LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4016-07

Misc :

ALS vial : 5 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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36076.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.428 392 398 412 rVB 2461494 3601060 8.91%  2.442%
2 7.039 665 672 681 rVB 2506627 3902093 9.66% 2.647%
3 7.863 806 812 819 rBV 562362 874488 2.16% 0.593%
4 9.033 1004 1011 1020 rBV 1480079 2350490 5.82% 1.594%
5 10.669 1282 1289 1297 rBV 842958 1378974 3.41% 0.935%

6 13.133 1701 1708 1714 rBV 4009063 5647443 13.97% 3
7 13.521 1751 1774 1775 rBV 1710620 6457049 15.98% 4
8 14.504 1936 1941 1955 rVB 1503890 2591162 6.41% 1.758%
9 14.939 2011 2015 2030 rVB2 624599 1329824 3.29% ©
10 15.992 2188 2194 2199 rBV 5058947 6802535 16.83% 4

11 16.415 2247 2266 2268 rBV 2730969 13331895 32.99% 9.043%
12 17.245 2402 2407 2419 rVB 2017971 3170672 7.85%  2.151%
13 18.168 2552 2564 2589 rVB 11649431 30615186 75.76% 20.765%
14 18.421 2605 2607 2613 rVB3 327332 434562 1.08% 0.295%
15 19.227 2741 2744 2747 rBV 681253 741246  1.83% 0.503%

16 19.286 2750 2754 2757 rBV 1485811 2379280 5.89% 1.614%
17 19.450 2770 2782 2796 rVB 16369596 40411491 100.00% 27.410%
18 19.868 2848 2853 2859 rBV 7826296 9698166 24.00% 6.578%
19 20.892 3024 3027 3032 rVB 330618 459519 1.14% 0.312%
20 21.139 3065 3069 3074 rBV 1429840 1633952 4.04% 1.108%

21 21.421 3113 3117 3122 rBV 2856568 3646969  9.02%  2.474%
22 21.474 3123 3126 3134 rVB 423431 577894  1.43% 0.392%
23 22.062 3223 3226 3235 rVB 492445 719315 1.78% 0.488%
24 23.785 3513 3519 3528 rVB2 2408007 4678387 11.58% 3.173%

Sum of corrected areas: 147433652
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM036076.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.521 49.84 ng 6457050  Acenaphthene-d10 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1774 (13 521 min): BM036076.D\data.ms (-1751) (- | m/z 73.00 100.00%
5000
129.0 . /\/&
213.2 ———— :
39 171.1 256.1 13.50
m\h‘\ u‘““ ol “ ‘ ‘ [ ‘ 326.i o
0t — A a e B m/z 60.00 85.43%
m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 —— :
129.0 13.50
213.0 m/z 43.05 81.45%
171.0 ‘
0! \\M‘\H\ \ “ “ “‘u\‘ ‘\‘\‘ ' “‘ .
miz--> 100 150 200 250 300
Abundance
73.0
T \
13.50
5000 129.0 m/z 57.05 66.06%
290 171.0
214.0
o R S
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid ——
73.0 13.50
m/z 55.05 63.27%
5000
129.0
29. 185.0 228.0
0 . ““ HM‘ h“ M‘\ m ‘ \‘\u“ “\‘ \‘ - “\‘ L aman e s ‘ .
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\

Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.939 10.26 ng 1329820  Acenaphthene-d10 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 58

Abundance Scan 2015 (14.939 min): BM036076.D\data.ms (-2011) (- | m/z 73.00 100.00%
il M'\AM
5000
129.0
——
71.1 15.00
213.2 256.1
o3¢ j ok * Lo g2e 20 3L nm/z 60.00  91.03%
miz--> 50 100 150 200 250 300
Abundance #75716: Dodecanoic acid
60.0
5000 T
129.0 15.00
‘ * m/z 43.05 65.17%
71.0
Olwswd‘\ \HM\ ‘w‘ ih“\ “1‘ T T \‘ T } L B B B
miz--> 50 100 150 200 250 300
Abundance
73.0
——
15.00
5000 m/z 41.05 53.58%
29.0
129.0
171.0 2140
R
m/iz--> 50 100 150 200 250 300
Abundance #60689: Undecanoic acid —
60.0 15.00
m/z 55.00 50.92%
5000
129.0
Ly L, e
o8OIy L -
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.415 84.10 ng 13331900  Phenanthrene-d1e 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 62
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55
5 Pentadecanoic acid 242 C15H3002 001002-84-2 45
Abundance Scan 2266 (16.415 min): BM036076.D\data.ms (-2247) (- | m/z 73.00 100.00%
5000 129.0 AAfwﬁvﬂ//M\/\J\\/\/
185 1 241.2 T
! =
ol ‘p“wW” i L J Lt L 3269 40 L 4310 89.08%
miz--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 1650
m/z 60.00 79.92%
29. ‘ 185.0 541 284.0
0' \““‘HH‘“‘“\“"“‘"“““““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
—
16.50
5000 m/z 57.10 75.76%
129.0
29.0 185.0228.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #46962: n-Decanoic acid T
60.0 16.50
m/z 55.05 67.61%
5000 129.0
172.0
ol MU A g .
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.168 193.12 ng 30615200  Phenanthrene-d1e 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2564 (18.168 min): BM036076.D\data.ms (-2552) (- | m/z 73.00 100.00%

