LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BGO59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc :

ALS Vvial : 11 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59906.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.800 403 410 419 rBV 512297 816115 3.79% 1.655%
2 7.433 679 688 696 rBv 572439 986360 4.58% 2.001%
3 8.309 829 837 844 rBV 165960 283370 1.32% 0.575%
4 9.507 1035 1041 1048 rVB 395762 692497  3.22% 1.405%
5 11.158 1315 1322 1327 rBV2 189488 343078 1.59% 0.696%
6 13.561 1724 1731 1736 rBV 1055901 1597525 7.43% 3.240%
7 14.748 1928 1933 1938 rVB2 162220 219081 1.02% 0.444%
8 14.936 1960 1965 1972 rVB 261497 431615 2.01% 0.875%
9 15.694 2089 2094 2100 rBV 211794 301189 1.40% 0.611%
10 16.423 2212 2218 2224 rBV2 710029 1138082 5.29% 2.308%
11 16.552 2236 2240 2248 rVB2 214081 361506 1.68% 0.733%
12 17.351 2371 2376 2379 rBV 179366 228938 1.06% 0.464%
13 17.686 2429 2433 2437 rBV 286779 433023 2.01% 0.878%
14 17.733 2437 2441 2446 rVB 193254 288373 1.34% 0.585%
15 18.091 2496 2502 2506 rBV2 190264 266295 1.24%  0.540%

16 18.279 2529 2534 2539 rVB 2249546 2773287 12.89% 5.625%
17 18.514 2568 2574 2579 rBV2 452940 662699 3.08% 1.344%
18 19.425 2722 2729 2731 rBV 19340631 21514892 100.00% 43.640%
19 19.454 2731 2734 2743 rVB2 7957870 9945520 46.23% 20.173%
20 19.566 2749 2753 2758 rVB 1075413 1271845 5.91% 2.580%

21 19.637 2760 2765 2767 rBV 525570 755611  3.51% 1.533%
22 19.725 2776 2780 2784 rVB 267550 371896 1.73% 0.754%
23 20.089 2838 2842 2847 rVB 217742 312890 1.45% 0.635%
24 20.265 2864 2872 2877 rBV 1634899 2091217 9.72% 4.242%
25 20.547 2915 2920 2929 rVB 99869 290737 1.35% ©.590%
26 22.010 3161 3169 3174 rBV3 261965 573588 2.67% 1.163%
27 25.571 3768 3775 3782 rVB2 127235 349189 1.62% ©.708%

Sum of corrected areas: 49300418
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG059906.D\data.ms
1.5e+07
le+07
5000000
5.800 7.433 8.309 9.507 11.158
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\A\\\‘\\\\‘\\\\‘\\\\\
Time-> 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG059906.D\data.ms
19.425
1.5e+07
le+07
19454
5000000
. 18.279 20265
o] 1474936 15604 f%b2  17.35076888.00118.514 "9583350.0820 547 22,010
A e e e o e B L B e T L I A e e o e o B B BB R
Time--> 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 TIC: BG059906.D\data.ms
1.5e+07
1le+07
5000000
0 25.571
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
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\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.748 10.15 ng 219081  Acenaphthene-di10 14.936
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 80
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Nonadecane 268 C19H40 000629-92-5 64
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 1933 (14.748 min): BG059906.D\data.ms (-1928) (- | m/z 71.10 100.00%
71.1

- j\/\JM/\/

e P
159.0 14.50 15.00

. .5 528.:
O fHmM&W$AMwwa?4T?"_‘gﬁg?u‘u‘éﬁq§w§‘% m/z 43.10 94.79%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0

5000 A e
14.50 15.00

m/z 57.10 94.41%

\WJn 130 2120
‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74005: Tetradecane
57.0

T o
14.50 15.00

o

5000 m/z 41.10 93.35%
’ 1‘1 3.0 198.0
OM*MWHJW”WfM*HWH*w‘H*w*H\H*w*H*M*H\H*
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107216: Hexadecane T T
57.0 14.50 15.00

m/z 85.10 72.89%

5000
L] M130u0.02260

‘\\\\‘\\\‘\‘\\\\“\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘ T

! I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00

L—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.694 13.96 ng 301189  Acenaphthene-d10 14.936
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Tetratetracontane 619 C44H99 007098-22-8 80
5 Octacosane 394 (C28H58 000630-02-4 72

Abundance Scan 2094 (15.694 min): BG059906.D\data.ms (-2089) (- | m/z 41.05 100.00%

