LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc :

ALS Vvial : 25 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: BGO60212.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 411611 435754 3.61% ©0.591%
2 5.038 325 332 338 rBV2 104572 173449 1.44% 0.235%
3 5.509 405 412 434 rBV 3850996 6288437 52.13% 8.535%
4 7.101 675 683 697 rBV 3623965 6351733 52.65% 8.620%
5 7.935 816 825 835 rBV 768527 1370506 11.36% 1.860%

6 9.098 1016 1023 1037 rBV 2154850 3847914 31.90% 5.222%
7 10.738 1295 1302 1315 rBV 1131877 2076032 17.21%  2.818%
8 13.199 1713 1721 1732 rBV 5778075 9352944 77.53% 12.694%
9 14.574 1947 1955 1962 rBV 2364668 3511552 29.11% 4.766%
10 16.061 2201 2208 2220 rBV 4807406 7549538 62.58% 10.246%

11 17.324 2416 2423 2435 rBV 3025982 4618440 38.28% 6.268%
12 18.211 2570 2574 2581 rBV2 342844 527583 4.37% 0.716%
13 19.945 2863 2869 2882 rBV 8834775 12063708 100.00% 16.373%
14 20.744 2998 3005 3008 rBV2 104824 145577  1.21% ©.198%
15 21.231 3084 3088 3097 rBV 724861 1139786 9.45% 1.547%

16 21.590 3142 3149 3159 rBV 2759925 4620366 38.30% 6.271%
17 21.778 3177 3181 3186 rVB3 106824 155512 1.29% 0.211%
18 22.019 3218 3222 3227 rVB5 90581 132178 1.10% 0.179%
19 22.383 3279 3284 3296 rVB2 234911 523249 4.34% 0.710%
20 23.059 3395 3399 3407 rVB3 77314 129704 1.08% 0.176%
21 23.411 3452 3459 3468 rVB 311133 605465 5.02% 0.822%
22 23.858 3528 3535 3541 rBV2 226876 505140 4.19% 0.686%
23 23.916 3541 3545 3556 rVB9 87203 227649 1.89% 0.309%
24 24.762 3680 3689 3701 rBV 1674532 4675040 38.75% 6.345%
25 25.309 3773 3782 3794 rBv4 418932 1167201 9.68% 1.584%
26 25.902 3876 3883 3893 rVBS5 142005 415407 3.44% 0.564%
27 26.032 3897 3905 3913 rVVv4 92827 302775 2.51% 0.411%
28 28.017 4236 4243 4244 rBV5 126833 219222 1.82% 0.298%
29 28.670 4346 4354 4366 rVB9 133408 550265 4.56% 0.747%
Sum of corrected areas: 73682126
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc

ALS vial : 25 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

Abundance TIC: BG060212.D\data.ms

8000000
7000000
6000000
5000000
4000000 5.509 7.101

3000000

9.098
2000000

10.738
1000000 7.935

117
5.038

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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: BG060212.D\data.ms

19.p45
8000000

7000000
6000000{13.199
5000000 16.061

4000000

17.324
3000000 3 21.590
14.574

2000000

1000000

18.211

R e e L A e e e R e e 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: BG060212.D\data.ms

8000000
7000000
6000000
5000000
4000000
3000000
2000000 24.762

1000000

23,058 112855666 25399 rmeam2 28017 28.670

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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 : BGO60212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc

ALS vial : 25 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.117 6.36 ng 435754  1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 59
2 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 28
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 5 (3.117 min): BG060212.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 /L
R ERRRARRE
\ | 3.203.30 3.40 3.50
ol dihl 1530 2212 3164 4085  522. .., 4319  30.74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AL B B R B
3.203.303.40 3.50
‘ m/z 55.10  23.58%
O Jl\’\l’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4950: Silane, ethyltrimethyl-
73.0
e RNRARRERREEEEEES
3.203.303.40 3.50
5000 m/z 87.10 17.88%
0 Ll b e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9210: 1,3-Dioxolane, 2-propyl- R ANRNRRRRSRERE SR
73.0 3.203.303.40 3.50
m/z 71.10 11.71%
5000 /\M\
L e P
m/z--> 50 100 150 200 250 300 350 400 450 500 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc

ALS vial : 25 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.038 2.53 ng 173449 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 .alpha.-D-Galactopyranoside, met... 249 C10H19NO6 017296-07-0 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 35
5 5-Hydroxypentanehydroxylamine, N... 245 C11H19NO5 104556-13-0 12
Abundance Scan 332 (5.038 min): BG060212.D\data.ms (-325) (-) m/z 43.10 100.00%
5000
101.0 s
| ‘ 071 - 4.80 5.00 5.20 5.40
bbb Ll 2071 8100 8938 8260 .., 59.10  64.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\/\/\\
4.80 5.00 5.20 5.40
m/z 101.00  21.87%

