LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

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 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 5.351 552 555 577 rBV 870846 1120198 30.06% 4.562%
2 6.375 727 729 749 rBV 489801 695049 18.65% 2.831%
3 6.722 785 788 798 rBV 643073 559897 15.02% 2.280%
4 6.881 811 815 833 rBVY 2488153 2358441 63.28% 9.605%
5 7.292 880 885 898 rBY 1702434 1776007 47 .65% 7.233%
6 8.004 1003 1006 1009 rBV 829109 693308 18.60% 2.823%
7 8.028 1009 1010 1021 rVvB2 69305 88647 2.38% 0.361%
8 9.080 1184 1189 1192 rBV 4160538 3711887 99.60% 15.117%
9 9.475 1254 1256 1260 rBV 114165 96999 2.60% 0.395%
10 9.757 1300 1304 1315 rVB 1014860 910388 24.43% 3.708%
11 10.551 1435 1439 1453 rBVY 2580706 2619033 70.27% 10.666%
12 10.669 1456 1459 1466 rvVB2 43161 54872 1.47% 0.223%
13 11.239 1553 1556 1565 rBVY 1052449 961338 25.79% 3.915%
14 11.486 1594 1598 1606 rBvV3 25999 47060 1.26% 0.192%
15 11.698 1630 1634 1643 rBVvV4 54320 76992 2.07% 0.314%

16 11.774 1643 1647 1659 rBV 490810 622440 16.70% 2.535%
17 12.016 1685 1688 1691 rVB 127359 99719 2.68% 0.406%
18 12.474 1760 1766 1776 rBV5 70677 149582 4.01% 0.609%
19 12.557 1776 1780 1794 rVvVv2 147391 210595 5.65% 0.858%
20 12.821 1821 1825 1829 rBV 3920197 3726937 100.00% 15.178%

21 13.051 1860 1864 1870 rBV2 34428 41855 1.12% 0.170%
22 13.392 1914 1922 1924 rBV3 41460 50937 1.37% 0.207%
23 13.721 1974 1978 1992 rVB 263511 457291 12.27% 1.862%
24 13.880 2002 2005 2015 rVB 874157 844569 22.66% 3.439%
25 14.033 2027 2031 2034 rBV 81189 74443 2.00% 0.303%

26 14.339 2079 2083 2086 rBV 111985 104502 2.80% 0.426%
27 14.633 2130 2133 2136 rVB 130782 116684 3.13% 0.475%
28 14.704 2141 2145 2149 rVB 1096526 1090786 29.27% 4.442%
29 14.945 2182 2186 2191 rBV 115717 134627 3.61% 0.548%
30 15.186 2222 2227 2230 rBV 92450 111580 2.99% 0.454%

31 15.304 2241 2247 2256 rBV 619827 859156 23.05% 3.499%
32 15.704 2310 2315 2319 rBV 63447 89255 2.39% 0.363%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

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 F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 24555074
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BF119260.D
4000000

3000000
6.88

2000000
7.29

1000000 5.35
6.72
6.37

—————————— T

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF119260.D

4000000 9|08

12.82

3000000
10.55

2000000

9.76 11.24
1000000 8.00

11.77

03 |94 Jl20.67 11401070 1202 121256 13.05

ettt e e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF119260.D

4000000

3000000

2000000

14.70

1000000 13.88
15.30

13.72
5 39 14.03 14.34 14. 14.94 15#& 15.70
A V.

e e e

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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.
11.77 12.95 ng 622440 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1646 (11.769 min): BF119260.D (-1643) (-) m/z 73.00 100.00%
73
43 60
5000
129
97 115 213 ' rrTrpr T T ""'
143157171185 199717 57 256 11.40 11.60 11.80 12.00
O i m/z 60.00 71.89%
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 S DA R B ----u-
umnmumnm
213 m/z 43.05 68.76%

o

BREEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

11.40 11.60 11.80 12.00

5000 . 129 m/z 41.00 60.14%
87 242
143 199
101115 157171 185
) S N R L SO0 Y U S S W W~ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L L i i i e
60 73 11.40 11.60 11.80 12.00
43 m/z 55.05 57.04%
5000 129
29 7 185 228
9 115 | 143,171 ‘
0 “ Hh .,T...“...,...w..}?r”.. L P03 A
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\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Isopropyl palmitate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.07 ng 99719 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl palmitate 298 C19H3802 000142-91-6 52
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 42
3 Estra-1.3.5(10)-trien-17_beta.-ol 256 C18H240 002529-64-8 42
4 l1sopnropnvl mvristate 270 C17H3402 000110-27-0 16
5 Methanone, (2-amino-6,7-dihydro-... 257 C14H15N302 1000338-27-1 14
Abundance Scan 1689 (12.021 min): BF119260.D (-1685) (-) m/z 256.20 100.00%
43 256
102
60
5000

