LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample . K6431-15

Misc :

ALS Vial : 11 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\HPCHEMI\BNA P\METHODS\8270-BP121919.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 5.593 584 596 611 rBV 69998 114815 11.15% 1.495%
2 6.205 694 700 715 rBV 399591 520240 50.51% 6.776%
3 7.746 956 962 981 rBV 338998 435959 42.33% 5.678%
4 7.928 988 993 1002 rVB 672682 767882 74.55% 10.001%
5 8.069 1012 1017 1023 rBvV2 6224 12529 1.22% 0.163%
6 8.281 1048 1053 1061 rBV 128917 147118 14.28% 1.916%
7 8.522 1088 1094 1099 rBV 541023 642622 62.39% 8.370%
8 9.169 1196 1204 1214 rBV 413940 519267 50.41% 6.763%
9 10.316 1394 1399 1407 rBV 137529 165197 16.04% 2.152%
10 12.098 1695 1702 1723 rBvV 791804 976758 94.83% 12.721%
11 12.769 1810 1816 1827 rBV 40544 62422 6.06% 0.813%

12 13.175 1879 1885 1897 rBV 159490 205939 19.99% 2.682%
13 14.475 2099 2106 2126 rBV 541255 750553 72.87% 9.775%
14 15.575 2288 2293 2307 rBV 179340 224533 21.80% 2.924%

15 16.469 2441 2445 2455 rBV3 50835 70285 6.82% 0.915%
16 17.557 2626 2630 2639 rBV 16226 25092 2.44% 0.327%
17 17.757 2661 2664 2667 rBV 13767 13075 1.27% 0.170%
18 17.863 2676 2682 2686 rBV 980741 1029987 100.00% 13.415%
19 18.228 2740 2744 2748 rBV 17347 17059 1.66% 0.222%
20 18.675 2817 2820 2824 rVB 14525 13719 1.33% 0.179%
21 19.104 2889 2893 2895 rBV 16160 19156 1.86% 0.249%
22 19.145 2895 2900 2908 rVV6 24301 81168 7.88% 1.057%
23 19.222 2908 2913 2929 rVB 189180 247488 24.03% 3.223%
24 19.510 2958 2962 2968 rVB 26295 29544 2.87% 0.385%
25 19.898 3023 3028 3032 rBV 37924 39786 3.86% 0.518%
26 20.274 3083 3092 3097 rBV 45878 64287 6.24% 0.837%
27 20.663 3153 3158 3165 rBV 46964 57579 5.59% 0.750%
28 20.986 3207 3213 3223 rVV2 142601 212024 20.59% 2.761%
29 21.092 3223 3231 3241 rVB 44414 79967 7.76% 1.042%
30 21.580 3309 3314 3324 rVB 28799 50406 4_89% 0.656%
31 22.145 3403 3410 3420 rVB3 20875 47043 4._.57% 0.613%
32 22.804 3516 3522 3531 rBV3 5710 14575 1.42% 0.190%
33 23.568 3646 3652 3666 rVB3 6359 19958 1.94% 0.260%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample . K6431-15

Misc :

ALS Vial : 11 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 :\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 7678032
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator : JU

Sample : K6431-15

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.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: BP001465.D

800000
7.93

600000 8.52

6.20 9.17
400000 775

200000
8.28

5.59
8.07

[
8.50

I
9.00

I I
7.50 8.00

R Ll S i i s - i}k

T T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BP001465.D

800000 12.10

600000 14.47

400000

15.57
200000 10.32 13.17

12.77 16.47

o e T L L T et SRS

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BP001465.D
17.86

800000

600000

400000

200000 1922 20.99

27 2066 Pl
1%@% 1823 18.67 @11%1ﬁ%2M7 %m 2158 2214 22.80 23.57

I E L L e e A B e e B e e e

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.59 15.61 ng 114815 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 17

Abundance Scan 596 (5.593 min): BP001465.D (-584) (-) 43.00 100.00%

43.0
5000
101.0

5.20 5.40 5.60 5.80 6.00

(I ,l 7.9, 206.8250.8204. 8 340.4  408.4452.3 497.8540.3 m/z 59.00 55.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LI L L L L L L L LB

5.20 540 5.60 5.80 6.00
m/z 100.95  20.06%

101.0
ob—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
R
520 5.40 5.60 5.80 6.00
5000 m/z 58.00 14 .22%
101.0
0,m$1“..w..”,.”. o B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime s ma
43.0 520 540 560 580 600

m/z 41.05 9.98%

5000
101.0
0 | ‘

- e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown7.93 Concentration Rank 1

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

7.93 104.39 ng 767882 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10

Abundance Scan 993 (7.928 min): BP001465.D (-988) (-) m/z 132.00 100.00%
13%.0
5000 68.0

7.60 7.80 8.00 8.20

ol 204.1 263.9 320.5363.1 418.1460.7503.0545.6 m/z 68.00 44 _07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 TS W