41.0
5000

9.2

5.1 15.50 16.00

220.2 462.!

ol A WH‘ Ll ‘M L2e 8158 3984 482 . 71.e5  92.30%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #107216: Hexadecane
57.0

5000 g Pl
15.50 16.00

m/z 43.10 84.87%

13.0
O T \"\ ‘\} ‘ T ‘f‘ \”f“& \“WH 1‘ ]‘-‘\6\9\0\ ‘2\2\6\ \0‘ T 1T ‘ TTTT ‘ TTTT ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320591: Hentriacontane

57.0

15.50 16.00
5000 m/z 57.10 84.19%
113.0
0 | u‘ h \H I‘ I \1\619 \012\2‘\5 Q 309.0 365.0 437.0
L e o O LA
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane T T
57.0 15.50 16.00

m/z 85.10  69.38%

) WJ/\/\%/k\
0 h‘ I} h\lﬂ | \‘ | d | p 225.0 3380 T L

m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.552 16.70 ng 361506  Phenanthrene-d10 17.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Tritriacontane, 2-methyl- 479 C34H70 066214-27-5 87
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 10-Methylnonadecane 282 C20H42 056862-62-5 87
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2240 (16.552 min): BG059906.D\data.ms (-2236) (- | m/z 57.10 100.00%
57.1

%

5000
FF 1256.6 340.4  450.5 546. 1650
o MALFLLL 19012566 3404 4505 546. . 43716 og.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45478: Dodecane
57.0
5000 —— ‘
16.50
m/z 71.10 96.76%
| [ 170.0
O‘\\‘\‘\“‘\\‘J\l‘\“\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #333759: Tritriacontane, 2-methyl-
57.0
1 7 \
16.50
5000 ITI/Z 41.10 90.95%
1 435.0
oLl [P o0 sso R0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107219: Hexadecane T ‘
57.0 16.50
m/z 85.10 64.52%
) AWV\LW
127. 226.0
0"w‘wﬂﬁkﬁme‘W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Docosane, 11-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.351 10.57 ng 228938  Phenanthrene-di10 17.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 2376 (17.351 min): BG059906.D\data.ms (-2371) (- | m/z 43.20 100.00%
43.2
- MN\JW
— —
‘1ﬁ 1 2301 2427 17.00 17.50
ol AL LLLAIOL S50 39274082 931 m/z 71.10  98.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0
5000 e ety
17.00 17.50
m/z 57.05 70.82%
113.0
oL LD 200 3000566
‘\\\ ‘\\\\‘\\\\T\W\\[!\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107219: Hexadecane
57.0
— ——
17.00 17.50
5000 m/z 41.10 59.03%
103.0
0 \‘ | | |ﬁ l 1116.9 02260
ot L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane “ T
57.0 17.00 17.50
m/z 85.10 50.85%
5000
ol ‘ | 1130160.02250281.0338.0
R R e S T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.091 12.30 ng 266295  Phenanthrene-di10 17.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 74
2 Hexacosane 366 C26H54 000630-01-3 68
3 Tetracosane 338 (C24H50 000646-31-1 64
4 Eicosane 282 (C20H42 000112-95-8 64
5 Heptadecane 240 C17H36 000629-78-7 59
Abundance Scan 2502 (18.091 min): BG059906.D\data.ms (-2496) (- | m/z 43.20 100.00%
- WJJL
‘ 167.1 17 1
18.00
268.3
o'w""'32664444520 m/z 71.10  80.94%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane
57.0
5000 e :
18.00
m/z 57.10 77.97%
UL 20am0 2990
O\\‘\‘\‘\\\\l‘\‘\A\\“‘\\\\‘!\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
T T
18.00
5000 m/z 41.10 77 .27%
o‘\ﬁla.mgozngso%m
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane Py
57.0 18.00
m/z 85.10 69.63%
) MMMMﬂk
oL MLIE 00050 B0 0
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.279 128.09 ng 2773290  Phenanthrene-d10 17.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
3 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 89
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 76
Abundance Scan 2534 (18.279 min): BG059906.D\data.ms (-2529) (- | m/z 74.10 100.00%
74.1
5000
143.1 2272 T 1
\ ] ‘ 18.00 18.50
o_m_k M Ll L1y 2865 85514140 5283 ., g7 19 82.37%
m/z--> 0 lOO 150 200 250 300 350 400 450 500 550
Abundance #161238. Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 270.0 T ™
18.00 18.50
143.0 m/z 43.10 40.33%
Ol‘\W‘lIaq]‘!%gl‘
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161212:Hexadecanok:add,nuﬂhylemer
74.0
Pty =
18.00 18.50
5000 m/z 41.10 38.65%
143.0
‘ ‘ ‘ 227.0
YA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60731: Methyl 8-methyl-nonanoate Ty .
74.0 18.00 18.50
m/z 55.10 35.95%
5000
143.0
OLBPMMMJ,‘ LA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.514 30.61 ng 662699  Phenanthrene-di10 17.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Tridecanoic acid 214 C13H2602 000638-53-9 46
4 n-Decanoic acid 172 C10H2002 000334-48-5 42
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 2574 (18.514 min): BG059906.D\data.ms (-2568) (- | m/z 73.05 100.00%

