LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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
1 3.047 83 84 98 rBv 32639 96432 1.11% 0.262%
2 3.287 102 105 115 rvB 63458 126283 1.45% 0.343%
3 4.316 191 195 198 rBY 3513601 5423944 62.43% 14.728%
4 5.013 250 256 259 rBY 3880234 8687880 100.00% 23.591%
5 5.424 290 292 302 rVB 57124 94983 1.09% 0.258%
6 6.464 381 383 391 rBV 553046 607301 6.99% 1.649%
7 6.590 391 394 396 rvVv 128343 150458 1.73% 0.409%
8 6.807 411 413 416 rBV 810209 917213 10.56% 2.491%
9 6.967 425 427 430 rBY 2725361 2440110 28.09% 6.626%
10 7.379 461 463 466 rBVY 1803598 2036772 23.44% 5.531%

11 8.099 524 526 529 rBV 1364721 1254611 14.44% 3.407%
12 9.185 617 621 623 rBY 3153636 3854710 44.37% 10.467%
13 9.573 653 655 658 rBv 592886 665788 7.66% 1.808%
14 9.859 677 680 682 rvv 1515785 1426762 16.42% 3.874%
15 10.282 713 717 719 rVB2 56528 96586 1.11% 0.262%

16 10.762 757 759 762 rBV 117812 154678 1.78% 0.420%
17 11.208 796 798 799 rBV 139751 117784 1.36% 0.320%
18 11.345 807 810 811 rBV 1488806 1356893 15.62% 3.684%
19 11.368 811 812 813 rvV 137173 104975 1.21% 0.285%
20 11.562 827 829 833 rBv3 156149 244949 2.82% 0.665%

21 11.631 833 835 838 rBV 132606 120585 1.39% 0.327%
22 12.385 899 901 903 rBvV2 91877 113857 1.31% 0.309%
23 12.556 914 916 918 rBV 240061 204023 2.35% 0.554%
24 12.785 931 936 939 rBV 224985 333544 3.84% 0.906%
25 12.934 946 949 951 rBV 2812310 3120943 35.92% 8.474%

26 13.825 1024 1027 1032 rVB3 193199 305441 3.52% 0.829%
27 13.985 1038 1041 1043 rBV 1051248 1160677 13.36% 3.152%
28 14.499 1084 1086 1088 rBV 81332 121101 1.39% 0.329%
29 14.808 1111 1113 1115 rBV 80803 97674 1.12% 0.265%
30 15.002 1128 1130 1134 rVB 85337 149859 1.72% 0.407%

31 15.414 1163 1166 1171 rVB 700689 955569 11.00% 2.595%

32 15.825 1200 1202 1204 rBV 71835 100952 1.16% 0.274%
33 16.294 1241 1243 1250 rVB3 75252 184528 2.12% 0.501%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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:\HPCHEM1I\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 36827865
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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

Abundance TIC: BF093218.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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, (E)- Concentration Rank 11

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

3.05 2.10 ng 96432 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. (E)- 84 C5H80 003102-33-8 91
2 Ethanone. 1l-cvclopropvl- 84 C5H80 000765-43-5 53
3 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 53
4 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 53
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 53

Abundance Scan 84 (3.047 min): BF093218.D ( 83) ) m/z 69.10 100.00%
41.1
5000 p\\\‘\
i T30 300 320 30
49.0 57.0 : : : :
'W”“W”P”Wmﬁ”“PmP“J!W””P”Wmﬁ“”P“L“W””W”P”WMW m/z 41.10 85.78%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1394: 3-Penten-2-one, (E)-
41.0 69.0
5000 R R L L I
2.80 3.00 3.20 3.40
15.0 84.0 m/z 43.10 50.82%
27.0
AN AL 50.0
iz B o 18 5 55 3 B 4> 4B B B o 1> 75 85 O 0
Abundance
43.0
69.0 2.80 3.00 3.20 3.40
5000 m/z 39.10 42 _.67%
84.0
15.0
2.0 370 | 49.055.0 62.0
) LA LA LA RARENLEAR RRRRNAAARA KAL) LARRS NAAES RALLY RARENRAAM LA LML) RALANARL) RANR N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1488: 2-Pentene, 4-methyl-, (2)-
41.0 69.0 2.80 3.00 3.20 3.40
m/z 83.95 21.85%
5000
"0 84.0
15\.0 | [y ‘\ 630\ | 77.0
mz-> 5 10 15 20 25 30 35 40 45 s'o 5'5 60 65 70 75 80 85 90 | 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 4-Penten-2-one, 4-methyl- Concentration Rank 8

