LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126664.D

Acqg On : 25 Jan 2022 15:36
Operator : CG/JU

Sample : N1233-03

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_ F\Methods\8270-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126664.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.304 30 37 43 rVB 307354 408342 13.50% 1.968%
2 5.581 589 594 597 rBV 2920983 2944850 97.35% 14.192%
3 6.575 758 763 766 rBV 2953329 3024920 100.00% 14.578%
4 6.963 825 829 832 rVB 912317 705297 23.32%  3.399%
5 7.522 919 924 927 rBV 2161275 2007461 66.36% 9.674%

6 8.245 1042 1047 1050 rBV 1067049 900487 29.77%  4.340%
7 9.322 1225 1230 1233 rBV 3533810 3021046 99.87% 14.559%
8 10.004 1342 1346 1353 rBV 1184989 957447 31.65%
9

4.614%
10.792 1476 1480 1483 rBV 1720063 1421907 47.01% 6.853%
10 11.498 1596 1600 1603 rBV 980148 883646 29.21% 4.259%

11 12.710 1803 1806 1812 rBV 34968 33931 1.12%
12 13.086 1865 1870 1873 rBV 2602574 2297553 75.95% 11.
13 13.980 2018 2022 2032 rBV 184435 317638 10.50%

OwWRrERERrO
w1
w
=
R

14 14.139 2042 2049 2052 rBV 687397 656818 21.71% 165%
15 14.168 2052 2054 2058 rVB 59056 50256 1.66% 242%
16 15.009 2193 2197 2201 rBV 51659 53185 1.76% 0.256%
17 15.209 2227 2231 2235 rBV 72076 116894 3.86% ©.563%
18 15.533 2281 2286 2292 rVB 51391 71554 2.37% ©.345%
19 15.598 2292 2297 2303 rBV 44160 60545 2.00% 0.292%
20 15.662 2303 2308 2313 rBVY 489018 650367 21.50% 3.134%
21 16.233 2397 2405 2413 rBV9 24153 80045 2.65% ©.386%
22 17.215 2566 2572 2581 rBV3 18441 47080 1.56% 0.227%
23 17.686 2645 2652 2661 rBV3 17543 38791 1.28% 0.187%
Sum of corrected areas: 20750060
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

¢ 25 Jan 2022 15:36
: CG/IU
: N1233-03

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012522\
BF126664.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126664.D

Acqg On : 25 Jan 2022 15:36
Operator : CG/JU

Sample : N1233-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.304 11.58 ng 408342  1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 64
3 3-Methoxy-3-methylbutyl acetate 160 C8H1603 1010430-01-2 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 37 (2.304 min): BF126664.D\data.ms (-30) (-) m/z 73.05 100.00%

73.0
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43.0
55.1 87.1 .
‘ ‘ 220 240 2.60
Otk b e m/z 43,05 26.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B I B B
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-~ 55.0 87.0 m/z 87.10 23.64%
2 1
O\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
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Abundance #15768: 2,2,4-Trimethyl-3-pentanol
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e
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Abundance #36679: 3-Methoxy-3-methylbutyl acetate e A e
73.0 220 240 2.60
m/z 71.10 11.62%
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43.0 85.0
15.0 28.0 ‘ 55.0 ‘
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126664.D

Acqg On : 25 Jan 2022 15:36
Operator : CG/JU

Sample : N1233-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 1-Tetracosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.980 9.67 ng 317638 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Docosene 308 C22H44 001599-67-3 90
4 1-Tricosene 322 C23H46 018835-32-0 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 2022 (13.980 min): BF126664.D\data.ms (-2018) (-  m/z 83.05 100.00%
83.0
43.0
5000
P
L] 2‘\5'1 1681 2301 1490
ob— bl e e m/z 97.10  85.64%
miz-> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 ”/\“/\\”‘/\L'\"\ L
14.00
25.0 m/z 57.10  85.36%
0 \“\ ‘\ “‘ \“H‘ f ‘\‘H“ ‘H‘ ‘H‘ ‘%\6§9\‘2‘1\0\0\ L L \3:\36\'
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
1
14.00
5000 m/z 69.10 83.94%
25.0
ool gm0 o0 o
miz--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene -
55.0 14.00
m/z 54.95 79.90%
97.0
5000
0l40.] ‘\H\‘M‘ PP0ts10 8080 et
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126664.D

Acqg On : 25 Jan 2022 15:36
Operator : CG/JU

Sample : N1233-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.533 2.20 ng 71554  Perylene-di12 15.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
2 Benzo[e]pyrene 252 C20H12 000192-97-2 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 2286 (15.533 min): BF126664.D\data.ms (-2281) (1  m/z 252.10 100.00%

25p.1
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\/\\ ‘ T ‘
125.0
15.50
850 224.0 M
Obrrrrry 580880, | | 1900 2P0l h/; ase.ie 32.40%
m/z--> 20 40 60 80 100120 140160 180 200 220 240260
Abundance #138563: BenzolK]fluoranthene
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5000 o L A \
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126.0 m/z 253.10  22.79%
\‘HH‘\\H‘\H\‘H\\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\ \‘HH‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
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Al A 4 /\ ‘
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0 63.0 98.0, | 1740 2240 |
A e AR ARR AL e e
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m/z 126.00  11.52%
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0260 630 99.0 ‘\‘ 174.0 2240M
LR e e L R R aaa]
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126664.D

Acqg On : 25 Jan 2022 15:36
Operator : CG/JU

Sample : N1233-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 4 Carbonic acid, hexadecyl 2,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.233 2.46 ng 80045  Perylene-di12 15.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 72
2 17-Pentatriacontene 491 C35H70 006971-40-0 53
3 1-Heptacosanol 396 C27H560 002004-39-9 52
4 Octacosyl acetate 452 (C30H6002 018206-97-8 52
5 Methyl tetratriacontyl ether 509 C35H720 1000406-30-1 47
Abundance Scan 2405 (16.233 min): BF126664.D\data.ms (-2397) (- m/z 83.00 100.00%
83.0
5000
MWW\MW
278.1
‘ H ]ﬂ4‘1-0 208.0 16.00
ot L e e m/z 97.10 75.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es
83.0
5000
16.00 16.50
29. m/z 69.00 61.61%
UL ooz
0 \\J‘\H‘\‘H\\‘h\\“\L‘\‘\‘A“‘\‘lu\H“H‘H‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336401: 17-Pentatriacontene
57.0
—— —
16.00 16.50
5000 111.0 m/z 57.00 60.43%
167.0
okl L Ly 2202180330.03900 490
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol T T
57.0 16.00 16.50
m/z 54.95 58.46%
111.0
5000
0 “L\ & ‘l i l‘ \“\ ‘\‘\‘ Ll];‘hGZ.O 222.0278.0 378.0

‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126664.D

Acqg On : 25 Jan 2022 15:36
Operator : CG/JU

Sample : N1233-03

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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|
Butane, 2-metho... 2.304 11.6 ng 408342 1 6.963 705297 20.0
1-Tetracosene 13.980 9.7 ng 317638 5 14.139 656818 20.0
Benzo[e]pyrene 15.533 2.2 ng 71554 6 15.668 650367 20.0
Carbonic acid, ... 16.233 2.5 ng 80045 6 15.668 650367 20.0
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