LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37281.D

Acqg On : 29 Oct 2022 21:11

Operator : CG/JU

Sample : N5219-03 :
Misc : BACKYARD-SURFACE-B

ALS Vvial : 19 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 M\Methods\8270-BM102822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37281.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.981 315 322 333 rBV 1686444 2265497 17.78% 2.463%
2 5.440 394 400 416 rBV 7129155 9957250 78.14% 10.825%
3 7.046 665 673 687 rBV 6909063 10479282 82.23% 11.393%
4 7.869 805 813 820 rBV 1768305 2685806 21.08% 2.920%
5 9.040 1004 1012 1027 rBV 4203630 6640808 52.11% 7.220%

6 10.451 1245 1252 1270 rBV 112057 255643 2.01% 0.278%
7 10.669 1280 1289 1302 rBV 2162017 3598570 28.24%  3.912%
8 13.128 1700 1707 1721 rBV 8650373 12579805 98.72% 13.676%
9 14.504 1934 1941 1958 rBV 2858668 4110107 32.25% 4.468%
10 15.992 2187 2194 2211 rBV 5760365 8285098 65.02%  9.007%

11 17.245 2397 2407 2418 rBV 2799457 4155577 32.61%
12 18.021 2533 2539 2544 rBv4 88307 166452 1.31%
13 18.139 2554 2559 2582 rBV 995873 1731970 13.59%
14 19.298 2752 2756 2768 rVB 177201 354407 2.78%
15 19.409 2771 2775 2788 rBV 594362 1028154 8.07%

RO R ON
0
1%
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16 19.668 2815 2819 2827 rVB3 60243 131143 1.03% 0.143%
17 19.862 2847 2852 2860 rVB 11613757 12743122 100.00% 13.854%
18 20.492 2955 2959 2964 rBV2 243963 383037 3.01% 0.416%
19 21.127 3063 3067 3076 rVB 585020 841318 6.60% ©.915%
20 21.415 3111 3116 3126 rBV 3347132 4526012 35.52% 4.920%

21 23.774 3511 3517 3525 rVB2 2264478 4275535 33.55% 4.648%
22 24.350 3612 3615 3623 rVB 468232 788349 6.19% ©0.857%

Sum of corrected areas: 91982942
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 29 Oct 2022 21:11
: CG/JU
: N5219-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
BM@37281.D

BACKYARD-SURFACE-B

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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8000000

6000000

4000000

2000000
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TIC: BM037281.D\data.ms

9.040

10.669

4.981 7.869
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Time-->
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1e+07

8000000

6000000

4000000

2000000

TIC: BM037281.D\data.ms
19.862

13.128

15.992

14.504 17.245

18.139

19.409 :
o 19MSes 2040

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
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8000000
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4000000
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0

TIC: BM037281.D\data.ms

21.415
23.774

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37281.D

Acq On : 29 Oct 2022 21:11

Operator : CG/JU

Sample : N5219-03 :
Misc : BACKYARD-SURFACE-B

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.981 16.87 ng 2265500 1,4-Dichlorobenzene-d4 7.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 322 (4.981 min): BM037281.D\data.ms (-315) (-) m/z 43.00 100.00%

43.0
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101.1 EREERE R e
‘ 4.60 4.80 5.00 5.20 5.40
ob——dd . 1469 2079 895 n/z s59.e5  55.78%
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Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 SNRSSMEN § SE——
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m/z 101.10  19.62%

101.0
0 \‘ T “‘\‘ ‘\‘ “‘ T ‘[‘ L L L I B B
miz--> 50 100 150 200 250 300 350

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

4.60 4.80 5.00 5.20 5.40

5000 m/z 58.05 15.12%

0 20

m/z--> 50 100 150 200 250 300 350
Abundance #4528: 2,3-Butanedione, monooxime ARAREEEENE Ry e ‘ ‘
43.0 4.60 4.80 5.00 5.20 5.40

m/z 41.10 8.68%

5000
101.0
ol bl ‘

m/z--> 50 100 150 200 250 300 350 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37281.D

Acq On : 29 Oct 2022 21:11

Operator : CG/JU

Sample : N5219-03 :
Misc BACKYARD-SURFACE-B

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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.
18.139 8.34 ng 1731970  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 53

