LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59857.D

Acqg On : 24 Nov 2023 13:51
Operator : MA/JU

Sample : 05412-01

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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59857.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.809 406 412 420 rBV 573964 919987 35.93%  8.825%
2 7.442 682 690 698 rVB 402349 731979 28.59% 7.022%
3 8.318 833 839 846 rVB3 101233 176104 6.88% 1.689%
4 9.516 1035 1043 1049 rBV 248830 443066 17.30% 4.250%
5 11.167 1317 1324 1332 rVB 144364 241573  9.43%  2.317%

6 13.570 1727 1733 1740 rVB 688200 1052989 41.12% 10.101%
7 13.77@ 1760 1767 1774 rBV3 83104 139561 5.45% 1.339%
8 14.951 1961 1968 1976 rVB 207544 327748 12.80% 3.144%
9 16.438 2213 2221 2228 rBV 683334 1067952 41.71% 10.245%
10 17.060 2314 2327 2335 rBV 67348 252429 9.86% 2.422%

11 17.701 2429 2436 2442 rBV 366806 587743 22.95% 5.638%
12 18.512 2569 2574 2582 rBV 227456 307763 12.02% 2.952%

13 18.841 2624 2630 2635 rBVvlie 31435 57212 2.23% ©.549%
14 19.769 2785 2788 2792 rBV2 107609 128572 5.02% 1.233%
15 19.916 2810 2813 2815 rBv4 18572 25787 1.01% 0.247%

16 20.274 2868 2874 2880 rBV 1975416 2560486 100.00% 24.562%

17 21.038 3002 3004 3008 rVB5 31117 34336 1.34% 0.329%
18 21.555 3089 3092 3100 rVBS8 66654 105029 4.10% 1.008%
19 21.819 3135 3137 3144 rVB3 68344 101637 3.97% 0.975%
20 22.025 3166 3172 3178 rVB 311849 533635 20.84% 5.119%
21 22.601 3268 3270 3278 rVB8 37965 82706 3.23% 0.793%
22 23.535 3427 3429 3432 rBvV4 33966 44259 1.73% 0.425%
23 25.591 3773 3779 3788 rVB2 169676 474045 18.51% 4.547%
24 29.364 4419 4421 4423 rBV3 24868 27804 1.09% 0.267%
Sum of corrected areas: 10424402
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59857.D

Acqg On : 24 Nov 2023 13:51
Operator : MA/JU

Sample : 05412-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG059857.D\data.ms
2000000

1500000

1000000

5.809
500000 7442

9.516
8.318 11.167
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Time--> 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG059857.D\data.ms
2000000 20.274

1500000

1000000

13.570 16.438

500000 17.701 22.025

3.770 M% 21.58681 22.601

O L B e B B L e e e L e ey 0

Time--> 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: BG059857.D\data.ms
2000000

14.951

1500000

1000000

500000

25.591
23.535 29.364

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG112423\
Data File : BG@59857.D

Acqg On : 24 Nov 2023 13:51
Operator : MA/JU

Sample : 05412-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 3
R.T. EstConc Area Relative to ISTD R.T.
13.770 8.52 ng 139561  Acenaphthene-di10 14.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 72
2 Metacetamol 151 C8H9NO2 000621-42-1 64
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 64
4 Acetaminophen 151 C8HINO2 000103-90-2 64
5 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 59

Abundance Scan 1767 (13.770 min): BG059857.D\data.ms (-1760) (- m/z 109.10 100.00%
109.1

5000, 430
135)(\5 14.00
69.0  279.6336.7 400.0 519.7 -
o/ HMNMMM\MMMH‘w‘H“H‘w“u‘u“_‘u“u‘_‘u‘ m/z 43.00 48.39%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0
43.0
5000

