LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP101819\
Data File : BP000896.D

Aca On : 18 Oct 2019 23:28

Operator :© JU

Sample = K5420-03

Misc :

ALS Vial : 24 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:\SVOASRV\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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 5.369 554 558 581 rBVY 3440239 3268074 59.74% 8.565%
2 6.393 728 732 749 rBVY 3271571 3476657 63.56% 9.112%
3 6.516 749 753 762 rVB 3712531 3583443 65.51% 9.392%
4 6.740 788 791 795 rBVY 1037416 811827 14.84% 2.128%
5 6.898 814 818 821 rBVY 3718422 2986843 54.60% 7.828%
6 7.304 882 887 890 rBVY 2582050 2126256 38.87% 5.573%
7 8.022 1006 1009 1013 rBvV 1313332 1009674 18.46% 2.646%
8 9.104 1189 1193 1196 rBvY 5322830 4631870 84.67% 12.140%
9 9.504 1257 1261 1264 rBV 907631 766182 14.01% 2.008%
10 9.786 1305 1309 1313 rBvV 1614167 1248565 22.82% 3.272%

11 10.586 1441 1445 1448 rBV 3318113 3001797 54.87% 7.867%
12 11.286 1560 1564 1567 rBV 1573045 1345010 24.59% 3.525%
13 11.357 1570 1576 1582 rvB2 117152 110845 2.03% 0.291%
14 12.892 1833 1837 1840 rBV 5930205 5470248 100.00% 14.337%
15 13.374 1915 1919 1928 rVB 90802 86200 1.58% 0.226%

16 13.810 1989 1993 2008 rBV2 205576 355818 6.50% 0.933%
17 13.957 2013 2018 2022 rBV 1520448 1484623 27.14% 3.891%
18 14.133 2045 2048 2055 rBV 83733 78611 1.44% 0.206%
19 14.445 2098 2101 2104 rBvV 113592 90882 1.66% 0.238%
20 14.751 2150 2153 2161 rBV 159921 156642 2.86% 0.411%

21 15.092 2207 2211 2218 rBV 141141 166352 3.04% 0.436%
22 15.433 2264 2269 2273 rBV 1210781 1481859 27.09% 3.884%
23 15.469 2273 2275 2284 rVB 147296 170184 3.11% 0.446%
24 15.904 2345 2349 2357 rBV 95099 147675 2.70% 0.387%
25 16.410 2431 2435 2446 rVB2 55355 98474 1.80% 0.258%

Sum of corrected areas: 38154611
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000896.D

Aca On : 18 Oct 2019 23:28

Operator : JU

Sample . K5420-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP000896.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000896.D

Aca On : 18 Oct 2019 23:28

Operator :© JU

Sample = K5420-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 unknown6.52 Concentration Rank 1

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

6.52 88.28 ng 3583440 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.522 min): BP000896.D (-749) (-) m/z 132.05 100.00%
132
5000
68
—
40 6.20 6.40 6.60 6.80
Ol s L 174202232250287314344 376407 440470498526 _ m/z 134.10 33.81%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENRERE RS SRR AR

6.20 6.40 6.60 6.80
m/z 68.10 29 .35%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

A
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6.20 6.40 6.60 6.80
5000 67 m/z 66.05 19.31%

97
1IN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- A
132 6.20 6.40 6.60 6.80
m/z 96.10 14 .35%
5000
28 63‘ 104
R B o R B R e R REEE e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Data Pat
Data Fil
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

h
e

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA P\DATA\BP101819\

BP0O00896.D

18 Oct 2019 23:28
Ju

K5420-03

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP100119.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

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 Cyclohexadecane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.81 4.79 ng 355818 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 99
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 94
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 1993 (13.810 min): BP0O00896.D (-1989) (-) m/z 57.10 100.00%
57
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,....,....,..l..,.... rbrrrge $51 401429460488 o42. m/z 83.05 80.86%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
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47 m/z 97.05 76.28%
1139167196224

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

33

Abundance #170817: 2- Chloropropionic acid, hexadecy! ester S B e T e adeiue S
57 13.40 13.60 13.80 14.00 14.20
m/z 55.05 68.15%
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29

13. 40 13. 60 13. 80 14. 00 14 20

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000896.D

Aca On : 18 Oct 2019 23:28

Operator :© JU

Sample = K5420-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.11 ng 156642 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
3 Docosane 310 C22H46 000629-97-0 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2153 (14.751 min): BP0O00896.D (-2150) (-) m/z 57.10 100.00%
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Abundance #141426: Heneicosane
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141169197225053 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000896.D

Aca On : 18 Oct 2019 23:28

Operator :© JU

Sample = K5420-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.25 ng 166352 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Octacosane 394 C28H58 000630-02-4 94
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2211 (15.092 min): BP0O00896.D (-2207) (-) m/z 57.05 100.00%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141425:; Heneicosane LM
57

5000 85 L B e B e B
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29 m/z 85.10 67.72%
f}3141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane

14.80 15.00 15.20 15.40
5000 m/z 43.05 52._.73%

13141169197225253281309337365394
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Abundance #140553: 1-lodo-2-methylundecane L R
57 14.80 15.00 15.20 15.40
m/z 55.05 24 _87%
5000
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T 413 169 211 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15. 00 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101819\
Data File : BP000896.D

Acq On : 18 Oct 2019 23:28

Operator : JU

Sample - K5420-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
Quant Title : 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 .52 6.52 88.3 ng 3583440 1 6.74 811827 20.0
Cyclohexadecane 13.81 4.8 ng 355818 5 13.96 1484620 20.0
Heneicosane 14.75 2.1 ng 156642 6 15.43 1481860 20.0
Octacosane 15.09 2.3 ng 166352 6 15.43 1481860 20.0
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