LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60213.D

Acqg On : 3 Jan 2024  4:37
Operator : MA/JU

Sample : 05900-24

Misc :

ALS Vvial : 26 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_ G\Methods\8270-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60213.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.117 3 5 10 rVB 352687 358032 2.16% 0.403%
2 5.038 327 332 339 rBvV 193982 286943 1.73% 0.323%
3 5.508 405 412 422 rBV 4707911 7423268 44.84% 8.354%
4 7.100 674 683 700 rBV 4503487 7721540 46.64%  8.690%
5 7.935 818 825 834 rBV 738186 1276342 7.71% 1.436%

6 9.098 1014 1023 1039 rBV 2604938 4704007 28.41% 5.294%
7 10.743 1293 1303 1310 rBV 1082145 2038879 12.32%  2.295%
8 13.199 1711 1721 1730 rBV 7895480 12528436 75.67% 14.099%
9 14.574 1944 1955 1962 rBV 2248006 3493529 21.10% 3.932%
10 16.066 2200 2209 2229 rBV 6417833 10141359 61.26% 11.413%

11 17.324 2416 2423 2434 rBV 3026742 4545427 27.46%  5.115%
12 18.211 2569 2574 2585 rBV 389121 640007 3.87% 0.720%
13 19.944 2863 2869 2883 rBV 12283760 16555756 100.00% 18.632%
14 21.237 3084 3089 3099 rBV 996655 1566155 9.46% 1.763%
15 21.589 3142 3149 3161 rBV2 2607969 4373700 26.42%  4.922%

16 22.400 3279 3287 3298 rBV4 545095 1350650 8.16% 1.520%
17 23.405 3454 3458 3467 rVB5 150354 301721 1.82% ©.340%
18 23.857 3529 3535 3539 rBV 177364 352398 2.13% ©.397%
19 23.916 3539 3545 3563 rVB2 543362 1288410 7.78% 1.450%
20 24.762 3679 3689 3703 rBV 1592614 4616097 27.88% 5.195%
21 25.308 3774 3782 3793 rVB6 174954 491656 2.97% ©.553%
22 25.908 3877 3884 3894 rVB4 167602 481425 2.91% 0.542%
23 26.031 3895 3905 3915 rBV5 263775 879363 5.31% ©.990%
24 26.225 3932 3938 3946 rBV7 64751 180401 1.09% ©.203%
25 28.023 4235 4244 4256 rVB9 105864 357412  2.16% ©.402%

26 29.997 4567 4580 4596 rBV9 172066 905313 5.47% 1.019%

Sum of corrected areas: 88858226
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG@60213.D

Acqg On 3 Jan 2024  4:37

Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1.2e+07

TIC: BG060213.D\data.ms

le+07

8000000

6000000

5.508 7.100

4000000
9.098

2000000

7.935 10.743

117 5.038

350 4.00 450 5.00 550 6.00 6.50 7.00

Time-->

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
1.2e+07

TIC: BG060213.D\data.ms

19.944

le+07

8000000{13-199

16.066
6000000

4000000
17.324

14.574

2000000

18.211

21.589

21.237
22.400

L e e T L

Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
1.2e+07

TIC: BG060213.D\data.ms

le+07

8000000

6000000

4000000

2000000 24.762

29.997

23.40—527?%%%76 25.308 22688 bos5

28.023

o

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60213.D

Acqg On : 3 Jan 2024 4:37
Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.117 5.61 ng 358032 1,4-Dichlorobenzene-d4 7.935

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 5 (3.117 min): BG060213.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 /t
R BARERREEEE LSRR
‘ ‘ 3.203.303.40 3.50
ol Al 4] 13211820 2414 3573 4500 .., 431  33.91%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B R B R
3.203.303.40 3.50
‘ m/z 55.10  24.40%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #838: N-Ethylformamide
30.0
O NERERNREERSEEE R Ry
3.203.303.40 3.50
5000 m/z 87.10 22.96%
ol 1\,,,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15764: 2,2,4-Trimethyl-3-pentanol o EARRSRRREERESEE SR
73.0 3.203.303.40 3.50
m/z 71.10 11.26%
5000 /\A\
olﬁ‘,w,lzg-q
m/z--> 0 50 100 150 200 250 300 350 400 450 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60213.D