73.0
5000 129.0 213.2 AMW

- ‘ sy
Wbl L Loses smme s
ol LA o “““‘ m/z 41.10 76.42%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 1 T
129.0 18.50
m/z 43.10 70.28%

‘ 185.0
0 \\‘\‘H‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126199: Pentadecanoic acid
73.0
L

18.50
5000 129.0 ITI/Z 60.10 66.90%
199.0
0 LS.QL I WL
L

mlz--> 50 100 150 200 250 300 350 400 450
Abundance #92068: Tridecanoic acid A =
73.0 18.50

m/z 55.10 62.64%

5000
129.0 214.0
‘\\ MH\\“H\‘\ s

ol H_m_mwH_m_m‘mwmw”
miz--> 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.425 993.71 ng 21514900  Phenanthrene-d1e 17.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
2 7-Hexadecyne 222 C16H30 074685-28-2 93
3 9-Hexadecyn-1-ol 238 C16H300 1000342-40-3 93
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 92
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 90

Abundance Scan 2729 (19.425 min): BG059906.D\data.ms (-2722) (- | m/z 67.05 100.00%
67.
5000
——
| 1‘&3-1 19,50
78.2 2633 :
ol u\“‘hwn‘w"\ W82 0T, 3551 4525 ., g1.65  91.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 T
19.50
m/z 79.05 64.60%
123.0
LG ‘\ "U1780 2620
O+ “‘\‘ Hr‘”“lw‘\“\“‘“\W“\“\‘\\‘HH‘\'\H“HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #102174: 7-Hexadecyne
67.0
—r—
19.50
5000 ITI/Z 95.10 63.60%
123.0
ob LU 20 1m0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121280: 9-Hexadecyn-1-ol —
67.0 19.50
m/z 55.10 55.51%
5000
124.0
ol “‘ L \\\ 8202380 AW
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_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 (Z)-15-Octadecenoic acid me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.454 459.35 ng 9945520  Phenanthrene-d10 17.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 91
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 89
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 86
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 78
Abundance Scan 2734 (19.454 min): BG059906.D\data.ms (-2731) (- | m/z 55.10 100.00%
553.1
5000
264.3
—
L] ‘M d \‘n ¥ 1802 3335 4385 505. 1950
Okl ““”"“"w\w el “ A PR32 ORI 20 m/z 69.10  86.40%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
5000 1
264.0 19.50
m/z 41.10 74.52%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194424: 11-Octadecenoic acid, methyl ester
55.0
—rL
19.50
m/z 74.10 71.19%
5000 264.0
e
LTLE o o S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester —
55.0 19.50
m/z 83.10 69.65%
5000
[ oo
SO TN AW
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.566 58.74 ng 1271850  Phenanthrene-d10 17.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 87
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2753 (19.566 min): BG059906.D\data.ms (-2749) (- | m/z 74.05 100.00%
74.0
5000 MJ
143.0 255.2 ‘ :
‘ 199.2 ‘ 19.50 |
0 A"uu pebbi Ly 39823090 476S a7 10 g6.80%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197271: Methyl stearate
74.0
5000 BN :
19.50
143.0 m/z 43.10  44.44%
W, Lo e
OL\5\.q\)‘\“‘\‘\‘\l‘l\”\“\l\\“‘\\\‘\\‘\‘\\\l“‘\“\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #214951: Nonadecanoic acid, methyl ester
74.0
19.50
5000 m/z 41.10 40.04%
143.0
‘ ” ‘ 166.0 312.0
01‘5’:9”““\“ M L J702880, |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143569: Pentadecanoic acid, methyl ester —r I
74.0 19.50
m/z 55.05 37.45%
5000
143.0
L
2 S I AW
m/z--> 0 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_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 6-Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.637 34.90 ng 755611  Phenanthrene-di10 17.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Tridecane 180 C13H24 042371-66-4 86
2 5-Dodecyne 166 C12H22 019780-12-2 81
3 n-Propyl 9,12-octadecadienoate 322 C21H3802 1000336-77-8 80
4 5-Undecyne 152 C11H20 002294-72-6 76
5 6-Tetradecyne 194 C14H26 003730-08-3 70

