LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91924\
Data File : BF139488.D

Acqg On : 20 Sep 2024 02:59
Operator : RC/JU

Sample : P4027-01

Misc :

ALS Vvial : 22 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_ F\Methods\8270-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139488.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 11 20 27 rVB 951399 1491946 100.00% 16.284%
2 5.093 502 510 519 rVB 37692 52442 3.52% 0.572%
3 5.498 573 579 590 rBV 591956 758970 50.87%  8.284%
4 6.504 744 750 763 rBV 582117 780867 52.34%  8.523%
5 6.875 808 813 818 rBV 388765 470854 31.56% 5.139%
6 7.434 902 908 913 rBV 398738 493792 33.10% 5.389%
7 7.692 947 952 956 rBV 18367 23313 1.56% 0.254%
8 8.157 1025 1031 1036 rBV 483401 595564 39.92% 6.500%
9 9.228 1208 1213 1223 rBV 736060 927360 62.16% 10.122%

9

.910 1324 1329 1344 rVB 515343 639617 42.87%

[9)]
O
o]
=
R

11 10.622 1445 1450 1458 rBV 126405 154608 10.36%
12 10.698 1458 1463 1475 rVV 345570 453895 30.42%
13 11.392 1576 1581 1592 rBV 430566 565169 37.88%

OO N R
=
o
©
xR

14 11.921 1663 1671 1681 rBV3 29551 72190  4.84% 788%
15 12.604 1783 1787 1795 rBV 22614 27731  1.86% 303%
16 12.792 1814 1819 1822 rBV3 20179 28474  1.91% 311%
17 12.833 1822 1826 1830 rVB 19560 26167 1.75% 286%

18 12.974 1845 1850 1859 rBV 452325 587330 39.37%

ONOOO®
»
[y
)
R

19 13.457 1925 1932 1938 rBV 174977 253215 16.97% 764%
20 13.510 1938 1941 1950 rVB 39941 58157 3.90% 635%
21 14.027 2024 2029 2038 rVB 261260 352725 23.64% 3.850%
22 15.068 2202 2206 2215 rVB 10656 23348 1.56% 0.255%

23 15.498 2273 2279 2291 rVB 205523 324482 21.75% 3.542%

Sum of corrected areas: 9162216
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\

: BF139488.D

: 20 Sep 2024 02:59
: RC/JU

: P4027-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139488.D

Acqg On : 20 Sep 2024 02:59
Operator : RC/JU

Sample : P4027-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
2.210 63.37 ng 14919560 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 20 (2.210 min): BF139488.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
T
‘ 91 2.20 240 2.60
0“H‘w‘Hﬂﬂﬁ‘Mumju‘WLM‘W‘H‘HH‘H‘W‘H‘_‘HM‘H m/z 43.05 48.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L L I
43.0 2.20 240 2.60
' 87.0 m/z 55.10  32.45%
29.0
M‘ \‘\“ LQO ‘ | ‘
0 \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 M
2.20 240 2.60
5000 41.0 55.0 ITI/Z 87.10 26.76%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.20 240 2.60
m/z 41.05 16.08%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e 0 S ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139488.D

Acqg On : 20 Sep 2024 02:59
Operator : RC/JU

Sample : P4027-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.093 2.23 ng 52442 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 510 (5.093 min): BF139488.D\data.ms (-502) (-) m/z 43.05 100.00%
3.0
59.1
5000
ERNEEEEE RS ey
‘ 83.1 10‘1'1 4.80 5.00 5.20 5.40
Ol el TS L m/z 59.10  53.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B L LN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  15.60%
31.0 83.0
0\\\’\\\\‘\\\‘\“‘\\\\“H\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\’\\\1‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e EARRsEEEs R
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 13.66%
20.0 101.0
o 20 Ll 730 850
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol .
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.48%
5000 310 430 730
oM,HHW\‘:“HH“Hm_ul‘lum‘1;”‘?‘5:9,”‘191"9“‘ A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139488.D

Acqg On : 20 Sep 2024 02:59
Operator : RC/JU

Sample : P4027-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.622 4.83 ng 154608  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Propan-1-one, 3-nitro-1-phenyl- 179 CSH9ONO3 062847-52-3 47
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 47
5 Benzoic acid, (4-pyridylmethylen... 225 C13H11N30 001507-93-3 47
Abundance Scan 1450 (10.622 min): BF139488.D\data.ms (-1445) (| m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
—— —
10.50 11.00
152.1
Ol ) 2260 0wz 77.10 68.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —t ——
10.50 11.00
510 m/z 182.10  54.53%
REZ 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54205: Propan-1-one, 3-nitro-1-phenyl-
77.0 1050
—— —
10.50 11.00
5000 51.0 m/z 51.10 33.07%
0 1l Iull | 133.0151.0 1790
At et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo- —— e
105.0 10.50 11.00
m/z 50.10 10.84%
5000 77.0
>0 178.0
0 ??0 RARERRRRES e 113&? 1250 ‘{
A L B B B T Copoh e
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139488.D