A
LI I B I e e e e

11.80 12.00 12.20 12.40

0 m/z 43.00 94 _55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143138: Isopropy! palmitate
43 60
102

ll.l80 12.IOO 12.I20 12.I40
m/z 102.00  74.90%

5000

eyl

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.I40
5000 256 m/z 60.00 64 .66%
129
27 97 213
0 58 113 By us 228
ARRRA RRRRN RRERE RRARA RRRRN LAY BRRAN BRRAN RRARS RRRRN RARAN SRRAN BRRAY SRR RN BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107688: Estra-1,3,5(10)-trien-17.beta.-ol
43 11.80 12.00 12.20 12.40

m/z 257.20 60.95%

5000

O prrrr i L

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\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 9,17-Octadecadienal, (2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.47 3.11 ng 149582 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.17-Octadecadienal. (2)- 264 C18H320 056554-35-9 55
2 1-Hexadecanol 242 C16H340 036653-82-4 55
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 45
4 Oleic Acid 282 C18H3402 000112-80-1 41
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 41

Abundance Scan 1765 (12.469 min): BF119260.D (-1760) (-) m/z 55.00 100.00%

5000

12.20 12.40 12.60 12.80
m/z 69.05  80.24%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114272: 9,17-Octadecadienal, (2)-

81

12!20 12.I40 12!60 12.I80
m/z 67.00 79.96%

5000

o 1231371511651 79103007201235 2%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
s P A
o7 12.20 12.40 12.60 12.80
5000 m/z 81.00 72.45%
11
27 12

5
o 139154168 196 224

m‘mmmwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)- AR EEEEEEEEE
12.20 12.40 12.60 12.80
m/z 41.05 71.52%

5000

264

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.56 4.38 ng 210595 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1781 (12.563 min): BF119260.D (-1776) (-) m/z 73.00 100.00%
7
43
5000 129
97 185 241
284 NSRS AR SRR
153 ‘ 213 | 12.20 12.40 12.60 12.80
ol 1 T N Y S — m/z 60.00 74._25%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5000
12.20 12.40 12.60 12.80

m/z 43.00 65.11%

04
m/z--> 50 100 150 200 250 300 350
Abundance
43
R e
73 12.20 12.40 12.60 12.80
5000 284 m/z 57.05 60.87%
129
97
185 213 241
0 157 265 | 311 372
——— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #95854: Pentadecanoic acid R B R WA o
43 7, 12.20 12.40 12.60 12.80
m/z 41.05 54 .88%
5000
129 242
‘ 97 ‘ 171 199
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.72 10.83 ng 457291 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1978 (13.721 min): BF119260.D (-1974) (-) m/z 57.05 100.00%
57 83

5000

:

13.40 13.60 13.80 14.00
m/z 83.05  85.74%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate
57

83

-

5000
13.40 13.60 13.80 14.00
m/z 43.05 80.51%
o 139 169 151210 238 pg5283
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
s e =i
13.40 13.60 13.80 14.00
5000 11 m/z 69.05 76.90%
29 139

167 196 224 252 280 308

:

