LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55969.D

Acqg On : 14 Dec 2022 21:31
Operator : CG/JU

Sample : N5995-01

Misc :

ALS Vvial : 14 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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55969.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.406 14 20 25 rBV 20333 28129 5.25% 1.168%
2 5.415 357 362 367 rBB 12359 18122 3.38% 0.753%
3 5.885 436 442 449 rBB 96719 150605 28.12% 6.254%
4 7.495 709 716 723 rBB 97160 168514 31.46% 6.998%
5 8.371 859 865 872 rBB 27297 43571 8.14% 1.809%
6 9.540 1057 1064 1071 rBB 57232 103962 19.41% 4.317%
7 11.203 1341 1347 1354 rBB 36967 62986 11.76% 2.616%
8 13.606 1750 1756 1763 rBB 203076 315209 58.85% 13.090%
9 14.975 1983 1989 1996 rBB 61769 97973 18.29% 4.069%
10 16.314 2212 2217 2222 rBB2 17215 24951 4.66% 1.036%

11 16.455 2234 2241 2247 rBV 214938 331178 61.84% 13.753%
12 17.713 2449 2455 2461 rBV 86680 127467 23.80% 5.294%
13 18.565 2595 2600 2608 rBV2 22103 30033 5.61% 1.247%
14 19.822 2810 2814 2817 rBV3 7184 8318 1.55% 0.345%
15 20.286 2887 2893 2899 rBV 404655 535571 100.00% 22.242%

16 21.608 3114 3118 3126 rBV3 12197 20600 3.85% ©.855%
17 22.019 3180 3188 3195 rBV2 90725 159836 29.84% 6.638%
18 23.829 3492 3496 3497 rBV4 3552 5575 1.04% ©0.232%
19 25.521 3772 3784 3795 rBV2 51713 175378 32.75%  7.283%

Sum of corrected areas: 2407978
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55969.D

Acq On : 14 Dec 2022 21:31
Operator : CG/JU

Sample : N5995-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055969.D\data.ms
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Abundance TIC: BG055969.D\data.ms
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Abundance TIC: BG055969.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55969.D

Acq On : 14 Dec 2022 21:31
Operator : CG/JU

Sample : N5995-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.406 12.91 ng 28129 1,4-Dichlorobenzene-d4 8.371

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 37
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
4 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9
5 Isobutylamine 73 C4H11IN 000078-81-9 5

Abundance  Scan 20 (3.406 min): BG055969.D\data.ms (-14) (-) m/z 73.00 100.00%

73.0
43.0
5000
55.0
87.1
T
H 3.40 360 3.80
Ot L wz 4300 63.12%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
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5000 L L B B B
43.0 3.40 3.60 3.80
55.0 87.0 m/z 55.00  34.10%
29.0 ‘
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Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
e
55.0 340 360 380
43.0 o
5000 m/z 87.10 26.57%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9513: 3-Pentanol, 2,4-dimethyl- e
73.0 3.40 360 3.80
m/z 41.00 16.66%
5000 55.0
43.0
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ol 3890 "L L e A eso sso AW
m/z--> 10 20 30 40 50 60 70 80 90 100 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55969.D

Acq On : 14 Dec 2022 21:31
Operator : CG/JU

Sample : N5995-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.415 8.32 ng 18122 1,4-Dichlorobenzene-d4 8.371

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 3-Hexanol 102 C6H140 000623-37-0 9
4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 362 (5.415 min): BG055969.D\data.ms (-357) (-) m/z 43.00 100.00%

43.0
59.0
5000
1011 R AR
5.00 5.20 5.40 5.60 5.80
0 "‘_"‘_"‘_"““M"_ul1;Hwa”www m/z 59.00 57.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B R LN B W
59.0 5.00 5.20 5.40 5.60 5.80
150 1010 m/z 101.10 22.42%
O\\\‘\\‘\.\‘\\\?“]I\.\O\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R e R
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 12.43%
101.0
oL 180 310 | %89 790 60
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4969: 3-Hexanol R R
59.0 5.00 5.20 5.40 5.60 5.80
m/z 39.00 10.72%
73.0
5000
31.0 43.0
obrrrt80 MLt il Il 850 1010
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55969.D

