LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BGO58560.D

Acqg On 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

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_ G\Methods\8270-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58560.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.692 266 273 281 rBV6 6858 22458 1.04% 0.133%
2 5.385 384 391 405 rBV 676789 1054863 48.85% 6.230%
3 6.983 655 663 674 rBV 642193 1100457 50.96% 6.499%
4 7.812 798 804 816 rBV 204363 345839 16.02%  2.043%
5 8.975 995 1002 1015 rBV 369935 676000 31.31% 3.993%

6 10.132 1193 1199 1204 rBVS5 16158 27487 1.27%
7 10.614 1273 1281 1295 rBV 292427 524635 24.30%
8 13.082 1693 1701 1712 rBV 973117 1523953 70.58%
9 13.775 1814 1819 1826 rVB3 40034 60583 2.81%
10 13.910 1836 1842 1850 rBV 146847 219727 10.18%

P ® VWO
[
[
e
R

11 14.416 1922 1928 1930 rBV2 36112 53299 2.47%
12 14.463 1930 1936 1944 rVB 475784 770142 35.67%
13 15.949 2180 2189 2199 rBV 794878 1237352 57.30%
14 17.101 2381 2385 2393 rBv4 18305 33230 1.54%

VoeoNPO
w
(]
]
R

15 17.206 2393 2403 2414 rBV 608413 941680 43.61% 562%
16 17.982 2528 2535 2539 rBV5 16482 31337 1.45% 0.185%
17 18.041 2541 2545 2550 rBV 39861 58888 2.73% 0.348%
18 18.094 2550 2554 2564 rBV 274916 432210 20.02%  2.553%
19 18.399 2598 2606 2613 rBV1e 15284 44505 2.06% ©0.263%
20 18.816 2670 2677 2683 rVB 31608 53023 2.46% ©.313%
21 19.139 2727 2732 2737 rBV7 15965 32557 1.51% ©0.192%
22 19.204 2739 2743 2746 rVV3 55872 84142  3.90% 0.497%
23 19.263 2749 2753 2766 rVV3 59204 174637 8.09% 1.031%
24 19.374 2768 2772 2781 rVB2 54743 91051 4.22% 0.538%
25 19.627 2811 2815 2821 rVB 35493 52337  2.42% 0.309%
26 19.827 2843 2849 2859 rBV 1603694 2159300 100.00% 12.753%
27 20.127 2896 2900 2909 rVB3 = 23528 37216  1.72% ©.220%
28 20.456 2953 2956 2960 rBv4 16286 23192 1.07% ©0.137%
29 21.114 3063 3068 3089 rVB3 88556 355032 16.44%  2.097%
30 21.448 3117 3125 3131 rBV2 578884 1012657 46.90% 5.981%
31 21.854 3191 3194 3198 rvB4 25981 33387 1.55% 0.197%
32 22.201 3248 3253 3257 rBV 64062 95313 4.41% 0.563%
33 22.259 3259 3263 3264 rBv4 20080 27813 1.29% 0.164%
34 23.188 3415 3421 3430 rVB2 91294 185834 8.61% 1.098%
35 23.611 3487 3493 3503 rVB 173156 367243 17.01%  2.169%

36 23.722 3506 3512 3533 rVB 36876 213476  9.89% 1.261%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BGO58560.D

Acqg On 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

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_ G\Methods\8270-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 24.515 3637 3647 3660 rBV2 404611 1134812 52.55% 6.702%
38 24.997 3721 3729 3741 rVB2 132594 342507 15.86% 2.023%
39 25.567 3816 3826 3840 rVB2 356911 1048967 48.58% 6.195%
40 25.755 3849 3858 3860 rBVS 29477 80110 3.71% 0.473%

41 27.588 4163 4170 4182 rVB5 44370 168243 7.79% ©.994%

Sum of corrected areas: 16931494
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058560.D\data.ms
1600000

1400000
1200000
1000000

800000

5.385 6.983

600000

400000 8.975
10.614

200000 7.812

4.692 10.132

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

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG058560.D\data.ms
1600000 19.827