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e i R e e
83 13.40 13.60 13.80 14.00
m/z 97.05 76.29%
5000
29
ob il 167 195 222 250 280 308 336
IIIIIIIIIIIIIIIIIIIII _'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—r
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2-Bromo dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.47 ng 104502 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2083 (14.339 min): BF119260.D (-2079) (-) m/z 57.05 100.00%
57
85
5000
\ |113 141 14.00 14.20 14.40 1460
169 197 : : : :
NN W et (23281 3 T hyz 71.05  95.17%
miz--> 0 50 1 o 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57
5000 85 A N B SRR
14.00 14.20 14.40 14.60
29 m/z 85.05 70.00%
113 169
o ALl J 149 248
miz--> 0 50 150 260 2%0 360 3éo 460
Abundance
57
14.00 14.20 14.40 1460
5000 85 m/z 43.05 63.08%
29
. 113 141 169 197 225 253 296
miz--> 0 55 160 1%0 260 2%0 360 3éo 400
Abundance #209566: Octacosane LA s SIS e
57 14.00 14.20 14.40 14.60
m/z 55.00 28.84Y%
5000 85
29
o ‘ I || (113 141 169 197 205 253 281 309 337 365 394
miz--> 0 50 1(')0 1%0 2(')0 251,0 3(')0 3&'30 4(|)O 14. oo 14. 20 14. 40 14|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.72 ng 116684 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2132 (14.627 min): BF119260.D (-2130) (-) m/z 57.00 100.00%
57
85
5000
113 R AL B ML B
141 14.40 14.60 14.80 15.00
183 211
o..l.l, ‘| L eear 20 m/z 71.05  89.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 LR B UL S B
14.40 14.60 14.80 15.00
m/z 85.05 67.03%
113 141
NEIREE J 1 1169 197 225 253 281 309 337 365 393 422
m/z--> §o 160 1%0 260 2éo 360 3%0 460
Abundance
57
"' 14140 1460 14.80 15.00
5000 85 m/z 43.05 64.71%
113
o2 141 169 211 239 267 295 323 352
m/z--> §o 160 150 200 250 360 3%0 460
Abundance #209565: Octacosane Ll e R AR
57 14.40 14.60 14.80 15.00
m/z 55.00 25.61%
5000 85
29 113
oLl || | 7] 141 169 107 225 253 281 309 337 365 394
m/z--> §o 160 1%0 260 250 360 3%0 460 14?0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.70 25.39 ng 1090790 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 90
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2144 (14.698 min): BF119260.D (-2141) (-) m/z 69.10 100.00%
g9
5000
Tl 1440 14560 1480 15:00
ol by L 4\ 175203 231 278200 841367 | 7z g81.10  50.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 LA P B U
a1 14.40 14.60 14.80 15.00
95 11 m/z 41.05 20.29%
o b L8 175 203 231 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14.80 15.00
5000 m/z 95.05 13.77%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- T T T
69 14.40 14.60 14.80 15.00
m/z 68.05 12 .38%
41
5000
ARSI I ) N | R
m/z--> 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\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 unknownl15.19 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.19 2.60 ng 111580 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 46
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 46
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 46
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 46
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 46
Abundance Scan 2228 (15.192 min): BF119260.D (-2222) (-) m/z 229.20 100.00%
229
57
5000 83
111 196 A
143168 267 355 14.80 15.00 15.20 15.40 15.60
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57
5000 AR AR SO R N
1 - 14. 80 15. oo 15. 20 15. 40 15. 60
m/z 43.00 39.17%
o 29 l | h169 196 224 252 280 305 476
m/z--> 55 160 15 oo 2%0 360 3éo 460 4éo
Abundance
57
97 LRSI FUREUAM AR R B
14.80 15.00 15.20 15.40 15.60
5000 m/z 83.05 37.41%
125
0 29 153 182 210 252280 325 426
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #164026: 1-Hexadecanesulfonyl chloride A e e e
57 14.80 15.00 15.20 15.40 15.60
83 m/z 97.10 33.75%
5000 111
29
‘ J [139 167 196224 271 5oy
0|‘||‘|‘||| ||||l|l||‘| ——r —— —— —— —_— —— ||||||||||||||||||
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 35'30 4(')0 4&'30 14. 80 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119260.D

Aca On : 6 Mar 2020 20:11

Operator : CG/JU

Sample : L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 12 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.70 2.08 ng 89255 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90
Abundance Scan 2314 (15.698 min): BF119260.D (-2310) (-) m/z 57.00 100.00%

57
85
5000
3 d ] 11 165 107 ot 15140 1560 1580 1600

0 T e . — m/z 71.10 90.39%

m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
5|7
85

5000 L LRI i o iy e
15. 40 15. 60 15. 80 16. OO

m/z 85.05 72.11%

29
LA M3 141 169 197 225 253 205 323 367
I P G A B S A
m/z--> 50 100 150 200 250 300 350
Abundance
57
P R
15.40 15.60 15.80 16.00
5000 g5 m/z 43.10 62.71%
113
0 39 141 169 197 %9 267 204 323 332
T T . L
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- B B B
57 15.40 15.60 15.80 16.00
m/z 99.00 25.83%
5000 85
113
o3 } ooy ym 14 182 211 25 281 308 337
L Ll N AL
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030620\
Data File : BF119260.D

Acq On : 6 Mar 2020 20:11

Operator : CG/JU

Sample - L1803-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
n-Hexadecanoic acid 11.77 12.9 ng 622440 4 11.24 961338 20.0
Isopropyl palmitate 12.02 2.1 ng 99719 4 11.24 961338 20.0
9,17-Octadecadien... 12.47 3.1 ng 149582 4 11.24 961338 20.0
Octadecanoic acid 12.56 4.4 ng 210595 4 11.24 961338 20.0
Heptadecyl heptaf... 13.72 10.8 ng 457291 5 13.88 844569 20.0
2-Bromo dodecane 14_34 2.5 ng 104502 5 13.88 844569 20.0
Triacontane 14.63 2.7 ng 116684 6 15.30 859156 20.0
Squalene 14.70 25.4 ng 1090790 6 15.30 859156 20.0
unknown15.19 15.19 2.6 ng 111580 6 15.30 859156 20.0
Hexacosane 15.70 2.1 ng 89255 6 15.30 859156 20.0
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