LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086715.D

Aca On : 5 May 2016 19:50

Operator : UM/SJ

Sample : H2829-03

Misc :

ALS Vial : 13 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-BF050416.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 4.887 243 245 252 rBV 306066 515900 9.63% 1.085%
2 5.322 280 283 285 rBVY 4709951 5280434 98.61% 11.101%
3 5.722 316 318 329 rVB 49287 82859 1.55% 0.174%
4 6.373 372 375 377 rBVY 4657588 5354911 100.00% 11.258%
5 6.499 383 386 388 rBVY 3936492 5331132 99.56% 11.208%
6 6.727 403 406 408 rBV 1199185 1277815 23.86% 2.686%
7 6.876 417 419 422 rBV 2884330 3786318 70.71% 7.960%
8 7.299 453 456 458 rBV 2819353 3576352 66.79% 7.519%
9 7.402 462 465 472 rVB 83708 156202 2.92% 0.328%
10 8.008 516 518 521 rBVY 1460895 1575051 29.41% 3.311%

11 9.093 610 613 615 rBV 5358040 5033415 94.00% 10.582%
12 9.482 645 647 649 rBvV 515475 497785 9.30% 1.047%
13 9.711 664 667 669 rBvV 78841 96332 1.80% 0.203%
14 9.768 669 672 674 rBVY 1251859 1716281 32.05% 3.608%
15 10.202 709 710 712 rVB 172283 143637 2.68% 0.302%

16 10.419 726 729 733 rBV 55646 107702 2.01% 0.226%
17 10.545 738 740 743 rBV2 2207861 3249569 60.68% 6.832%
18 10.671 750 751 756 rBV 154799 235109 4_.39% 0.494%
19 10.865 766 768 772 rBV 30475 58984 1.10% 0.124%
20 11.128 789 791 792 rBV 87537 130469 2.44% 0.274%

21 11.242 799 801 803 rBV 1685886 1593544 29.76% 3.350%

22 11.311 805 807 811 rVB3 47246 72452 1.35% 0.152%
23 11.482 819 822 826 rBV 140878 195270 3.65% 0.411%
24 11.551 826 828 830 rvVvB 66763 65961 1.23% 0.139%

25 11.779 846 848 853 rBv2 319227 480077 8.97% 1.009%

26 12.442 904 906 908 rBV 89138 120409 2.25% 0.253%
27 12.568 914 917 922 rBvV4 59891 90942 1.70% 0.191%
28 12.671 923 926 928 rBV 99781 124711 2.33% 0.262%
29 12.831 937 940 942 rBV 3860345 3949906 73.76% 8.304%
30 13.734 1016 1019 1024 rBV 258159 402769 7.52% 0.847%

31 13.871 1028 1031 1039 rVV 1054873 1218519 22.76% 2.562%

32 14.877 1117 1119 1122 rBV 36357 81628 1.52% 0.172%
33 15.254 1150 1152 1155 rBV 658143 963779 18.00% 2.026%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086715.D

Aca On : 5 May 2016 19:50

Operator : UM/SJ

Sample : H2829-03

Misc :

ALS Vial : 13 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-BF050416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 47566224
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086715.D

Aca On : 5 May 2016 19:50

Operator : UM/SJ

Sample : H2829-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050416.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: BF086715.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086715.D

Aca On : 5 May 2016 19:50

Operator : UM/SJ

Sample : H2829-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 16.15 ng 515900 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 245 (4.887 min): BF086715.D (-243) (-) m/z 43.05 100.00%
43.0
5000 59.1 \\w»
1011 ik ako Sbo ko
Ot 890 831 | sz B9.10  47.63%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 5.20
m/z 58.05 12.86%

31.0

‘ 83.0 93010‘10
O T e T e e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.60 4.80 5.00 5.20