Acqg On : 20 Sep 2024 02:59
Operator : RC/JU

Sample : P4027-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.922 2.55 ng 72190  Phenanthrene-di1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Undecanoic acid 186 C11H2202 000112-37-8 49
Abundance Scan 1671 (11.921 min): BF139488.D\data.ms (-1663) (- 43.05 100.00%
43.0 73.0
5000 192.1
129.1
‘ ‘ ‘ H‘ 157.0 ‘ | 26 12,00
oy — “‘m””““ e L miz 73.e0 91.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
12 OO
167.01g5 02130  256.0 m/z 60.00 90.16%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
: N
12.00
5000 129.0 m/z 55.05 72.71%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid TVJfAéVﬁ ——
73.0 12.00
43.0 m/z 57.05 70.97%
5000 129.0
185.0
|
o??RWﬂMNwwﬁNM%LWMmuwuu_ﬂ‘_uwu‘wwu_u‘_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139488.D

Acqg On : 20 Sep 2024 02:59
Operator : RC/JU

Sample : P4027-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.457 14.36 ng 253215  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 Palmitoleamide 253 C16H31NO 106010-22-4 72
3 Nonanamide 157 C9H19NO 001120-07-6 64
4 Octanamide 143 C8H17NO 000629-01-6 64
5 Hexadecanamide 255 C16H33NO 000629-54-9 59
Abundance Scan 1932 (13.457 min): BF139488.D\data.ms (-1925) (- m/z 59.10 100.00%
59.1
5000 Jk
1250
98.1 .
ok U‘“““ ‘Hs“‘ LG L 1841 2382 2811 . o5 06 59.07%
miz-> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T
13.50
29.0 050 m/z 55.05 44.68%
oL L“ U ‘\HH “\LW\‘\“ ‘HMM \;\\}‘2\1%9 ’\‘ ‘18‘4"0‘ , ‘2‘38‘? . 2‘8“1‘(
miz--> 50 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
——
13.50
5000 m/z 41.05 40.27%
126.0
290] ||| 950 %60 2100 2830
oL——Il ‘M \M \‘W‘ MH gl bt it i S
miz--> 50 100 150 200 250
Abundance #34432: Nonanamide —
59.0 13.50
m/z 43.10 30.01%
29.0
obillh oo BE0 1570 ——
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139488.D

Acqg On : 20 Sep 2024 02:59
Operator : RC/JU

Sample : P4027-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Hexanedioic acid, bis(2-eth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.510 3.30 ng 58157 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 83
3 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 59
4 Adipic acid, isohexyl 3-pentyl e... 300 C17H3204 1000324-60-7 47
5 Adipic acid, isobutyl 3-pentyl e... 272 C15H2804 1000324-60-4 43
Abundance Scan 1941 (13.510 min): BF139488.D\data.ms (-1938) (- m/z 129.05 100.00%
129.1
57.1
5000
sl e
241.1 .
0 “‘N‘«ﬁ #@PM“‘W“““ T m/z 57.10 62.46%
miz--> 50 100 150 200 250 300
Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 — :
57.0 13.50
m/z 55.10 45.62%
241.0
O]\_B\q ‘\H ‘\ \‘h‘\ }L ! \”“ T \19?9\ T \‘ T — \?"1\3\0\ ™
miz--> 50 100 150 200 250 300
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
R \
57.0 13.50
5000 m/z 43.10 37.95%
241.0
SR N S e
m/iz--> 50 100 150 200 250 300
Abundance #217201: Adipic acid, 2-ethylhexyl isobutyl ester e ‘
129.0 13.50
m/z 71.05 34.00%
5000
57.0 185.0
AR “u L 240 2090 i
m/z--> 50 100 150 200 250 300 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91924\
Data File : BF139488.D

Acqg On : 20 Sep 2024 02:59
Operator : RC/JU

Sample : P4027-01

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.210 63.4 ng 1491950 1 6.875 470854 20.0
2-Pentanone, 4-... 5.093 2.2 ng 52442 1 6.875 470854 20.0
Benzophenone 10.622 4.8 ng 154608 3 9.910 639617 20.0
n-Hexadecanoic ... 11.922 2.5 ng 72199 4 11.392 565169 20.0
9-Octadecenamid... 13.457 14.4 ng 253215 5 14.027 352725 20.0
Hexanedioic aci... 13.510 3.3 ng 58157 5 14.027 352725 20.0
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