LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc :

ALS Vvial : 20 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@36111.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.422 390 397 405 rBV 495604 745150 1.98% 0.639%
2 7.034 664 671 680 rVB 500224 787070 2.09% 0.675%
3 7.858 802 811 819 rBV 1712127 2675074 7.10% 2.294%
4 9.028 1004 1010 1018 rBV 306735 521109 1.38% 0.447%
5 10.663 1278 1288 1303 rBV 2395937 4093836 10.87% 3.511%

6 13.128 1700 1707 1716 rBV 846553 1232141 3.27%
7 14.498 1934 1940 1947 rBV 3687601 5383164 14.30%
8 15.986 2186 2193 2200 rBV 635193 928274  2.47%
9 17.245 2400 2407 2411 rBV 4178010 5962711 15.84%
10 17.916 2516 2521 2527 rBV 8149198 9920044 26.35%

00U b
N
O
(o))
R

11 19.069 2710 2717 2719 rBV 24957650 37651846 100.00% 32.294%
12 19.098 2719 2722 2732 rVB2 19908765 27133337 72.06% 23.272%
13 19.222 2739 2743 2749 rVB 5118773 6133429 16.29% 5.261%
14 19.298 2753 2756 2761 rVB 387556 479315 1.27% 0.411%
15 19.663 2812 2818 2827 rVB2 349544 725024 1.93% 0.622%

16 19.863 2848 2852 2857 rBV 1120743 1325407 3.52% 1.137%
17 20.210 2908 2911 2918 rVB3 435423 668118 1.77% ©.573%
18 20.321 2926 2930 2933 rBV 456232 525725 1.40% ©.451%
19 20.486 2954 2958 2963 rBV = 623327 754331 2.00% 0.647%
20 21.268 3088 3091 3094 rBV 449429 485615 1.29% 0.417%

21 21.421 3112 3117 3121 rBV 3529959 4438274 11.79%  3.807%
22 23.780 3513 3518 3528 rVB2 2092223 4022598 10.68%  3.450%

Sum of corrected areas: 116591592
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 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: BM036111.D\data.ms
2.5e+07

2e+07

1.5e+07

le+07

5000000
7.858 10.663

5.41%22 7.034 9.028

O L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ T T T ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM036111.D\data.ms
2.5e+07 19.p69

19/098
2e+07

1.5e+07

1le+07
17.916

5000000 14.498 17.245

13.128 k 15.986 jk
A A

O i o L e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BM036111.D\data.ms
2.5e+07

