LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator =: SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 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-BF020116.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 4.087 173 175 181 rBvV 33049 57360 1.40% 0.149%
2 4.807 234 238 246 rBVY 1059748 1687586 41.32% 4.392%
3 5.253 274 277 279 rBVY 3902372 3821249 93.55% 9.946%
4 5.653 311 312 315 rBV 37535 45471 1.11% 0.118%
5 6.316 367 370 372 rBVY 3890879 4084640 100.00% 10.631%
6 6.430 377 380 382 rBVY 4363228 3938418 96.42% 10.251%
7 6.659 398 400 402 rBVY 1318308 1068430 26.16% 2.781%
8 6.819 411 414 416 rBV 3141369 2979295 72.94% 7.754%
9 7.230 447 450 452 rBV 2575493 2360591 57.79% 6.144%
10 7.950 510 513 515 rBVY 1457811 1387605 33.97% 3.612%

11 9.025 604 607 610 rBV 3892639 3647365 89.29% 9.493%
12 9.425 640 642 644 rBvV 626924 516644 12.65% 1.345%
13 9.642 659 661 663 rBv 158458 125389 3.07% 0.326%
14 9.699 663 666 668 rBvY 1327100 1369722 33.53% 3.565%
15 9.871 678 681 683 rBv 24948 43806 1.07% 0.114%

16 10.145 702 705 706 rVvB 195417 175440 4 _30% 0.457%
17 10.362 721 724 727 rBV 69140 108404 2.65% 0.282%
18 10.488 732 735 737 rBV2 1897884 2410608 59.02% 6.274%
19 10.613 744 746 753 rVB 233988 268098 6.56% 0.698%

20 10.808 760 763 765 rBvV2 27021 41840 1.02% 0.109%
21 11.059 783 785 786 rBV 119022 99106 2.43% 0.258%
22 11.174 792 795 797 rBV 1492650 1262488 30.91% 3.286%
23 11.722 842 843 845 rBV 54091 43275 1.06% 0.113%
24 11.894 854 858 862 rBv2 31446 48837 1.20% 0.127%
25 12.602 918 920 922 rBV 244823 303500 7.43% 0.790%
26 12.671 925 926 928 rVB 57322 50548 1.24% 0.132%
27 12.762 931 934 936 rBV 3407397 3089918 75.65% 8.042%
28 13.002 951 955 957 rBV2 28624 49494 1.21% 0.129%

29 13.299 979 981 983 rBV 213236 191697 4.69% 0.499%
30 13.665 1011 1013 1022 rBV 445625 763274 18.69% 1.987%

31 13.802 1022 1025 1027 rBV 1095857 972135 23.80% 2.530%
32 13.997 1039 1042 1045 rBV3 29068 61054 1.49% 0.159%
33 14.294 1066 1068 1074 rVB2 34263 85656 2.10% 0.223%
34 14.648 1097 1099 1101 rBV 214012 226853 5.55% 0.590%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator =: SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.174 1142 1145 1147 rBV 716650 862286 21.11% 2.244%
36 15.220 1147 1149 1152 rVB2 28258 45685 1.12% 0.119%
37 15.643 1184 1186 1190 rBV3 43382 127149 3.11% 0.331%

Sum of corrected areas: 38420916
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084895.D

4000000 5.25 6.32

3000000

2000000

4.81
1000000

5.65

6.82

6.66

7.23

0
Time-->

5.00

5.50

Abundance TIC: BF084895.D

4000000 9.02

3000000

2000000 10.49

95 11.17

9.70

1000000

11.721.89
0

12.76

12.60)|
2.

8.50

9.00

10.00

I
Time--> 8.00 9.50 10.50 11.00 11.50 12.00

12.50

Abundance TIC: BF084895.D

4000000

3000000

2000000

3.80

1000000 15.17

14.00 14.29 15.64

0

14.00 14.50

15.00 15.50 16.00 16.50 17.00 17.50 18.00

Time-->

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

481 31.59ng 1687590  1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 72

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 238 (4.807 min): BF084895.D (-234) (-) m/z 43.05 100.00%

43.0
59.1
5000
o 40 250 4B 500 550
83.0 : : : : :
0...,....,....,....',':...,..-!.l,...7.,1.'9..,.-...,...:,|....,....,....,....,...., m/z 59.10 60.61%
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 BRI BLEL LI L L N LN B
59.0 4.40 4.60 4.80 5.00 5.20
0
150 1010 m/z 101.10 19.83%
I 8.0
Obrrr e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e
570 4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 14 .90%
20.0 101.0
ol 20 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.93%
5000 41.0
o U |70 1260 1420 A
R A A B B R e B AR AA e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.43 Concentration Rank 1

