LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030217\
Data File : BF093341.D

Aca On : 3 Mar 2017 00:40

Operator : SJ/MA

Sample : 12056-14

Misc :

ALS Vial : 25 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-BF013017.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 3.150 90 93 101 rBvV2 12158 59502 1.45% 0.164%
2 4.956 248 251 265 rBV 402404 760889 18.56% 2.093%
3 5.390 287 289 303 rBY 3517700 3939874 96.12% 10.838%
4 6.441 378 381 389 rBVY 3498615 3737108 91.17% 10.280%
5 6.567 389 392 394 rBVY 3315130 3868350 94.37% 10.641%
6 6.796 410 412 414 rBV 821651 897812 21.90% 2.470%
7 6.944 423 425 428 rBV 2406225 2825674 68.94% 7.773%
8 7.367 460 462 464 rBV 2493203 2471784 60.30% 6.799%
9 8.087 522 525 527 rBVY 1235011 1192875 29.10% 3.281%
10 9.173 617 620 622 rBY 3589818 4099029 100.00% 11.275%

11 9.573 652 655 657 rBv 383128 402725 9.82% 1.108%
12 9.848 677 679 682 rBV 1452907 1333173 32.52% 3.667%
13 10.282 715 717 718 rVB 70912 59054 1.44% 0.162%
14 10.499 733 736 739 rBV 41683 56253 1.37% 0.155%
15 10.648 746 749 751 rBV 1550172 2203389 53.75% 6.061%

16 10.750 756 758 763 rVB 107061 151035 3.68% 0.415%
17 11.196 795 797 799 rBV 91123 107537 2.62% 0.296%
18 11.333 807 809 817 rBV 1375088 1382661 33.73% 3.803%

19 11.619 833 834 837 rBV 55692 77903 1.90% 0.214%
20 12.031 868 870 872 rVB 73350 60486 1.48% 0.166%
21 12.419 902 904 906 rBV 59639 49939 1.22% 0.137%
22 12.785 933 936 939 rBV 68396 81347 1.98% 0.224%
23 12.922 945 948 950 rBV 3214724 3699627 90.26% 10.177%
24 13.139 965 967 969 rVB 55030 58182 1.42% 0.160%
25 13.482 995 997 1001 rBV 52374 62759 1.53% 0.173%

26 13.814 1023 1026 1033 rBV 205437 341916 8.34% 0.941%
27 13.974 1038 1040 1042 rVvVv 908554 1015461 24.77% 2.793%

28 14.122 1051 1053 1059 rVB 35291 44841 1.09% 0.123%
29 14.431 1078 1080 1082 rBV 41512 57932 1.41% 0.159%
30 15.037 1131 1133 1136 rVB 52207 56623 1.38% 0.156%
31 15.391 1161 1164 1171 rBV 641905 841593 20.53% 2.315%
32 15.791 1196 1199 1202 rBV 61739 89566 2.19% 0.246%
33 16.260 1237 1240 1247 rVB2 45479 92397 2.25% 0.254%
34 16.797 1284 1287 1291 rVB2 29727 62357 1.52% 0.172%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030217\
Data File : BF093341.D

Aca On : 3 Mar 2017 00:40

Operator : SJ/MA

Sample : 12056-14

Misc :

ALS Vial : 25 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.437 1339 1343 1348 rVB 23962 63681 1.55% 0.175%
36 18.203 1405 1410 1414 rBVS5 15365 48334 1.18% 0.133%

Sum of corrected areas: 36353668
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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:\HPCHEMI\BNA F\Data\BF030217\

BF093341.D

3 Mar 2017 00:40

SJ/MA

12056-14

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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\BF030217\
Data File : BF093341.D

Aca On : 3 Mar 2017 00:40

Operator : SJ/MA

Sample : 12056-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.
496 16.95ng 760889  1,4-Dichlorobenzene-da 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 45

000540-88-5 39
001116-98-9 25

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 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9
Abundance Scan 251 (4.956 min): BF093341.D (-248) (-) m/z 43.00 100.00%

43.0
59.1
5000
1011 LI LI L L L N L L LB
83.1 4.60 4.80 5.00 5.20
e e e e e e m/z 59.10 56.58%
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 LIS LI L L L L L L LB L B
59.0 4.60 4.80 5.00 5.20
0
150 4, ‘ 1010 m/z 101.10 17.59%
S SN Y NN | NN - . A A —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
A L R o
570 4.60 4.80 5.00 5.20
5000 m/z 58.10 15.25%
20.0 101.0
15.0 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
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.68%
5000 41.0 N
Il 1730 126.0 1420
R B R L RAAARamasEamar b B S Prerrer T EEErR Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093341.D

Aca On : 3 Mar 2017 00:40

Operator : SJ/MA

Sample : 12056-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2 unknown6.57 Concentration Rank 1