2e+07
1.5e+07

le+07

21.421

5000000 23.780
21.26

0 T T ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49

Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.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 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.916  33.27 ng 9920040  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 80
Abundance Scan 2521 (17.916 min): BM036111.D\data.ms (-2516) ({ m/z 74.00 100.00%
74.0
5000 A
143.1 RN
227.2 18.00
185.1 270.1
oh 33L0 Wil o p Loomn Ly SR 8241 a7 87.00  72.10%
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
18.00
143.0 m/z 43.05 31.01%
‘ || | 185.0 2270 2700
Ot \H“\W“\“M\h“ T ‘\ T T “ T \‘\ T T T T
miz--> 50 100 150 200 250 300
Abundance
74.0
T
18.00
5000 m/z 55.05 25.04%
29.0
0 1430 185.0 227.0 270.0
e
m/iz--> 50 100 150 200 250 300
Abundance #143569: Pentadecanoic acid, methyl ester ——
74.0 18.00
m/z 41.05 22.08%
5000
143.0
29.?‘ h ‘ 213.0 256.0
i IO SRR et s 1
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 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 2 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.069 126.29 ng 37651800  Phenanthrene-d1e 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 2717 (19.069 min): BM036111.D\data.ms (-2710) (- | m/z 67.05 100.00%
67.
5000 /\\
23.1 LT ‘
(] \‘“ Jhae2 233 s e 1999
(- ) bbbt L 2855 T m/z 81.10 93.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #191917: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 — :
19.00
‘“ 204.0 m/z 95.10 68.71%
78.0
01\5.\9 ‘\“ ““‘\ Jm‘““” \“"\‘Hh\ “h\ “ T ‘ \2\3\4:.(‘)\“‘\ T \“ TTTT ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0
T T
19.00
5000 m/z 55.05 57.95%
294.0
. 123.0 178.0223.0
R B oy B e s e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester — ‘
67.0 19.00
m/z 82.05 47.34%
5000 /\\
294.0
oLLL KA M U —L
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.098 91.01 ng 27133300  Phenanthrene-di1e 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 95
Abundance Scan 2722 (19.098 min): BM036111.D\data.ms (-2719) (- | m/z 55.10 100.00%
553.1
5000 /\IL
1 264.1 —L —
18‘0-2 | H 19.00 19.50
oL by L 812:1357.24000 /s 69,10 74.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — —
19.00 19.50
11.0 m/z 74.05 72.02%
“ | 1800 2640
0 \“\ “’ “‘\M‘\“LH\““I\M“’"\“\ 1 T V\\ ™7 \“\ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
— —
19.00 19.50
5000 m/z 83.10 65.08%
111.0 264.0
180.0
I e N
m/z--> 50 100 150 200 250 300 350 400
Abundance #194417: 15-Octadecenoic acid, methyl ester — —
55.0 19.00 19.50
m/z 97.10 60.10%
5000
264.0
11.0
‘ ‘ 180.0
ol i — —
m/z--> 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@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.221 20.57 ng 6133430  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
Abundance Scan 2743 (19.222 min): BM036111.D\data.ms (-2739) (- | m/z 74.00 100.00%
74.0
5000 M
143.0 1 j i
‘ ‘ 199.1 255.2 19.00 19.50
ol bl L T [, 299833479 4009 s g7, 00 72.90%
miz--> 50 100 150 200 250 300 350 400
Abundance #197272: Methyl stearate
74.0
5000 — —
19.00 19.50
143.0 m/z 43.05 34.10%
R
O\‘\h\‘\"‘\l\‘“‘\“‘\\‘\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance
74.0
— —
19.00 19.50
5000 m/z 55.05 25.81%
143.0
199.0
o 29.0 243.0
e R mmannasae
m/z--> 50 100 150 200 250 300 350 400
Abundance #179145: Heptadecanoic acid, methyl ester — ——
74.0 19.00 19.50
m/z 41.05 21.64%
5000
L, o
oHw,kM‘Mhm_HwMJ“HH_HWHWH — —
m/z--> 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@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 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 11-Eicosenoic acid, methyl ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.210 3.01 ng 668118 Chrysene-di2 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 95
2 13,16-0Octadecadienoic acid, meth... 294 C19H3402 056846-99-2 60
3 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 55
4 13-Octadecenal, (Z)- 266 C18H340 058594-45-9 52
5 Methyl (Z)-10-pentadecenoate 254 C16H3002 1000426-92-2 50
Abundance Scan 2911 (20.210 min): BM036111.D\data.ms (-2908) (- | m/z 55.00 100.00%
55.0
5000 167.1 M
11,1
—— —
\ o1 292.1 355 1 20.00 20.50
oLl b £EOL, L) SSOL 4172 475 69 16 70.94%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #229554: 11-Eicosenoic acid, methyl ester
41.0
5000 7.0 1 LN
20.00 20.50
202.0 m/z 57.10 70.10%
H h ‘ ﬂ 152.0 208.0
0t “‘\h\‘ ‘\‘l‘“\l“\“|l\““\“‘m\‘\ f \“‘\ T J‘ T \“ L I e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
—— —
20.00 20.50
5000 m/z 41.10 69.33%
109.0
0 166.0 2300 294.0 MWL\M
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #158443: 7-Hexadecenoic acid, methyl ester, (2)- —— ——
55.0 20.00 20.50
m/z 43.00 60.99%
5000
0.0
194.0
oL LlMAby 2980 o0 T
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Eicosanoic acid, methyl ester  Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.322 2.37 ng 525725  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Silane, methylvinyl(cis-2-methyl... 326 C19H3802Si 1000421-05-3 95
3 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 95
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93

