LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41264.D

Acqg On : 03 Aug 2023 16:32
Operator : MA/JU

Sample : 03862-01

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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41264.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.369 364 371 387 rBV 2476754 3522869 35.96% 5.848%
2 6.981 637 645 660 rBV 2478592 3863430 39.44% 6.413%
3 7.793 769 783 792 rBV 476694 752387 7.68% 1.249%
4 8.969 974 983 996 rBV 1403038 2328670 23.77%  3.866%
5 10.604 1253 1261 1272 rBV 678016 1129165 11.53% 1.874%

6 13.081 1674 1682 1694 rBV 4373396 6267627 63.98% 10.
7 13.351 1722 1728 1735 rVB 439839 692229  7.07%
8 14.463 1910 1917 1928 rBV 1235174 1777806 18.15%
9 14.886 1982 1989 1998 rBV 229615 382470 3.90%
10 15.963 2166 2172 2189 rBV 4135044 5783714 59.04%
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11 16.622 2280 2284 2292 rBV 134479 189793 1.94%
12 17.222 2380 2386 2392 rVB 1644107 2170122 22.15%
13 17.339 2403 2406 2412 rVB2 86477 112007 1.14%
14 17.398 2412 2416 2421 rBV 57807 102350 1.04%
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15 18.133 2531 2541 2549 rBV 5057916 8122221 82.91% 13.483%
16 18.663 2628 2631 2637 rVB2 83837 123411 1.26% 0.205%
17 19.068 2697 2700 2702 rBV2 89010 103383 1.06% ©.172%
18 19.263 2729 2733 2734 rBV2 114194 139713 1.43% ©.232%
19 19.286 2734 2737 2747 rVB3 206268 424599  4.33% 0.705%
20 19.410 2752 2758 2769 rBV 3327002 4611099 47.07% 7.654%
21 19.568 2782 2785 2790 rVB 128907 146663 1.50% ©.243%

22 19.857 2829 2834 2840 rBV 8121450 9796169 100.00% 16.261%

23 20.551 2945 2952 2966 rBV 1924289 2526729 25.79%  4.194%
24 20.657 2967 2970 2975 rVB 162643 176469 1.80% ©.293%
25 21.127 3046 3050 3059 rVB 617005 821921 8.39% 1.364%
26 21.421 3096 3100 3111 rBV 1696887 2278669 23.26%  3.783%

27 23.792 3498 3503 3511 rVB 988039 1895819 19.35%  3.147%

Sum of corrected areas: 60241504
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
BMO41264.D

: 03 Aug 2023 16:32

: MA/JU

: 03862-01

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41264.D

Acqg On : 03 Aug 2023 16:32
Operator : MA/JU

Sample : 03862-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.351 7.79 ng 692229  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
4 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 45
Abundance Scan 1728 (13.351 min): BM041264.D\data.ms (-1722) (- | m/z 43.00 100.00%
43.0
109.0
5000 151.0
‘ 69“0 | 13.00 13.50
Obrprree bttty L 1980 s 160,00 77.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
13. 00 13 50
69.0 m/z 151.00  49.75%
0 \\\‘\\‘\\“‘\\\“\‘H‘ \“\“\ \H“\‘\‘\H\’\\Hl‘\’\\\\’\\1\’\\‘\\’]\-?\2\’0\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
43.0
13. 00 13 50
5000 m/z 41.00 21.65%
80.0
151.0
B .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 13. 00 13 50
m/z 69.00 15.64%
5000 151.0
0 32.0 790\‘ 1] ‘ I,
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41264.D

Acqg On : 03 Aug 2023 16:32
Operator : MA/JU

Sample : 03862-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Dodecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.886 4.30 ng 382470  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1989 (14.886 min): BM041264.D\data.ms (-1982) (- | m/z 73.00 100.00%

73.0
41.0
5000
12901571 7 —
101. O 14.50 15.00
0,20022520280‘ m/z 60.00  86.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75713: Dodecanoic acid
73.0
43.0
5000 == —
129.0 14.50 15.00
1570 200.0 m/z 41.00 59.39%
‘ 101.0 ‘
O’\‘}\\‘i‘i‘\\H\‘“\W\‘\‘HM\‘H‘H“‘HH\‘\\‘H‘“HH‘\\‘H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
73.0
43.0
— —
14.50 15.00
5000 ITI/Z 43.00 55.75%
129.0
171.0 214.0
101.0
[( LIS A SN THONL W SRV P MDD S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid — —
73.0 14.50 15.00
43.0 m/z 55.00 52.44%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\

BM041264.D

: 03 Aug 2023 16:32
: MA/JU
. 03862-01

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 1

R.T. E
18.133  74.
Hit# of 5

stConc Area
86 ng 8122220
Tentative ID

Relative to ISTD R.T.
Phenanthrene-di10 17.221
MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 Tridecanoic acid

4 Pentadecanoic acid
5 n-Decanoic acid

256 C16H3202
228 C14H2802
214 C13H2602
242 C15H3002
172 C1eH2002

000057-10-3 99
000544-63-8 94
000638-53-9 89
001002-84-2 81
000334-48-5 47

Abundance Scan 2541 (18.133 min): BM041264.D\data.ms (-2531) (+ | m/z 73.00 100.00%
73.0
5000
129.0
213.1 — —
‘ 1711 ‘ 256.1 18.00 18.50
ob-35 B U PR N - - = By P S R P
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
e
430 256.0
5000 — —
129.0 18.00 18.50
3.0 213.0 m/z 43.05 72.94%
171.0 ‘
0! HM\MH ‘\“‘ ““‘u\ .. ‘ ’ "‘ A
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
— =
18.00 18.50
5000 m/z 55.00 60.29%
129.0
29.0 185.0 228.0
I M
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid = =
73.0 18.00 18.50
m/z 41.00 59.94%
5000
29.
129.0
‘ 171.0 2140
OH‘\‘ ‘u‘m\u‘\hh\‘ ‘\‘m““\‘ ‘\‘H’HH‘HH“ — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41264.D

