LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130301.D

Acqg On : 16 Sep 2022 20:58
Operator : CG\JU

Sample : N4628-06

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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF13@301.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.845 465 469 480 rvVB 91586 111592 3.62% 0.674%
2 5.263 535 540 543 rBV 1389790 1229815 39.94% 7.429%
3 6.292 711 715 728 rBV 881855 777614 25.25% 4.697%
4 6.669 775 779 782 rBV 618068 534507 17.36%  3.229%
5 7.234 869 875 878 rBV 1862792 1799278 58.43% 10.869%

.692 937 953 0958 rBV 110518 224681 7.30% 1.357%
.945 992 996 1000 rBV 763584 677146 21.99% 4.090%
.028 1175 1180 1183 rBV 3759074 3079150 100.00% 18.

.698 1289 1294 1297 rBV 827213 670891 21.79%  4.053%
10 10.480 1423 1427 1445 rBV 1578566 1720365 55.87% 10.392%

11 11.174 1541 1545 1548 rBV 678303 520097 16.89%
12 11.721 1634 1638 1646 rBV 655863 698116 22.67%
13 12.421 1752 1757 1762 rBV7 37655 81061 2.63%
14 12.510 1767 1772 1785 rVV 1225840 1490404 48.40%
15 12.763 1811 1815 1818 rVB 2435242 1925552 62.54% 11.

PO AW
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16 13.804 1988 1992 1995 rBV 442471 423590 13.76%

2.
17 15.192 2223 2228 2233 rBV 473444 513279 16.67% 3.100%
18 15.633 2298 2303 2308 rBV2 24794 35861 1.16% 0.217%
19 16.086 2376 2380 2388 rVB4 24046 41919 1.36% 0.253%
Sum of corrected areas: 16554918
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130301.D

Acq On : 16 Sep 2022 20:58
Operator : CG\JU

Sample : N4628-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130301.D\data.ms
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Abundance TIC: BF130301.D\data.ms
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Abundance TIC: BF130301.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130301.D

Acq On : 16 Sep 2022 20:58
Operator : CG\JU

Sample : N4628-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.845 4.18 ng 111592  1,4-Dichlorobenzene-d4 6.669

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
4 Acetone 58 C3H60 000067-64-1 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 469 (4.845 min): BF130301.D\data.ms (-465) (-) m/z 43.00 100.00%

43.0
59.1
5000
1011 TR
4.60 4.80 5.00 5.20
X 1 83.1 .
-ttt m/z 59.10 59.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L LI LN B
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.10  22.00%
O \\\‘\\‘\.\‘\\\?“]I\.(\)\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R mmaEEEEE
4.60 4.80 5.00 5.20
5000 41.0 m/z 58.00 15.73%
29.
‘ ‘ 87.0
b 220 L WLl me
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone R RmaEE R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.24%
5000 43.0
31.0
150 ‘ \‘\ 879 A
R R R RS R R R a s Lo m e e L 1 S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130301.D

Acq On : 16 Sep 2022 20:58
Operator : CG\JU

Sample : N4628-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.722  26.85 ng 698116  Phenanthrene-di0 11.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Nonanoic acid 158 C9H1802 000112-05-0 53
Abundance Scan 1638 (11.721 min): BF130301.D\data.ms (-1634) (-} m/z 73.00 100.00%
43.1 73.0
5000
129.0
213.2 T R
‘ H‘ 171.1 ‘ 256.1 11.50 12.00
0“wu‘ﬂw‘ AW‘”HJWW1JWNMHLMA‘JHHMHM_M‘_HAM m/z 43.16 91.89%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T IR
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 90.78%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/z 41.05 78.73%
171.0
‘ 214.0
AR IH S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = T
43.0 ,73.0 11.50 12.00
m/z 55.05 77.56%
5000 129.0
199.0
s ) e T
o%ﬁﬂk“JﬂNWwmewWMMMWHJMJHJHWH‘WHH_‘H_ = =
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130301.D

Acq On : 16 Sep 2022 20:58
Operator : CG\JU

Sample : N4628-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 unknownl2.421 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.421 3.12 ng 81061  Phenanthrene-d1e 11.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 49
2 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 49
3 1-Pyrroline, 3-ethyl- 97 C6H11N 1000073-06-0 46
4 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 46
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 43
Abundance Scan 1757 (12.421 min): BF130301.D\data.ms (-1752) (-} m/z 55.00 100.00%
55.0
83.0
5000
111.0
42.9 =
‘ H‘ 1730 2131 264z 12.50
A T m/z 41.10 89.62%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #128528: 1-Pentadecanethiol
55.0,83.0
5000 T
111.0 244.0 12.50
2o 2100 m/z 69.10 79.39%
DLl L) a0 ss20”]
0 \H‘\‘\H’”‘H“H}\ V\“‘ w‘\‘\““\\‘H‘}\H”H\‘\‘\H\‘HH‘\\‘H‘HH“\“\H‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #157643: Acetic acid, trifluoro-, undecy! ester
69.0
T
410 970 12.50
5000 ’ m/z 83.05 56.05%
‘126.01540
0 Wu\w\,wHu\w\\_“1‘_\\\“_"u;m‘_‘1??;9“””2‘%9;9”‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3359: 1-Pyrroline, 3-ethyl- T
69.0 12.50
m/z 43.00 54.78%
5000 41.0 97.0 J\’\
0 | —
m/z--> 20 40 60 80 100120140160180200220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130301.D

Acq On : 16 Sep 2022 20:58
Operator : CG\JU

Sample : N4628-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.516 70.37 ng 1490400  Chrysene-d12 13.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 60
Abundance Scan 1772 (12.510 min): BF130301.D\data.ms (-1767) (- m/z 43.10 100.00%
43.1 73.0
5000 129.1
1852 2412 3 T ]
‘ ‘ | | 284. 12.50
oL— H‘ ‘MJWNWVMMWuJ‘M Lol \u“‘ﬂ““ ﬂ‘ m/z 73.00 95.49%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 =
129.0 1250
m/z 60.00 83.50%
‘ 1850 o410 284
ob— \“ \“\‘ W \‘H‘ ‘HM”‘L M;‘H‘\ ] - . S ‘L — “\‘
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T [
12.50
5000 129.0 m/z 57.05 80.21%
oL— ‘\‘ H\“H‘M UH w‘\\“w‘w‘ \\hu\ ‘M\‘u‘\ “‘ ‘l‘sﬂ‘o““ L SN “\ ——
miz--> 50 100 150 200 250
Abundance #46962: n-Decanoic acid P
60.0 12.50
m/z 55.05 79.29%
50001 4 129.0 JL
172.0
7.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130301.D

Acqg On : 16 Sep 2022 20:58
Operator : CG\JU

Sample : N4628-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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-... 4.845 4.2 ng 111592 1 6.669 534507 20.0
n-Hexadecanoic ... 11.722 26.9 ng 698116 4 11.174 520097 20.0
unknownl12.421 12.421 3.1 ng 81061 4 11.174 520097 20.0
Octadecanoic acid 12.510 70.4 ng 1490400 5 13.804 423590 20.0
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