LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

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-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57928.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.016 323 328 335 rVB 41924 61227 1.44% 0.332%
2 5.486 401 408 419 rBV 916219 1418496 33.29% 7.697%
3 7.078 671 679 691 rBV 955728 1615237 37.91% 8.764%
4 7.912 814 821 828 rBV 129245 211957 4.97% 1.150%
5 9.076 1011 1019 1032 rBV 554863 980601 23.01% 5.321%

6 10.715 1289 1298 1307 rBV 183930 323465 7.59%  1.755%
7 13.171 1709 1716 1728 rVB 1593886 2447430 57.44% 13.279%
8 14.546 1944 1950 1959 rVB 347018 534684 12.55% 2.901%
9 15.903 2173 2181 2196 rVB 325932 444732 10.44%  2.413%
10 16.038 2197 2204 2221 rBV 1561517 2425127 56.91% 13.158%

11 16.467 2271 2277 2289 rVB 62899 91307 2.14%
12 17.290 2410 2417 2426 rBV 490192 723757 16.99%
13 18.177 2563 2568 2578 rBV 217160 355514  8.34%
14 19.452 2781 2785 2795 rBV 63821 118145 2.77%
15 19.910 2856 2863 2871 rBV 3220789 4261040 100.00% 23.
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16 21.197 3077 3082 3092 rBV2 93306 154714  3.63%

17 21.543 3135 3141 3148 rVB 443227 719876 16.89% 906%
18 21.731 3170 3173 3178 rVB2 32187 45668 1.07%
19 22.325 3270 3274 3281 rVB 37976 56330 1.32% 306%
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20 22.983 3379 3386 3400 rBV3 239546 569217 13.36%

21 23.788 3519 3523 3529 rVB4 27596 53851 1.26%
22 24.687 3666 3676 3687 rVB 285855 817766 19.19%  4.437%
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Sum of corrected areas: 18430141
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057928.D\data.ms
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Abundance TIC: BG057928.D\data.ms
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Abundance TIC: BG057928.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.016 5.78 ng 61227 1,4-Dichlorobenzene-d4 7.912

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 32

4 3-Pentanol 88 C5H120 000584-02-1 25
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 23

Abundance Scan 328 (5.016 min): BG057928.D\data.ms (-323) (-) m/z 42.95 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.903 16.64 ng 444732  Acenaphthene-d10 14.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 50
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47

5 Methyl hippurate, N-trifluoroace... 289 C12H10F3NO4 073749-76-5 47

Abundance Scan 2181 (15.903 min): BG057928.D\data.ms (-2173) (+ | m/z 105.00 100.00%
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L
16.00
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Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-

77.0 105.0
T
16.00
5000 182.0 m/z 51.00 26.74%
51.0
‘ 1 ‘ 150.0 ‘
0 e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #183449: Benzoic acid, pentafluorophenyl ester e
105.0 16.00
m/z 181.00 8.72%
5000 7.0
51.0
027_0 ‘ | 15?-0 183.0
A R I e R R LR RRE e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Methanone, (1-hydroxycycloh... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.467 2.52 ng 91307 Phenanthrene-dle 17.290
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 50
3 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 42
4 3-Methylcyclohexyl methylphospho... 194 C8H16F02P 113548-86-0 38
5 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 33
Abundance Scan 2277 (16.467 min): BG057928.D\data.ms (-2271) (- m/z 99.00 100.00%
99.0
5000
55.0 L
m ‘ ‘ 144 ‘ 16.50
ol d dL tad8 8290 0 s1.00 71.13%
miz--> 50 100 150 200 250 300
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 T
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01\5.\q“\‘ ‘\M M\ W “\‘\ }“\ T T ’ L ‘ L ’ L ‘ L
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Abundance #23873: 1-Hydroxycyclohexanecarboxylic acid
99.0
Al
16.50
5000 m/z 55.00  19.74%
55.0
R
m/z--> 50 100 150 200 250 300
Abundance #14894: Cyclohexanol, 1-(aminomethyl)- Vias AR R ViR TVak s T
81.0 16.50
m/z 105.00 14.70%
5000
43.
‘ | 129.0 A
S 7 | N (| I 4 Y
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.177 9.82 ng 355514  Phenanthrene-d10 17.290
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Octanoic acid 144 C8H1602 000124-07-2 49

