LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acqg On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 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-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@28628.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.987 301 306 312 rBV3 6258 8753 1.46% 0.113%
2 5.469 382 388 398 rBvV 386410 544749 90.82% 7.020%
3 7.104 660 666 679 rVB 360209 560421 93.43% 7.222%
4 7.528 734 738 749 rBV 5376 9592 1.60% 0.124%
5 7.928 799 806 812 rVB 104082 157271 26.22% 2.927%
6 9.104 997 1006 1017 rBV 217973 361269 60.23% 4.656%
7 10.739 1277 1284 1290 rBV 129567 210332 35.07% 2.711%
8 10.898 1302 1311 1318 rVB4 3023 8424 1.40% 0.109%
9 13.198 1696 1702 1708 rBV 417793 599824 100.00% 7.730%
10 14.033 1839 1844 1852 rVB 27576 37337 6.22% 0.481%
11 14.427 1905 1911 1924 rVB6 7854 21999 3.67% 284%

12 14.580 1931 1937 1944 rVB 172223 250303 41.73%
13 16.062 2183 2189 2196 rBV 349405 490508 81.78%
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14 17.315 2396 2402 2406 rBV 193691 276008 46.01% 557%
15 17.351 2406 2408 2413 rVB2 28033 33644 5.61% 434%
16 17.662 2457 2461 2467 rBV2 7442 9230 1.54% 0.119%
17 18.074 2526 2531 2538 rBV2 8138 12512 2.09% 0.161%
18 18.192 2546 2551 2568 rBV 161987 240398 40.08%  3.098%
19 18.380 2578 2583 2587 rBV4 3383 6290 1.05% 0.081%
20 19.109 2703 2707 2711 rVB2 7086 8342 1.39% ©.108%
21 19.321 2739 2743 2745 rBV3 13967 18871 3.15% ©.243%
22 19.356 2745 2749 2760 rVWVW 55292 102288 17.05%  1.318%
23 19.462 2763 2767 2780 rVV 60420 82570 13.77% 1.064%
24 19.686 2802 2805 2807 rBV2 5902 7031 1.17% ©0.091%
25 19.715 2807 2810 2815 rVB 29888 37021 6.17% 0.477%
26 19.821 2825 2828 2832 rBV 7505 8820 1.47% 0.114%
27 19.915 2839 2844 2849 rVB 515893 584222 97.40% 7.529%
28 20.186 2887 2890 2892 rBV3 9395 11776 1.96% ©.152%
29 20.215 2892 2895 2899 rVB3 13194 16866 2.81% 0.217%
30 20.545 2946 2951 2954 rBV5 8842 14342 2.39% 0.185%
31 20.703 2976 2978 2982 rVB4 8605 8811 1.47% ©.114%
32 20.880 3005 3008 3012 rBV6 9570 11281 1.88% 0.145%
33 21.162 3051 3056 3065 rBV 184572 249396 41.58%  3.214%
34 21.362 3088 3090 3095 rVB 20518 20626 3.44%  ©.266%
35 21.462 3101 3107 3111 rBV 251805 349868 58.33% 4.509%

36 21.786 3158 3162 3167 rBV3 28270 41783 6.97% ©.538%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acqg On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 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-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 22.033 3200 3204 3205 rBV2 45980 50357 8.40% 0.649%
38 22.056 3205 3208 3214 rVB2 68484 93289 15.55% 1.202%
39 22.727 3318 3322 3327 rVB 59960 84960 14.16% 1.095%
40 23.009 3364 3370 3374 rBV 248130 376901 62.84% 4.857%
41 23.056 3374 3378 3388 rVB2 132720 249849 41.65%  3.220%
42 23.715 3484 3490 3503 rVB2 166447 315121 52.54% 4.061%
43 23.897 3517 3521 3528 rVB2 51369 88177 14.70% 1.136%
44 24.233 3572 3578 3585 rVB = 141242 274658 45.79%  3.540%
45 24.321 3588 3593 3602 rVB 73856 170181 28.37% 2.193%
46 25.438 3777 3783 3793 rVB2 85941 212001 35.34% 2.732%
47 26.021 3877 3882 3895 rVB3 69728 208473 34.76% 2.687%

48 26.791 4008 4013 4026 rVB3 72798 222983 37.17% 2.874%

Sum of corrected areas: 7759728
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM028628.D\data.ms
500000

400000 5.469
7.104

300000

9.104
200000

10.739

7.92
100000 728

4.987 7.528 0.898

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘A\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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: BM028628.D\data.ms

