LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140122.D

Acqg On : 29 Oct 2024 19:55
Operator : RC/JU

Sample : P4567-05

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_ F\Methods\8270-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140122.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.187 9 16 26 rVB 1062269 1699165 60.82% 8.027%
2 3.999 318 324 329 rBV 20594 33454 1.20% 0.158%
3 5.116 506 514 521 rVB2 17780 33240 1.19% 0.157%
4 5.504 574 580 586 rBV 1766182 2405305 86.10% 11.362%
5 6.463 737 743 745 rBV 19208 32977 1.18% 0.156%
6 6.510 745 751 763 rVB 1693479 2456696 87.93% 11.605%
7 6.887 810 815 821 rVB 661843 813890 29.13%  3.845%
8 7.445 900 910 915 rBV 1274208 1685924 60.35% 7.964%
9 7.698 948 953 962 rVB 68210 86721 3.10% 0.410%
10 8.169 1019 1033 1046 rBV 849266 1095321 39.21% 5.174%
11  9.245 1210 1216 1226 rBV 2109506 2793775 100.00% 13.197%
12 9.316 1226 1228 1237 rVB3 16865 29339 1.05% 0.139%
13 9.922 1326 1331 1346 rVB 871144 1123023 40.20% 5.305%
14 10.633 1447 1452 1459 rBV 304740 393354 14.08% 1.858%
15 10.710 1459 1465 1476 rBV 1105444 1445007 51.72% 6.826%

16 11.410 1579 1584 1592 rBV 718551 966588 34.60%
17 11.933 1669 1673 1685 rBV2 317777 502366 17.98%
18 12.622 1787 1790 1796 rBV 57320 85817 3.07%
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19 12.721 1803 1807 1819 rBV 103666 201695 7.22% 953%
20 12.998 1849 1854 1861 rBV 1396704 1798738 64.38% 497%
21 13.474 1933 1935 1941 rVB 61824 76458 2.74%  ©.361%
22 14.057 2029 2034 2045 rVB 523836 742200 26.57% 3.506%

23 15.557 2284 2289 2301 rVB 397345 668205 23.92%  3.156%

Sum of corrected areas: 21169258
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140122.D

Acqg On : 29 Oct 2024 19:55
Operator : RC/JU

Sample : P4567-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140122.D\data.ms
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Abundance TIC: BF140122.D\data.ms
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Abundance TIC: BF140122.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140122.D

Acqg On : 29 Oct 2024 19:55
Operator : RC/JU

Sample : P4567-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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.
2.187 41.75 ng 1699176  1,4-Dichlorobenzene-d4 6.887

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 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 16 (2.187 min): BF140122.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
87.1 H‘HH‘HH‘HH‘HH‘HH
‘ 91 2.202.302.402.502.60
Ol 22 L m/z 43.05  41.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T[T 7771
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 31.25%
29.0
M‘ \‘\“ LQO ‘\
O\‘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 S —————
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.72%
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- A Ra S aAmmaRaER
73.0 2.202.302.402.502.60
m/z 41.05 13.63%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e A N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140122.D

Acqg On : 29 Oct 2024 19:55
Operator : RC/JU

Sample : P4567-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 3
R.T. EstConc Area Relative to ISTD R.T.
10.633 7.01 ng 393354  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
3 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 50
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 50
5 Benzoic acid, phenyl ester 198 C13H1e02 000093-99-2 50
Abundance Scan 1452 (10.633 min): BF140122.D\data.ms (-1447) (-] | m/z 105.05 100.00%
105.1
5000 182.1
51.0
—— —
| 152.1 | 10.50 11.00
ot m/z 77.85 67.08%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 —— ——
10.50 11.00
51.0 m/z 182.10  51.66%
\ ) 152.0
O 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  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
10.50 11.00
5000 m/z 51.05 29.66%
51.0
152.0
oL
miz--> 50 100 150 200 250
Abundance #173941: N-Methylbenzamide, N-pentafluoropropionyl- —— =
105.0 10.50 11.00
m/z 50.00 9.01%
5000
51.0
ols.o | | 160.0 281.(
e — —— ——
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140122.D

