LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF020620\
Data File : BF118842.D

Aca On : 6 Feb 2020 17:37

Operator : CG/JU

Sample : L1409-01 2X

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-BF020320.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 2.146 6 10 15 rVB 26646 37304 1.59% 0.147%
2 5.010 495 497 504 rvVB 33159 36561 1.55% 0.144%
3 5.428 564 568 582 rBVY 1993452 1771244 75.28% 6.988%
4 6.440 736 740 752 rBVY 2048628 1740123 73.96% 6.865%
5 6.810 800 803 807 rBY 1500284 1299087 55.21% 5.125%
6 6.969 826 830 833 rBVY 2029096 1635856 69.53% 6.453%
7 7.369 894 898 901 rBVY 1399714 1146043 48.71% 4.521%
8 8.092 1017 1021 1025 rBvV 1912523 1633122 69.41% 6.443%
9 9.169 1200 1204 1207 rBvV 2782546 2303233 97.89% 9.086%
10 9.286 1222 1224 1228 rVB 153414 135555 5.76% 0.535%

11 9.563 1268 1271 1275 rBV 157085 159651 6.79% 0.630%
12 9.851 1315 1320 1330 rBV 1994365 1999970 85.00% 7.890%

13 10.504 1425 1431 1434 rBvV4 23017 29981 1.27% 0.118%
14 10.633 1449 1453 1467 rBV 1588919 1545749 65.70% 6.098%
15 10.757 1471 1474 1482 rVB4 46170 72319 3.07% 0.285%
16 11.204 1547 1550 1552 rBV2 41605 34576 1.47% 0.136%
17 11.233 1552 1555 1560 rVB4 28070 36160 1.54% 0.143%
18 11.333 1568 1572 1575 rBV 1956695 1917052 81.48% 7.563%
19 11.563 1605 1611 1620 rBV9 37492 88653 3.77% 0.350%
20 11.857 1658 1661 1670 rBV2 191577 216977 9.22% 0.856%
21 11.939 1672 1675 1678 rBV3 29897 28724 1.22% 0.113%
22 12.033 1688 1691 1695 rBV2 37838 36255 1.54% 0.143%
23 12.380 1747 1750 1753 rBV 40080 44309 1.88% 0.175%
24 12.427 1753 1758 1762 rVB6 51462 82714 3.52% 0.326%

25 12.539 1774 1777 1780 rVB 146745 121984 5.18% 0.481%

26 12.639 1791 1794 1801 rBvV4 74835 126885 5.39% 0.501%
27 12.769 1813 1816 1818 rBV 134846 110340 4.69% 0.435%
28 12.792 1818 1820 1824 rVB2 37424 33884 1.44% 0.134%
29 12.910 1836 1840 1844 rBV 2501072 2352835 100.00% 9.282%
30 13.816 1991 1994 2002 rVB2 221529 320661 13.63% 1.265%

31 13.963 2015 2019 2023 rBV 1753043 1957727 83.21% 7.723%
32 14.439 2098 2100 2103 rBV2 122621 154328 6.56% 0.609%
33 14.816 2162 2164 2170 rVB 192665 199439 8.48% 0.787%
34 15.415 2261 2266 2270 rBV 1522633 1939263 82.42% 7.650%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF020620\
Data File : BF118842.D

Aca On : 6 Feb 2020 17:37

Operator : CG/JU

Sample : L1409-01 2X

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 25348564
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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\BF020620\

BF118842.D

6 Feb 2020 17:37

CG/JuU

L1409-01 2X

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF020620\
Data File : BF118842.D

Aca On : 6 Feb 2020 17:37

Operator : CG/JU

Sample : L1409-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.26 ng 216977 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Octadecanoic acid 284 C18H3602 000057-11-4 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 1662 (11.863 min): BF118842.D (-1658) (-) m/z 73.00 100.00%

5000

—

11.60 11.80 12.00 12.20
m/z 43.10 77.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43
5000 LN L L L LB L
11.60 11.80 12.00 12.20
m/z 60.00 74 .69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
RN RS S
11.60 11.80 12.00 12.20
5000 129 m/z 41.00 64.57%
97 199 242
27
58 113 BT 180 214
mﬁmﬂnﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid B ARRREE B
4 73 11.60 11.80 12.00 12.20
m/z 57.00 62 .85%
5000 129

3

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF020620\
Data File : BF118842.D

Aca On : 6 Feb 2020 17:37

Operator : CG/JU

Sample : L1409-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.28 ng 320661 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 5-Octadecene. (B)- 252 C18H36 007206-21-5 93
3 5-Eicosene. (B)- 280 C20H40 074685-30-6 92
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 92
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1995 (13.821 min): BF118842.D (-1991) (-) m/z 57.05 100.00%
57
83
5000
149 230248 "' 1360 13.80 14.00 14.20
3 170 197 280
S $L.30%8 ' "nm/z 43.10 73.98%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55
5000 111 LA L L L L L LB
Bmmmmmmm
m/z 83.00 72.07%
29 139
Lol L b 167 196 224 252 280 308
m/z--> 55 100 150 260 250 360 3%0
Abundance
55
o "' 1360 13.80 14.00 14.20
5000 m/z 69.10 61.63%
29 111
139 168 195 224 252
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance #127769: 5-Eicosene, (E)- A L R REmms e
55 13.60 13.80 14.00 14.20
m/z 97.10 61.50%
83
5000
29 111
LUl d L 1199 167 106 203 252 280
m/z--> 55 160 150 260 250 360 3%0 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF020620\
Data File : BF118842.D

Aca On : 6 Feb 2020 17:37

Operator : CG/JU

Sample : L1409-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.06 ng 199439 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 81
2 Supraene 410 C30H50 007683-64-9 81
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 64
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 50
5 1,6,10,14-Hexadecatetraen-3-ol, ... 290 C20H340 001113-21-9 50
Abundance Scan 2165 (14.821 min): BF118842.D (-2162) (-) m/z 69.10 100.00%
69
Aol s 254 5y 0 1460 14.80 15.00 15.20
191 277
o ol 336,10 160 1217 TY 207 | 322342 373306 | 7z g1.00  52.200%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000, 4 LIS I B SULRUN I
14.60 14.80 15.00 15.20
m/z 41.00 18.43%
95 137
bl ﬂ d1y') 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1460 14.80 15.00 15.20
5000 m/z 302.10 16.69%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- LA B LI N LI
69 14.60 14.80 15.00 15.20
a m/z 68.00 14.63%
5000
95 123
NP il N I (sl diin
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020620\
Data File : BF118842.D

Acq On : 6 Feb 2020 17:37

Operator : CG/JU

Sample : L1409-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF020320.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]
n-Hexadecanoic acid 11.86 2.3 ng 216977 4 11.33 1917050 20.0
Behenic alcohol 13.82 3.3 ng 320661 5 13.97 1957730 20.0
Squalene 14.82 2.1 ng 199439 6 15.42 1939260 20.0
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