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

3.29 2.75 ng 126283 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 38
3 2-Vinvlethvl acetate 114 C6H1002 001576-84-7 28
4 Pent-3-envlamine 85 C5H11IN 087156-70-5 9
5 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 9

Abundance Scan 105 (3.287 min): BF093218.D (-102) (-) m/z 43.00 100.00%
43.0
5000

83.1
55.0 3.00 3.20 3.40 3.60
e 00 L B m/z 83.10 10.83%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3174: 4-Penten-2-one, 4-methyl-
43.0
5000 ||||||||||||||I|\||||||||
3.00 3.20 3.40 3.60
m/z 39.10 7.54%
290 55.0 830 980
| 1 1
T T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
3.00 3.20 3.40 3.60
5000 m/z 55.05 6.56%
55.0
27.0
150 10 830 980
I N L o o o e S RAREERERE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7001: 2-Vinylethyl acetate
43.0 3.00 3.20 3.40 3.60
m/z 41.05 3.68%
5000 54.0
270 73.0
[ | 84.0 99.0 114.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.32 118.27 ng 5423940 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 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 195 (4.316 min): BF093218.D (-191) (-) m/z 55.10 100.00%
5000
43.0 081
e
4.00 420 4.40 4.60
...,....,....,...:|,-':...;'.|::.,..6.7:1,.7?-.0.,.:..,....,...., m/z 83.10 94.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LA I I I
o 0 98.0 400 420 440 460
' m/z 43.05 41 _29%
mn \‘\\\ M‘ ! 67.0 75.0 ! .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 PEPEPP I
5000 43.0 m/z 98.10 33.32%
98.0
29.0
69.0
LA FURELELS IR SURLEL SR SRS SURLLEL ILLALI SURL L IURIIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R maa e R EAmmm R
55.0 83.0 4.00 420 4.40 4.60
m/z 39.10 27 .68%
41.0
5000 270 98.0
15.0 ‘ 69.0
”'I'L'I'“lh'”*il”'“JN'I'”MH'”'f'h'l'”'W'”'l RSB SUARE RS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.01 189.44 ng 86878380 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 256 (5.013 min): BF093218.D (-250) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SRS S SRR
| 83.1 | 2070 4.60 4.80 5.00 5.20 5.40
Ol e e e e e e m/z 59.10 61.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL UL LI R
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.10 18.58%
"Jw'“hw“"“"'ﬁqq'ﬂt"w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 520 540
5000 500 m/z 58.10 16.11%
101.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8116: 2-Hexanol, 2-methyl- e
59.0 460 480 500 520 5.40

m/z 41.10 9.40%

5000
101.0
41.0
15.0 Lil \‘H T 830

m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 5 unknown6.59 Concentration Rank 7

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

6.59 3.28 ng 150458 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 394 (6.590 min): BF093218.D (-391) (-) m/z 132.10 100.00%
130.1
5000 68.1
42.1 9‘?-0 620 6.40 6.60 6.80 7.00
LA 10 B e m/z 68.10 36.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR AR SR L L
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.10 32.92%
‘ [l 1 H ! "
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 22.12%
104.0
27.0 44.0 06.0 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 14.87%
5000
105.0
5.0 770 | ) 159.0 178.0 222.0 A
m/z--> 20 Jo 60 80 160 120 140 160 180 200 220 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.28 ng 154678 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 759 (10.762 min): BF093218.D (-757) (-) m/z 57.10 100.00%
57.1
5000
99.1 10.40 10.60 10.80 11.00
...-.\,.'..-.-',.-'.%4.1',2..“?3'.2,.... e m/z 43.10 63.35%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 DA UL SRS
10.40 10.60 10.80 11.00
m/z 71.10 60.39%
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.40 10,60 10.80 11.00
5000 m/z 85.10 35.64%
27.0 9.0 1410 183.0212.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #151556: Heptacosane T T T T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 27 .80%
5000
27,0 || | \9%0‘ 141.0 183.0 225.0 267.0 323.0 380.0

T T I T
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.56 3.61 ng 244949 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 90
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 1-Pentadecanol 228 C15H320 000629-76-5 87
5 1-Tetradecanol 214 C14H300 000112-72-1 87

Abundance Scan 829 (11.562 min): BF093218.D (-827) (-) m/z 43.10 100.00%

43.