Acqg On : 03 Aug 2023 16:32
Operator : MA/JU

Sample : 03862-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Oleic Acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.286 3.91 ng 424599  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 94
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 94
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 89
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 87
5 6-Octadecenoic acid 282 C18H3402 1000336-66-8 64
Abundance Scan 2737 (19.286 min): BM041264.D\data.ms (-2734) (- | m/z 55.00 100.00%
55.0
70 201.9
5000
1000 19.50
Li u\ \h\ e L. 340.8 ' '
oL— Al [l MMH\M TN ‘m‘ TR e m/z 69.05 92.08%
miz--> 50 100 150 200 250 300 350
Abundance #176207: Oleic Acid
55.0
5000 7.0 1 T
19.00 19.50
m/z 83.05 80.08%
‘ ‘ 0 264.0
0 “‘H 1 JM%fMH‘}SQQ ???P“‘H\““““
miz--> 50 100 150 200 250 300 350
Abundance
55.0
=5 —
19.00 19.50
97.0 o
5000 m/z 41.00 68.05%
264.0
138.0 180.0 222.0
O LM LML Al b by o b L
m/z--> 50 100 150 200 250 300 350
Abundance #176218: cis-13-Octadecenoic acid — —
55.0 19.00 19.50
m/z 201.95 63.02%
5000 7.0
37.0 264.0
aso WL gowmozmorte L
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41264.D

Acqg On : 03 Aug 2023 16:32
Operator : MA/JU

Sample : 03862-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.410 40.47 ng 4611100 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25
Abundance Scan 2758 (19.410 min): BM041264.D\data.ms (-2752) (- | m/z 73.00 100.00%
73.0
5000 129.0 J\\\gk
1851 241.2 =
19.50
0 “‘M Moy ‘H\m 2851 3430 4010 n/z 43.00 83.59%
miz--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 1950
bg. 185.0 284.0 m/z 60.00 80.77%
O\“\‘\h“ W‘\“‘\“h““‘“hm\"\\\\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
— =
19.50
5000 129.0 m/z 57.05 70.50%
29.0
242.0
185.0
o N
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid —
73.0 19.50
m/z 55.00 64.69%
5000
129.0
29. 228.0
o b ,Mo S S
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41264.D

Acqg On : 03 Aug 2023 16:32
Operator : MA/JU

Sample : 03862-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.551 22.18 ng 2526730  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Nonanamide 157 C9H19NO 001120-07-6 50
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 Octanamide 143 C8H17NO 000629-01-6 50
5 Silane, hexyl- 116 C6H16Si 001072-14-6 43

Abundance Scan 2952 (20.551 min): BM041264.D\data.ms (-2945) (- | m/z 59.00 100.00%
59.0

5000
] T
” ‘ 20.50
ol A " ‘1‘8“4‘ 12382 299.13850 4300 n/; 71.95  74.67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —
20.50
m/z 55.00 36.06%
O \‘\d\ ‘\"““ H\ ‘\J‘“\m‘l l\‘“\lh\ ‘\ ’ \]-\8\4\ P\ T ‘\2\8\]-\(‘)\ TTT ’ TTTT ‘ TTTT ‘ TT 11
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
59.0
U
20.50
5000 ITI/Z 41.00 31.17%
114.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74753: Dodecanamide 7 ‘
59.0 20.50
m/z 43.00 24.23%
- J\W
128.0
AT —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41264.D

Acqg On : 03 Aug 2023 16:32
Operator : MA/JU

Sample : 03862-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.127 7.21 ng 821921  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 97
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
4 Cyclooctacosane 392 (C28H56 000297-24-5 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3050 (21.127 min): BM041264.D\data.ms (-3046) (- | m/z 57.10 100.00%
7.1

5
5000

—
49.0 2611 21.00 21.50

ob AT 078400 4309 0 43es ss.ea%
m/z--> 0 50 100150 200 250 300 350400 450500550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 — —
21.00 21.50

‘ m/z 55.00 82.41%

L .0196.0
e
‘HH‘\
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance
57.0

T
21.00 21.50

o

5000 m/z 83.10 77 .43%
0 1260 2520 449 648.
R AR RN B SR RREaA
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #326112: Heptadecy! heptafluorobutyrate — ——
57.0 21.00 21.50

m/z 69.00 72.17%

5000 AMLJ
1 L 16902380 434.0

((STLELE U S WIS S NN £ oL HIRS - e
miz—> 0 50 100150200 250300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41264.D

Acqg On : 03 Aug 2023 16:32
Operator : MA/JU

Sample : 03862-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
2,4,7,9-Tetrame... 13.351 7.8 ng 692229 3 14.463 1777810 20.0
Dodecanoic acid 14.886 4.3 ng 382470 3 14.463 1777810 20.0
n-Hexadecanoic ... 18.133 74.9 ng 8122220 4 17.221 2170120 20.0
Oleic Acid 19.286 3.9 ng 424599 4 17.221 2170120 20.0
Octadecanoic acid 19.410 40.5 ng 4611100 5 21.421 2278670 20.0
9-Octadecenamid... 20.551 22.2 ng 2526730 5 21.421 2278670 20.0
Ethanol, 2-(tet... 21.127 7.2 ng 821921 5 21.421 2278670 20.0
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