7.60 7.80 8.00 8.20
m/z 66.00 38.89%

c.lh!.m.,...,...w........ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
R e EEE RS
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.19%
69.0
0..¥Jihtﬂ” SR SNBSS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14505: 1H-Benzimidazole, 2-methyl- R e
132.0 7.60 7.80 8.00 8.20
m/z 69.05 23.33%
5000
63.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.47 6.26 ng 70285 Phenanthrene-d10 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59

Abundance Scan 2445 (16.469 min): BP001465.D (-2441) (-) m/z 59.95 100.00%

5000 ﬂ\w_‘
256.2 16.20 16.40 16.60 16.80

o 331.7 414.8 477.8 5425 m/z 72.95 08 ._.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid
73.0
5000 :

16.20 16.40 16.60 16.80
m/z 43.05 97.90%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid

73.0
16.20 16.40 16.60 16.80
m/z 55.05 94 .76%
5000 $ 1290
29. 185.0228.0

Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid

3.0 16.20 16.40 16.60 16.80
m/z 41.05 85.86%

5000

199.0242.0

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.56 2.03 ng 25092 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 2631 (17.563 min): BP001465.D (-2626) (-) m/z 73.00 100.00%

5000
1850 24125841

17.20 17.40 17.60 17.80
m/z 55.00 84.84%

325.4

0 401.0443.5 492.2 541.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0

17.20 17.40 17.60 17.80
m/z 59.95  81.28%

5000128.
185.0 241.0

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0

17.20 17.40 17.60 17.80
m/z 57.00 75.55%

5000

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid AT T e
17.20 17.40 17.60 17.80

m/z 43.10 74 .59%

5000

171.0213.0256.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.20 17. 40 17. 60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 9-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.15 6.56 ng 81168 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 89
2 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 87
3 1-Nonadecene 266 C19H38 018435-45-5 74
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 70
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 68
Abundance Scan 2901 (19.151 min): BP001465.D (-2895) (-) m/z 55.05 100.00%
590
7.0
5000
?9 221.1 2830 3434 397.7 449.7 520.2 1860 19.00 1920 1040 __
Ob b L b ol SR e e m/z 57.05 99.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115903: 9-Nonadecene
54.0
5000
18.80 19.00 19.20 19.40
m/z 43.05 86.55%
O by
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester
57.0
o 18180 19,00 1920 1040
5000 m/z 69.10 80.31%
196.0
ol b ..L,.J..S,f‘.?.. 290 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene LR e
43.0 97.0 18.80 19.00 19.20 19.40
m/z 82.95 75.14%
5000
o ﬁ39°182022402660
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4éo 560 5%0 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 7 Tridecane, l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.51 2.39 ng 29544 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Dotriacontane 451 C32H66 000544-85-4 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2962 (19.510 min): BP001465.D (-2958) (-) m/z 57.05 100.00%
57.0
5000
91 19.20 19.40 19.60 19.80
41.1 : : : :
o ALLLLerl 2000 2808 saon ats2aeaisieo ot gsti0" 77 37
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 AR A U DR

19.20 19.40 19.60 19.80
m/z 71.10 60.57%

9.0 183.0
ol 11410 | 310.0
,,,, e A EEEEE ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
19.20 19.40 19.60 19.80
5000 m/z 85.00 56.28%
9.0  169.0
0150} 1, 7] 248.0
L o o LI B e o o B e  RE RS RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227194: Dotriacontane
19.20 19.40 19.60 19.80
m/z 41.05 34.87%
5000

| 83.0225.0267.0309.0351.0393.0 450.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 1920 1940 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 8 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.90 3.22 ng 39786 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3028 (19.898 min): BP001465.D (-3023) (-) m/z 57.05 100.00%
57.0
5000
9.0
14121832 19.60 19.80 20.00 20.20
- 1|, Lo g2s] 2810 3357 399.3443.8487.78357 | m/z 43.05  74.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 R DAL AU AR
19.60 19.80 20.00 20.20
m/z 71.05 64 .09%
9.0 239.0
0 | ;141.0183.0 281.0323.0
m/z--> 6 55 160 1%0 200 250 300 350 460 4éo 560 séo
Abundance #100330: 2-Bromo dodecane
57.0
19.60 19.80 20.00 20.20
5000 m/z 85.05 43 .85%
9.0 169.0
0}?Q'|'“"4"“'|'L" "??&p"'""I""I""I""I""I'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
19.60 19.80 20.00 20.20
m/z 54.95 33.26%
5000
9.0
o 141.0183.0225.0  296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1960 1980 2000 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 9 Hexatriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.27 6.06 ng 64287 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3091 (20.269 min): BP001465.D (-3083) (-) m/z 57.10 100.00%
57.1
5000
mmw 20.00 20.20 20.40 20.60
ob A LI IE018212252 2812 asa9 41544603 5305 ot 4370 69 10%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane
5000 L BN BULRUEN BRI R