Acq On : 14 Dec 2022 21:31
Operator : CG/JU

Sample : N5995-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.314 5.09 ng 24951  Acenaphthene-die 14.975
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
3 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 43
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 43
5 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 43
Abundance Scan 2217 (16.314 min): BG055969.D\data.ms (-2212) (-~ | m/z 105.00 100.00%
77.0 105.0 182.0
5000 51.0
‘ T T A ‘ T
152.0 16.00 16.50
L I m/z 182.00  98.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 — ——
182.0 16.00 16.50
510 m/z 77.00  86.21%
0 27.0 ‘ A 126.0 152.0
\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— ——
77.0 16.00 16.50
5000 m/z 51.00 42 .67%
51.0
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38965: Benzoyl isothiocyanate “ —
105.0 16.00 16.50
77.0 m/z 181.00 21.27%
5000
51.0
0 FIO ey - ‘ISLq I I
e e T P P
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50

8270-BG121322.M Thu Dec 15 14:34:20 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55969.D

Acq On : 14 Dec 2022 21:31
Operator : CG/JU

Sample : N5995-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.564 4.71 ng 30033 Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 6H-Indolo[3,2,1-de][1,5]naphthyr... 256 C15H16N202 050630-67-6 50
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 43
4 Dodecanoic acid 200 C12H2402 000143-07-7 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 27

Abundance Scan 2600 (18.565 min): BG055969.D\data.ms (-2595) (- | m/z 73.00 100.00%

43.1 73.0
129.0
213.1
5000 157.1 J61
185.1 56.
—r |
[l T L | e
ot M - m/z 43.18 93.29%
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1260 \ it ‘nf\w‘n‘/\n
18.50
151018502130 256.0 m/z 60.00 90.66%
O,
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #143268: 6H-Indolo[3,2,1-de][1,5]naphthyridin-6-one, 1,2
213.0
T \
256.0 18.50
5000 184.0 ITI/Z 55.00 86.46%
o‘“‘H‘_‘H"H‘_‘H"H‘_‘H‘m”:‘mH“‘H“wwwww
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #109283: Tetradecanoic acid ] A ‘A‘nm ‘ﬂMﬂW Wﬂﬁm
73.0 18.50
m/z 41.00 77.17%
43.0
5000 129.0
185.0
. 228.0
R 1 . A ILTRNET
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55969.D

Acq On : 14 Dec 2022 21:31
Operator : CG/JU

Sample : N5995-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.608 2.58 ng 20600  Chrysene-di12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 81
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 64
3 Behenic alcohol 326 C22H460 000661-19-8 46
4 1-Octadecanol 270 C18H380 000112-92-5 46
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 46
Abundance Scan 3118 (21.608 min): BG055969.D\data.ms (-3114) (- 43.00 100.00%

43.0
5000

192 9 2391 2850

ob—1 h ‘ . ‘ . ‘ . ““ . “ “ ‘ . HHH‘ H m/z 56.95 86.71%
100 1

2150 2200
m/z--> 50 200 250 300
Abundance #138521: 1-Octadecene
57.0
97.0
5000 mm M
2150 2200

55.00 76.46%

39.0
ol— “ [H‘ H\ \ \W’ u . ]"8‘2 ‘0 N 2‘5‘\2"0‘ —
m/z--> 50 100 150 200 250 300
Abundance #138490: E-15-Heptadecenal

43.0

83.0 21.50 22,00
5000 ITI/Z 97.10 68.76%
?250 2520
ol LAl TT, 1680 2100 220
m/z--> 50 100 150 200 250 300 A
Abundance #232316: Behenic alcohol ‘ ‘A‘ Wﬂ‘ﬁ‘“‘ ‘
430 83.0 21.50 22.00
' m/z 83.10 64.27%
5000
25.0
L \‘\ I J‘L j 18790 2100 280.0 JMM M | 1]
oHH_HH‘ et T e
m/z--> 50 100 150 200 250 300 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55969.D

Acqg On : 14 Dec 2022 21:31
Operator : CG/JU

Sample : N5995-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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... 3.406 12.9 ng 28129 1 8.371 43571 20.0
2-Pentanone, 4-... 5.415 8.3 ng 18122 1 8.371 43571 20.0
Benzophenone 16.314 5.1 ng 24951 3 14.975 97973 20.0
n-Hexadecanoic ... 18.564 4.7 ng 30033 4 17.713 127467 20.0
1-Octadecene 21.608 2.6 ng 20600 5 22.019 159836 20.0
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