‘ 101.0
J n\ o . \‘
‘ T ‘ L [ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #133840: .alpha.-D-Galactopyranoside, methyl 2-(acetyla

o

43.0
STEPUSINEN A VSR Y
4.80 5.00 5.20 5.40
5000 m/z 58.00 14 .48%
101.0
62.0
O‘AAMAmﬁ,',
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4528 2,3-Butanedione, monooxime s e e
43.0 4.80 5.00 5.20 5.40
m/z 73.10 10.42%
5000
101.0
L S A SN
m/z--> 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 : BGO60212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc

ALS vial : 25 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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.211 2.28 ng 527583  Phenanthrene-d10 17.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 92
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2574 (18.211 min): BG060212.D\data.ms (-2570) (- | m/z 73.10 100.00%
73.1
5000 L
213.2 = S
i oy smame se 000 B
O MUAEEESL Ly 811 387.3452.2 542 . 6 05  92.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92063: Tridecanoic acid
73.0
5000 e =
18.00 18.50
171.0 m/z 43.10 70.31%
OlS.L ‘ J“‘“M‘f‘l\f‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
T —
18.00 18.50
5000 m/z 57.10 60.81%
129.0
Ol WWM,.\R\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126202: Pentadecanoic acid Py —
43.0 18.00 18.50
m/z 55.10 58.11%
5000
129.0 242.0
o‘ “ m‘“hr\ s ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG@60212.D

Acqg On : 3 Jan 2024 3:57

Operator : MA/JU

Sample : 05900-02

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: 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 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 4 1-Hexacosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.231 4.93 ng 11397960  Chrysene-d12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 Octacosanol 410 C28H580 000557-61-9 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 3088 (21.231 min): BG060212.D\data.ms (-3084) (- | m/z 57.10 100.00%
7.1

5
5000

Py -
‘ %5.1 238.9 21.00 21.50
obdbblli], 18232339 3418 4158 5360  n/z 43.10  85.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosano
97.0
5000

m/z 55.10  79.94%

167.0
2\9\‘.‘[“ {1 T l‘ ilJl 1}1‘ ‘1?\1\\ Fl \H‘Z‘Tl2\4\.1()[ \?19%-10\ \‘\3‘6“4\.9 ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308226: Octacosano

83.0

o

2£00 2£50
5000 m/z 83.05 77 .02%
bl n‘lﬁlﬁﬁ?zozgzo?g?"’ bJL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol S P
57.0 21.00 21.50

m/z 69.10 76.31%

5000
125.0
oLl { | J‘ | 1820 250.0308.0 378.0

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\

Library Search Compound Report

Data File : BG@60212.D

3 Jan 2024  3:57

5900-02

Acqg On

Operator : MA/JU
Sample : 0
Misc

ALS vial : 2

Quant Method
Quant Title

TIC Library

5 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 5 Octacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.383 2.26 ng 523249  Chrysene-d12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Eicosane 282 C20H42 000112-95-8 87
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 78
4 Heptadecane 240 C17H36 000629-78-7 72
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 68

Abundance Scan 3284 (22.383 min): BG060212.D\data.ms (-3279) (- | m/z 57.10 100.00%
57.1

-

5000
- -
||| 552 1810 2810 3569 ;2% 22:50
O b S22 R0 99094150 S192 nmyz 71.10 78.79%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 R -
22.00 22.50
m/z 43.18  53.99%
obd ‘ 114+30169.0225.0281.0337.0394.0
\\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

-

Abundance #176386: Eicosane
57.0
— —
22.00 22.50
5000 ITI/Z 85.05 50.29%
oL ‘ | 1130169.0225.0282.0
A A e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59049: Undecane, 2,3-dimethyl- . T
43.0 22.00 22.50
m/z 55.10  26.04%
5000
140.0
oﬂ‘m,‘M“_m!‘_‘H_‘H‘HH‘wwwwww — —
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 : BGO60212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc

ALS vial : 25 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 Hexacosanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.411 2.59 ng 605465  Perylene-di2 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 90
2 Hexadecanal 240 C16H320 000629-80-1 87
3 Tetracosanal 352 C24H480 057866-08-7 83
4 Octadecanal 268 C18H360 000638-66-4 80
5 1,19-Eicosadiene 278 C20H38 014811-95-1 70
Abundance Scan 3459 (23.411 min): BG060212.D\data.ms (-3452) (- m/z 57.05 100.00%
57.0
1p9.1 i
23.50
185.2 250.9
ol AL, m Ll 2828 093011 3625 4291480 ./, 82.10  83.49%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #287971: Hexacosanal
57.0
5000 IR
23.50
0.0 m/z 43.10 79.74%
362.0
oLk Mm 1800 250.0 306.0,
T ‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123917: Hexadecanal
82.0
——
23.50
5000 m/z 55.10 67.32%
29.
H} 7.0 196.0
oi‘m‘u\ A b e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262002: Tetracosanal T
57.0 23.50
m/z 83.05 54.43%
h meﬂmmwwmm/\ww«WWMwad
oL LU W m “1“56022202780337‘0
““‘H“‘H R B B e S ——
m/z--> 50 100 150 200 250 300 350 400 450 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc

ALS vial : 25 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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.858 2.16 ng 505140  Perylene-d12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Nonadecane 268 C19H40 000629-92-5 83
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 81
Abundance Scan 3535 (23.858 min): BG060212.D\data.ms (-3528) (- | m/z 57.10 100.00%
57.1
o /\/EA/\»&A
2350 24.00
1272 206.9 : :
(" | VeSS 29503551 4302 8204 0 71 05 61.20%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #141056: Octadecane
57.0
5000 s —
23.50 24.00
m/z 43.10 52.30%
i
O\\‘J\ ‘\\\\\‘\F\A\\l‘l\\]-\g\z\(\)\z\'s‘%\o\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane
57.0
— —
23.50 24.00
5000 m/z 85.10 46.41%
“"H““H"H‘_“W‘H‘,H‘w“u,u“_‘u“u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158610: Octadecane, 2-methyl- = —
43.0 23.50 24.00
m/z 55.10 22.76%
5000
L] 113.0 225.0
(OF N Y P e
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc

ALS vial : 25 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 8 1,19-Eicosadiene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.309 4.99 ng 1167200  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 93
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Eicosanal- 296 C20H400 002400-66-0 90
5 Pentadecanal- 226 C15H300 002765-11-9 80
Abundance Scan 3782 (25.309 min): BG060212.D\data.ms (-3773) (- | m/z 57.10 100.00%
57.1
2500 2550
206.9 281.9 . :
ot m m Moo e i o0 F22TATAL 7 43,10 79.62%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #171302: 1,19-Eicosadiene
55.0
5000 — s
25.00 25.50
109.0 m/z 82.10 73.35%
O‘\\J"\ ‘J\\\‘\\l“!\\‘\\l\]}6\6\p\’!\\2\59\0\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158566: Octadecana
43.0
P ey
25.00 25.50
m/z 55.10 54.30%
5000 96.0 /
o Ll asz0 2500
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158579: Oxirane, hexadecyl- — —
82.0 25.00 25.50
m/z 83.05 53.36%
50007 29.
(L R0 2040 2500
0““HMJ‘u‘uﬂmw‘u«‘p«hu;““‘H“,““_“““‘ 5 e
m/z--> 0 50 100 150 200 250 300 350 400 450 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc

ALS vial : 25 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 9 unknown28.670 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
28.670 2.35 ng 550265  Perylene-d12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 43
2 5,5-Diethylpentadecane 268 C19H40 1000360-41-0 32
3 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 32
4 Hexadecanoic acid, 4-nitrophenyl... 377 C22H35N0O4 001492-30-4 16
5 1-Heptadecanamine 255 C17H37N 004200-95-7 14

Abundance Scan 4354 (28.670 min): BG060212.D\data.ms (-4346) (- | m/z 71.10 100.00%

711 239.1
5000
i

T L —
L
0 Raasats Ll ‘h‘n

28.50 29.00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176225: Palmitic acid vinyl ester
.0
239.0

m/z 57.18  88.94%
5000 — ——

28.50 29.00
m/z 239.10  86.07%

iz
O‘\\“\"1‘\1'\\‘\“\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158614: 5,5-Diethylpentadecane

57.0

s
~l

28.50 29.00
5000 127.0 m/z 43.10  84.41%
239.0
ol HHM,JL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212187: Octadecanoic acid, ethenyl ester —— ——
57.0 28.50 29.00
239.0 m/Z 58.10 53.15%
5000
e
oWl et L L el e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG060212.D

Acqg On : 3 Jan 2024 3:57
Operator : MA/JU

Sample : 05900-02

Misc

ALS Vvial : 25 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 6.4 ng 435754 1  7.941 1370510 20.0
2-Pentanone, 4-... 5.038 2.5 ng 173449 1  7.941 1370510 20.0
Tridecanoic acid 18.211 2.3 ng 527583 4 17.324 4618440 20.0
1-Hexacosanol 21.231 4.9 ng 1139790 5 21.590 4620370 20.0
Octacosane 22.383 2.3 ng 523249 5 21.590 4620370 20.0
Hexacosanal 23.411 2.6 ng 605465 6 24.762 4675040 20.0
Octadecane 23.858 2.2 ng 505140 6 24.762 4675040 20.0
1,19-Eicosadiene 25.309 5.0 ng 1167200 6 24.762 4675040 20.0
unknown28.670 28.670 2.4 ng 550265 6 24.762 4675040 20.0
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