Acqg On : 3 Jan 2024 4:37
Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 unknown5.038 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.038 4.50 ng 286943 1,4-Dichlorobenzene-d4 7.935

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 47
3 Methyl 2-(2-(2-methoxyethoxy)eth... 192 C8H1605 1000366-88-2 33
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 33
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 32

Abundance Scan 332 (5.038 min): BG060213.D\data.ms (-327) (-) m/z 43.05 100.00%

3.0
5000
101.0 R SBERT eyt

4.80 5.00 5.20 5.40

163.2 252.4312.8 384.8 459.5 546..

Ot 2832 25243128 3848 4595 546. /7 59.10  62.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L B I LN B
4.80 5.00 5.20 5.40
101.0 m/z 58.05 22.84%
O‘\\”\H\‘“\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
YR e e
4.80 5.00 5.20 5.40
5000 m/z 100.95 22.42%
o_u\\“““'w,“‘HW‘ww‘H",mwwww,w_

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

Abundance #67263: Methyl 2-(2-(2-methoxyethoxy)ethoxy)acetate R AR
59.0 4.80 5.00 5.20 5.40

m/z 41.05 10.18%

5000 117.0

o_M‘UJ‘ Hul,h“muuwH‘mWm_m‘uu_mwu_ Rl e AN 4 Ma L
miz—> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60213.D

Acqg On : 3 Jan 2024 4:37
Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.211 2.82 ng 640007  Phenanthrene-di10 17.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Octadecanoic acid 284 C18H3602 000057-11-4 53
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Tridecanoic acid 214 C13H2602 000638-53-9 47

Abundance Scan 2574 (18.211 min): BG060213.D\data.ms (-2569) (- | m/z 73.05 100.00%

73.0
5000
1291 2131 e

18.00 18.50

UL, \M i ‘ \ \ \ 2561 313.5357. 7400'

0Ll , SR m/z 60.10 69.54%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 i ey

18.00 18.50
m/z 57.10 67.53%

Ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid
73.0
e

18.00 18.50
5000 ITI/Z 43.10 66.79%
129.0
29. 185.0228.0
0 UM h” M‘\m \ |
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid P —

73.0 18.00 18.50

m/z 55.10 52.09%

5000 129.0
29. 185.0 241 0284.0
o —

0! H‘ VIR A O S
miz--> 50 100 150 200 250 300 350 400 18.00 18.50
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Data Path : Z
Data File
Acqg On

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
. BGO60213.D
3 Jan 2024 4:37

Operator : MA/JU

Sample
Misc

ALS vial : 26

Quant Method
Quant Title

TIC Library

. 05900-24

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.237 7.16 ng 1566160 Chrysene-d12 21.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 1-Octadecanethiol 286 C18H38S 002885-00-9 94
3 Docosyl heptafluorobutyrate 522 C26H45F702 1000351-83-1 91

4 Dotriacontyl pentafluoropropionate 612 C35H65F502
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004

1010351-81-4 91
1000309-38-0 87

Abundance Scan 3089 (21.237 min): BG060213.D\data.ms (-3084) (- | m/z 57.10 100.00%
57.1
Py =
FSl 222.0 341.0 : 2100 2150
o AL, 222028013410 4561 843 .., 4310  68.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 T ~
21.00 21.50
m/z 55.10 61.89%
5.0
o LT 2s20 2800
‘\\\ ‘\ \‘!!\1[\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181805: 1-Octadecanethiol
83.0
s —
21.00 21.50
5000 ITI/Z 83.10 60.65%
252.0
e |
0‘?QLWMHL‘H"ﬂﬁJMMJ‘w“‘w“H“‘H“H“‘H“H“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #341024: Docosy! heptafluorobutyrate Py T
57.0 21.00 21.50
m/z 71.10 60.30%
) ML
308.0
o_«_‘H"w!u&???ﬁﬁ?‘ﬁ)wwm‘WWW?F"“‘F’W SUSAS VAN
m/z--> 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_G\Data\BG010224\
Data File : BGO60213.D

