LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc :

ALS Vvial : 19 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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@38676.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.063 144 149 157 rBV 61996 78546 2.40% 0.502%
2 5.022 306 312 321 rBV 539616 736100 22.47% 4.703%
3 5.404 373 377 382 rBV 24735 34014 1.04% 0.217%
4 5.493 386 392 397 rVW 394183 552813 16.88% 3.532%
5 5.540 397 400 410 rVB 46144 86889 2.65% 0.555%
6 5.916 454 464 469 rBv4 23584 48038 1.47% 0.307%
7 7.1106 660 667 679 rVB 843403 1320711 40.32% 8.437%
8 7.563 740 744 751 rVB2 29184 43894 1.34% 0.280%
9 7.928 800 806 813 rBV 279130 420726 12.84% 2.688%
106 9.104 998 1006 1018 rBV 551327 873144 26.66% 5.578%

11 10.739 1277 1284 1289 rBV 287517 483495 14.76% 3.089%
12 10.786 1289 1292 1301 rVB 75545 110247 3.37% 0.704%
13 13.192 1694 1701 1712 rBV 1833483 2492149 76.08% 15.921%

14 14.568 1927 1935 1944 rBV 462072 665056 20.30%  4.249%
15 16.057 2182 2188 2197 rBV 76284 105169 3.21% ©.672%
16 17.309 2395 2401 2406 rBV 534905 737962 22.53% 4.714%
17 17.351 2406 2408 2415 rVB 45035 53881 1.64% ©.344%
18 18.192 2546 2551 2556 rBvV2 91984 128845 3.93% 0.823%
19 19.362 2741 2750 2755 rBV 40934 81971 2.50% 0.524%
20 19.468 2764 2768 2775 rBV2 34821 59052 1.80% 0.377%
21 19.727 2808 2812 2820 rBV 31059 44648 1.36% ©.285%

22 19.927 2840 2846 2852 rBV 2948192 3275561 100.00% 20.926%

23 20.609 2956 2962 2969 rBV 310561 395375 12.07%  2.526%
24 21.180 3055 3059 3069 rBV 182816 256146 7.82% 1.636%
25 21.386 3091 3094 3098 rVB 88963 87907 2.68% 0.562%
26 21.486 3106 3111 3117 rBV 657278 869566 26.55% 5.555%
27 22.709 3314 3319 3324 rVB 456237 616478 18.82%  3.938%

28 23.885 3513 3519 3528 rVB2 518527 994653 30.37% 6.354%

Sum of corrected areas: 15653036

8270-BM020123.M Mon Feb 06 01:18:48 2023 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM038676.D\data.ms
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Abundance TIC: BM038676.D\data.ms
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Abundance TIC: BM038676.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.022 34.99 ng 736100 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 312 (5.022 min): BM038676.D\data.ms (-306) (-) m/z 43.00 100.00%

43.0
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101.0

Ramas E e
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Benzene, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.916 2.28 ng 48038 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 94
2 o-Xylene 106 C8H10 000095-47-6 94
3 p-Xylene 106 C8H10 000106-42-3 93
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 81
Abundance Scan 464 (5.916 min): BM038676.D\data.ms (-454) (-) m/z 91.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Mesitylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.563 2.09 ng 43894  1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 744 (7.563 min): BM038676.D\data.ms (-740) (-) m/z 104.95 100.00%
105.0
5000 J\
Wa L)
50.9 ‘ ‘ 7.20 7.40 7.60 7.80
0ot Bl 2989 s 126,08 52.59%
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0 \\\‘2\7\'\0\“ T \““\H“\‘\\\‘H‘ T \‘\ T ‘H\\‘\““\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 \/\ /\
L
7.20 7.40 7.60 7.80
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39.0 77.0
0 ‘H‘“"“‘HH‘;u”““u““"“J‘“;‘mw“um_m_m‘uw‘m
miz--> 20 40 60 80 100 120 140 160 180 200 \/V\ m
Abundance #10705: Benzene, 1,2,4-trimethyl- “H&“H“‘H“‘H“‘
105.0 7.20 7.40 7.60 7.80
m/z 119.10  11.46%
5000
280 g, 5 77.0 (\ {\ H\
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.192 3.49 ng 128845  Phenanthrene-di10 17.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2551 (18.192 min): BM038676.D\data.ms (-2546) (- m/z 73.00 100.00%

e
43.0 730
5000
C o
H “‘ 18.00 18.50
Y m/z 42.95 82.27%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
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5000 129.0 LT LT
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157.01g5 02130  256.0 m/z 60.00 80.80%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.0
430 A A r\‘v\hnf\
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5000 129.0 ITI/Z 41.05 68.54%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T —
43.0 73.0 18.00 18.50
m/z 55.05 64.73%
5000 129.0
199.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 7 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.609 9.09 ng 395375 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Palmitoleamide 253 C16H31NO 106010-22-4 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 50
4 Octanamide 143 C8H17NO 000629-01-6 50
5 Dodecanamide 199 C12H25NO 001120-16-7 43

