LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088258.D

Aca On 22 Jun 2016 19:20

Operator : UM/SJ

Sample : H3660-10

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-BF060716.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 1.724 11 12 61 rvB 1469020 3482389 100.00% 29.238%
2 4.730 273 275 289 rVB 17573 40791 1.17% 0.342%
3 5.187 313 315 332 rVB 158176 220383 6.33% 1.850%
4 6.262 407 409 417 rBV 114024 136338 3.92% 1.145%
5 6.364 417 418 424 rVB 267725 390898 11.22% 3.282%

6 6.604 437 439 446 rBv 426275 419489 12.05% 3.522%
7 6.753 451 452 455 rBvV 574821 540966 15.53% 4.542%
8 7.176 487 489 501 rBB 376030 373561 10.73% 3.136%
9 7.885 550 551 554 rBV 585100 644573 18.51% 5.412%
10 8.970 644 646 648 rBvV 892609 894428 25.68% 7.510%
11 9.370 679 681 683 rBv 258315 204636 5.88% 1.718%
12 9.588 698 700 702 rBV 40356 38452 1.10% 0.323%
13 9.633 702 704 707 rBV 762783 751146 21.57% 6.307%
14 10.079 741 743 745 rVB 92618 74612 2.14% 0.626%
15 10.296 759 762 766 rBV 24855 44017 1.26% 0.370%
16 10.422 771 773 776 rBV 338466 313353 9.00% 2.631%
17 10.548 782 784 789 rBV 78156 94313 2.71% 0.792%
18 10.993 821 823 825 rBV 41599 41168 1.18% 0.346%
19 11.119 832 834 836 rBvV 586171 725532 20.83% 6.092%
20 11.359 851 855 859 rBvV 36164 80443 2.31% 0.675%
21 11.668 879 882 885 rBvV 24154 35065 1.01% 0.294%

22 12.696 970 972 974 rBV 945829 930655 26.72% 7.814%
23 13.611 1049 1052 1061 rBV 55981 167359 4.81% 1.405%
24 13.737 1061 1063 1070 rVB 506437 727937 20.90% 6.112%
25 15.108 1181 1183 1193 rBV 401993 537985 15.45% 4.517%

Sum of corrected areas: 11910489
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088258.D

Aca On : 22 Jun 2016 19:20

Operator : UM/SJ

Sample : H3660-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088258.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088258.D

Aca On : 22 Jun 2016 19:20

Operator : UM/SJ

Sample : H3660-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.36 Concentration Rank 3

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

6.36 18.64 ng 390898 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 418 (6.364 min): BF088258.D (-417) (-) m/z 132.00 100.00%
32
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I L R
6.00 6.20 6.40 6.60
2 78 m/z 66.10 32.63%
38 44
0”'Wt”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T A
6.00 6.20 6.40 6.60
5000 m/z 134.00 30.22%
69
57
39
w7 e 0 8 g7l .
O R e T T e = e o
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A R m e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088258.D

Aca On : 22 Jun 2016 19:20

Operator : UM/SJ

Sample : H3660-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Tetradecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.55 2.60 ng 94313 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 784 (10.548 min): BF088258.D (-782) (-) m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088258.D

Aca On : 22 Jun 2016 19:20

Operator : UM/SJ

Sample : H3660-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 5-Octadecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.36 2.22 ng 80443 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
2 Cvclopentane. l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 46
3 1-Tridecene 182 C13H26 002437-56-1 43
4 Cvclopentane. l1l-ethvl-2-methvl- 112 C8H16 003726-46-3 41
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38

Abundance Scan 855 (11.359 min): BF088258.D (-851) (-) m/z 55.00 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088258.D

Aca On : 22 Jun 2016 19:20

Operator : UM/SJ

Sample : H3660-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.61 4.60 ng 167359 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 1052 (13.611 min): BF088258.D (-1049) (-) m/z 57.10 100.00%
97
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5000 111
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Obrrrprrr b m/z 83.10 99.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
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0 Lol 167 196 224 252 280 308
m/z--> %&&mmmmmmmmmmmmm
Abundance
55 83
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5000 111 m/z 43.10 86.42%
29
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mmﬂ?mmﬂrm‘w’mmm
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Abundance #175127: Trifluoroacetoxy hexadecane

13.20 13.40 13.60 13.80 14.00
m/z 97.10 84 .48%
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154 180196 224 9251 269
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\
Data File : BF088258.D

Acq On : 22 Jun 2016 19:20

Operator : UM/SJ

Sample - H3660-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .36 6.36 18.6 ng 390898 1 6.60 419489 20.0
Tetradecane 10.55 2.6 ng 94313 4 11.12 725532 20.0
5-Octadecene, (E)- 11.36 2.2 ng 80443 4 11.12 725532 20.0
Behenic alcohol 13.61 4.6 ng 167359 5 13.75 727937 20.0
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