500000 19.915

13.198
400000
16.062

300000

17.315
200000 14.580 18.192

100000
19-3552
19.715
21 9

14.033 17351 .
14.42 17.66218.078.380  19. 20.2380.54

e o B e e e A
Time-> 12.00 1250 13.00 1350 1400 1450 1500 1550 1600 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM028628.D\data.ms
500000

400000

23.009

300000 21.462

23.715

21.162 24.233
200000

25.438
22056 22727 24.321 26.021 26.791

100000 21.786
13 M L N
20880

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.192 17.42 ng 240398  Phenanthrene-die 17.315
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2551 (18.192 min): BM028628.D\data.ms (-2546) (-  m/z 43.05 100.00%

43.0 73.0
5000
== ===
H 18.00 18.50
OM‘HHH‘H m/z 73.05 96.77%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T CT
18.00 18.50
157.01g5 2130  256.0 m/z 60.00 89.06%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
73.
43.0 0
—= e
18.00 18.50
5000 129.0 ITI/Z 41.05 83.09%
171.0
214.0
0250 ”m ‘?“‘H‘M b Hw“www
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid = =T
43.0 73.0 18.00 18.50
m/z 57.05 75.39%
5000 129.0
199.0
s ) e T
ERTIN 0 o O O N S L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.462 4.72 ng 82570 Chrysene-d12 21.462
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2767 (19.462 min): BM028628.D\data.ms (-2763) (-  m/z 43.05 100.00%

e
43.0 73.0
5000 129.1
185.1 241.2 , T
‘ 284.; 19.50
0 ‘\M\W‘J‘H J‘M‘\“NM““‘ J‘ m/z 73.05 82.56%
mi/z--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 —
19.50
‘ 185.0 2410 284 m/z 60.00 80.65%
ob—— }‘H’ h“ \‘H‘w““\‘h“w \M “H} m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
‘A ‘Af/\"\ ‘ T AA‘A /\M‘ A‘AAA
19.50
5000 129.0 m/z 41.05 75.07%
‘ 199.0 2420
ol W,HL il HHM“H H\h‘\‘ il ‘\“1‘6@0{\‘ \i . ‘\“ .
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid T
60.0 19.50
m/z 57.05 73.49%
5000 129.0
97.0 1710 2130 2560
o) M— ‘M’H‘\ W “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ | “‘ “ “‘ \‘ ““ I Pl ——
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.162 14.26 ng 249396 Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 3056 (21.162 min): BM028628.D\data.ms (-3051) (- m/z 57.10 100.00%
57.1

5000
111
— —
‘ Lil,1671 227.9 2801 2190 2150
owmpm“\ B o8l o m/z 43.10  94.56%
miz--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 T T T T T T
21.00 21.50
11.0 m/z 55.85 83.88%
O\\“\ ‘\“ h \““\‘H“ \“\“\%54\\0\\2990\\‘\2\8(\)\()‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
—= —
21.00 21.50
5000 11.0 ITI/Z 83.05 64 .86%
o LU “\‘%5 238028303340
miz--> 50 100 150 200 250 300 350 400
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester S ==
57.0 21.00 21.50
m/z 69.10 60.96%
5000 11.0 »/\L
169.0
224,
o L T #0200 o L
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Medicarpin Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.786 2.39 ng 41783 Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Medicarpin 270 C16H1404 032383-76-9 95
2 4-Azafluorenone, 3-methylphenyli... 270 C19H14N2 1000301-74-7 74
3 2,4-Diamino-5-benzyl-6-methylthi... 270 C14H14N4S 042160-19-0 59
4 Naphthalene, 1-(2-naphthalenyloxy)- 270 C20H140 000611-49-4 58
5 Benzofran-3-one, 2-[3,4-dihydrox... 270 C15H1005 1000128-63-2 53
Abundance Scan 3162 (21.786 min): BM028628.D\data.ms (-3158) (-  m/z 270.10 100.00%
270.1
5000
148.0
—— —
69.0
107.0 ‘ 21‘7-0 | ‘ 326.9 21.50 22.00
0 bl b 0 P L m/z 269.10 55.03%
miz--> 50 100 150 200 250 300 350
Abundance #119103: Medicarpin
270.0
5000
21.50 22.00
m/z 255.10 35.74%
105.0 148.0 ‘
O\\‘\\\\“\\‘\‘M\H"\‘\\1\93'9\‘\”\‘\‘\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #119540: 4-Azafluorenone, 3-methylphenylimine
270.0
—— —
21.50 22.00
5000 m/z 148.00 28.60%
65.0 164.0 ‘
ol 210000 20 |
miz--> 50 100 150 200 250 300 350
Abundance #118818: 2,4-Diamino-5-benzyl-6-methylthieno[2,3-d]pyri —— ——
270.0 21.50 22.00
m/z 271.10 19.42%
5000
193.0
43.0 115.0151.0 ‘
oL “‘\ | Zsu‘q ‘m“um“ b "“h ully h\}‘HM‘HH\’ " ‘2‘%%0‘”” ‘L e — —
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Heptadecane, 9-octyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.033 2.88 ng 50357 Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 90
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 3204 (22.033 min): BM028628.D\data.ms (-3200) -  m/z 57.10 100.00%
57.1