13.50 14.00
m/z 151.05 38.75%

69.0
O‘\\‘\A““L\H‘LH\“‘!‘”““\“\“\‘\\‘!\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28725: Metacetamol
109.0 A
e |
13.50 14.00
5000 ITI z 41.10 29.32%
43.0
0“\H#ANWL‘ N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28920: m-Isopropoxyaniline
109.0 13.50 14.00

m/z 85.10  28.55%

5000
410 |
L S —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00

8270-BG111623.M Mon Nov 27 19:26:27 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59857.D

Acqg On : 24 Nov 2023 13:51

Operator : MA/JU

Sample : 05412-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: 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 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.060 8.59 ng 252429  Phenanthrene-di10 17.701
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid
2 n-Decanoic acid
3 Tetradecanoic acid

4 4-Methyl-5-(oxolan-2-yl)-1,2,4-t...

5 Pentadecanoic acid

284 C18H3602
172 C1eH2002
228 C14H2802
185 C7H11N30S
242 C15H3002

000057-11-4 50
000334-48-5 25
000544-63-8 22
1000409-63-4 18
001002-84-2 14

Abundance Scan 2327 (17.060 min): BG059857.D\data.ms (-2314) (- | m/z 43.05 100.00%
43.0
185.2
5000 7.
284.1 AJ
)
| ‘39?‘.3 ‘ 534. 17.00
0 e m/z 41.10 87.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 W\MMT\ -
185.0 1700
’ m/z 72.95 85.40%
()II ’h\”\h\\\\\\\\\‘\HL\‘\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46961: n-Decanoic acid
60.0
17.00
5000 ITI z 60.10 72.42%
129.0
o“u”““\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 va
Abundance #109279: Tetradecanoic acid MMMAAA ‘ N
73.0 1700
m/z 185.20 70.71%
5000
185.0
Jsbllliids L o Tl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59857.D

Acqg On : 24 Nov 2023 13:51
Operator : MA/JU

Sample : 05412-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.512 10.47 ng 307763  Phenanthrene-d10 17.701
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Pentadecanoic acid 242 C15H3002 001002-84-2 47
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2574 (18.512 min): BG059857.D\data.ms (-2569) (- | m/z 72.95 100.00%
73.0
5000 129.2
bt il =) ‘
Ll 292.9 357.3 483.7 1850
0 AL S : m/z 41.15  72.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 ol
129.0 18.50
m/z 43.10 67.57%
‘ H‘ 185.0
O‘\\\“ “‘ ‘!‘l\”#%h‘uh\f““\\\\‘\““\\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid
73.0
T
18.50
5000 129.0 m/z 60.05 63.52%
185.0
0}?¢M JW“M\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92068: Tridecanoic acid
73.0 18.50
m/z 69.05 57.99%
5000
129.0
\ 214.0
o I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59857.D

Acqg On : 24 Nov 2023 13:51
Operator : MA/JU

Sample : 05412-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknownl9.769 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.769 4.38 ng 128572  Phenanthrene-di10 17.701
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
2 Octadecanoic acid 284 C18H3602 000057-11-4 52
3 n-Decanoic acid 172 C10H2002 000334-48-5 42
4 Nonanoic acid 158 C9H1802 000112-05-0 38
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2788 (19.769 min): BG059857.D\data.ms (-2785) (- | m/z 73.05 100.00%

73.0
5000 241.2

[
m/z 60.10  69.56Y%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000

19.50 20.00
157.0 m/z 55.10 58.65%

O‘\\‘l\"W J“‘H‘““\J““\{\‘\l\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179090: Octadecanoic acid
43.0

T
19.50 20.00

5

o

5000 m/z 43.10 57.69%
129.0
284.0
199.0 ‘
o_‘}“,‘ JNI,M,_P“

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46962: n-Decanoic acid T —

60.0 19.50 20.00

m/z 41.10 54.00%

5000 129.0 WW
g

O et —r —
miz--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59857.D

Acqg On : 24 Nov 2023 13:51
Operator : MA/JU

Sample : 05412-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 3-Hexen-2-one, 5-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.555 3.94 ng 105029  Chrysene-di12 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one, 5-methyl- 112 C7H120 005166-53-0 68
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 64
3 2-Butenamide, 2,3-dimethyl-N-phe... 189 C12H15NO 024735-54-4 64
4 Fumaric acid, hexadecyl 2-methyl... 394 C24H4204 1000330-55-5 64
5 1-Heptadecene 238 C17H34 006765-39-5 64