69.0

5000

11.20 11.40 11.60 11.80
m/z 55.05  98.14%

1252 4549 179.2 207.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83798: 1-Hexadecanol
43.0

69.0

5000 LA L L L L L L L LB B
11.20 11.40 11.60 11.80
1250 m/z 57.10 86.12%
22.0/ “‘ 1L " 154.0 196.0 224.0
B AARammrw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
R B
83.0 11.20 11.40 11.60 11.80
5000 m/z 41.10 80.13%
29.0 111.0
1390 1680 195.0 2240 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene R R RREEEEa
43. 11.20 11.40 11.60 11.80
m/z 69.05 73.50%
5000

125.0

154.0 182.0 210.0 238.0 266.0
e e R ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.26 ng 305441 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 81
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 64
5 1-Docosene 308 C22H44 001599-67-3 62
Abundance Scan 1027 (13.825 min): BF093218.D (-1024) (-) m/z 57.10 100.00%
51.1
T ﬁAJLJ\ﬁmﬂnyJdeﬂﬂ
5000
R SR SO SURIURN SUM
39.1 1822 230.1 13.60 13.80 14.00 14.20
0 ..,..J.,ll o 238 et M/Z 43.10  79.19%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 LRI ISR UL SULLE SUR
Bmmmmmmm
250 m/z 55.10 76.44%
i \‘H\\‘\ HHhIh ‘..?‘9.6{(.)...|....|....|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
43.0
' 13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 75.23%
1250 1670 2100 267, 0307 0 490.0 A/W
m/z--> éo 160 1%0 260 250 300 3éo 460 4éo '
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester AR Baa T e
43.0 13.60 13.80 14.00 14.20
m/z 69.10 62.49%
- I N,\/\/\’V\ﬂMM
L)1 1752 1680 2100 2520
m/z--> éo 160 1%0 260 2éo 360 3éo 460 4éo ' 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 10 Acetic acid, 2-[5-(4-nitrop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.09 ng 121101 Chrysene-di2 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 2-T5-(4-nitrophenvl... 275 C13H13N304 351064-45-4 58
2 2.4-Dicvanopvridine 129 C7H3N3 029181-50-8 35
3 Isoauinoline 129 C9H7N 000119-65-3 30
4 Quinoline 129 C9H7N 000091-22-5 30
5 Benzonitrile, 4-ethenyl- 129 CO9H7N 003435-51-6 30

Abundance Scan 1086 (14.499 min): BF093218.D (-1084) (-) m/z 275.10 100.00%

1

5000

27b.1 Ak*%

355.3 14 20 14. 40 14. 60 14. 80
TRV m/z 129.10 90.58%

m/z--> 50 100 150 200 250 300 350
Abundance #103334: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-,...
275.0

5000 A R AR
129.0 14.20 14.40 14.60 14.80

41020 175.0202.0 m/z 246.10 51.98%

‘ l ‘ 2470
—— H\ ﬁu \\ Hh ‘\ H \‘ \ ‘ " - T
m/z--> 50 100 150 2 O 300 350
Abundance

129.0

14.20 14.40 14.60 14.80

0
5000 10 1020 m/z 102.10 50.69%
12.0
B e e e o e e e e e e s e e T L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #12650: Isoquinoline
129.0 14.20 14.40 14.60 14.80

m/z 128.10 40.74%

5000
51.0 102.0
150 |

I‘J{JIM ‘

T
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.81 2.04 ng 97674 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 80
2 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 64
3 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 64
4 2.6-Octadiene. 2.6-dimethvl- 138 C10H18 002792-39-4 64
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
Abundance Scan 1113 (14.808 min): BF093218.D (-1111) (-) m/z 69.10 100.00%
69.1
5000
137.2 14.40 14.60 14,80 15.00 15.20
207.1
k3P0 175220712422 2852 | 352 L ugnTer i 49,090
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 A BN S UL B