Acqg On : 29 Oct 2024 19:55
Operator : RC/JU

Sample : P4567-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 10.39 ng 502366  Phenanthrene-d10 11.410
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 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78

Abundance Scan 1673 (11.933 min): BF140122.D\data.ms (-1669) (- m/z 43.10 100.00%

43.1 |73.0
5000
129.0

——
oww‘_‘”‘h‘UU”wuwh“uu‘w:‘ummH‘_“w‘m\wmHW‘_W m/z 73.05 99.15%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N
12.00
157.01g5 (2130 2560 m/z 60.00 98.74%
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid
73.
43.0 0
=
12.00
5000 129.0 ITI/Z 57.05 83.84%
171.0
214.0
o250 ?
m/z--> 20 40 6 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00

m/z 55.10  78.88%

5000 129.0
199.0
ol L) aspo || M
1A

o200 W Al Hwm‘wwwawwwH_m_m‘ —
miz--> 20 40 60 80 100120140 160180 200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140122.D

Acqg On : 29 Oct 2024 19:55
Operator : RC/JU

Sample : P4567-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.722 4.17 ng 201695  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 1807 (12.721 min): BF140122.D\data.ms (-1803) (- m/z 43.10 100.00%

| J\M
5000
129.1
1852 9413 —— —
‘ ‘ ‘ 284.3 12.50 13.00
oL 1l m/z 57.10 87.07%
50

mi/z--> 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 e ——
129.0 12.50 13.00
m/z 73.05 84.86%
185.0 241.0 284.0
0- - M t M \‘ T a \‘ i “ ety \“ T \“ T
m/z--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
—r —
43.0 12.50 13.00
5000 129.0 m/Z 55.10 84.38%
171.0
‘ ‘ 214.0
0, H!‘ “HM‘ dm“\ ;\\H ’ h} “ ‘n“ L ‘ — “\ I A BN R
miz-> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00

43.0 .
5000
129.0
185.0 228.0
“ \“\ u‘u‘ i} HM‘ \\‘HL ‘ML I A ‘ L ‘\
I L B T

T ‘
m/z--> 50 100 150 200 250 300 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140122.D

Acqg On : 29 Oct 2024 19:55
Operator : RC/JU

Sample : P4567-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 5
R.T. EstConc Area Relative to ISTD R.T.
13.474 2.06 ng 76458  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 59
5 Dodecanamide 199 C12H25NO 001120-16-7 53
Abundance Scan 1935 (13.474 min): BF140122.D\data.ms (-1933) (- m/z 59.10 100.00%
59.1
5000 ﬁ&‘
1350
112.1 . .
0 WL w002 1002 2322 279.1 828105 4o s6.34%
miz-> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 U
13.50
m/z 55.10 39.26%
98.0
018' il \%4‘99 184.0 238.0 28;'()
- \‘\\\\‘\\\\’\\\\‘\\\\’\\\
miz--> 50 100 150 200 250 300
Abundance #108044: Tetradecanamide
59.0
——
13.50
5000 m/z 41.10 36.08%
97.0 184.0 227.0 M
o190 L 1 710 sss0 2080 0
miz--> 50 100 150 200 250 300
Abundance #142059: Hexadecanamide —
59.0 13.50
m/z 43.10 28.64%
ol |1, 1180 1700 2120 2550
— 17 ——
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\BF102924\
Data File : BF140122.D

Acqg On : 29 Oct 2024 19:55
Operator : RC/JU

Sample : P4567-05

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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... 2.187 41.8 ng 1699170 1 6.887 813890 20.0
Benzophenone 10.633 7.0 ng 393354 3 9.922 1123020 20.0
n-Hexadecanoic ... 11.933 10.4 ng 502366 4 11.410 966588 20.0
Octadecanoic acid 12.722 4.2 ng 201695 4 11.410 966588 20.0
9-Octadecenamid... 13.474 2.1 ng 76458 5 14.057 742200 20.0
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