LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011024\
Data File : BGO60296.D

Acqg On : 10 Jan 2024 11:34
Operator : MA/JU

Sample : P1067-01

Misc :

ALS vial : 4 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-BG010824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60296.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.036 325 331 338 rBV 155370 237729 1.91% 0.360%
2 5.506 404 411 426 rBV 2780057 4340565 34.78% 6.567%
3 7.098 673 682 693 rBV 2873410 5031868 40.32% 7.613%
4 7.933 815 824 833 rBV 741693 1240946 9.94% 1.878%
5 9.090 1012 1021 1036 rBV 1859180 3271509 26.22% 4.950%

6 10.735 1291 1301 1308 rBV 996657 1775199 14.23%  2.686%
7 13.191 1711 1719 1727 rBV 5758444 8862453 71.02% 13.409%
8 14.566 1946 1953 1960 rBV 1784914 2767298 22.18% 4.187%
9 16.059 2200 2207 2214 rBV 4291764 6618211 53.04% 10.013%
10 17.316 2415 2421 2430 rVB 2257573 3350159 26.85% 5.069%

11 18.203 2568 2572 2589 rVB4 494224 1207011 9.67%
12 19.314 2753 2761 2771 rBv4 277213 832635 6.67%
13 19.478 2785 2789 2809 rVB2 605523 1453145 11.64%
14 19.936 2861 2867 2876 rBV 9127013 12478731 100.00% 18.
15 20.571 2968 2975 2988 rVB 581238 1401001 11.23%
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16 20.729 2999 3002 3006 rVB2 134176 143055 1.15%
17 21.229 3082 3087 3095 rBV2 458810 784611  6.29%
18 21.581 3140 3147 3152 rBV 2208917 3977206 31.87%
19 21.769 3175 3179 3182 rVB2 111276 136007 1.09%
20 22.363 3277 3280 3290 rVB3 124907 238583 1.91%
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21 22.862 3357 3365 3375 rVB2 430196 1243928 9.97% 1.882%
22 24.278 3598 3606 3620 rVB5 299506 1051782  8.43%
23 24.748 3677 3686 3701 rBV 1155673 3651023 29.26% 5.524%
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Sum of corrected areas: 66094655
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011024\
Data File : BGO60296.D

Acqg On : 10 Jan 2024 11:34
Operator : MA/JU

Sample : P1e67-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060296.D\data.ms

8000000

6000000

4000000
5.506 7.098

2000000 9.090

7.933 10.735

5.036

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060296.D\data.ms

19.936

8000000

6000000113.191

16.059
4000000

21.581

2000000 14.566

18.203

20.571 21.2929
.729 .769 22.363

O e T T e e e e

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 TIC: BG060296.D\data.ms

8000000

6000000

4000000

2000000 24.748

862 24.278
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011024\
Data File : BGO60296.D

Acqg On : 10 Jan 2024 11:34
Operator : MA/JU

Sample : P1e67-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

5.036 3.83 ng 237729 1,4-Dichlorobenzene-d4 7.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 37
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 33
4 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 25

5 5-Deoxy-.alpha.-d-xylofuranose, ... 174 C8H1404 1000314-09-4 25
Abundance Scan 331 (5.036 min): BG060296.D\data.ms (-325) (-) m/z 43.10 100.00%
43.1
5000
101.1 R S NCE SRS
‘ ‘ 4.80 5.00 5.20 5.40
bbb 1773 2414 8231 4521 m/z 59.10  63.40%

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

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I L B
4.80 5.00 5.20 5.40
m/z 101.10 22.52%
101.0
O‘\J\‘I\lq“\\‘\‘[‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
e
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.41%
o_m«“”w H‘\\\\\\\

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

Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- R ERARSEE AT S S S
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.48%
5000
h 16.0
o_“‘l“Hm‘u‘mwHH_HwHH_m_m_m_m‘ ey

m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011024\

Library Search Compound Report

Data File : BG@60296.D

Acqg On : 10 Jan 2024 11:34
Operator : MA/JU

Sample : P1e67-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .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 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.203  7.21ng 1207610 Phenanthrene-dle 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 89

2 Octadecanoic acid 284 C18H3602
3 Tridecanoic acid 214 C13H2602
4 Pentadecanoic acid 242 C15H3002
5 Undecanoic acid 186 C11H2202

000057-11-4 80
000638-53-9 70
001002-84-2 64
000112-37-8 59

Abundance Scan 2572 (18.203 min): BG060296.D\data.ms (-2568) (- | m/z 73.10 100.00%

