LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8064.D

Acqg On : 20 Nov 2021 18:50
Operator : CG/JU

Sample : M4762-05

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8064.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.411 352 361 370 rBV 1913330 2758218 62.13% 8.238%
2 6.999 623 631 645 rBV 1772143 2882664 64.93% 8.610%
3 7.822 764 771 779 rBV 472301 739206 16.65% 2.208%
4 8.981 959 968 980 rBV 1103191 1843616 41.53% 5.506%
5 10.616 1239 1246 1255 rBV 588222 1002090 22.57% 2.993%

6 13.087 1659 1666 1677 rBV 2467303 3818716 86.02% 11.
7 13.957 1811 1814 1818 rVB 100858 116243 2.62%
8 14.116 1838 1841 1846 rBv4 76597 127844  2.88%
9 14.463 1895 1900 1909 rVB 875824 1344001 30.27%
10 14.998 1987 1991 1996 rBV3 211520 341029 7.68%
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11 15.957 2149 2154 2160 rVB2 1789574 2762584 62.23%
12 17.045 2336 2339 2347 rVB 1160434 1775373 39.99%
13 17.222 2365 2369 2374 rBV 853848 1287615 29.00%
14 19.786 2801 2805 2809 rVB 3699913 4439328 100.00% 13.
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15 21.028 3013 3016 3024 rVB2 583134 939029 21.15% 805%
16 21.227 3047 3050 3058 rVB 1340391 1489605 33.55% 4.449%
17 21.310 3060 3064 3069 rVB 1391461 1805803 40.68% 5.393%
18 21.980 3176 3178 3183 rVB 234501 297154 6.69% ©.888%
19 22.674 3292 3296 3303 rVB 184220 270400 6.09% ©0.808%
20 22.980 3344 3348 3352 rBV2 227522 369884 8.33% 1.105%
21 23.027 3352 3356 3371 rVB2 468534 949819 21.40%  2.837%

22 23.704 3464 3471 3483 rVB2 1034515 2121331 47.78% 6.336%

Sum of corrected areas: 33481552
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8064.D

Acqg On : 20 Nov 2021 18:50
Operator : CG/JU

Sample : M4762-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP008064.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8064.D

Acqg On : 20 Nov 2021 18:50
Operator : CG/JU

Sample : M4762-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Carbonic acid, decyl hexade... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.998 5.07 ng 341029  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 72
2 Hexacosane 366 C26H54 000630-01-3 52
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 46
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 43
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 43
Abundance Scan 1991 (14.998 min): BPO08064.D\data.ms (-1987) (- m/z 57.10 100.00%
57.1
5000
133.0 1
i : 1o
Tl MM!MHM 26893266 4006460.7 5425 1/, 71.10  80.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316440: Carbonic acid, decyl hexadecyl ester
57.0
R 15000
m/z 43.05 77.68%
} \ 225.0
O\J\F‘\111‘1\JI\‘\“‘\\\\“‘\\“\\‘\2\8\7\’(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
——
15.00
5000 m/z 85.10 66.65%
ol LILLLAEO 1970 2670 367.0
““H“H“_“w“u“H‘,H“_“w“u“u“u“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45492: Undecane, 2-methyl- 7
43.0 15.00
m/z 55.00 66.63%
5000
[z
o+ ‘H‘uy“w“u“u“H‘w“u“u“u“_“w“u“ o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8064.D

Acqg On : 20 Nov 2021 18:50
Operator : CG/JU

Sample : M4762-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Tritetracontane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.045 27.58 ng 1775370  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74

Abundance Scan 2339 (17.045 min): BPO08064.D\data.ms (-2336) (- m/z 57.10 100.00%
57.1

%

5000
17.00
197.1
o MU 19710601 sa0s esoummtsiss s 4 ee 7o
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 —— ‘
17.00
m/z 43.10  50.00%
ok l J27.0197.0 267.0337.0  463.0533.0 604.(
‘\\\\‘\\\\‘\\\T[\ff\W\\T‘\Tf\‘T\\W"\\W\‘\V\\}\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

-

17.00
5000 m/z 85.10  45.48%

1270 211.0 296.0

-

Ot e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #132769: 2-Bromo dodecane
57.0 17.00
m/z 41.00 22.02%
5000 /\I\PJ/\M\/
.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8064.D

Acqg On : 20 Nov 2021 18:50
Operator : CG/JU

Sample : M4762-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Hexacosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.628 1040 ng 030029 Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 Co6Hs2 618835-33-1 99
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 99

3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 90
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90

Abundance Scan 3016 (21.028 min): BPO08064.D\data.ms (-3013) (- m/z 57.10 100.00%
57.1

2

5000
L 21.00 |
163.1 239.1 '
ol bbby 7 77 808:2. 3858 474.95473 L n/; 55,05 72.68%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #273800: 1-Hexacosene
57.0
5000 — ‘
21.00
m/z 43.10 70.04%
9.0
‘\H ‘HFwHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
LI \
21.00
5000 ITI/Z 83.10 58.77%
H .0196.0
ol

m/z--> 0 50 100150200250 300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester —
57.0 21.00
m/z 69.10 58.16%

