LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012920\

Data File : BF118732.D

Aca On - 29 Jan 2020 15:36 Instrument :
Operator : CG/JU ?:'l\:gﬁ't:Sam ol
a?ggle i L1289-29 TP658¢C£MP
ALS Vial : 8 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-BF012020.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 2.175 8 15 24 rVB 906773 1232016 15.10% 1.995%
2 5.475 570 576 579 rBVY 5462046 5504889 67.47% 8.913%
3 6.475 740 746 749 rBVY 5140132 5702450 69.89% 9.233%
4 6.845 805 809 813 rBVY 2019462 1754231 21.50% 2.840%
5 7.004 831 836 839 rBVY 5341348 4905365 60.12% 7.943%
6 7.404 898 904 907 rBVY 3630801 3771592 46.22% 6.107%
7 8.128 1022 1027 1031 rBvY 2536516 2336008 28.63% 3.782%
8 9.204 1204 1210 1213 rBVY 7411454 7535036 92.35% 12.200%
9 9.592 1271 1276 1279 rBV 796496 655070 8.03% 1.061%
10 9.881 1319 1325 1329 rBvV 3074389 2899109 35.53% 4.694%

11 10.669 1453 1459 1462 rBV 5623667 5211656 63.87% 8.438%
12 11.363 1572 1577 1581 rBV 3231225 3059352 37.50% 4.954%
13 11.592 1612 1616 1624 rBV 203182 216897 2.66% 0.351%
14 11.892 1661 1667 1671 rBV 589635 553633 6.79% 0.896%
15 12.145 1707 1710 1714 rVB 388082 316509 3.88% 0.512%

16 12.674 1797 1800 1813 rBV2 110384 125855 1.54% 0.204%
17 12.951 1841 1847 1850 rBV 8486820 8159359 100.00% 13.211%
18 13.845 1995 1999 2011 rBV2 348771 475002 5.82% 0.769%
19 13.998 2019 2025 2029 rBV 2685568 2666841 32.68% 4.318%
20 14.168 2051 2054 2061 rVB 97564 84757 1.04% 0.137%

21 14.474 2102 2106 2115 rBV 148130 169393 2.08% 0.274%
22 14.780 2155 2158 2162 rVB 130675 133535 1.64% 0.216%
23 14.857 2166 2171 2179 rVB 1406717 1509680 18.50% 2.444%
24 15.115 2211 2215 2220 rBV 144740 177088 2.17% 0.287%
25 15.457 2267 2273 2277 rBV 1716973 2083186 25.53% 3.373%

26 15.492 2277 2279 2286 rVB 130613 148694 1.82% 0.241%
27 15.927 2348 2353 2357 rBV 90949 137740 1.69% 0.223%

28 16.339 2418 2423 2429 rBV9 43808 88685 1.09% 0.144%
29 16.427 2434 2438 2450 rVB3 74047 147065 1.80% 0.238%

Sum of corrected areas: 61760693
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118732.D

Aca On 29 Jan 2020 15:36

Operator : CG/JU

Sample : L1289-29

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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: BF118732.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118732.D

Aca On 29 Jan 2020 15:36

Operator : CG/JU

Sample : L1289-29

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.18 14.05 ng 1232020 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 16 (2.181 min): BF118732.D (-8) (-) m/z 73.10 100.00%
7B
5000 ]\
¥ 5 8 UM IUAAE AR LR U AR
37 | &7 2.20 2.30 2.40 2.50 2.60
et e O e M/Z 43100 32.20%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.10 25.90%
"|'"“h”'??hhj'é?“"'|"§?H""|"J'|"'}P}"'|'“'|""|""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 UM IR AR LR U AR
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 22.41%
29
47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 10.58%
5000
45
29
f 3‘9“ 5‘5 67 . 101 ﬂ—y—-y—y——h
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118732.D

Aca On 29 Jan 2020 15:36

Operator : CG/JU

Sample : L1289-29

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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.
11.89 3.62 ng 553633 Phenanthrene-d10 11.36
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1667 (11.892 min): BF118732.D (-1661) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 ,,,,,,,,,,,,,,,,,,,
| ﬂ 1S 45157171185 00 | o 256 11,60 11.80 12.00 12.20
SN 1 m/z 60.00 77.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 T T T ---- AR
nmnmnmnm
m/z 43.05 76.14%

