LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081919\
Data File : BF116404.D

Aca On 19 Aug 2019 22:50

Operator : HP/JU

Sample : K4290-04

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073019.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 5.434 566 569 599 rBY 1209153 1637526 56.89% 6.565%
2 6.445 738 741 760 rBVY 1540969 1892115 65.73% 7 .586%
3 6.581 760 764 772 rVB 1934736 1975487 68.63% 7.920%
4 6.804 799 802 812 rBV 690739 642458 22.32% 2.576%
5 6.957 825 828 846 rBY 2044804 1836184 63.79% 7.362%
6 7.369 894 898 927 rBV 1432482 1467829 50.99% 5.885%
7 8.081 1016 1019 1036 rVB 848631 825810 28.69% 3.311%
8 9.151 1198 1201 1212 rBVY 2912374 2723528 94.61% 10.920%
9 9.551 1265 1269 1277 rBV 508752 446155 15.50% 1.789%
10 9.834 1313 1317 1321 rBV 1248767 1003261 34.85% 4.022%

11 10.628 1448 1452 1466 rBV 1113160 1237255 42.98% 4.961%
12 11.322 1566 1570 1573 rBV 1201252 1113847 38.69% 4._.466%
13 11.345 1573 1574 1579 rVB 210778 166263 5.78% 0.667%
14 11.845 1653 1659 1668 rBV3 242297 413826 14.38% 1.659%

15 11.939 1672 1675 1678 rVV 43568 38581 1.34% 0.155%
16 12.539 1773 1777 1782 rBV 356704 372518 12.94% 1.494%
17 12.622 1788 1791 1795 rBV3 53391 81253 2.82% 0.326%
18 12.692 1800 1803 1805 rVvv3 32221 41468 1.44% 0.166%

19 12.763 1810 1815 1823 rVB 332792 555073 19.28% 2.225%
20 12.898 1834 1838 1841 rBV 3192749 2878634 100.00% 11.541%

21 13.098 1870 1872 1874 rBV 36441 32205 1.12% 0.129%
22 13.204 1887 1890 1893 rBV3 28716 35275 1.23% 0.141%
23 13.363 1914 1917 1921 rBV2 61724 61767 2.15% 0.248%

24 13.786 1984 1989 1996 rBV3 279977 430125 14.94% 1.725%
25 13.963 2015 2019 2022 rBV2 1050661 1082148 37.59% 4 _.339%

26 13.992 2022 2024 2032 rVB 165275 198579 6.90% 0.796%
27 14.404 2092 2094 2096 rVB2 44176 34386 1.19% 0.138%
28 14.704 2143 2145 2149 rVB 77267 71169 2.47% 0.285%
29 14.774 2154 2157 2164 rVB 175002 193881 6.74% 0.777%
30 15.010 2193 2197 2198 rBV 114875 144569 5.02% 0.580%

31 15.304 2244 2247 2251 rBV 66391 74072 2.57% 0.297%
32 15.368 2255 2258 2260 rVvVv 95682 120189 4.18% 0.482%
33 15.416 2263 2266 2279 rVB 579315 852978 29.63% 3.420%
34 15.804 2330 2332 2338 rVB 61453 81468 2.83% 0.327%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081919\
Data File : BF116404.D

Aca On 19 Aug 2019 22:50

Operator : HP/JU

Sample : K4290-04

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.904 2516 2519 2526 rVB3 40746 72294 2.51% 0.290%

36 17.345 2590 2594 2605 rVB 43955 107464 3.73% 0.431%

Sum of corrected areas: 24941640
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116404.D

Aca On 19 Aug 2019 22:50

Operator : HP/JU

Sample : K4290-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116404.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116404.D

Aca On 19 Aug 2019 22:50

Operator : HP/JU

Sample : K4290-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.58 Concentration Rank 1

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

6.58 61.50 ng 1975490 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 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF116404.D (-760) (-) m/z 132.00 100.00%
132.0
200 | 9%0 550 6% 660 680 700
54.0 - - - -
Ottt 78O | 1960 W “mjz 68.00  39.04%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR ARERE N SR R

620 6.40 6.60 6.80 7.00
m/z 134.00 32.97%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R R S R )
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.41%
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 15.10%
5000 104.0
390 520 g0 780
o....,...N,....N....,.h‘l.,...‘.‘,....9,2.9..,..‘.. aro N
m/z--> 30 40 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:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116404.D

Aca On 19 Aug 2019 22:50

Operator : HP/JU

Sample : K4290-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.85 7.43 ng 413826 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1660 (11.851 min): BF116404.D (-1653) (-) m/z 73.00 100.00%
430 730
192.0
5000
" 1160 11.80 12.00 12:20
0 m/z 43.00 87.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LR S B UL B
83.0 11.60 11.80 12.00 12.20
J‘“ 1570 1gs0 2130 2560 m/z 60.00 84.54%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 70 .80%
0 e 9.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R e
430 | 73.0 11.60 11.80 12.00 12.20
m/z 192.00 68.55%
5000 129.0
‘ 242.0
0.1.5.'?.‘£..‘i‘2..“‘.‘l‘k.‘l 7. T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116404.D

Aca On 19 Aug 2019 22:50

Operator : HP/JU

Sample : K4290-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.79 7.95 ng 430125 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1990 (13.792 min): BF116404.D (-1984) (-) m/z 57.00 100.00%
5000 //\J\\N_J\‘AAJ\\—,
13.40 13.60 13.80 14.00 14.20
o} m/z 83.00 86 .68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
5000 LN ORI PR SR I
13.40 13.60 13.80 14.00 14.20
m/z 43.00 85.86%
oL.25/0 1690505 02389 2830
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0 LA U SR B I
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 80.78%
169.0
o150l 4| Jigrp | 2100 2550 406.0 ”jLu&hﬂva-J\vwwﬁ\WAaﬁw~
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester B B E e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 97.00 79.62%
97.0
- J;’_J\—N\\
169.0
oL i pdsro | 240 2690 420.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116404.D

Aca On 19 Aug 2019 22:50

Operator : HP/JU

Sample : K4290-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.77 4_.55 ng 193881 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64

Abundance Scan 2156 (14.768 min): BF116404.D (-2154) (-) m/z 69.00 100.00%

69.0

%

5000
14.40 14.60 14.80 15.00
226.0270.0 418 1
¥ .Jl,ﬂl..“.l.,.l??.l,.... o 8 m/z 81.00 49.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
5000 LA L L L L LB L
14.40 14.60 14.80 15.00
m/z 41.00 22 .20%
Ozﬂ, 191.0  273.0 3410  410.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215929: Squalene
69.0
R RN EEEEE
14.40 14.60 14.80 15.00
5000 m/z 95.00 12_.46%
[ 170 WMW\MAW
REL P S D U1 U O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... R RN EEEEE
69.0 14.40 14.60 14.80 15.00
m/z 68.00 11.96%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
e A A e e e e e R REREREEEEE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081919\
Data File : BF116404.D

Acq On 19 Aug 2019 22:50

Operator : HP/JU

Sample > K4290-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .58 6.58 61.5 ng 1975490 1 6.80 642458 20.0
n-Hexadecanoic acid 11.85 7.4 ng 413826 4 11.32 1113850 20.0
Heptadecyl heptaf... 13.79 8.0 ng 430125 5 13.96 1082150 20.0
Squalene 14.77 4.5 ng 193881 6 15.42 852978 20.0
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