LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011617\

Data File : BF092303.D

Aca On - 16 Jan 2017 23:46 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
a?ggle ; 11162-08 SBA%COME
ALS Vial : 20 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-BF122116.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 4.679 250 253 272 rVB 1431400 2328549 41 .55% 4.668%
2 5.147 292 294 315 rBVY 3039145 4918761 87.77% 9.862%
3 6.233 386 389 391 rBVY 4872167 5604145 100.00% 11.236%
4 6.336 396 398 400 rBVY 5167300 4799555 85.64% 9.623%
5 6.564 415 418 420 rBV 1162728 1206153 21.52% 2.418%
6 6.713 429 431 434 rBVY 3053616 3433086 61.26% 6.883%
7 7.136 465 468 470 rBVY 3167327 2975712 53.10% 5.966%
8 7.845 528 530 533 rBY 1273705 1496313 26.70% 3.000%
9 8.930 622 625 627 rBY 5641653 5485382 97.88% 10.998%
10 9.330 658 660 662 rBV 514311 443488 7.91% 0.889%
11 9.548 677 679 681 rBV 76456 70847 1.26% 0.142%

12 9.593 681 683 685 rBV 2438084 2043410 36.46% 4_.097%
13 10.039 721 722 724 rVB 105480 118850 2.12% 0.238%
14 10.268 739 742 745 rBV 40645 72967 1.30% 0.146%
15 10.382 750 752 755 rBV 3223063 3363979 60.03% 6.744%

16 10.519 762 764 768 rBV 129023 198251 3.54% 0.397%
17 10.965 801 803 804 rBvV 75598 103198 1.84% 0.207%
18 11.068 810 812 815 rBV 2122650 1968394 35.12% 3.946%
19 11.628 859 861 866 rBv2 103751 152662 2.72% 0.306%
20 12.496 934 937 939 rBV 130691 122841 2.19% 0.246%

21 12.576 939 944 946 rVB2 31361 63029 1.12% 0.126%
22 12.656 948 951 953 rBV 5097873 5050569 90.12% 10.126%
23 13.194 996 998 1000 rBV 97360 104175 1.86% 0.209%
24 13.571 1028 1031 1039 rBV 152105 327193 5.84% 0.656%
25 13.697 1039 1042 1045 rBV 1966062 1904912 33.99% 3.819%

26 14.485 1106 1111 1114 rBV2 38122 75603 1.35% 0.152%

27 14.542 1114 1116 1119 rVV 64570 65813 1.17% 0.132%

28 15.045 1157 1160 1163 rBVY 1019545 1250819 22.32% 2.508%

29 15.445 1192 1195 1198 rBV 41165 60535 1.08% 0.121%

30 15.857 1227 1231 1234 rBV 33658 68952 1.23% 0.138%
Sum of corrected areas: 49878143
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011617\
Data File : BF092303.D

Aca On : 16 Jan 2017 23:46

Operator : UM/SJ

Sample : 11162-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092303.D
6.34
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Abundance TIC: BF092303.D
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Abundance TIC: BF092303.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011617\
Data File : BF092303.D

Aca On : 16 Jan 2017 23:46

Operator : UM/SJ

Sample : 11162-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.68 38.61 ng 2328550 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 253 (4.679 min): BF092303.D (-250) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1

4.40 460 480 500

71.1 83.1

o...,....,....,....-,':...,..:!,....,.-...,.~:..,...=,....,....,....,....,...., m/z 59.10 58.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L LB LN L
59.0 440 4.60 4.80 5.00
m/z 101.10 20.18%
31.0 830 1010
o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R N LREE ma s s
4.40 4.60 4.80 5.00
5000 41.0 m/z 58.00 15.03%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime
43.0 4.40 4.60 4.80 5.00

m/z 41.10 9.15%

5000
101.0
150 310 | 80490 gs0 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011617\
Data File : BF092303.D

Aca On : 16 Jan 2017 23:46

Operator : UM/SJ

Sample : 11162-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.34 Concentration Rank 1

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

6.34 79.58 ng 4799560 1,4-Dichlorobenzene-d4 6.56
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 398 (6.336 min): BF092303.D (-396) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 50 || peo s Tho 550 om0 ok
o M A 1 N .- B £ I | N m/z 68.05 45.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR S SRR
6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 34 .15%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 640 6.60
5000 m/z 66.05 27 .76%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e A BARREEEEEE B R
132.0 6.00 6.20 6.40 6.60
m/z 69.05 17.75%
117.0
5000
39.0 910
o | S0 @omo | wso || |
0|||||||||‘|||||||||‘|‘||||l|||||||||||||| |‘|‘|||||l|||l‘ AR S TN L S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.0 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011617\
Data File : BF092303.D

Aca On : 16 Jan 2017 23:46

Operator : UM/SJ

Sample : 11162-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.52 2.01 ng 198251 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexadecane 226 Cl16H34 000544-76-3 90
Abundance Scan 764 (10.519 min): BF092303.D (-762) (-) m/z 57.10 100.00%
57.1
5000
113.1 10.20 10.40 10.60 10.80
obrk; ...'!1.1.‘..,1‘?.9.1.,....,....,.... S m/z 71.05 69.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151556: Heptacosane
57.0
5000 UAARUARAUARURE
10.20 10.40 10.60 10.80
m/z 43.10 57.19%
ol )1 /1130 1600 2250 2810 3800
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 43.63%
o 111.0 169.0 225 0 2810 337.0 3930 463.0 5190 575.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane T T
57.0 10.20 10.40 10.60 10.80
m/z 41.10 26.88%
5000
o 1130 169.0 225.0 281.0 337. 03930 4630 5610 6150
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 600 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011617\
Data File : BF092303.D

Aca On : 16 Jan 2017 23:46

Operator : UM/SJ

Sample : 11162-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.57 3.44 ng 327193 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
4 1-Hexadecanesulfonvl chloride 324 C16H33CIl02S 038775-38-1 86
5 1-Octadecanol 270 C18H380 000112-92-5 76
Abundance Scan 1031 (13.571 min): BF092303.D (-1028) (-) m/z 57.10 100.00%
57.1
7.1
NN BSA SSUREN SUNLRE
391 2080 13.20 13.40 13.60 13.80
0 ....,....h'.l.}.“.,....,‘....,.2.8.1'.1|....,....,....,...., m/z 43.05 74.40%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 7.0 VAR BURLSA SUUREN SUNLE
13.20 13.40 13.60 13.80
m/z 55.10  63.44%
196.0
|89 LML e o 0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 RUNNBA BUGUSA SRS SUNLE I
13.20 13.40 13.60 13.80
5000 m/z 83.10 62 .69%
139.0
ORS00 2230 267.0306.0 348.0 390.0 434.0 490.0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester R Baima s pE e
43.0 13.20 13.40 13.60 13.80
m/z 97.10 55.07%
5000 3.0
o 120 168.0 210,0 2520
miz--> 0 50 100 150 200 250 300 350 400 450 ' 1320 1340 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011617\
Data File : BF092303.D

Acq On : 16 Jan 2017 23:46

Operator : UM/SJ

Sample - 11162-08

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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... 4.68 38.6 ng 2328550 1 6.56 1206150 20.0
unknown6 .34 6.34 79.6 ng 4799560 1 6.56 1206150 20.0
Heptacosane 10.52 2.0 ng 198251 4 11.07 1968390 20.0
Ethanol, 2-(tetra... 13.57 3.4 ng 327193 5 13.70 1904910 20.0
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