LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030520\
Data File : BF119236.D

Aca On : 6 Mar 2020 2:54

Operator : CG/JU

Sample : L1775-07

Misc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.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 5.357 552 556 581 rBY 2580165 2627579 70.81% 9.370%
2 6.381 726 730 753 rBVY 2474360 2658033 71.64% 9.479%
3 6.722 785 788 799 rBV 983917 843039 22.72% 3.006%
4 6.881 811 815 828 rBVY 2509778 2394788 64.54% 8.540%
5 7.287 880 884 898 rBVY 1729276 1800691 48.53% 6.422%
6 8.004 1002 1006 1020 rBV 1189213 1126021 30.35% 4.016%
7 9.081 1183 1189 1192 rBV 4055440 3710501 100.00% 13.232%
8 9.475 1252 1256 1265 rBV 388242 334005 9.00% 1.191%
9 9.757 1299 1304 1319 rBV 1617597 1375316 37.07% 4 .905%
10 10.551 1435 1439 1455 rBVY 2325726 2353608 63.43% 8.393%

11 11.239 1553 1556 1559 rBV 1425522 1339386 36.10% 4._.776%
12 11.263 1559 1560 1565 rVB 85733 72462 1.95% 0.258%
13 11.775 1644 1647 1654 rBvV2 222590 225639 6.08% 0.805%
14 12.457 1760 1763 1768 rBV 135728 125336 3.38% 0.447%
15 12.557 1777 1780 1786 rBV 46797 60357 1.63% 0.215%

16 12.686 1797 1802 1806 rBV 111718 129833 3.50% 0.463%
17 12.822 1821 1825 1829 rBV 3733317 3598306 96.98% 12.832%
18 13.739 1971 1981 1997 rBV5 167745 476099 12.83% 1.698%
19 13.880 2001 2005 2009 rBV 958248 932076 25.12% 3.324%

20 14.033 2027 2031 2038 rBvV 55210 63712 1.72% 0.227%
21 14.339 2080 2083 2086 rBV 84441 75924 2.05% 0.271%
22 14.633 2127 2133 2137 rBV2 83682 110021 2.97% 0.392%
23 14.768 2152 2156 2160 rBV2 42246 45479 1.23% 0.162%
24 14.904 2176 2179 2182 rBV 44694 58107 1.57% 0.207%
25 14.951 2183 2187 2193 rVB 99933 120961 3.26% 0.431%
26 15.033 2195 2201 2209 rBVS8 21305 68155 1.84% 0.243%
27 15.251 2234 2238 2242 rBV 37073 42803 1.15% 0.153%

28 15.304 2242 2247 2261 rVB 751563 930766 25.08% 3.319%
29 15.704 2311 2315 2320 rBV 78863 119348 3.22% 0.426%
30 16.174 2387 2395 2398 rBv4 36877 70023 1.89% 0.250%

31 16.715 2481 2487 2496 rBV3 50565 113834 3.07% 0.406%
32 17.139 2555 2559 2569 rVB3 16549 39043 1.05% 0.139%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030520\
Data File : BF119236.D

Aca On > 6 Mar 2020 2:54

Operator : CG/JU

Sample : L1775-07

Misc :

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 28041251
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\

BF119236.D

6 Mar 2020 2:54

CG/JuU

L1775-07

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA F\METHODS\8270-BF022020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119236.D

Aca On > 6 Mar 2020 2:54

Operator : CG/JU

Sample : L1775-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.37 ng 225639 Phenanthrene-d10 11.24
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 30
Abundance Scan 1646 (11.769 min): BF119236.D (-1644) (-) m/z 73.00 100.00%
73
60
43
5000 A\\AL
129
97 Trrrrryrrri [ rTrTrTrrTrTeT
us | a157171 192 213227 256 1140 1160 11.80 12.00
N m/z 60.00 68.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L B I B I B
nmnmnmnm
213 m/z 43.05 59.48%
|| I! 143157171185 oo
Ottt
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.40 1160 11.80 12.00
5000 29 129 m/z 55.00 54 _.88%
87 15 =h 214
99 143157 185
O T T T T T e
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #95855: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 56.95 52 .58%
129
5000 29 ”
3 199
I \H LA [5I0F | o |
0 H\ 1l \\‘H ‘H\ M‘\ ¥ ....‘... |2|2|5”|””|”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119236.D

Aca On > 6 Mar 2020 2:54

Operator : CG/JU

Sample : L1775-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 3 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.74 10.22 ng 476099 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 64
2 n-Tetracosanol-1 354 C24H500 000506-51-4 64
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 64
4 n-Nonadecanol-1 284 C19H400 001454-84-8 60
5 Octacosyl acetate 452 C30H6002 018206-97-8 55
Abundance Scan 1981 (13.739 min): BF119236.D (-1971) (-) m/z 105.00 100.00%
83 105 149
55
5000
125 230
167 202 248 13.40 13.60 13.80 14.00
I— Y -.".~.,--.Il...',-. Mt L i l A S— m/z 149.10 96.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55
5000 AR AR
13. 40 13. 60 13.80 14.00
- m/z 83.00 87.59Y%
okl | 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.40 13.60 13.80 14.00 |
5000 11 m/z 97.05 74.55%
29 139
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester
8 13.40 13.60 13.80 14.00
m/z 69.05 72.72%
5000
o 139 167 193210 238 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13 80 14. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119236.D

Aca On > 6 Mar 2020 2:54

Operator : CG/JU

Sample : L1775-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .63 2.36 ng 110021 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2132 (14.627 min): BF119236.D (-2127) (-) m/z 57.00 100.00%
57
85
5000

14.40 14.60 14.80 15.00

0 m/z 71.05 87.01%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L LB
14.40 14.60 14.80 15.00
m/z 85.05 63.67%
29
o L ﬂlﬁ311§1 169 107 225 253 295 323 367
et e e T
miz-> 0 50 100 150 200 250 300 350 400
Abundance
57
P R
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 58.48%
113 141
0 29 169 197 225 253 281 309 337 365 393 422
e e
miz-> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane R B A ma I S
57 14.40 14.60 14.80 15.00
m/z 55.00 30.29%
5000 85
29
. | I | M3 141 160 107 205 253 296
T A A e
mz-> 0 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119236.D

Aca On > 6 Mar 2020 2:54

Operator : CG/JU

Sample : L1775-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .95 2.60 ng 120961 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2187 (14.951 min): BF119236.D (-2183) (-) m/z 57.05 100.00%
g7
85
5000
| “ l127 155 183 211 258 g, 14.60 14.80 15.00 15.20
ok, L e B m/z 71.05 90.03%
m/z--> 50 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 L AL BURBU B UL B
29 mmmmmmmm
m/z 85.10 71.46%
0 J J g 3,141 169 197 225 53 282
m/z--> éo 160 1éo 260 2%0 300 3éo 460
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 43.00 61.21%
0 29 113 141 169 197 225 267 295 365 393
m/z--> éo 160 150 260 250 360 3éo 460
Abundance #219831: Triacontane B B
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .35%
5000 85
113 141
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460 1460 1480 1500 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030520\
Data File : BF119236.D

Acq On > 6 Mar 2020 2:54

Operator : CG/JU

Sample : L1775-07

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
n-Hexadecanoic acid 11.77 3.4 ng 225639 4 11.24 1339390 20.0
Behenic alcohol 13.74 10.2 ng 476099 5 13.88 932076 20.0
Hexacosane 14.63 2.4 ng 110021 6 15.30 930766 20.0
Eicosane 14.95 2.6 ng 120961 6 15.30 930766 20.0
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