5000

2

OHFF;?AZ‘”’?D%QOB‘*&'

7
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8064.D

Acqg On : 20 Nov 2021 18:50

Operator : CG/JU

Sample : M4762-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Ferrocene, 1,1',3,3'-tetrak... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.980 3.29 ng 297154  Chrysene-di12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 53
2 2'-Hydroxy-3,3',4'-trimethoxycha... 410 C20H17F306 1010453-84-8 52
3 5-[(2-Hydroxyethyl)octadecylamin... 441 C27H55NO3 1010185-08-9 42
4 (Ethylcyclopentadienyl)manganese... 466 C27H24MnO2P 033336-99-1 33

5 Acetic acid, (4-chlorophenoxy)-,... 410

C24H39C103

1000415-10-9 33

Abundance Scan 3178 (21.980 min): BPO08064.D\data.ms (-3176) (- m/z 410.30 100.00%
10.

57.1 410.3
5000
190.2 L
22.00
128. 248.1307.2
0 ", i L“-"\"n b b2 h e m/z 57.10 90.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-
410.0
5000 1
22.00
m/z 411.30 33.24%
or.,.56.0 134.0198.0 266.0 338]0 \
‘\\\\’\\\\‘\!\\‘\\\\1\\\\‘\\1[‘!\\1‘\\!\‘ \\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307654: 2'-Hydroxy-3,3',4'-trimethoxychalcone, trifluoroz
410.0
i
22.00
303.0
so00] 890 m/z 395.30  29.03%
161.0
239.0
0' LY_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FY’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #322634: 5-[(2-Hydroxyethyl)octadecylamino]pentanoic a —
410.0 22.00
m/z 190.20 16.52%
5000
202.0 326.0
43,0 101.0 '
0‘\m“‘-,“wfw"ﬂ‘J\\‘Lw“\h\i‘\u%???q‘wu‘m\“‘ A RRRRRRRREES —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8064.D

Acqg On : 20 Nov 2021 18:50
Operator : CG/JU

Sample : M4762-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Eicosanal- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.674 2.55 ng 270400 Perylene-di2 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanal- 296 C20H400 002400-66-0 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Dotriacontanal 464 C32H640 057878-00-9 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 3296 (22.674 min): BP008064.D\data.ms (-3292) (-  m/z 57.10 100.00%
57.1
— —
’ ‘ f 1 200.1267.0 333.3 22.50 23.00
ob AL S0P 2000 3833 4027 47515358 ., 43,00 74.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194557: Eicosanal-
82.0
5000 — ——
22.50 23.00
m/z 82.05 73.92%
’ 2.0 278.0
O\\“\“‘\f\“‘J\‘P\-E‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158567: Octadecana
43.0
— —
22.50 23.00
5000 m/z 55.10 57.44%
1110.0
‘ ‘ ‘ 250.0
0‘l‘pﬁukWWﬂmvﬁnuw‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl- T —
82.0 22.50 23.00
m/z 96.05 56.21%
- WM
ostlllllppzo 2ot0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8064.D

Acqg On : 20 Nov 2021 18:50
Operator : CG/JU

Sample : M4762-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.027 8.95 ng 949819  Perylene-di2 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 3356 (23.027 min): BP008064.D\data.ms (-3352) (-  m/z 57.10 100.00%
57.1

1 51 252.1 T ‘ T ‘
‘ ] ‘ 336.4 416.9 2309
of o hhblLLLf 1930 | 3364 4169 5033 ./, 5500 87.86%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244232: Cyclotetracosane
43.0
5000 — ‘
o 23.00
L. m/z 83.10  85.93%
\‘ | \H \} I J\ | 1111820 250.0 33\60
O ‘ LI ’ T ‘ T \‘\ ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene

a1
l
o

7
23.00

5000 m/z 43.05 82.44%
125.0
0 \‘\ I H‘ ‘} Il “ 1\ I |1960 292.0 364.0
P I e R T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane —— ‘
57.0 23.00
m/z 97.05 80.79%
5000
125.0
| ‘} |, 196.0 269.0
ol B Lb o S T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8064.D

Acqg On : 20 Nov 2021 18:50
Operator : CG/JU

Sample : M4762-05

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Carbonic acid, ... 14.998 5.1 ng 341029 3 14.463 1344000 20.0
Tritetracontane 17.045 27.6 ng 1775370 4 17.222 1287620 20.0
1-Hexacosene 21.028 10.4 ng 939029 5 21.310 1805800 20.0
Ferrocene, 1,1'... 21.980 3.3 ng 297154 5 21.310 1805800 20.0
Eicosanal- 22.674 2.5 ng 270400 6 23.704 2121330 20.0
Cyclotetracosane 23.027 8.9 ng 949819 6 23.704 2121330 20.0
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