1400000
1200000

1000000 3.082

800000 15.949

17.206 21.448
600000
14.463

400000
18.094
200000 13.910 21.114

13.775 14.416 17.101 148 ,39@8.8}%24 20.120.456 21.8

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: BG058560.D\data.ms
1600000

o

1400000
1200000
1000000

800000

600000
24.515

400000 25.567

23.611

200000 24.997
23188 28 722 5.755 27.588

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\BG@80123\
Data File : BG@58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.094 9.18 ng 432210  Phenanthrene-d10 17.206
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2554 (18.094 min): BG058560.D\data.ms (-2550) (- | m/z 59.95 100.00%
60.0
5000
129.0
= \
‘ 18.00
O m/z 73.00  99.47%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 - :
129.0 18.00
213.0 m/z 43.00 94.13%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— T T
18.00
5000 129.0 m/z 57.00 86.03%
171.0
214.0
015&?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid =T
43.0 73.0 18.00
m/z 55.00 70.97%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W A
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Data Path :
Data File : BGO
Acqg On 1
Operator : MA/
Sample . 037
Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library
TIC Integration

58560.D

Aug 2023 13:17
Ju

69-11

Sample Multiplier: 1

: C:\Database\NIST20.L

Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,1'-(1,3-butadiyn...

R.T. EstC

19.263 3.71

Hit# of 5

onc Area
ng 174637

Tentative ID

Concentration Rank 7

Relative to ISTD R.T.

Phenanthrene-di10

1 Pyrene

2 Fluoranthene
3 Benzene, 1,1
4 4,5-Dihydron
5 2-pyrazinol,

202 Clé6H1e
202 C1l6H10

'-(1,3-butadiyne-1,4... 202 C16H10
aphtho(2,1-d)thiazol... 202 C11H1@N2S

3-bromo-5,6-dimethyl-

202 C6H7BrN20

000129-00-0 81
000206-44-0 81
000886-66-8 70
034176-49-3 53
1010396-05-3 38

Abundance Scan 2753 (19.263 min): BG058560.D\data.ms (-2749) (- | m/z 202.05 100.00%
202.1
5000 /\W
69.0 99.9 1000  19.50
ok ‘g%pﬂwh”ﬂﬂm$wmwu%599‘”‘www‘w 2830 h/z 20e.00  21.74%
miz--> 50 100 150 200 250
Abundance #78086: Pyrene
202.0
5000 s —
19.00 19.50
101.0 m/z 203.00  17.53%
0 63.0 1 \H 1590 L H‘H
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #78090: Fluoranthene
202.0
- f‘lﬂ‘)M‘ ‘Mf\‘MA‘rw‘\‘ \Lr
19.00 19.50
5000 ITI/Z 201.00 15.08%
101.0
0 27.0 63'0“ | \“ 159'0 n nh‘
e . e
miz-> 50 100 150 200 250
Abundance  #78093: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- —— ——
202.0 19.00 19.50
m/z 99.90 11.41%
5000
w0 010 80
— e — —t
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.114 7.01 ng 355032  Chrysene-d12 21.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 1-Octadecene 252 C18H36 000112-88-9 92
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 3068 (21.114 min): BG058560.D\data.ms (-3063) (- | m/z 57.00 100.00%
57.0
2000 \JL
111
—— —
21.00 21.50
208.0253.1 302.0
0 Aoy “”Lﬂﬁﬁﬁgu e B B B m/z 55.00  81.84%
miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 — —
11.0 21.00 21.50
m/z 43.00 71.54%
169 0
0 \\‘\‘ “\“\ f‘\ “‘ ‘l “ ‘h “\ \ T ‘ T\2\3?‘()\2\8\3\(‘)\ T ‘ LI ‘ \4\:3\4\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
7.0
—— —
21.00 21.50
5000 m/z 83.00 64 .20%
1.0
DU asme 220
ol AL H S N
m/z--> 50 lOO 150 200 250 300 350 400
Abundance  #311253: Pentafluoropropionic acid, octadecy! ester 7 —
57.0 21.00 21.50
m/z 69.00 53.87%
B I WJ\M/W
bk w Lo =200 o S —
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_G\Data\BG@80123\
Data File : BG@58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.188 3.28 ng 185834  Perylene-di2 24.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
3 Tetracosanal 352 (C24H480 057866-08-7 87
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
5 Eicosanal- 296 C20H400 002400-66-0 74