731
5000

213.1 — ——
| HH 4265 18.00 18.50
ob ML), 1 3268 4885548 oo 16 70.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T T

129.0 18.00 18.50
m/z 57.10 71.25%

O\‘\‘“ IM\'MM“”1Ph[9“l0l1\1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

T
18.00 18.50
5000 m/z 55.10 66.89%

H 185.0 284.0
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #92069: Tridecanoic acid T —
73.0 18.00 18.50

m/z 41.10 64.64%

“ I }H L MM

0+ ﬂﬂw\\w\H»‘\H\‘H\\M\\w\\u‘\u\‘u\\w\\w\ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011024\
Data File : BGO60296.D

Acqg On : 10 Jan 2024 11:34
Operator : MA/JU

Sample : P1e67-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Tridecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.314 4.97 ng 832635 Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 80
5 Eicosane 282 C20H42 000112-95-8 78
Abundance Scan 2761 (19.314 min): BG060296.D\data.ms (-2753) (- m/z 57.10 100.00%
57.1
5000 %
1900 1950
168.2 . .
oms“e\n'““alnm_m 2411 3099 4054 4671 .7 7110 85.20%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —
19.00 19.50
m/z 43.10 59.35%
183.0
113.0
O\\"\‘ “1}1\\}\‘}‘\\\‘\\‘\\\‘\‘\\\\‘\\\3\]‘_\0\9\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59038: Dodecane, 2-methyl-
43.0
— —
19.00 19.50
5000 m/z 85.10 59.07%
ol 122 sons
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane “ T
57.0 19.00 19.50
m/z 55.10 30.78%
5000 N/VJ\M/\A/\M/\‘
113.0
0 ‘ ‘ | h H J\l | ‘\1169 0225 0 2950 367.0
I B o R e R — —
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011024\

BGO60296.D
: 10 Jan 2024 11:34
: MA/JU
: Ple67-01
: 4 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .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 Pentadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.478 7.31 ng 1453150  Chrysene-d12 21.576
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 70
2 n-Decanoic acid 172 C10H2002 000334-48-5 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50

Abundance Scan 2789 (19.478 min): BG060296.D\data.ms (-2785) (-

3

m/z 43.10 100.00%

5000 129.0

F

e
19.50
m/z 60.10

1851 5411
0 ‘ i\m H“‘UHM ‘\ I‘ |h ALl ‘ ‘ \‘ L ‘ 296 1 354 4403 3 466 :

100 150 200 250 300 350 400 450
#126203: Pentadecanoic acid

m/z--> 0 50
Abundance

73.0

5000
O,
0 5

%

129.0 e
19.50
m/z 73.10

242.0

N

\‘r\\l[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

A

o

-

m/z--> 100 150 200 250 300 350 400 450
Abundance #46965: n-Decanoic acid
60.0
——
19.50
129.0 m/z 57.10 88.61%

M Il \\‘ -

5000
0,
0 5

F

mlz--> 100 150 200 250 300 350 400 450
Abundance #109281: Tetradecanoic acid T
73.0 19.50

m/z 55.10 67.40%
5000
129.0
228.0

0 'J“J“'\*' e
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\BG011024\
Data File : BG@60296.D

Acqg On : 10 Jan 2024 11:34

Operator : MA/JU

Sample : P1e67-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Docosane, 5-butyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.571 7.05 ng 1401000 Chrysene-d12 21.576
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 5-butyl- 366 C26H54 055282-16-1 90
2 Benzeneacetic acid, 2-tetradecyl... 332 C22H3602 1000282-02-4 90
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
4 Dodecane, 1-iodo- 296 C12H25T 004292-19-7 86
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 86

Abundance Scan 2975 (20.571 min): BG060296.D\data.ms (-2968) (- | m/z 57.10 100.00%
57.1
U \
‘ mfl 169.1  2532309.4 416.2  505.¢ 20.59
Ol by 25 e 08 AL 2 m/z 71.10  81.70%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #275542: Docosane, 5-butyl-
43.0
5000 San :
20.50
126.0 m/z 43.10 56.96%
309.0
0 “ L], . 18302390 | 364.0
TTT ‘\\\\‘f!\\‘\\\\‘!\\\[\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239631: Benzeneacetic acid, 2-tetradecyl ester
57.0
T \
20.50
5000 m/z 85.10 55.41%
‘ ||| 15701960
Y D1IE s S SR+ N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl- T ‘
57.0 20.50
m/z 55.10 22.96%
o ¢“WJWNAWMJKWWWWMWMNM
113.0
ob Ll 200 3090se0 -
m/z--> 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_G\Data\BG011024\
Data File : BGO60296.D

