LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085477.D

Aca On : 16 Mar 2016 22:30

Operator : UM/SJ

Sample : H1788-04

Misc :

ALS Vial : 11 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-BF031516.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 5.099 243 246 250 rBV 44234 66759 2.06% 0.250%
2 5.499 278 281 283 rBVY 2591100 2477421 76.36% 9.273%
3 6.527 368 371 374 rBV 2493626 2488830 76.71% 9.316%
4 6.665 381 383 386 rBY 2681923 2620129 80.76% 9.807%
5 6.905 401 404 406 rBV 543829 684596 21.10% 2.562%
6 7.053 415 417 420 rBY 2103634 2121707 65.40% 7.942%
7 7.465 450 453 455 rBV 1984840 1883281 58.05% 7.049%
8 8.185 514 516 518 rBY 1120164 942552 29.05% 3.528%
9 9.259 608 610 613 rBY 2839802 3244326 100.00% 12.144%
10 9.659 643 645 646 rBV 355109 404744 12.48% 1.515%
11 9.876 662 664 666 rVB 74956 80345 2.48% 0.301%
12 9.945 668 670 672 rVB 935389 1042165 32.12% 3.901%
13 10.105 680 684 688 rBV2 19351 48737 1.50% 0.182%
14 10.368 706 707 709 rVB 134917 121277 3.74% 0.454%
15 10.585 723 726 730 rBV 42004 81372 2.51% 0.305%

16 10.733 736 739 741 rBV2 1594684 1973194 60.82% 7.386%
17 10.848 747 749 756 rBV 110740 186841 5.76% 0.699%

18 11.031 763 765 770 rBV3 14948 35887 1.11% 0.134%
19 11.294 786 788 789 rBV 59960 58285 1.80% 0.218%
20 11.419 797 799 802 rBV2 872266 1016153 31.32% 3.804%
21 11.945 843 845 847 rBV 38168 40926 1.26% 0.153%
22 12.825 921 922 925 rVB 60233 53342 1.64% 0.200%

23 13.008 935 938 941 rBV 2953828 3007559 92.70% 11.258%
24 13.488 977 980 982 rBV 321363 490571 15.12% 1.836%
25 13.557 985 986 992 rVB 36313 64861 2.00% 0.243%

26 13.900 1014 1016 1021 rBV 137415 173686 5.35% 0.650%
27 14.060 1027 1030 1032 rBV 842110 745599 22.98% 2.791%

28 14.174 1037 1040 1043 rBV 31102 60305 1.86% 0.226%
29 15.500 1153 1156 1159 rBV 364769 500494 15.43% 1.873%

Sum of corrected areas: 26715944
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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:\HPCHEM1I\BNA F\DATA\BF031616\

BF085477.D

16 Mar 2016 22:30

UM/SsJ

H1788-04

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085477.D

Aca On : 16 Mar 2016 22:30

Operator : UM/SJ

Sample : H1788-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.33 ng 121277 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 707 (10.368 min): BF085477.D (-706) (-) m/z 57.10 100.00%
57.1
5000
10.00 10,20 10,40 10.60
0 m/z 43.10 72 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57.0
85.0
5000 AUV
10.00 10.20 10.40 10.60
29.0 m/z 71.10 63.93%
m/z--> 20 Jo 60 éo 160 150 150 1éo 180 200 220 250
Abundance
57.0
10.00 10,20 10,40 10.60
0,
5000 85.0 m/z 85.10 40.55%
29.0
0 113.0 1410 160. o 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45605: Decane, 2,3,5-trimethyl- i e e
57.0 10.00 10.20 10.40 10.60
m/z 41.10 33.56%
5000 85.0
29.0 141.0
o S VS I N -, B — S NA S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085477.D

Aca On : 16 Mar 2016 22:30

Operator : UM/SJ

Sample : H1788-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.85 3.68 ng 186841 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 749 (10.848 min): BF085477.D (-747) (-) m/z 57.10 100.00%

57.1

5000

10.60 10.80 11.00 11.20

113.1 q411 169.2

0! m/z 71.10 73.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LA L L LB L B
10. 60 10. 80 11. OO 11. 20
m/z 43.10 63.82%
29 0 130 9410
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnnlunp.upn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T
10.60 10.80 11.00 11.20
5000 m/z 85.10 48.71%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64571: Pentadecane e Bama e B
57.0 10.60 10.80 11.00 11.20
m/z 41.05 28.55%
5000 85.0
29.0
0 | ‘ ‘ 1130 1410 1690 2120
”q.”q”.qnnlunp.”P”.P”q.”q”..””..“.”..”q.”.. T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085477.D

Aca On : 16 Mar 2016 22:30

Operator : UM/SJ

Sample : H1788-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.49 13.16 ng 490571 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 72
2 Hexadecanamide 255 C16H33NO 000629-54-9 45
3 Octanamide 143 C8H17NO 000629-01-6 43
4 7-Nonenamide 155 C9H17NO 090949-53-4 40
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 38
Abundance Scan 980 (13.488 min): BF085477.D (-977) (-) m/z 59.10 100.00%
5d.1
5000 jKL
— e
154.1 13.20 13.40 13.60 13.80
o 184.2208.1 238.2 264.2 n/z 72.10 73 61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 LI SURRURR BN BN SUR
13.20 13.40 13.60 13.80
m/z 55.10 39.79%
0 200 ‘ | 830 114013601570 1840 2200 2530 281.0
m/z--> 20 40 65 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
59.0
113.20 13.40 13.60 13.80
5000 m/z 41.10 32.03%
o 29.0 86.0 1140 1420 1700 2120  255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide e e e ABEEEE
59.0 13.20 13.40 13.60 13.80
m/z 43.10 25.13%
5000
200 8?0 114.0 143.0
0..............‘........‘. ....‘............................... s A s AR A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085477.D

Aca On : 16 Mar 2016 22:30

Operator : UM/SJ

Sample : H1788-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 6 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 4.66 ng 173686 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1016 (13.900 min): BF085477.D (-1014) (-) m/z 57.10 100.00%
) 1

5000

13.60 13.80 14.00 14.20

0 m/z 83.10 98.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43.0 97.0

5000
13.60 13.80 14.00 14.20
125.0 m/z 55.10 91.81%
015.0‘\ Il 154.0 182.0 210.0 238.0 266.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0
13.60 13.80 14.00 14.20
5000 m/z 43.10 88.71%
29.0 111.0

) 139.0 167.0 196.0 224.0 252.0 280.0

W‘mﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester s
.0 13.60 13.80 14.00 14.20

m/z 69.10 84 .26%

5000

13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031616\
Data File : BF085477.D

Acq On : 16 Mar 2016 22:30

Operator : UM/SJ

Sample : H1788-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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]
Heptadecane 10.37 2.3 ng 121277 3 9.94 1042170 20.0
Heneicosane 10.85 3.7 ng 186841 4 11.42 1016150 20.0
9-Octadecenamide, ... 13.49 13.2 ng 490571 5 14.06 745599 20.0
1-Nonadecene 13.90 4.7 ng 173686 5 14.06 745599 20.0
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