73.0

213.2 — —
H‘ ‘ 171.1 ‘ 256. 18.00 18.50
0 dd L . LLL i | 30813559403 .. cp.00  82.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0

5000 —— —
213.0 18.00 18.50

m/z 43.10 75.81%

29 H 17d.
O' ‘““ M \‘ ‘ ‘\ \ T \ ‘ \ T \ T ‘ \ LI ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0

T
18.00 18.50

5000 m/z 57.10 65.60%
129.0
29.0 185.0228.0
oL MM
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid —— —
3.0 18.00 18.50

m/z 55.10 61.96%

5000 129.0
2
0 199. 0242 0
‘ H HH\‘\ \\h” ‘\H ul ‘ ‘ | ‘ ‘

ob—, H_"_m‘HH_MWH_HW — ——
miz--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 trans-Sinapaldehyde Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.421 2.74 ng 434562  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 93
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 92
3 Butan-1-one, 1-(3,4-dimethoxyphe... 208 C12H1603 054419-21-5 49
4 Asarone 208 C12H1603 002883-98-9 43
5 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 42
Abundance Scan 2607 (18.421 min): BM036076.D\data.ms (-2605) (1 m/z 208.00 100.00%
208.0
165.0
5000
122 LT
‘ H 284 2 ‘ 18.50
0! \hm wHHhh\\\ mm‘ il W\‘ et b ‘?"2‘8 9’ - ‘L‘”"S‘ m/z 165.00 54.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84448: trans-Sinapaldehyde
208.0
5000 1
1650 18.50
77.0 122(? m/z 137.00  47.11%
ok \?‘H\ \“‘ \\\LLM\‘L\“LM‘\ M‘ ‘“ \h“ al H ‘\‘ e
m/z--> 100 150 200 250 300 350 400
Abundance
208.0
——
18.50
5000 165.0 m/z 77.00 28.22%
65.0
119.0
oLt b b bbbl by g b
m/z--> 50 100 150 200 250 300 350 400
Abundance #84782: Butan-1-one, 1-(3,4-dimethoxyphenyl)- T
165.0 18.50
m/z 43.10 27.76%
5000
208.0
mg 20120 ||
R R —
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.227 4.68 ng 741246  Phenanthrene-die 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 97
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 91
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 2744 (19.227 min): BM036076.D\data.ms (-2741) (- m/z 74.00 100.00%

74.0
5000

143.1 U R

199.1 255.2 ’ 19.00 19.50
0 e LUt 1,299 8851 4150 hy; 87.00  72.45%
miz--> 50 100 150 200 250 300 350 400
Abundance #197277: Methyl stearate
74.0
5000 T L
143.0 298.0 19.00 19.50
m/z 43.10 36.81%

o

199.0 L)
T 4 ‘\‘ \‘“‘\ ““ \“\ \ \“‘\ T \‘\ l‘ \‘\ L ‘ T \ T “ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
74.0

—
19.00 19.50
5000 m/z 55.00 29.60%

143.0 255.0
199.0
299.0
R S
miz--> 50 100 150 200 250 300 350 400

Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester — ——
74.0 19.00 19.50

m/z 41.05 23.49%

5000 298.0
143.0
29. ‘ 199.0
Ll 2430 |

0! Al e S — —
miz--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.286 15.01 ng 2379280  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 98
3 Linoelaidic acid 280 C18H3202 000506-21-8 98
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 96
5 11,14-Eicosadienoic acid 308 C20H3602 002091-39-6 87
Abundance Scan 2754 (19.286 min): BM036076.D\data.ms (-2750) (- | m/z 67.00 100.00%
67.0
5000 J\j\\
] 1900 1050
200 1 280 1 . .
ow‘;h*’ I “'”" et b o022 4019 478.05384 0 /7 55,10 85.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — ——
19.00 19.50
m/z 81.10 80.83%
280.0
O‘\\\\‘J‘”\H ‘\m‘t\||\h\|‘l]\-\8\2\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
67.0
—— —
19.00 19.50
5000 m/z 41.10 69.36%
124.0 280.0
0 181.0
R o e A B e R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173566: Linoelaidic acid — T
67.0 19.00 19.50
m/z 95.10 57.55%
5000 J\\]\\«
280.0
o\w}\lm -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Pentadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.450 221.62 ng 40411500  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
Abundance Scan 2782 (19.450 min): BM036076.D\data.ms (-2770) (1 m/z 73.00 100.00%
129.0
5000
185.1 241.2
—
‘ } } ‘ \ 19.50
oLAL4 JW‘\\ ' W P L 327.0 4030 475 ' n/z 43.10  82.17%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 1950
‘} 185.0 284.0 m/z 60.00 78.98%
O\"\‘\h“ ‘\“\““\\‘I“\M\H\\\\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73.0
——
19.50
5000 129.0 m/z 57.10 75.39%
242.0
185.0
ol AL R L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T
43.0 19.50
m/z 55.10 67.24%
5000 284.0
129 0
‘ 185.0
ol Al NM T S T AT Y N -
m/z--> 50 100 150 200 250 300 350 400 450 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.892 2.52 ng 459519  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptadecane 240 C17H36 000629-78-7 94
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3027 (20.892 min): BM036076.D\data.ms (-3024) (- | m/z 57.10 100.00%
57.1
5000 m
— —
‘ | \ 1601 2820 20.50 21.00
ol LA 2772240 282.0 342.0 4000 4891 y,; 77 10 69.15%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 — —
20.50 21.00
m/z 43.10 59.88%
113.0
L 1890 2280 2620
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
— —
20.50 21.00
5000 m/z 85.10 51.86%
0 e, 2 M
e A A a s o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141056: Octadecane “ —
57.0 20.50 21.00
m/z 55.00 24.74%
o NMJL\
113.0
j ‘ | | 169.0 254.0
T e e — e
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 10 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.139 8.96 ng 1633950  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 3069 (21.139 min): BM036076.D\data.ms (-3065) (- | m/z 57.10 100.00%