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

6.43 73.72 ng 3938420 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 380 (6.430 min): BF084895.D (-377) (-) m/z 132.00 100.00%
132.0
5000 68.1
%1 %L so J obo 650 ¢ko aho 6k
01 B e m/z 68.10 43.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R A IR L R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 34.01%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 27 .86%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.33%
74.0
5000 98.0 116.0
0 hm\ Ao o Ul
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.56 ng 175440 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 705 (10.145 min): BF084895.D (-702) (-) m/z 57.10 100.00%
57.1
5000 85.1
1131 1411 9.80 10.00 10.20 10.40
(o} . m/z 43.10 62.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 AR BARER
85.0 980 10. oo 10.20 10.40
29.0 ' m/z 71.10 50.50%
0 ‘\ L Ll ‘ 1130 141 0 169.0 197 0 226.0
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
9.80 10.00 10.20 10.40
0
5000 85.0 m/z 85.10 39.26%
29.0
o 113.0 141.0 169.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0 9.80 10.00 10.20 10.40
m/z 41.10 28.94%
5000
85.0
29.0
0 | L Ly 1130 1410 1690 282.0
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.61 4.25 ng 268098 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 89

Abundance Scan 746 (10.613 min): BF084895.D (-744) (-) m/z 57.10 100.00%

57.1

5000

10.20 10.40 10.60 10.80 11.00

1131 141.1 169.1

0! m/z 43.10 71.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0
5000 TT T T[T T T T [T T T T[T T T T[TT
85.0 10. 20 10. 40 10. 60 10. 80 11. OO
29.0 m/z 71.05 55.06%
0 ‘ h\ " Jll?o 141.0 169.0 282.0
.”,””P.”P”.P”q.”wnulnup.upn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R EE RS R e
85.0 10.20 10.40 10.60 10.80 11.00
5000 ' m/z 85.10 37.39%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73963: Hexadecane T R L e AR
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.05 29.18%

5000 85.0
29.0
ol | ‘ | 4, 41130 1410 160.0 197.0 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 20 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.60 6.24 ng 303500 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 86
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 68
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 52
4 n-Butyl laurate 256 C16H3202 000106-18-3 38
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 14
Abundance Scan 920 (12.602 min): BF084895.D (-918) (-) m/z 56.10 100.00%
56.1
202.1
5000

DU NABA
12.20 12.40 12.60 12.80 13.00

O m/z 202.10 56.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 | LANLINLILE LIS LN L BB L L BB
29.0 12.20 12.40 12.60 12.80 13.00
630 129 m/z 57.10 54 _.16%
0 ‘ h “ NIRRT, 157.0 185.0 213.0 ] 25‘7 0281 0 312.0
”quupn ””.u.””P”.””.”.””.”.””.u.uupuq””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
 ARE REESS Ba e et
12.20 12.40 12.60 12.80 13.00
5000 m/z 257.30 40.55%
257.0
29.0 129.0
83.0 157.0 185.0 213.0 o830 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester T R
57.0 12.20 12.40 12.60 12.80 13.00
m/z 43.10 38.87%
5000
239.0
280 85.0 129 0
0 h‘ “\\ HH H\ \H J\ 157 0 185 0 21\3 O ‘\ H\ 282 0 312 0 A’\J\/\\"‘/\J
e .u.”..””.”..”.””.”..”.HH.H.PHWHH, R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.30 3.94 ng 191697 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 87
2 n-Butvl mvristate 284 C18H3602 000110-36-1 72
3 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 43
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35
Abundance Scan 981 (13.299 min): BF084895.D (-979) (-) m/z 56.10 100.00%

56.1
5000

13.00 13.20 13.40 13.60
of m/z 57.10 64 .25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56.0
_'_'_'—I_'_'_'_'—r'_'_'_'—r'_'_'_'—l_'_'_'_'—l

5000
13.00 13.20 13.40 13.60
29.0 m/z 43.10 46.01%

129.0
85.0 285.0
185.0
h bt e AST0 150 21302410 | 3110 3400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0