14.40 14.60 14.80 15.00 15.20
m/z 41.10  28.74%

137.0
29.0 | | 1050, |, 191.0 231.0 273.0 341.0 410.0
L B i B e e e e o LA B e o o e e LA B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
R S R
14.40 14.60 14.80 15.00 15.20
5000 m/z 95.10 16.40%
21.9 110.0
L e e o e ey L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... L e e e e
69.0 14.40 14.60 14.80 15.00 15.20
m/z 68.10 11.29%
5000
137.0
29.0 , 4 | 1050 | 191.0 231.0 273.0 341.0 410.0
L B o e o e e o e L e o o B o A A R i e e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.83 2.11 ng 100952 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Eicosane 282 C20H42 000112-95-8 80
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 80
4 Tetradecane 198 C14H30 000629-59-4 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72

Abundance Scan 1202 (15.825 min): BF093218.D (-1200) (-) m/z 57.10 100.00%

5%.1
5000 85.1

113.1 15.60 15.80 16.00 16.20
141.2  182.2208.1235.1 266.1 2971
O W i L R S M- FU Ry s

1
m/z--> 50 100 150 200 250 300 350

Abundance #91036: Octadecane
57.0
5000 LA I L L L L L L L
85.0 1560 15.80 16.00 16.20
9.0 m/z 43.10 52.46%
"L ™%u0s9019705m02580
e e e T R A e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
AR RREEEme e
15.60 15.80 16.00 16.20
5000 m/z 85.10 44.11%
85.0
29.0
113.0141.0169.0 197.0 225.0 253.0 282.0
T T T e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #55024: Tridecane, 3-methyl- A BEa T e S
57.0 15.60 15.80 16.00 16.20
m/z 55.10 20.53%
5000
29.0
8.0 69.0
h ‘ | | | 11301400170 1080
—— T AR RREEEme e
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093218.D

Aca On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample : 12013-02

Misc :

ALS Vial : 7 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.29 3.86 ng 184528 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 80
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 72
5 Triacontane 422 C30H62 000638-68-6 72

Abundance Scan 1243 (16.294 min): BF093218.D (-1241) (-) m/z 57.10 100.00%

| W
5000 :

16.00 16.20 16.40 16.60
m/z 71.10 65.99%

113114111692 2002  253.2 284.2

m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-

a1
~l
o

5000 850 LA L L L L L L LB
16.00 16.20 16.40 16.60
‘ m/z 43.10 51.47%
113.0 239.0
|| 7T 241.0169.0 197.0 [ 267.0294.0 323.0 352.0
L B e e e e L i e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R REAEE masma S
16.00 16.20 16.40 16.60
5000 85.0 m/z 85.10 48.25%
290 113.0 210.0
" 141.0169.0 " 239.0266.0  309.0
B e e e I e e .
m/z--> 50 100 150 200 250 300 350
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- Al B R
43.0 16.00 16.20 16.40 16.60
m/z 55.10 31.12%
71.0
5000
99.0
i‘ ‘ M \‘12x‘7.0\15\5.0 183.0 225.0 253'0 29?.0 337'0
e

T I T I
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022717\
Data File : BF093218.D

Acq On : 27 Feb 2017 21:35

Operator : SJ/MA

Sample - 12013-02

Misc :

ALS Vial : 7 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, (E)- 3.05 2.1 ng 96432 1 6.81 917213 20.0
4-Penten-2-one, 4. .. 3.29 2.8 ng 126283 1 6.81 917213 20.0
3-Penten-2-one, 4. .. 4.32 118.3 ng 5423940 1 6.81 917213 20.0
2-Pentanone, 4-hy... 5.01 189.4 ng 8687880 1 6.81 917213 20.0
unknown6 .59 6.59 3.3 ng 150458 1 6.81 917213 20.0
Eicosane 10.76 2.3 ng 154678 4 11.34 1356890 20.0
1-Hexadecanol 11.56 3.6 ng 244949 4 11.34 1356890 20.0
Trichloroacetic a... 13.83 5.3 ng 305441 5 13.99 1160680 20.0
Acetic acid, 2-[5... 14.50 2.1 ng 121101 5 13.99 1160680 20.0
Squalene 14.81 2.0 ng 97674 6 15.41 955569 20.0
Octadecane 15.83 2.1 ng 100952 6 15.41 955569 20.0
Heptadecane, 9-oc... 16.29 3.9 ng 184528 6 15.41 955569 20.0
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