> LMLA
22.00 |
207.0253.0 355.0  429.0 '
(- J\M Lid RO TEEY T TS m/z 43.10 77.21%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 —— :
22.00
m/z 71.10 67.40%
13.0 239.0
N - h\ LA 1890 T 294.0 352.0
‘\\\‘ \\‘\\\\‘\\\\W\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
U
22.00
5000 ITI/Z 85.10 47 .37%
ol || | ]1 || ,169.0 2250  309.0 365.0 436.l
i ‘“‘H“““_“““H“““H“““w
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl- 7 ‘
57.0 22.00
m/z 55.10  27.69%
5000
295.0
0 \ ‘ “‘\ [P 1690 2250 “ 435.(
R e A LB o o B e B i —
m/z--> 0 50 100 150 200 250 300 350 400 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Behenic alcohol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.056 5.33 ng 93289 Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 87
2 1-Heneicosanol 312 C21H440 015594-90-8 81
3 n-Nonadecanol-1 284 C19H400 001454-84-8 74
4 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 53
5 1-Hexadecanol 242 C16H340 036653-82-4 49

Abundance Scan 3208 (22.056 min): BM028628.D\data.ms (-3205) (-  m/z 97.05 100.00%

97.0
55.1
5000
22.00 |
L | \‘H \1(3\ 18 \ T2 g '
(T ﬂu JM bbb m/z 83.10 89.72%
mi/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcoho
83.0
43.0
5000 — |
22.00
25.0 m/z 55.18  74.70%
O T \“\‘ ‘\““ T ‘\‘ f‘\“ “‘ \“\ ‘h ]“-\GZ\O\Zl\O\O\ T ’ \2\89-\0‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosano
55.0
97.0
L \
22.00
5000 ITI/Z 69.10 73.64%
ol-‘s-‘q“‘ \“\‘\ : H\ \‘ { \h \\‘]"8‘2‘0 224‘0 ’26‘6‘9‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 7
83.0 22.00
43.0 m/z 111.10 42.59%
5000
25.0
L] 1 “ 168.0  238.0
I b —
m/z--> 50 100 150 200 250 300 350 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Oxirane, heptadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.727 5.39 ng 84960 Perylene-di2 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Heptadecanal 254 C17H340 1000376-70-0 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90

Abundance Scan 3322 (22.727 min): BM028628.D\data.ms (-3318) - m/z 57.10 100.00%
57.1

o NwJ\AJh\
101 2250  23.00
92080 2820 : :
— l‘w“ i Lapo9 T TPETsar0 MDD L, 43.10 96.03%
miz--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
82.0
5000 = =
29. 22.50 23.00
m/z 82.05 76.72%
LLALLLLER0 1000 2640
O\\\H\““\U‘\h‘\\‘“\”‘\“‘\‘\\\“‘\\‘\‘\i\l\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117604: Octadecana
43.0
— —
22.50 23.00
5000 6.0 m/z 55.10 75.28%
0 ‘\ wu 2o 200
miz--> 50 100 150 200 250 300 350 400
Abundance #105849: Heptadecanal — —
43.0 22.50 23.00
m/z 96.05 56.06%
- I’ M
oL LA UMM?,%?‘?? Osa0
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Hexacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.009 23.92 ng 376901 Perylene-di2 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H99 007098-22-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3370 (23.009 min): BM028628.D\data.ms (-3364) (- 57.10 100.00%
57.1 n
5000
‘ 23100 |
7.1
o‘Hu‘_J‘eﬁi‘ml??;‘l”‘2‘5%"0‘”wH““%5‘:9_m_m_mw m/z 43.10  65.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000
23 00

m/z 71.05  62.71%
|

o || 1270197.0267.0 3670
‘\\\\‘\\H‘\\H‘HH’HH‘HH‘W\H‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
U
23.00
5000 m/z 85.10 46.03%
. I“ J 127019700670 365.0
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘MH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane =T ‘
57.0 23.00

m/z 55.05 24.41%

h JJ\L
| m 27.0197.0267.0337.0407.0 491.0562.0

L e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.056 15.86 ng 249849 Perylene-di2 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3378 (23.056 min): BM028628.D\data.ms (-3374) - m/z 43.10 100.00%