Abundance Scan 2765 (19.637 min): BG059906.D\data.ms (-2760) (- | m/z 67.05 100.00%
67.0

5000

H;
©_|
a

o |

‘ﬁ 5.2 280.1 20.00
196.0
“HML\ Wwf«¢m“_“wum‘_‘?ﬁﬁi‘ﬁ%ﬁ}‘uﬁﬁ4?‘ m/z 81.10 90.19%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54990: 6-Tridecane
67.0

o

5000 RN —
19.50 20.00
m/z 79.10 71.14%
“ \ 151.0
O‘\\\\“J\J\“\U‘L\i\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #41508: 5-Dodecyne
67.0
e —
19.50 20.00
5000 ITI/Z 95.10 56.37%
e
o‘ut‘{‘Mh!Aﬂ,u“_"w“u“u‘_“w“u“u“u“
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #227188: n-Propyl 9,12-octadecadienoate o —
81.0 19.50 20.00

m/z 41.10 54.46%

5000
263.0
0 “.I‘ \J‘l\\}\lf\" “ ‘I FOG 0 “ 3220

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown20.547 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.547 10.14 ng 290737  Chrysene-di12 22.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 35
2 2,4(1H,3H)-Pyrimidinedione, 3-(3... 250 C12H11C1N202 1000319-15-5 27
3 6,6'-Dimethoxy-2,2"'-bipyridile 216 C12H12N202 039858-88-3 18
4 Butanoic acid, 4,4,4-trifluoro-3... 184 C6H7F303 000372-31-6 14
5 2-Hexene, 6-iodo-2-methyl- 224 C7H13I 063588-94-3 14
Abundance Scan 2920 (20.547 min): BG059906.D\data.ms (-2915) (- 69.10 100.00%
69.1
215.0
5000
149.3 292.0
| 369.1 4366 522. 20,50
b1l N IS e TR 41.10  66.63%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #43200: Oxiranecarboxaldehyde, 3-methyl-3-(4-methyl-3
41.0
109.0
5000
20 50
l ‘ m/z 215.00 63.65%
O\”\ ‘J‘JLMU‘\H““\\‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #135116: 2,4(1H,3H)-Pyrimidinedione, 3-(3-chlorophenyl
69.0
T
20.50
5000 250.0 m/z 216.00 61.07%
153.0
bbbt Lo bl
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #93967: 6,6'-Dimethoxy-2,2'-bipyridile
215.0 20.50
m/z 67.10 57.59%
5000
93.0
55.0}
0 \H}M\‘“Hﬂ\‘f""‘\"\“‘\“J"“”‘l\‘M‘\“\\H‘H\\‘\m‘uu‘\m‘uu‘\u P
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50

8270-BG111623.M Tue Nov 28 11:21:28 2023 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BGO59906.D

Acqg On : 27 Nov 2023 18:31
Operator : MA/JU

Sample : 05446-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
Pentadecane 14.748 10.2 ng 219081 3 14.936 431615 20.0
Hexadecane 15.694 14.0 ng 301189 3 14.936 431615 20.0
Dodecane 16.552 16.7 ng 361506 4 17.686 433023 20.0
Docosane, 11-bu... 17.351 10.6 ng 228938 4 17.686 433023 20.0
Nonadecane 18.091 12.3 ng 266295 4 17.686 433023 20.0
Pentadecanoic a... 18.279 128.1 ng 2773290 4 17.686 433023 20.0
n-Hexadecanoic ... 18.514 30.6 ng 662699 4 17.686 433023 20.0
9,12-Octadecadi... 19.425 993.7 ng 21514900 4 17.686 433023 20.0
(Z)-15-Octadece... 19.454 459.4 ng 9945520 4 17.686 433023 20.0
Methyl stearate 19.566 58.7 ng 1271850 4 17.686 433023 20.0
6-Tridecane 19.637 34.9 ng 755611 4 17.686 433023 20.0
unknown20.547 20.547 10.1 ng 290737 5 22.010 573583 20.0
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