Acqg On : 3 Jan 2024 4:37
Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.400 6.18 ng 1350650 Chrysene-d12 21.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Octacosanol 410 C28H580 000557-61-9 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 91
5 Nonacos-1-ene 406 C29H58 018835-35-3 91
Abundance Scan 3287 (22.400 min): BG060213.D\data.ms (-3279) (- | m/z 57.10 100.00%
57.1
5000
111.1
— ——
‘ 196.9 — 22.00 22.50
ol bhhldil, 1969 2680 355041824781 ... 4316  76.63%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
571.0
111.0
5000 — e
22.00 22.50
m/z 55.10 75.16%
0 \h il gk } J‘\ Jx |‘\11|6n7'.0 222.0 308.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308226: Octacosano
83.0
— ——
22.00 22.50
5000 m/z 69.10 75.05%
139.0
o 20U (11, ass02s003070 320
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol _— T
57.0 22.00 22.50
m/z 83.10 69.70%
111.0
5000
0 b {l ’ \‘\ J\ 1‘!111(37'.0222'0 278.0 378.0
R A s e e e e A ALAR AR R R — —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60213.D

Acqg On : 3 Jan 2024 4:37
Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.916 5.58 ng 1288410  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 Cyclohexadecane 224 C16H32 000295-65-8 83

Abundance Scan 3545 (23.916 min): BG060213.D\data.ms (-3539) (- | m/z 57.10 100.00%
57.1

- J\JLA
1%5.1 é ‘Od
4.
207.0
o_uw_w!u‘w_u"_"“2‘?‘1“8"?"5‘4‘7‘““””{79‘7_54‘3“ m/z 83.10 97.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 LN
24.00
m/z 55.10  94.96%
O‘\ ‘\‘\\\‘\\‘\\\F‘A\“\\I\"“\l\“\‘\‘l2\7\19\‘01\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0
—
24.00
5000 ITI/Z 69.10 87.29%
125.0
0 ‘M ‘. M\.‘\ AL 1\11.8.2'0 250.0308.0
A S e e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcohol T
83.0 24.00
m/z 97.10 81.71%
5000

o R o S e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00

2
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60213.D

Acqg On : 3 Jan 2024 4:37
Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Eicosanal- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.308 2.13 ng 491656  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanal- 296 C20H400 002400-66-0 80
2 Z-2-Dodecenol 184 C12H240 069064-36-4 55
3 1-Cyclohexylnonene 208 C15H28 114614-84-5 55
4 Pentadecanal- 226 C15H300 002765-11-9 52
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 52
Abundance Scan 3782 (25.308 min): BG060213.D\data.ms (-3774) (- | m/z 57.10 100.00%
57.1
20 \VW*\JLNM
1101 177.1 281.0 25.‘00‘ ‘25i50‘
| L“n'wﬂﬂ bl Ll t 3901 488.6 9
Ol AL iyl b e m/z 43.10  79.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194557: Eicosanal-
82.0
5000 — ——
25.00 25.50
bo m/z 55.10 73.78%
LT 20n0 2780
0 \‘\U‘\f \“‘1\\‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58900: Z-2-Dodeceno
57.0
— ——
25.00 25.50
5000 m/z 82.05 69.71%
110.0166.0
0 \h\ ““““
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85358: 1-Cyclohexylnonene “ 7
55.0 25.00 25.50
m/z 83.10 51.36%
5000
109.0
‘ | ‘ 208.0
S L — — —
m/z--> 50 100 150 200 250 300 350 400 450 500 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60213.D

Acqg On : 3 Jan 2024 4:37
Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 8 Tetradecane, 2,6,10-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
25.908 2.09 ng 481425  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
2 Tetratetracontane 619 C44H909 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Nonadecane 268 C19H40 000629-92-5 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 3884 (25.908 min): BG060213.D\data.ms (-3877) (- | m/z 57.10 100.00%
57.1
o wmwwWme//\jN\wjkww“
26.00
154.0 .
225.2
oW_‘AM‘HMmlw?‘,‘?"gﬁ‘?w‘379‘37“"’”“‘7“““}””_mw m/z 71.1e 77.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000 R
26.00
m/z 43.10 55.03%
155.0
O\\\\“‘\J\\H\AJT‘\W’L\\‘l\z‘fz\s\;o’\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\H\‘H\\‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
——
26.00
5000 m/z 85.10 49,18%
ol ‘ | }270197.0267.0337.0  463.0 561.0
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane T
57.0 26.00
m/z 55.10 26.25%
oL, ||#27.0197.0 281.0  394.0
‘HW‘H‘_H‘W‘H“H,HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM“ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 26.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG@60213.D