Abundance Scan 3421 (23.188 min): BG058560.D\data.ms (-3415) (- | m/z 57.00 100.00%

57.0
96.0
5000

[
37.0 253.0 23.00 23.50
189.0 2911 341.1
ol 3 m/z 43.00 80.68Y%

miz--> 50 100 150 200 250 300 350
Abundance #158569: Octadecanal
43.0 82.0

5000 - -
23.00 23.50

m/z 82.00 79.52%

w230 222.0
0 b \h ‘\\ ‘H‘\‘ Hu ‘d ‘\" b ‘\‘ X ‘H.‘ . }2‘6§9‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-

43.0 82.0

T T
23.00 23.50
5000 m/z 55.00 65.21%
24.0
0 Il ‘\ i “‘u H\ 166 0 ?0§ q ?50 0
| ‘ L B L S A
m/z--> 50 100 150 200 250 300 350
Abundance #262002: Tetracosanal T —
57.0 23.00 23.50

m/z 96.00 56.06%

h | mw/\ww‘
L1 3?? 1800 222.0 2780 334.0

oL ‘

T —
m/z--> 50 100 150 200 250 300 350 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.611 6.47 ng 367243  Perylene-d12 24.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
Abundance Scan 3493 (23.611 min): BG058560.D\data.ms (-3487) (- | m/z 57.00 100.00%
57.0
o1 = —
‘ ‘ ‘ 1411 1974 23.50 24.00
oLt AL T 197:1230.12810 3411 m/z 71.00 57.99%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 == =
23.50 24.00
m/z 43.00 54.44%
ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
23.50 24.00
5000 m/z 85.10 45.62%
‘ 9.0
41.0
50|11 030250 2060
m/z--> 0 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- e TP
57.0 23.50 24.00
m/z 55.00 20.65%
- u\/\m
141 0
ol 44 \wL |40 21002530 3990 60 N
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.722 3.76 ng 213476  Perylene-di2 24.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 58
2 17-Pentatriacontene 491 C35H70 006971-40-0 52
3 2-Methyl-Z-4-tetradecene 210 C15H30 1000130-78-3 46
4 1-Hexacosene 364 C26H52 018835-33-1 43
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 41

Abundance Scan 3512 (23.722 min): BG058560.D\data.ms (-3506) (- | m/z 57.00 100.00%

57.0
5000 111
207 ——

.0 \
H ‘ ‘ 268.0 3410 23.50 24.00
R kb L T m/z 83.00  84.83%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0

5000 —— S—
111.0 23.50 24.00

m/z 55.00  81.95%

21
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0

T
23.50 24.00

o

5000 m/z 43.00 70.11%
7.0
0 \Muhﬁ$02m02m03mo 490.(
e b e S Y e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #87660: 2-Methyl-Z-4-tetradecene — ——
43.0 23.50 24.00