Abundance Scan 2962 (20.609 min): BM038676.D\data.ms (-2956) (- m/z 59.00 100.00%

5000
2050  21.00
1540 207.0 : :
0 ”“ m da N 288 885 s 72.00  78.86%
100

%

miz--> 150 200 250 300 350
Abundance #174777:94Ddadecenanﬂde,(2}
59.
5000 T T T T T T
20.50 21.00
126.0 m/z 55.05 39.29%
h | “ 184.0 238.0 281.0
O T M‘ N‘ H\M‘ “‘\‘\ \“\“ — T by \‘ L B e
m/z--> 50 100 150 200 250 300 350
Abundance #139496: Palmitoleamide
59.0
e —
20.50 21.00
5000 ITI/Z 41.05 33.39%
‘ 12 2530
ol u\u L 168021002580
m/z--> 100 150 200 250 300 350
Abundance #108044: Tetradecanamide I T
59.0 20.50 21.00
m/z 43.05 22.59%
5000
97.0 184.0 227.0
089 | Uy TSm0 1000 0 ) e
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 8 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.180 5.89 ng 256146  Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 97
2 1-Tricosene 322 C23H46 018835-32-0 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3059 (21.180 min): BM038676.D\data.ms (-3055) (-  m/z 83.05 100.00%

43.1, 83.0
5000

H Zfl 281.0 2100 2150
AL 4 320 ‘h‘wu“‘w L2819z s7.e5  91.90%

miz--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
55.0

5000
2100 2150
\

o

/z 55.00 89.11%

390 2240
0\“\‘1 “‘ \\‘\h “\\\\‘\\‘\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0

2100 2150
5000 m/z 69.00 87.36%

25.0
0 Lm0 amo
m/z--> 50 100 150 200 250 300 350
Abundance

#273800: 1-Hexacosene
57.0 97.0 2100 2150
m/z 43.10 86.31%

h h1810 2380 2920 “364(

ow“‘p ‘
miz--> 50 100 150 200 250 300 350 21.00 21.50

S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 9 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.709 12.40 ng 616478 Perylene-di2 23.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 87
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 5,9,13,17-Tetramethyl 4,8,12,16-... 332 C22H3602 1000432-37-9 78
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 3319 (22.709 min): BM038676.D\data.ms (-3314) - m/z 69.10 100.00%
69.1
5000
— —
J 7.0 202.9 22.50 23.00
o“u‘wfﬂJMWl%"W‘H??49‘?4%?H4}93ﬁ153‘§43 m/z 81.05 46.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308260: Squalene
69.0
5000

=
22 50 23.00
m/z 41.05 18.65%

137.0
‘\ T \‘1‘[”‘1‘ ‘Wlf‘”‘uf WHHILA ll\“f?ﬁ\({\‘z?\s\ﬂ\s\,?f].‘ \0\ \4\.:}\0\\0\‘ TTTT ‘\ TT \‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0

o

22 50 23 00
5000 m/z 95.05 13.25%
137.0
0 dal g, 203.0 273.0 341.0 410.0

e L e e e e e T e e

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

Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0 22 50 23 00

m/z 68.00 11.28%

5000
‘ 36.0
ol i Jmlwmdx\2950 315.0 384.0

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22 50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20223\
Data File : BM@38676.D

Acqg On : 02 Feb 2023 23:01
Operator : CG/JU

Sample : 01348-01

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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|
2-Pentanone, 4-... 5.022 35.0 ng 736100 1  7.928 420726 20.0
Benzene, 1,3-di... 5.916 2.3 ng 48038 1 7.928 420726 20.0
Mesitylene 7.563 2.1 ng 43894 1 7.928 420726 20.0
n-Hexadecanoic ... 18.192 3.5 ng 128845 4 17.309 737962 20.0
9-Octadecenamid... 20.609 9.1 ng 395375 5 21.486 869566 20.0
Cyclohexadecane 21.180 5.9 ng 256146 5 21.486 869566 20.0
Squalene 22.709 12.4 ng 616478 6 23.885 994653 20.0
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