213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

11. 60 11.80 12.00 12.20

5000 m/z 41.05 61.97%
29
129
87 115 171 214
101 143157 | 1854

L B I L L L L B L B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B L L B B B B

43 60 73 11.60 11.80 12.00 12.20

m/z 57.00 61.34%
5000 129

29 h
199
5 L#“ 143157171185 242

_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'_
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\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118732.D

Aca On 29 Jan 2020 15:36

Operator : CG/JU

Sample : L1289-29

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Isopropyl palmitate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.15 2.07 ng 316509 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl palmitate 298 C19H3802 000142-91-6 81
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Isopropvl mvristate 270 C17H3402 000110-27-0 43
4 Dodecanoic acid. l-methvlethvl e... 242 C15H3002 010233-13-3 27
5 Urea, N-butyl-N-nitroso- 145 C5H11N302 000869-01-2 12
Abundance Scan 1711 (12.151 min): BF118732.D (-1707) (-) m/z 43.05 100.00%
43
256
60 102
5000

11.80 12.00 12.20 12.40
m/z 256.30 67.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143138: Isopropy! palmitate
43 60
102
5000 LR U DU DA
11.80 12.00 12 20 12.40
m/z 59.95 63.32%
2
b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
11.I80 12.|00 12.|20 12.|40 I
5000 256 m/z 102.00 59.19%
129
27 97 213
58 113 157" 185 228
mﬁmmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119373: Isopropyl myristate e
43 60 102 11.80 12.00 12.20 12.40
m/z 57.00 49.11%
5000 298
129 211
‘ 87 185
SN AT R S I - 0 .- W N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118732.D

Aca On 29 Jan 2020 15:36

Operator : CG/JU

Sample : L1289-29

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.85 3.56 ng 475002 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Cyclopentadecane 210 C15H30 000295-48-7 93

Abundance Scan 2000 (13.851 min): BF118732.D (-1995) (-) m/z 57.10 100.00%

g7

83

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55

83

3

5000 LA L B L L L LB
13.60 13.80 14.00 14.20
29 m/z 83.05 69.49%
A | 139 167 106 223 252 280
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.60 13.80 14.00 14.20
5000 11 m/z 71.10 66.67%
29 139

167 195 222 250 280 308 336
mmwﬂwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

HE

Abundance #155046: 1-Heneicosanol I e e et
55 83 13.60 13.80 14.00 14.20
m/z 55.00 62.99%
5000
29

Lok 167 196 238 266 294
Asaanseaaes st iea e e En e haa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118732.D

Aca On 29 Jan 2020 15:36

Operator : CG/JU

Sample : L1289-29

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.86 14.49 ng 1509680 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 87
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 52
Abundance Scan 2172 (14.863 min): BF118732.D (-2166) (-) m/z 69.05 100.00%
60
5000
41 S A AR e
95 137 | T T T
14.60 14.80 15.00 15.20
L] gap § 16T 191 231 273 290 341367 410 s "Ugl 05 53.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
60
5000
a 14.60 14.80 15.00 15.20
% 1o m/z 41.00 19.28%
L hdl gipy 161 191 231 273 299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15.20
5000 m/z 95.05 14 .86%
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)- L L B L B L B
69 14.60 14.80 15.00 15.20
a m/z 137.05 13.87%
5000
95 123
N ol N [ (R | R
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\HPCHEMI1\BNA_F\DATA\BF012920\
Data File : BF118732.D

Acq On 29 Jan 2020 15:36

Operator : CG/JU

Sample - L1289-29

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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]
Butane, 2-methoxy... 2.18 14.1 ng 1232020 1 6.85 1754230 20.0
n-Hexadecanoic acid 11.89 3.6 ng 553633 4 11.36 3059350 20.0
Isopropyl palmitate 12.15 2.1 ng 316509 4 11.36 3059350 20.0
5-Eicosene, (E)- 13.85 3.6 ng 475002 5 14.00 2666840 20.0
Squalene 14.86 14.5 ng 1509680 6 15.46 2083190 20.0
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