20.00 20.20 20.40 20.60
m/z 71.00 59.65%

141.0183.0225.0 281.0323.0 379.0421.0463.0506.0

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
7.0
20.00 20.20 20.40 20.60
5000 m/z 85.05 47.50%
9.0
0 | [] ;14101830 23%02g1 93230
,....,....,....,....,.... i B o o o o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57.0 20.00 20.20 20.40 20.60
m/z 55.00 35.13%
5000
9.0
182.0
0 Lhbb gy 0 22502670309035103930
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 00 20. 20 20 40 20 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 10 Octadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.66 5.43 ng 57579 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane. 9-octvl- 479 C34H70 055429-83-9 91
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3158 (20.663 min): BP001465.D (-3153) (-) m/z 57.10 100.00%
57.1
5000
%M 20.40 20.60 20.80 21.00
141.1 . ) )
o LLLLL1 1% 118322253 2808  s516 4148458350515093  so g3 05 71950
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 L B B SULRUEE LR
5.0 20.40 20.60 20.80 21.00
m/z 71.05 57 .90%
m/z--> 5b 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #223851: Hentriacontane
57.0

20.40 20.60 20.80 21.00
5000 m/z 85.10 44 _76%

9.0
| ; 141.0183.0225.0267.0309.0351.0393.0436.0

O A T e e T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232377: Hexacosane, 9-octyl-
57.0 20.40 20.60 20.80 21.00
m/z 41.05 30.37%
5000
20 m 0 238.0 365.0
0 | y77183.0 28103230 | 406.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 40 20 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 11 20.Xi.-Lanosta-7,9(11)-dien... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.09 7.54 ng 79967 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 20.Xi.-Lanosta-7.9(11)-diene-3.b... 458 C30H5003 025116-58-9 91
2 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 2-methvltetracosane 352 C25H52 1000376-72-6 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 3231 (21.092 min): BP001465.D (-3223) (-) m/z 57.10 100.00%
57.1
5000
1BHmeM%9%w 417.3467.0 534.2 2080 21.00 21.20 2.4
oA 220 0. 380 A 2 m/z 43.05 71.91%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #228911: 20.Xi.-Lanosta-7,9(11)-diene-3.beta.,18,20-triol
71.0 407.0

146.0
5000 1980 2970 3560

20.80 21.00 21.20 21.40
m/z 71.05 55.87%

0 #1
i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #191844: Sulfurous acid, butyl hexadecy! ester
57.0
20.80 21.00 21.20 21.40
5000 m/z 85.10 46 .55%
oLl 1016902250 289.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 20.80 21.00 21.20 21.40
m/z 55.00 33.23%
5000
13. 0
0 169 0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001465.D

Aca On : 27 Dec 2019 18:44

Operator :© JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 13 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.15 4.44 ng 47043 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 86
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 83
5 Tricosane 324 C23H48 000638-67-5 83
Abundance Scan 3411 (22.151 min): BP001465.D (-3403) (-) m/z 57.00 100.00%
57.0
5000
1 os 2070 7150 5500 2320 2
140.9 : : : :
O A A L ol 353:2296.2 355.0398.3442.1482.8 5329 | 177 43 10 59.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
5000 AR AR AR LR

21. 80 22. OO 22 20 22.40
m/z 70.95 54 .49%

.0
141.0183.0225.0267.0 323.0 380.0

A B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57.0
R L St
21.80 22.00 22.20 22.40
5000 m/z 85.05 40.63%
9.0
o1 | 141.0183.0225.0 282.0
i i B LAl B B o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227196: Docosane, 11-decyl- e R L e
43. 21.80 22.00 22.20 22.40
m/z 55.00 32.53%
5000 50
309.0
o | 127.0169.0211.0253.0 | | 351.0392.0 442.0
B L B e i S S S R R R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122719\
Data File : BP001465.D

Acq On : 27 Dec 2019 18:44

Operator : JU

Sample - K6431-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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]
2-Pentanone, 4-hy... 5.59 15.6 ng 114815 1 8.28 147118 20.0
unknown7 .93 7.93 104.4 ng 767882 1 8.28 147118 20.0
Tridecanoic acid 16.47 6.3 ng 70285 4 15.57 224533 20.0
Octadecanoic acid 17.56 2.0 ng 25092 5 19.22 247488 20.0
9-Nonadecene 19.15 6.6 ng 81168 5 19.22 247488 20.0
Tridecane, 1-iodo- 19.51 2.4 ng 29544 5 19.22 247488 20.0
Heptadecane, 9-oc... 19.90 3.2 ng 39786 5 19.22 247488 20.0
Hexatriacontane 20.27 6.1 ng 64287 6 20.99 212024 20.0
Octadecane, 2-met... 20.66 5.4 ng 57579 6 20.99 212024 20.0
20.Xi.-Lanosta-7,... 21.09 7.5 ng 79967 6 20.99 212024 20.0
Heptacosane 22 .15 4.4 ng 47043 6 20.99 212024 20.0
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