5000 m/z 101.10 12.21%
58.0
15.0 27.0 72.0 100.0
e S I I SULI LS SIS IS I SIS SULILS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide EaE EEamsRR SR D
43.0 4.60 4.80 5.00 5.20

m/z 41.10 8.92%

5000 59.0

101.0
280 |, 510 86.0 |

e T L M NN S e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086715.D

Aca On : 5 May 2016 19:50

Operator : UM/SJ

Sample : H2829-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.67 5.90 ng 235109 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane 254 C18H38 000593-45-3 80
3 Eicosane 282 C20H42 000112-95-8 74
4 Tridecane 184 C13H28 000629-50-5 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 751 (10.671 min): BF086715.D (-750) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00
m/z 43.10 81.39%

o 113.1 1402 169.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0

5000 I A e e
10 40 10 60 10. 80 11. OO

85.0 m/z 71.10 47 .39%

29.0
o o Hw‘ﬂwlmom%1wonm
R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
s N A e S s
10.40 10.60 10.80 11.00
5000 85.0 m/z 41.10 39.31%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane I B
57.0 10.40 10.60 10.80 11.00
m/z 85.10 28.63%
5000
85.0
29.0
ob L) 1180 1410 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086715.D

Aca On : 5 May 2016 19:50

Operator : UM/SJ

Sample : H2829-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 1-Hexadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.48 4.90 ng 195270 Phenanthrene-d10 11.24

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
3 1-Hexadecene 224 C16H32 000629-73-2 91
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91

Abundance Scan 822 (11.482 min): BF086715.D (-819) (-) m/z 55.10 100.00%

5000

11.20 11.40 11.60 11.80
m/z 43.05 93.08%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83798: 1-Hexadecanol
43.0

69.0

5000 LA L L L L L L L
11.20 11.40 11.60 11.80
1250 m/z 41.05 75.49%
ol 21 \ “‘ 1L " 154.0 196.0 224.0
R RRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
Ll e B R e
11.20 11.40 11.60 11.80
5000 83.0 m/z 57.10 71.00%
29.0
111.0
0 135.0 169.0 200.0 224.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72488: 1-Hexadecene R B
41.0 11.20 11.40 11.60 11.80

m/z 83.10 67 .36%

5000

139.0 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086715.D

Aca On : 5 May 2016 19:50

Operator : UM/SJ

Sample : H2829-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 12.05 ng 480077 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 78
Abundance Scan 848 (11.779 min): BF086715.D (-846) (-) m/z 43.10 100.00%
43.1
73.0
97.0 129.1 I DU BN UL UL B
il : 157.1 1852 213.2 256.3 11.40 11.60 11.80 12.00
Ot m/z 41.10 76.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 M./L/L,\J
5000 L UL BRI SN SO
nmnmnmnm
1290 256.0 m/z 60.00 74 .25%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 1éo 1éo 260 220 250 2éo
Abundance
73.0
3.0 1140 11.60 1180 12.00
5000 m/z 73.00 68.88%
129.0
060 171.0 214.0
0 18.0 ' 149.0
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid E ERAREEEE Eee s S
43.0 |, 73.0 nmnmnmnm
m/z 57.10 67 .52%
OFrrr i o et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086715.D

Aca On : 5 May 2016 19:50

Operator : UM/SJ

Sample : H2829-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 13.22 ng 402769 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Cvcloeicosane 280 C20H40 000296-56-0 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1019 (13.734 min): BF086715.D (-1016) (-) m/z 43.10 100.00%
431
83.1
5000
IR DN SRR SURRRE
1391 13.40 13.60 13.80 14.00
A 167.1 201.1 230.1 302.1 n/z 57.10 99 59
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 IR DN SRR SURRRE
29.0 13.40 13.60 13.80 14.00 '
125.0 m/z 55.10 96.18%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0 R DN SRR SURRRE
13.40 13.60 13.80 14.00
5000 m/z 83.10 72 .94%

111.0

139.0 1820 2100

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene e
41,0 13.40 13.60 13.80 14.00
m/z 69.10 67 .09%
- NL
0...,..‘..,... St
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
Data File : BF086715.D

Acq On : 5 May 2016 19:50

Operator : UM/SJ

Sample - H2829-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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... 4.89 16.1 ng 515900 1 6.73 1277820 40.0
Hexadecane 10.67 5.9 ng 235109 4 11.24 1593540 40.0
1-Hexadecanol 11.48 4.9 ng 195270 4 11.24 1593540 40.0
n-Hexadecanoic acid 11.78 12.1 ng 480077 4 11.24 1593540 40.0
1-Docosene 13.73 13.2 ng 402769 5 13.87 1218520 40.0
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