43.] 971
5000
23.00 |
1 209.0 357.0 : '
0 muu‘m AL ‘M T f??? e ‘f‘??" m/z 55.10 98.86%
miz--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcoho
83.0
5000 e :
23.00
m/z 57.10 97.51%
29. 1{ 9.0
O\\“\“\“‘\\‘\\‘ “‘\‘\‘h‘h\‘\JT-g\G‘\O\\\‘\2\8\0\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
U
23.00
5000 m/z 83.10  90.63%
oL, H |1, 100 20905200
miz--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol 7 ‘
55.0 23.00
m/z 97.10 83.77%
5000 11.0 A/L
0{702660 =i
m/z--> 50 100 150 200 250 300 350 400 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.897 5.60 ng 88177 Perylene-di2 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Heptadecanal 254 C17H340 1000376-70-0 90
3 9-Octadecen-1-0l1, (Z)- 268 C18H360 000143-28-2 89
4 Tetradecanal 212 C14H280 000124-25-4 86
5 12-Octadecenal 266 C18H340 056554-91-7 86
Abundance Scan 3521 (23.897 min): BM028628.D\data.ms (-3517) (- m/z 57.10 100.00%
57.1
6.1
= =
H‘ 381 2071 670 ggs. 2350 24.00
ob MMM D b by w L PR T m/z 43.10 90.12%
miz--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
43.0 82.0
5000 — —
23.50 24.00
m/z 82.05 75.60%
24.0 250.0
h‘ 194.0
O LI “\
miz--> 50 100 150 200 250 300 350
Abundance #105849: Heptadecana
43.0
82.0
— —
23.50 24.00
5000 m/z 55.05 63.40%
23.0
ol LA T o000 5000
miz--> 50 100 150 200 250 300 350
Abundance #117624: 9-Octadecen-1-ol, (2)- — —
55.0 23.50 24.00
m/z 96.10 52.47%
o mewwmmM%anwvﬂm/\ﬁ\
380 2500
m/z--> 50 100 150 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Octadecane, 2-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24.233 17.43 ng 274658 Perylene-di2 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3578 (24.233 min): BM028628.D\data.ms (-3572) (-

m/z 57.10 100.00%

57.1
5000
— -
‘ | 131 1691 30 24.00 24.50
oL LU 3000 2392 20513410 4200 0 7119 64.35%
miz--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 T T
24.00 24.50
%90 m/z 43.10 63.03%
O T \‘ “\“!‘ \“\J‘ \‘\\\\135‘?’\.9\ T ‘2\2\‘5\.\0‘2\619.\()\ ‘ LI ‘ LI ‘ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
—— —
24.00 24.50
5000 m/z 85.05 46.51%
oLl 1130 160.0 2250 281.0 337.0 394.0
e e
miz--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T T
57.0 24.00 24.50
m/z 55.10 23.71%
B LAL
13.0 239.0
ol LLLITT 100 200 9040 3520 e
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28628.D

Acq On : 02 Feb 2021 18:35

Operator : CG/JU

Sample : M1286-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Triacontyl acetate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
24.321 10.80 ng 170181 Perylene-di2 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 95
2 Octacosanol 410 C28H580 000557-61-9 95
3 Heptacosyl acetate 438 C29H5802 1000351-78-2 95
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94

Abundance Scan 3593 (24.321 min): BM028628.D\data.ms (-3588) (-
57.1

m/z 57.10 100.00%

2400 2450
o iy, oraosse spowns o B L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate
43.0
97.0
5000 — —
24.00 24.50
m/z 55.10  81.20%
ol ‘ \h‘ 230 209.0264.0 334.0 4200 480.
\\\‘\\\\\\\\\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57.0
— ——
24.00 24.50
5000 111.0 ITI/Z 83.10 75.19%
ol dd { h 1‘ j167:0 2220 292.0 392.0
— “““““ R e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosyl acetate — —
43.0 24.00 24.50
97.0 m/z 97.05 73.33%
h ML
ol \“ 1‘1‘5‘. 0 209.0264.0 320.0 378.0 438.0
h “H R AR e R R ARA — —
m/z--> 0 50 100 150 200 250 300 350 400 450 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Oxirane, hexadecyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
25.438 13.46 ng 212001 Perylene-di2 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
2 Octadecanal 268 C18H360 000638-66-4 72
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 68
4 1,19-Eicosadiene 278 C20H38 014811-95-1 58
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 58

