0
29.0
m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF030117\
Data File : BF093311.D

Acq On > 2 Mar 2017 1:24

Operator : SJ/MA

Sample : 11995-01 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4. .. 4.26 19.4 ng 673713 1 6.81 693526 20.0
2-Pentanone, 4-hy... 4_.96 58.2 ng 2019110 1 6.81 693526 20.0
unknown6 .58 6.58 8.9 ng 309745 1 6.81 693526 20.0
Pentadecane, 2,6,... 10.49 2.2 ng 89135 3 9.85 816348 20.0
Tridecane 10.75 5.8 ng 219017 4 11.33 757961 20.0
Octadecane 11.20 3.5 ng 132547 4 11.33 757961 20.0
2-Bromo dodecane 11.62 2.2 ng 84486 4 11.33 757961 20.0
Tridecanoic acid,... 11.72 19.9 ng 754637 4 11.33 757961 20.0
Pentadecane 12.03 2.1 ng 81053 4 11.33 757961 20.0
10,13-Octadecadie... 12.41 108.7 ng 4117660 4 11.33 757961 20.0
Hexadecane 13.14 2.5 ng 109328 5 13.97 862007 20.0
Eicosane 13.48 2.0 ng 87127 5 13.97 862007 20.0
Ethanol, 2-(octad... 13.81 3.2 ng 139361 5 13.97 862007 20.0
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