Abundance Scan 2568 (18.177 min): BG057928.D\data.ms (-2563) (- | m/z 73.00 100.00%

430|730
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e

213.1
‘ ‘H 157.0185.1 ‘ 256.1 18.00 18.50
HW‘HWNAN‘“Wmﬂhw:um‘pu‘_ﬂ‘ﬂuw_uu_h‘_ul_ m/z 60.00  95.67%
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Abundance #143510: n-Hexadecanoic acid
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5000 129.0 T =
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: 151018502130 256.0
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Abundance #126199: Pentadecanoic acid P T
43.0 73.0 18.00 18.50

m/z 54.95 76.47%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 6
R.T. EstConc Area Relative to ISTD R.T.
19.452 3.28 ng 118145  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2785 (19.452 min): BG057928.D\data.ms (-2781) (- | m/z 72.95 100.00%

431 73.0
5000
S
19.50
- m/z 59.95 99.88%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
1
430 73.0
A A

5000 T T T T T
1290 19.50
m/z 57.00 91.40%
185.0 2410 284.(
0 ‘\‘\‘H“‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid
43.0 73.0
—
19.50
5000 m/z 43.10 88.75%
129.0 2420
‘ ‘ ‘ 199.0
ol b A | wseg T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 55.00 76.32%
5000 129.0
970 1710 2130 256.0
o‘H‘ﬂwuww‘w“nMHMMmuwuu‘HH‘HH‘HH‘HH‘HH‘HH,H‘ ——
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Pentadecafluorooctanoic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.197 4.30 ng 154714  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
4 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 91
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 91

Abundance Scan 3082 (21.197 min): BG057928.D\data.ms (-3077) (- | m/z 57.00 100.00%

57.0
5000

T
21.00 21.50

%_0 207.0
o AUERS. ST 2800 e Mz 43.00  64.70%
m/z--> 0 50 100150200250 300 350400450500550600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
21.00 21.50

m/z 55.00 61.25%

OJMI‘%FI;?%IVﬁ5l2-03619.O64?"
m/z--> 0 50 100 150200250300 350400450500 550600650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0

T
21.00 21.50

5000 m/z 83.00 53.86%
L ‘ i JW
0 T \U\ ! “\
m/z--> 0 50 100 150200250300 350400450500550600650
Abundance #345885: Triacontyl pentafluoropropionate — —
57.0 21.00 21.50

m/z 71.00 50.65%

5000
9.0
w ‘HXW‘ZOBD 2020 4200 566.0

O S P o e e e T T
m/z--> 0 50 100150200250 300350400450 500550600650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.983 15.81 ng 569217 Chrysene-d12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Tetradecanamide 227 C14H29NO 000638-58-4 78
5 Palmitoleamide 253 C16H31NO 106010-22-4 64
Abundance Scan 3386 (22.983 min): BG057928.D\data.ms (-3379) (- | m/z 58.95 100.00%
5000 j\\¥
éde
0 ““H‘ “hh pJ200 1841 240.1 29413871 . 5 00 59.36%
m/z--> 50 100 150 200 250 300
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 U
23.00
m/z 55.00 45.64%
281.0
018 ‘H‘ H\ h“\ ol \(H) \7]540 198.0 238.0 ‘
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (2)-
59.0
——
23.00
5000 m/z 41.00 29.60%
137.0
970 337.(
ol LUl 1930 2400 2940 337
m/z--> 50 100 150 200 250 300
Abundance #142059: Hexadecanamide —
59.0 23.00
m/z 43.00 27.81%
ol |1, 140 1700 2120 2550
e e
miz--> 50 100 150 200 250 300 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57928.D

Acqg On : 30 Jun 2023 21:10
Operator : CG/JU

Sample : 03358-02

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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-... 5.016 5.8 ng 61227 1 7.912 211957 20.0
Benzophenone 15.903 16.6 ng 444732 3 14.546 534684 20.0
Methanone, (1-h... 16.467 2.5 ng 91307 4 17.290 723757 20.0
n-Hexadecanoic ... 18.177 9.8 ng 355514 4 17.290 723757 20.0
Octadecanoic acid  19.452 3.3 ng 118145 5 21.543 719876 20.0
Pentadecafluoro... 21.197 4.3 ng 154714 5 21.543 719876 20.0
9-Octadecenamid... 22.983 15.8 ng 569217 5 21.543 719876 20.0
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