Abundance Scan 3783 (25.438 min): BM028628.D\data.ms (-3777) (-
57.1

m/z 57.10 100.00%

9.1 —
25.50
0 mu“_ . m‘ A A wert P ‘2‘5?‘92‘95_1‘3‘4‘3_1‘ | ‘4‘1‘153‘ m/z 43.10 86.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117616: Oxirane, hexadecyl-
82.0
5000 LA
25.50
29. m/z 82.05 70.78%
O T \‘T‘ “‘ T ‘ ““ Hh]\.m“\ I\ ]l\ \]-\9\4‘9\ \215‘0\0\ T ‘ LI ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #117607: Octadecana
43.0
96.0 25,50
5000 m/z 55.10 66.70%
2220
0 i HL | PRO TiTaeso
m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl- 7
82.0 25.50
m/z 96.05 49.55%
- il va/kwm
LU0 100 zoa0
oL ‘u‘m'u,mm_m_‘m‘mw”wm —r—
m/z--> 50 100 150 200 250 300 350 400 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.021 13.23 ng 208473 Perylene-di2 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 90

Abundance Scan 3882 (26.021 min): BM028628.D\data.ms (-3877) (- m/z 57.10 100.00%
57.1

5000
1111
U \
L dLgsre | 2e50 sa21  aze 10 B
O A e P m/z 43.10 83.81%
miz--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0
111.0
5000 —— ‘
26.00
m/z 83.10 74.83%
O \‘\ | L ‘ \‘\ \‘Ll \‘\‘]]63"0 2220 27803230 3780
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0
U \
26.00
5000 111.0 m/z 55.18  72.58%
05 g “\ “kjﬁ\o‘ ‘2??"9‘ - “3?5?10‘  ERREEEeE
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol T ‘
55.0 26.00
m/z 97.10 68.98%
5000 11.0 WWWM\M/\\\%WWWMw
0 L Lo s S
m/z--> 50 100 150 200 250 300 350 400 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acq On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 .beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.791 14.15 ng 222983 Perylene-di2 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 93
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 70
4 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 46
5 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 43

Abundance Scan 4013 (26.791 min): BM028628.D\data.ms (-4008) (-  m/z 43.10 100.00%

43.1
5000 107.1 2132
P P
26.50 27.00
ol 1 ! m/z 57.10  59.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 2650  27.00
107.0 : :
1610 440 /2 s5.10 54.89%
‘ 2130 303.0
oLk b L2579 ] 3580, ||
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
P P
26.50 27.00
5000 5.0 m/z 107.10  50.16%
145.0 414.0
2130 3030
0 ‘\“ | ‘M“
miz--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- — —
43.0 26.50 27.00
m/z 213.15 46.55%
5000
368.0
JEJL! ), 290 270 s
oL ””u““‘,“uww‘Ju"_m‘uumm ke e e
m/z--> 5 100 150 200 250 300 350 400 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028628.D

Acqg On : 02 Feb 2021 18:35
Operator : CG/JU

Sample : M1286-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.192 17.4 ng 240398 4 17.315 276008 20.0
Octadecanoic acid 19.462 4.7 ng 82570 5 21.462 349868 20.0
5-Eicosene, (E)- 21.162 14.3 ng 249396 5 21.462 349868 20.0
Medicarpin 21.786 2.4 ng 41783 5 21.462 349868 20.0
Heptadecane, 9-... 22.033 2.9 ng 50357 5 21.462 349868 20.0
Behenic alcohol 22.056 5.3 ng 93289 5 21.462 349868 20.0
Oxirane, heptad... 22.727 5.4 ng 84960 6 23.715 315121 20.0
Hexacosane 23.009 23.9 ng 376901 6 23.715 315121 20.0
Trifluoroacetox... 23.056 15.9 ng 249849 6 23.715 315121 20.0
Octadecanal 23.897 5.6 ng 88177 6 23.715 315121 20.0
Octadecane, 2-m... 24.233 17.4 ng 274658 6 23.715 315121 20.0
Triacontyl acetate 24.321 10.8 ng 170181 6 23.715 315121 20.0
Oxirane, hexade... 25.438 13.5 ng 212001 6 23.715 315121 20.0
1-Heptacosanol 26.021 13.2 ng 208473 6 23.715 315121 20.0
.beta.-Sitosterol 26.791 14.2 ng 222983 6 23.715 315121 20.0

8270-BM012021.M Wed Feb ©3 05:21:19 2021

Pag 19