Abundance Scan 2930 (20.321 min): BM036111.D\data.ms (-2926) (1 m/z 74.00 100.00%
74.0
- JL
143.0 — RS
283.1 20.00 20.50
o il 60 Blyes g ;
o bt e m/z 87.00 78.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232222: Eicosanoic acid, methyl ester
74.0
5000 = S
20.00 20.50
143.0 m/z 43.00 34.06%
326.0
0 | oo™
0\\\\“‘\ \M\“‘\M\‘\\‘\\\\‘\\\\’\\\‘\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance
87.0 311.0
213.0 — —
269.0 20.00 20.50
5000 m/z 55.00 27 .89%
210 143.0
I L
m/z--> 50 100 150 200 250 300 350 400
Abundance #232223: Methyl 18-methylnonadecanoate — ——
74.0 20.00 20.50
m/z 75.00  23.30%
5000
143.0 083 0326.0
| 1900200
oHH_A‘M‘Mum_‘wHM,HH_AH_HW g ——
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 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 unknown20.486 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.486 3.40 ng 754331  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,22-Docosanediol 342 C22H4602 022513-81-1 25
2 10-Methylundec-2-en-4-olide 196 C12H2002 1000370-40-9 15
3 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 12
4 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 12
5 2-(4-Nitrobutyryl)cyclooctanone 241 C12H19NO4 079630-93-6 10

Abundance Scan 2958 (20.486 min): BM036111.D\data.ms (-2954) (- | m/z 55.00 100.00%
55.0

?

5000 137.0

T
20.50

1.1
| h 279.1 3521 414.1  504.

‘H “\ L Li

0 ““ g aamLEEE S m/z 97.05 44.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #251504: 1,22-Docosanediol
55.0
5000 R
20.50
109.0 m/z 137.00 43.72%
L[] aseozzz0 a6
0 \\\\“\\\‘\H‘\\‘\\“\‘\\‘\l‘\\l\\‘\\l\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
——
20.50
5000 ITI/Z 41.05 42.73%
136.0
196.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14491: Cyclohexanemethanol, 4-methyl-, cis- ——
55.0 20.50
m/z 95.05 42.64%
o W
L oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Docosanoic acid, methyl ester  Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.269 2.19 ng 485615 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Methyl 2@-methyl-heneicosanoate 354 C23H4602 1000336-47-4 97
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
4 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 87
5 Methyl stearate 298 C19H3802 000112-61-8 83

Abundance Scan 3091 (21.268 min): BM036111.D\data.ms (-3088) (- | m/z 74.00 100.00%

74.0
5000
143.1
2100 2150
7.0
o,"‘J""“‘\‘mHl‘w‘ﬂ"H‘mm,H‘H_H‘?ﬁ’?“lw?’pﬁ?‘w m/z 87.00  79.89%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000
2100 2150
m/z 43.05 38.97%
143.0 354.0
0]’-‘?\?\‘\“\h\\‘\\l\l\\\‘\\\\“\\\255\\0\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
e e
21.00 21.50
5000 ITI/Z 55.05 29.28%
143.0 354.0
255.0
Ot e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester e —
74.0 21.00 21.50
m/z 57.10 26.79%
5000
“ 1430 5570
o,‘““\"\Lhw‘mM""""‘_H‘,‘m‘wwww_w e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36111.D

Acqg On : 04 Aug 2022 22:49
Operator : CG/JU

Sample : N4@32-01 10X

Misc

ALS Vvial : 20 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|
Hexadecanoic ac... 17.916 33.3 ng 9920040 4 17.245 5962710 20.0
9,12-Octadecadi... 19.069 126.3 ng 37651800 4 17.245 5962710 20.0
9-Octadecenoic ... 19.098 91.0 ng 27133300 4 17.245 5962710 20.0
Methyl stearate 19.221 20.6 ng 6133430 4 17.245 5962710 20.0
11-Eicosenoic a... 20.210 3.0 ng 668118 5 21.421 4438270 20.0
Eicosanoic acid... 20.322 2.4 ng 525725 5 21.421 4438270 20.0
unknown20.486 20.486 3.4 ng 754331 5 21.421 4438270 20.0
Docosanoic acid... 21.269 2.2 ng 485615 5 21.421 4438270 20.0
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