57.1
ﬂm

21.00 21.50
J\ 1168.1224.1280.1 341.0 402.0  490.2
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosanol
55.0

gt 2ef 12000 S0 4020 4902 m/z 43.10  88.43%
5000 111.0

T T
21.00 21.50

m/z 83.10  88.37%

\\l‘\“\l“\\\\‘}“1‘\1}‘\4]-‘97.\0\‘\\\\2‘6\6\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

T T
21.00 21.50

o

5000 m/z 55.05 86.29%
111.0
169.0 238.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcohol —— —
83.0 21.00 21.50

m/z 97.10  78.93%

5000
29. 139.0
‘ ||}, 196.0 280.0

0 H$va"‘H‘“H“‘H“‘H“‘H“‘H“‘H“‘H“‘H —r —r
miz--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 11 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.474 3.17 ng 577894  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octacosane 394 (C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
Abundance Scan 3126 (21.474 min): BM036076.D\data.ms (-3123) (- | m/z 57.10 100.00%
57.1
5000 M
113.1 ‘21‘50‘
. 207.0 .
o ‘“ Ju‘huh bipooks 2820 3551 42914911 v 71,10 73.91%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane
57.0
5000 R
21.50
m/z 43.05 60.55%
113.0
O\\“\‘\“‘\!\h\lﬁw"\‘\ \‘]‘_'6\\9\.(\)‘2\2\5\.\0‘\2\8\2\.?\\\\‘HH‘HH‘HH‘HH‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
——
21.50
5000 m/z 85.10 54.96%
o 113.0169.0225.0281.0337.0394.0 ML
e T e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane —
57.0 21.50
m/z 55.00 19.93%
o L
113.0
0 ‘w‘\ || J\ ‘\ Il 1 ‘\116‘9‘02250 2950 3670
A e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50

8270-BM080122.M Thu Aug 04 16:47:47 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : N4o16-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 12 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.062 3.94 ng 719315  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tricosane 324 (C23H48 000638-67-5 90
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 87
Abundance Scan 3226 (22.062 min): BM036076.D\data.ms (-3223) (- | m/z 57.10 100.00%
57.1
22.00 |
1] .
169.1 272.1 .
0 HJ,“y‘W“mﬂpm"ww"_A“§3+9_3§9£“w“5957 m/z 71.10  66.72%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0
5000 — :
22.00
m/z 43.10 59.46%
0 338.0
O \J\\’\“\J\l“\l‘\“\\“‘\‘\\‘\‘2\2\5\\0‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
T \
22.00
5000 m/z 85.10 50.65%
324.0
113.0 169.0 2250
I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #224374: Sulfurous acid, 2-propyl tetradecy! ester —
43.0 22.00
m/z 55.00  24.20%
5000 MWM]\NMA
7.0
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36076.D

Acqg On : 03 Aug 2022 13:54
Operator : CG/JU

Sample : Ndel6-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
n-Hexadecanoic ... 13.521 49.8 ng 6457050 3 14.504 2591160 20.0
Dodecanoic acid 14.939 10.3 ng 1329820 3 14.504 2591160 20.0
Octadecanoic acid 16.415 84.1 ng 13331900 4 17.245 3170670 20.0
Tetradecanoic acid 18.168 193.1 ng 30615200 4 17.245 3170670 20.0
trans-Sinapalde... 18.421 2.7 ng 434562 4 17.245 3170670 20.0
Methyl stearate 19.227 4.7 ng 741246 4 17.245 3170670 20.0
9,12-Octadecadi... 19.286 15.0 ng 2379280 4 17.245 3170670 20.0
Pentadecanoic acid 19.450 221.6 ng 40411500 5 21.421 3646970 20.0
Eicosane 20.892 2.5 ng 459519 5 21.421 3646970 20.0
1-Heneicosanol 21.139 9.0 ng 1633950 5 21.421 3646970 20.0
Octacosane 21.474 3.2 ng 577894 5 21.421 3646970 20.0
Tetracosane 22.062 3.9 ng 719315 5 21.421 3646970 20.0
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