Abundance Scan 3092 (21.555 min): BG059857.D\data.ms (-3089) (- | m/z 57.10 100.00%

57.1
5000
T \
‘ N 193.1 280.9 3540 467.3 21.50
O‘H‘MM m/z 55.00 75.45%
m/z--> 0 50 100150200 250300350400 450500550600 650
Abundance #7390: 3-Hexen-2-one, 5-methyl-
43.0
5000 112.0 T T
21.50
m/z 69.10 73.62%
O‘\‘\L\}fL\MH‘HH’HH‘\\H’HH‘\\H‘HH‘HH‘\\H’HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

s

57.0
. ‘
21.50
5000 m/z 97.10 70.03%
ol %;9‘ 2520 3690 648
GRS, ST seso eds
m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #63814: 2-Butenamide, 2,3-dimethyl-N-phenyl- ——
97.0 21.50

m/z 41.20 69.91%

5000

189.0
27. \

Ol b e b e e e

T
m/z--> 0 50 100150200 250300350400 450500550 600 650 21.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59857.D

Acqg On : 24 Nov 2023 13:51
Operator : MA/JU

Sample : 05412-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown22.601 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.601 3.10 ng 82706  Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3(2H)-Selenophenone, 2-(dihydro-... 352 C12H1602Se2 056009-21-3 10
2 Methyl 6-isopropyl-4-[(methoxyme... 352 C20H20N204 1000489-18-2 10
3 Bisphenol Z, trimethylacetate 352 C23H2803 1000462-23-2 9
4 .alpha.-Dihydroequilenin diacetate 352 C22H2404 1000251-91-9 9
5 Eicosane, 2,6,10,14,18-pentamethyl- 352 C25H52 051794-16-2 9

Abundance Scan 3270 (22.601 min): BG059857.D\data.ms (-3268) (- | m/z 43.10 100.00%
43.1

5000

3

22.50 23.00
m/z 57.15 77 .63%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #260852: 3(2H)-Selenophenone, 2-(dihydro-4,4-dimethyl
41.0

268.0
109.0 352.0

:

5000
184.0 22.50 23.00

m/z 41.10 52.70%

ol ,!HH. \H‘ ﬁ‘J .

T 1H\‘\H\‘1\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261524: Methyl 6-isopropyl-4-[(methoxymethylidene)am

é

43.0
22.50 23.00
5000 ITI/Z 55.05 49,45%
.1 278.0 352.0
O‘ﬂmkﬁﬁ“Jﬁu‘_‘1‘Huﬂﬂﬁﬂkh‘u‘,‘u‘,u“““‘““w‘
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261928: Bisphenol Z, trimethylacetate T —T
57.0 22.50 23.00
m/z 42.00 47.18%
5000
225.0
352.0
31.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59857.D

Acqg On : 24 Nov 2023 13:51
Operator : MA/JU

Sample : 05412-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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... 13.770 8.5 ng 139561 3 14.951 327748 20.0
Octadecanoic acid 17.060 8.6 ng 252429 4 17.701 587743 20.0
n-Hexadecanoic ... 18.512 10.5 ng 307763 4 17.701 587743 20.0
unknown19.769 19.769 4.4 ng 128572 4 17.701 587743 20.0
3-Hexen-2-one, ... 21.555 3.9 ng 105029 5 22.019 533635 20.0
unknown22.601 22.601 3.1 ng 82706 5 22.019 533635 20.0

8270-BG111623.M Mon Nov 27 19:26:32 2023

Pag 9



