LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130600.D

Acqg On : 10 Oct 2022 13:38
Operator : CG\JU

Sample : N5046-12

Misc :

ALS vial : 6 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: BF130600.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.781 453 458 469 rBV 332776 447031 20.23%  2.498%
2 5.210 527 531 549 rBV 1838506 1798412 81.37% 10.050%
3 5.610 595 599 608 rBV 42259 37776 1.71% 0.211%
4 6.251 704 708 721 rBV 1898665 1814187 82.08% 10.139%
5 6.604 764 768 772 rBV 797112 609118 27.56% 3.404%
6 7.175 860 865 868 rBV 1328441 1164366 52.68% 6.507%
7 7.857 975 981 982 rBvV2 21863 27524 1.25% 0.154%
8 7.886 982 986 989 rVB 1030288 819913 37.10% 4.582%
9 8.963 1164 1169 1172 rBV 2743212 2210137 100.00% 12.351%
10 9.633 1279 1283 1287 rBV 1119772 907717 41.07% 5.073%
11 10.422 1413 1417 1430 rBV 983759 868743 39.31% 4.855%
12 11.116 1531 1535 1538 rBV 988557 804211 36.39% 4.494%
13 11.186 1544 1547 1550 rBV2 42986 33472 1.51% 0.187%
14 11.516 1599 1603 1606 rBv4 19837 31156 1.41% 0.174%
15 11.651 1611 1626 1636 rVV 880720 1433768 64.87% 8.013%
16 12.298 1733 1736 1738 rBV 65974 65729 2.97% 0.367%
17 12.439 1753 1760 1773 rVV 1305623 1891181 85.57% 10.569%
18 12.551 1777 1779 1782 rVB 36576 31611 1.43% 0.177%
19 12.698 1800 1804 1808 rBV 1680539 1396022 63.16% 7.802%
20 13.745 1974 1982 1985 rBV 613433 640937 29.00% 3.582%
21 13.921 2009 2012 2021 rVB8 26837 50171 2.27% ©.280%
22 14.386 2086 2091 2098 rBV2 63755 128782 5.83% 0.720%
23 14.515 2111 2113 2121 rVB3 21156 26969 1.22% 0.151%
24 14.745 2149 2152 2155 rBV2 22903 32168 1.46% ©0.180%
25 14.951 2184 2187 2194 rVB2 43026 66630 3.01% ©.372%

26 15.127 2212 2217 2220 rBV 503767 556033 25.16% 3.107%

Sum of corrected areas: 17893764
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Oct 2022 13:38
¢ CG\JU
. N5046-12

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\

BF130600.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF130600.D\data.ms

5.210 6.251

7.175

6.604

4.781

5.610

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF130600.D\data.ms
8.963

12.698

12.439

9.633
7.886 10.422 11.116

11.651

0
Time-->

‘ T T —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF130600.D\data.ms

13.745 15.127

13.921  14.3865194.7454.951

T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130600.D

Acqg On : 10 Oct 2022 13:38
Operator : CG\JU

Sample : N5046-12

Misc

ALS vial : 6 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

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.781 14.68 ng 447031 1,4-Dichlorobenzene-d4 6.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 458 (4.781 min): BF130600.D\data.ms (-453) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R & CEN—
83.0 4.40 4.60 4.80 5.00 5.20
ol gl e m/z 59.10  64.54%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T[T T T T T T[T T T
59.0 4.40 4.60 4.80 5.00 5.20
m/z 101.10  23.42%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RaREE s e
4.40 4.60 4.80 5.00 5.20
5000 410 m/z 58.10 16.31%
126.0
e b 1280120
m/iz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime T
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.05 9.30%
5000
101.0
15.0
obdp fll 80O 840 L ek S
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130600.D

Acqg On : 10 Oct 2022 13:38
Operator : CG\JU

Sample : N5046-12

Misc

ALS vial : 6 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

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.651 35.66 ng 1433770  Phenanthrene-d10 11.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 1626 (11.651 min): BF130600.D\data.ms (-1611) (- m/z 73.00 100.00%

43.1 73.0
5000 129.1

213.2 —
M\‘ \\W M | ﬁ7ﬁﬁ ‘ 256.1 11.50 12.00
N O Ll

T L [ —

- | A VN S m/z 43.10  86.98%

\“‘\ \‘\‘\‘
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 LN
11.50 12.00

97.0 m/z 60.00  86.39%

‘ 171.0 213.0 256.0
‘ J‘M A‘M“A‘H “M o
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid

43.0 730

T
11.50 12.00

o

o

5000 129.0 ITI/Z 41.10 72.33%
‘ 1850 540 284l
oL— \“ | \’ M\\ \‘H““M”‘L ‘M Al b | — ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid =T =
43.0 73.0 11.50 12.00

m/z 55.10 71.60%

5000 129.0
199.0 2420
L‘ W,u\‘ Il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \ |

— :
miz--> 50 100 150 200 250 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130600.D

Acqg On : 10 Oct 2022 13:38
Operator : CG\JU

Sample : N5046-12

Misc

ALS vial : 6 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

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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.439 59.01 ng 1891180  Chrysene-d12 13.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1760 (12.439 min): BF130600.D\data.ms (-1753) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
1852  241.2 . —
\\ L
oLl W “H‘H“H”‘L ‘M il - L \‘ ol h - ‘L‘ m/z 43.10 94.26%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 R
129.0 1250
‘ 185.0 a0 284 m/z 60.00 82.28%
ob— \“ \“\ W \‘H““u”‘\‘ W‘H‘\“h; i - L - ‘L - ““
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
—
12.50
5000 129.0 m/z 57.10 79.56%
‘ 199.0 2420
oL— ‘\‘ w ‘H‘M UM “HM\‘\‘ Mhu\ M\‘ u‘\ “‘ ‘1‘61‘9“ L N “\ o —
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid —
73.0 12.50
43.0 m/z 55.05 75.56%
5000
129.0
185.0 228.0
oL— “‘ w ‘u‘u“ ‘um \\‘H‘L {M‘\‘ m “ ‘ L m‘\ “\‘ \‘ SO — — —r
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130600.D

Acqg On : 10 Oct 2022 13:38
Operator : CG\JU

Sample : N5046-12

Misc

ALS vial : 6 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

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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.386 4.02 ng 128782  Chrysene-di12 13.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Pentacosane 352 (C25H52 000629-99-2 90
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2091 (14.386 min): BF130600.D\data.ms (-2086) (- m/z 57.10 100.00%
57.1
14‘06 ‘14‘50‘
169.1 262 1 : ’ .
obr | “‘ h‘ Ll ‘M o 20000 3409 4100 71010 65.05%
miz--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
5000 — —
14.00 14.50
m/z 85.05 48.63%
0\\“\ “‘\“\J‘“] \“\‘\ \“1\6\9\0\’2\2\6\9‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
— ——
14.00 14.50
5000 m/z 43.10 46.92%
13.
oh L LLLTE 1000 o250 smo
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #262013: Pentacosane “ 7
57.0 14.00 14.50
m/z 55.05 19.86%
5000
0 L h\ \h\ I u‘ \\ | 1\8‘\?0 . 239'0 295.0 352'0
T B S B AL B o o — —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130600.D

Acqg On : 10 Oct 2022 13:38
Operator : CG\JU

Sample : N5046-12

Misc

ALS vial : 6 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

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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.951 2.40 ng 66630 Perylene-di2 15.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 70
2 Octadecane 254 C18H38 000593-45-3 58
3 Eicosane 282 C20H42 000112-95-8 58
4 Tetradecane 198 C14H30 000629-59-4 58
5 Tetracosane 338 C24H50 000646-31-1 52

Abundance Scan 2187 (14.951 min): BF130600.D\data.ms (-2184) (- m/z 57.10 100.00%
7.1

5
5000

113.1 ‘
M ¥ 176.0 2400 2051 355. 15.00
0 \\\N‘\LWWM{WNWWWWWUW”W\HWWWMHWH”‘\\\\‘V m/z 71.1@ 70.17%
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 T T
15.00
m/z 85.10 58.40%
9.0
pso 11 [Tmoms0 200
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
——
15.00
5000 ITI/Z 43.10 49, 60%
‘ 9.0
ol Al iy 34080 2540
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane —
57.0 15.00
m/z 55.00 29.55%
5000

141.0 183.0 225.0 282.0

FQ'O
S O i

m/z--> 50 100 150 200 250 300 350 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130600.D

Acqg On : 10 Oct 2022 13:38
Operator : CG\JU

Sample : N5046-12

Misc

ALS vial : 6 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-... 4.781 14.7 ng 447031 1 6.604 609118 20.0
n-Hexadecanoic ... 11.651 35.7 ng 1433770 4 11.116 804211 20.0
Octadecanoic acid 12.439 59.0 ng 1891180 5 13.745 640937 20.0
Hexadecane 14.386 4.0 ng 128782 5 13.745 640937 20.0
Heptadecane 14.951 2.4 ng 66630 6 15.127 556033 20.0
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