Acqg On : 10 Jan 2024 11:34
Operator : MA/JU

Sample : P1e67-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Oxalic acid, isobutyl penta... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.229 3.95 ng 784611  Chrysene-di12 21.576
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 86
2 n-Nonadecanol-1 284 C19H400 001454-84-8 62
3 1-Docosene 308 C22H44 001599-67-3 62
4 Behenic alcohol 326 C22H460 000661-19-8 62
5 1-Hexacosene 364 C26H52 018835-33-1 62

Abundance Scan 3087 (21.229 min): BG060296.D\data.ms (-3082) (- | m/z 57.10 100.00%

57.1
5000

111.1 — —

‘ ‘ 168.2 2570 21.00 21.50
ALLL) 10822252 20753570 43354888 . 4310 70.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #265881: Oxalic acid, isobutyl pentadecyl ester
57.0

5000 — e
21.00 21.50

m/z 71.10 66.68%

o

‘ ”}Fllo 255.0
0\H“\\HJ“\M“\H"\H“HH“\H“\H“\H“\H“\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1
83.0
2£OO 2£50
5000 ITI/Z 55.10 62.73%
29. 189.0
0‘%”"2380
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene 7 7
55.0 21.00 21.50

m/z 83.10 60.36%

5000
111.0
JH\L | 167.0 308.0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011024\
Data File : BGO60296.D

Acqg On : 10 Jan 2024 11:34
Operator : MA/JU

Sample : P1e67-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.862 6.26 ng 1243930  Chrysene-d12 21.576
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 9-Methylheneicosane 310 C22H46 070475-51-3 87
3 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 80
Abundance Scan 3365 (22.862 min): BG060296.D\data.ms (-3357) (- | m/z 57.10 100.00%
57.1
22‘56 ‘23‘00‘
113.1 . .
207.0
0 J‘ ) [11, 2010 2954 38894528 5381 1, 7110 73.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176385: Eicosane
57.0
5000 — —
22.50 23.00
m/z 85.10 52.85%
0 gl | .|\1J|1?'40.x1‘6910.2.2.5'028\2'0
\\\‘\\1\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212285: 9-Methylheneicosane
57.0
— ——
22.50 23.00
5000 m/z 43.10 50.23%
140.0
196.0
ST TY TP T E—
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275542: Docosane, 5-butyl- “ —
43.0 22.50 23.00
m/z 55.10 23.38%
5000
126.0
309.0
ok L), 18302300 | 3640
e S A e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011024\
Data File : BGO60296.D

Acqg On : 10 Jan 2024 11:34
Operator : MA/JU

Sample : P1e67-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.278 5.76 ng 1051780  Perylene-di12 24.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 70
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 70

Abundance Scan 3606 (24.278 min): BG060296.D\data.ms (-3598) (- | m/z 57.10 100.00%
57.1

8

5000
31 2070 24.00 24.50
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246480: Tetracosane
57.0
5000 e —
24.00 24.50
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0 J ‘\ I| ‘ fl\Olle\g IOL212|5 101281 0338 o
‘\\\\‘1f\\y!\lf‘\f!\‘f\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\
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Abundance #107219: Hexadecane
57.0
e e
24.00 24.50
5000 m/z 43.10  47.42%
113.0
o LT spoze0 W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74012:; 3,5-Dimethyldodecane —— —
57.0 24.00 24.50
m/z 55.10 19.99%
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R R B R R RA RS R RRR RS RARRRRRRR e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011024\
Data File : BGO60296.D

Acqg On : 10 Jan 2024 11:34
Operator : MA/JU

Sample : Ple67-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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|
2-Pentanone, 4-... 5.036 3.8 ng 237729 1 7.933 1240950 20.0
n-Hexadecanoic ... 18.203 7.2 ng 1207010 4 17.316 3350160 20.0
Tridecane, 1-iodo- 19.314 5.0 ng 832635 4 17.316 3350160 20.0
Pentadecanoic acid 19.478 7.3 ng 1453150 5 21.576 3977210 20.0
Docosane, 5-butyl- 20.571 7.0 ng 1401000 5 21.576 3977210 20.0
Oxalic acid, is... 21.229 4.0 ng 784611 5 21.576 3977210 20.0
Eicosane 22.862 6.3 ng 1243930 5 21.576 3977210 20.0
Tetracosane 24.278 5.8 ng 1051780 6 24.748 3651020 20.0
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