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

6.57 86.17 ng 3868350 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 392 (6.567 min): BF093341.D (-389) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 AL R S
40.0 540 | 850 | 70 6.20 6.40 6.60 6.80 7.00
SRS S | RO S . N | m/z 68.10 38.06%
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 N
5000 AR AN RN SR
6.20 640 6.60 6.80 7.00
310 510 ‘ m/z 134.10 34 .08%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.72%
41.0 97.0
53.0
79.0 117.0
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R L R e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14 .96%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093341.D

Aca On : 3 Mar 2017 00:40

Operator : SJ/MA

Sample : 12056-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.
10.75 2.18 ng 151035 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 59
5 Eicosane 282 C20H42 000112-95-8 58
Abundance Scan 758 (10.750 min): BF093341.D (-756) (-) m/z 57.10 100.00%
5%.1
5000
10.40 10,60 10.80 11.00
m/z 43.10 68.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 DR DL A SRR B
85.0 10. 40 10 60 10 80 11.00
29.0 : m/z 71.10 54 _71%
| “ L ‘ 130 1410 1690 1070 2260
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance
57.0
10.40 10,60 10.80 11.00
0
5000 g5.0 m/z 85.10 34.19%
29.0
113.0  141.0 1690 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane e B e AR
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.83%
5000 85.0
29.0
| I | 1130 140 1690 1980
m/z--> ' ' éo 85 160 150 140 1éo 180 260 250 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093341.D

Aca On : 3 Mar 2017 00:40

Operator : SJ/MA

Sample : 12056-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 6.73 ng 341916 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 83
3 1-Octadecene 252 C18H36 000112-88-9 81
4 1-Heptadecanol 256 C17H360 001454-85-9 81
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 81
Abundance Scan 1026 (13.814 min): BF093341.D (-1023) (-) m/z 57.05 100.00%
5%.0
L l192 000 13040 13160 1330 1400 1420
I e L e I T o B e e B SR m/z 43.10 78.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 R o R m e
13. 40 13. 60 13. 80 14. oo 14 20
m/z 55.10 69.88%
25.0
| ‘N‘Md\t > 167.0 210.0  267.0307.0 490.0
m/z--> §0 160 1%0 260 2éo 300 3éo 460 4éo '
Abundance
43.0
13140 13.60 13.80 14.00 14.20
5000 m/z 83.10 56.20%
83.0
125.0 1679 224.0
m/z--> §0 160 1%0 260 2éo 360 3éo 460 4éo '
Abundance #89783: 1-Octadecene T e
7.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 71.10 52.92%
5000
‘ ' 139.0 1800 2520
miz--> "'s'o"'idd"'léd"'zéd'"zéo"'ééd"ééd"héd"héd"" 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093341.D

Aca On : 3 Mar 2017 00:40

Operator : SJ/MA

Sample : 12056-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.79 2.13 ng 89566 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1199 (15.791 min): BF093341.D (-1196) (-) m/z 57.10 100.00%
57.1
5000
B2, 1540 1560 15,80 1600 1620
e e 21 | m/z 71.05 59.00%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
5000 AL DU BRI LB B
15. 40 15 60 15. 80 16 00 16 20
m/z 43.10 52.97%
h | ] 1? ‘0‘169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

15.40 15.60 15.80 16.00 16.20
5000 m/z 85.05 40.95%

113.0 169.0 240 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane L
57.0 15.40 15.60 15.80 16.00 16.20

m/z 55.00 17.80%

5000

1130 160.0 2250 2810 337.0 304.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15 60 15. 80 16 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093341.D

Aca On : 3 Mar 2017 00:40

Operator : SJ/MA

Sample : 12056-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 7 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.26 2.20 ng 92397 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 1240 (16.260 min): BF093341.D (-1237) (-) m/z 57.10 100.00%
57.1
>0 JL,L
Jgg'l " 16.00 16.20 16.40 16.60
1411 208.1 267.0 : : : :
..~.|,I | skt 281 270 w7z 71.10  57.12%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57.0
5000 LRI UL BULRLILN UL B
mmmmmmmm
99.0 m/z 43.05 52 .56%
27.0) | | | d | 1410 1830 2250 267.0 3090.0 352.0
m/z--> 55 100 1%0 260 250 300 3éo
Abundance
57.0
" 16.00 16.20 1640 16.60
5000 m/z 85.05 43.64%
99.0
141.0 181.0211-0
m/z--> - '55' - 160" ' 150" "260" "250" ' 560" ' ééd o
Abundance #155178: Octacosane
57.0 16.00 16.20 16.40 16.60
m/z 55.10 18.96%
5000
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
Data File : BF093341.D

Acq On : 3 Mar 2017 00:40

Operator : SJ/MA

Sample - 12056-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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_.96 16.9 ng 760889 1 6.80 897812 20.0
unknown6 .57 6.57 86.2 ng 3868350 1 6.80 897812 20.0
Hexadecane 10.75 2.2 ng 151035 4 11.33 1382660 20.0
17-Pentatriacontene 13.81 6.7 ng 341916 5 13.97 1015460 20.0
Tetratetracontane 15.79 2.1 ng 89566 6 15.39 841593 20.0
Pentacosane 16.26 2.2 ng 92397 6 15.39 841593 20.0
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