Acqg On : 3 Jan 2024 4:37

Operator : MA/JU

Sample : 05900-24

Misc

ALS vial : 26

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Cyclodocosane, ethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
26.031 3.81 ng 879363  Perylene-di2 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 94
2 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 90

Abundance Scan 3905 (26.031 min): BG060213.D\data.ms (-3895) (- | m/z 57.10 100.00%
57.1

%

5000
5.1 26.00
207.0266.9
o*“h-'w37904777542' m/z 83.10  89.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T T \
26.00
m/z 55.10 77.78%
3.0
0‘\z\q‘\‘\“‘\‘\\\“\\\F‘\F“I\‘I\\‘lz\‘]‘-l\o\“g\ilz\Z‘Tg\‘Ol\\\‘L‘\\\\‘\\\\‘\\\\‘\\\\‘

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

-

Abundance #244234: Cyclodocosane, ethyl-
57.0
26.00
5000 ITI/Z 43.10 74 .89%
‘ ‘ %50 307.0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500
Abundance #264238: n-Tetracosanol-1 T ‘
43.0 26.00
m/z 69.10 74.85%
h W\JJ\M\'/
oL UL 1090 23803300 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG@60213.D

Acqg On 3 Jan 2024  4:37

Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: 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 10 .gamma.-Sitosterol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
29.997 3.92 ng 905313  Perylene-di2 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 64
2 .beta.-Sitosterol 414 C29H500 000083-46-5 62
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 428 C30H520 020194-50-7 38
4 Cyclohexanemethanol, 4-ethenyl-.... 264 C17H2802 060031-93-8 25
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 15

Abundance Scan 4580 (29.997 min): BG060213.D\data.ms (-4567) (- | m/z 43.10 100.00%
43.1
105.1
255.2 3991 T
' 414.1
I S e s
0“‘_‘\‘“ m/z 105.10  59.48%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310598: .gamma.-Sitosterol
43.0
5000 U
07.0 30.00
m/z 57.10 53.64%
LTS 720, 00
O TT ‘[H\\ ‘\H\Hh\‘\h‘\‘m'm”‘ ‘\‘\U‘\“\\“ ‘1\‘\\\\‘\\\‘”‘“‘ \”\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310596: .beta.-Sitosterol
43.0
——
30.00
5000 m/z 41.10 52.97%
107.0 414.0
‘ H ‘ 213 0
LYY ™™ Y0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #317472: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5-E —
43.0 30.00
m/z 55.05 49.93%
107.0 396.0
5000
0 —
m/z--> 50 100 150 200 250 300 350 400 450 500 30.00

8270-BG122923.M Wed Jan 03 18:49:42 2024

Page:

12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60213.D

Acqg On : 3 Jan 2024 4:37
Operator : MA/JU

Sample : 05900-24

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.117 5.6 ng 358032 1 7.935 1276340 20.0
unknown5.038 5.038 4.5 ng 286943 1  7.935 1276340 20.0
n-Hexadecanoic ... 18.211 2.8 ng 640007 4 17.324 4545430 20.0
3-Eicosene, (E)- 21.237 7.2 ng 1566160 5 21.589 4373700 20.0
n-Tetracosanol-1 22.400 6.2 ng 1350650 5 21.589 4373700 20.0
Cyclotetracosane 23.916 5.6 ng 1288410 6 24.762 4616100 20.0
Eicosanal- 25.308 2.1 ng 491656 6 24.762 4616100 20.0
Tetradecane, 2,... 25.908 2.1 ng 481425 6 24.762 4616100 20.0
Cyclodocosane, ... 26.031 3.8 ng 879363 6 24.762 4616100 20.0
.gamma.-Sitosterol 29.997 3.9 ng 905313 6 24.762 4616100 20.0
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