Abundance Scan 2559 (18.139 min): BM037281.D\data.ms (-2554) (- | m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.2 —=

‘ ‘ 171.1 ‘ 256.1 18.00 18.50
‘ WW ) H‘\“ oak : L] A L m/z 60.00 89.67%

0L
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Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN L

18.00 18.50
m/z 43.05 87.31%

171 0 213.0 256.0
B ‘ L, uh\\\ ‘u‘\‘n‘\ ‘ ‘ | “‘ \‘ “‘ - ! ‘\‘ ——
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0

o

w

43.0 == =
18.00 18.50
5000 129.0 m/z 55.85  71.42%
185.0
M 228.0
oL ‘\“ H‘HH MLl uh\‘\‘ ;M‘\M\ “ - \“ S B “‘ Y
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid = R
43.0 73.0 18.00 18.50

m/z 57.05 70.81%

5000 129.0
‘ 199.0 2420
0 ‘\ L \‘ ‘H‘\ I lm \\hH ‘\H m “ 1 7.0 ‘ I : : :

miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37281.D

Acq On : 29 Oct 2022 21:11

Operator : CG/JU

Sample : N5219-03 :
Misc BACKYARD-SURFACE-B

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.410 4.54 ng 1028150  Chrysene-d12 21.415
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 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2775 (19.409 min): BM037281.D\data.ms (-2771) (- | m/z 43.05 100.00%
43.0

.
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242 19.50
‘wmm! L3281 s 73,00 99.56%
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Abundance #179091: Octadecanoic acid
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Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e
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m/z 55.10 77 .56%
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‘ 185.0 5410
o Al T L s o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37281.D

Acq On : 29 Oct 2022 21:11

Operator : CG/JU

Sample : N5219-03 :
Misc BACKYARD-SURFACE-B

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.127 3.72 ng 841318 Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 94
3 Cyclohexadecane 224 C16H32 000295-65-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

Abundance Scan 3067 (21.127 min): BM037281.D\data.ms (-3063) (- | m/z 57.10 100.00%
57.1
- LJLU\
T o
1%“ 207.0 21.00 21.50
o_m"‘H“m"‘H"‘H"‘H_3“‘?_1”4‘2‘9‘,2”‘59,3’”1”‘ m/z 43.10 86.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155961: 1-Nonadecene
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5000 e —
21.00 21.50
9.0 m/z 55.10 78.60%
O‘\\’\“ f)!‘ll[fs[ff2660”
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Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
P e
21.00 21.50
5000 ITI/Z 83.10 72.33%
Wz =
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104594: Cyclohexadecane T —
55.0 21.00 21.50
m/z 69.10 68.41%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37281.D

Acq On : 29 Oct 2022 21:11

Operator : CG/JU

Sample : N5219-03 :
Misc BACKYARD-SURFACE-B

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.350 3.69 ng 788349  Perylene-di12 23.774
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3615 (24.350 min): BM037281.D\data.ms (-3612) (- | m/z 57.10 100.00%
57.1
- J\/\V
2400 2450
208 0 . :
0 “‘ | ﬁhu& it 2001 35514131 4781536 ;0 7110 73.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 = —
24.00 24.50
m/z 43.10 61.37%
LT ae9025 07820
\\\‘\\\\’\\\f‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0
— ——
24.00 24.50
5000 m/z 85.10 50.82%
ik “‘w“"H"_“W‘H“H“_‘H“H“H“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl- . T
43.0 24.00 24.50
m/z 55.10 25.01%
5000
9.0 196.0
ol Al Lo T
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37281.D

Acqg On : 29 Oct 2022 21:11

Operator : CG/JU

Sample : N5219-03 :
Misc : BACKYARD-SURFACE-B

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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-... 4.981 16.9 ng 2265500 1 7.869 2685810 20.0
n-Hexadecanoic ... 18.139 8.3 ng 1731970 4 17.245 4155580 20.0
Octadecanoic acid 19.410 4.5 ng 1028150 5 21.415 4526010 20.0
1-Nonadecene 21.127 3.7 ng 841318 5 21.415 4526010 20.0
Eicosane 24.350 3.7 ng 788349 6 23.774 4275540 20.0
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