m/z 69.00 66.16%

5000 7.0
‘ ‘ 1og 2100
‘ h “ “ il {\

R B —— R —
m/z--> 0 50 100 150 200 250 300 350 400 450 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 5
R.T. EstConc Area Relative to ISTD R.T.
24.997 6.04 ng 342507 Perylene-d12 24.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanal- 296 C20H400 002400-66-0 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 86
Abundance Scan 3729 (24.997 min): BG058560.D\data.ms (-3721) (- | m/z 57.00 100.00%
57.0
20 P{-0 \—\JL
——
37.1 25.00
0 Nkmwﬂhﬁu“??§9u‘%§+%“““%Q%%‘, m/z 43.00 72.98%
miz--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
41.0
5000 R
25.00
WZAO - m/z 82.00 67.67%
0 \“\ ‘\““‘\‘!‘ \‘“‘ \“ \H‘\H‘\ J‘r6\§.9\2‘0§.9\ T }‘\ \‘\'\ ‘ L ’ L
miz--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
82.0
41.0
.
25.00
5000 m/z 55.00 63.59%
24.0
L H‘ | | | 166.0208.0250.0
oL H‘J‘u\Jﬂﬂuwu‘:u‘wu‘u;““““‘,““
m/z--> 50 100 150 200 250 300 350
Abundance #158568: Octadecanal —
43.0 25.00
m/z 96.00 51.45%
96.0
5000
L1370 saa0, 2500
WL R Wl O ER— —r—
m/z--> 50 100 150 200 250 300 350 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Heptadecane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.567 18.49 ng 1048970  Perylene-di12 24.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3826 (25.567 min): BG058560.D\data.ms (-3816) (- | m/z 57.00 100.00%
57.0
- /\R
9.0 T I
25.50
41.0
ol ““ LAl 101018312252 2810 337 m/z 71.00 59.37%
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 —r— :
25.50
m/z 43.00 50.46%
9.0 239.0
oL Ll d) 14101830 2928103230
\\‘\\\\‘\\\\‘\\\\[T\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
25.50
5000 m/z 85.10 47 .34%
9.0
oL, L1 ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl- —F
57.0 25.50
m/z 55.00 20.86%
5000
%0 182.0
ol Lyl 14018200050 2810350 -
m/z--> 50 100 150 200 250 300 350 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
27.588 2.97 ng 168243  Perylene-di12 24.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 78
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74
3 Octadecanal 268 C18H360 000638-66-4 72
4 1,15-Hexadecadiene 222 C16H30 021964-51-2 53
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 46

Abundance Scan 4170 (27.588 min): BG058560.D\data.ms (-4163) (- | m/z 57.00 100.00%
57.0

96.0

5000

-

—
187.0217_0 248.9 78.1 27.50
0! m/z 43.00 62.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171303: 1,19-Eicosadiene
55.0
5000 —
96.0 27.50
m/z 82.00 58.56%
0 T za\o T \“ ‘ \‘\H\ \‘ h\ T \H\ \‘Z‘E.\?’ TTTrT ‘ \}\8\9.9\ ‘ TITT ‘\2\3\\6’.\0\\ T ‘ %\7\?:?
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158580: Oxirane, hexadecyl-
82.0
— ‘
43.0 27.50
5000 ITI/Z 96.00 53.29%
11.0
o bl 52.0183.0 2220 268.0
SAARAARNARE
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158569: Octadecanal T ‘
43.0, 82.0 27.50
m/z 55.00 52.33%
- W‘W‘/\WW\A
O\HMHHwNM\ P
m/z--> 20 40 60 80 100120140160180200220240260280 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BGO58560.D

Acqg On : 1 Aug 2023 13:17
Operator : MA/JU

Sample : 03769-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
n-Hexadecanoic ... 18.094 9.2 ng 432210 4 17.206 941680 20.0
Benzene, 1,1'-(... 19.263 3.7 ng 174637 4 17.206 941680 20.0
Heptadecyl hept... 21.114 7.0 ng 355032 5 21.448 1012660 20.0
Octadecanal 23.188 3.3 ng 185834 6 24.515 1134810 20.0
Octacosane 23.611 6.5 ng 367243 6 24.515 1134810 20.0
Pentafluoroprop... 23.722 3.8 ng 213476 6 24.515 1134810 20.0
Eicosanal- 24.997 6.0 ng 342507 6 24.515 1134810 20.0
Heptadecane, 9-... 25.567 18.5 ng 1048970 6 24.515 1134810 20.0
1,19-Eicosadiene 27.588 3.0 ng 168243 6 24.515 1134810 20.0
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