13 00 13.20 13.40 13.60

o

m/z 41.05 35.19%
5000 229.0
129.0
185.0 284.0
0 83.0 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45608: Decane, 2,2,3-trimethyl- T T T
57.0 13. 00 13. 20 13. 40 13 60

m/z 55.10 33.10%

- J
29.0
01 | %80 12?0 169.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 00 13.20 13.40 13.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.67 15.70 ng 763274 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 1013 (13.665 min): BF084895.D (-1011) (-) m/z 57.10 100.00%

5000

57.1
| MA_./\.\

13.40 13.60 13.80 14.00
m/z 43.10 91.75%

o 139.1 167.1 196.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester

69.0

:

5000 L LA B B
13.40 13.60 13.80 14.00
0,
1250 m/z 55.10 90.42%
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
L N N R
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 79.02%
29.0
125.0
0 153.0 181.0 308.0
L B B B B B R B R RN AR EEREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene L e e B L L N B
41,0 13.40 13.60 13.80 14.00
m/z 97.10 68.41%
5000 A\A—__\L
0...,..‘..,... M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.65 5.26 ng 226853 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2-Octene. 2-methvl-6-methvlene- 138 C10H18 010054-09-8 53
3 2.6-Octadiene. 2.6-dimethvl- 138 C10H18 002792-39-4 53
4 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 50
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 50
Abundance Scan 1099 (14.648 min): BF084895.D (-1097) (-) m/z 69.10 100.00%
6d.1
5000 \
R DN SUNIA SRR B
14.40 14.60 14.80 15.00
0 .?9)1,%' § 4 .17.5;2.2?5;1. St m/z 81.10 50.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 N B SULILS BN R
14.40 14.60 14.80 15.00
m/z 41.10 25.18%
0 e j}O( 0“13“‘7 9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14140 14.60 14.80 15.00
5000 m/z 95.10 14.14%
39.0
109.0
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII N\/V\L“A
m/z--> 50 100 150 200 250 300 350 400
Abundance #16302: 2,6-Octadiene, 2,6-dimethyl- R AR RRRES T
69.0 14.40 14.60 14.80 15.00
m/z 68.05 10.53%
5000
39,0
m/z--> 50 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084895.D

Aca On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 9

Peak Number

10 17-Pentatriacontene

R.T. EstConc Area Relative to ISTD R.T.
15.64 2.95 ng 127149 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 86
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 83
4 Cvclopentadecane 210 C15H30 000295-48-7 78
5 1-Pentadecene 210 C15H30 013360-61-7 74

Abundance Scan 1186 (15.643 min): BF084895.D (-1184) (-) m/z 57.10 100.00%
57.1
& MAMAHVKVJV\\JkM~¢A\«
5000
1611 2071 266.8 " 1540 15.60 15.80 16.00
O m/z 83.10 71.71%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57.0
97.0
5000 LR UL BRI B BU
15.40 15.60 15. 80 16. oo
m/z 97.10 60.80%
o150 | “ “H \‘H m\u “\. It “8‘1 9 %2?9 267.0306.0 348.0 390.0 434.0 _490.0
miz--> 0 55 250 300 350 460 4éo
Abundance
57.0 o0 g
15.'40 15.|60 15.|80 16.|00
5000 m/z 55.00 58.45%
. 139.0 182.0 250.0 297.0 360.0 W
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #129672: 1-Hexadecanesulfonyl chloride e RARREEE RS
57.0 15.40 15.60 15.80 16.00
0 m/z 69.10 56.00%
0% MWM
39.0
oL LU T 1810 2280 272.0509,0
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4éo ' 1520 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020516\
Data File : BF084895.D

Acq On : 6 Feb 2016 7:37

Operator : SJ/1Z

Sample : H1320-15

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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]
2-Pentanone, 4-hy... 4.81 31.6 ng 1687590 1 6.66 1068430 20.0
unknown6 .43 6.43 73.7 ng 3938420 1 6.66 1068430 20.0
Hexadecane 10.14 2.6 ng 175440 3 9.70 1369720 20.0
Eicosane 10.61 4.3 ng 268098 4 11.17 1262490 20.0
Hexadecanoic acid... 12.60 6.2 ng 303500 5 13.80 972135 20.0
Octadecanoic acid... 13.30 3.9 ng 191697 5 13.80 972135 20.0
Trichloroacetic a... 13.67 15.7 ng 763274 5 13.80 972135 20.0
Squalene 14.65 5.3 ng 226853 6 15.17 862286 20.0
17-Pentatriacontene 15.64 3.0 ng 127149 6 15.17 862286 20.0
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