LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9343.D

Acqg On : 10 Mar 2022 14:28

Operator : CG/JU

Sample : N1847-10 :
Misc : CG-B1-030722-2-5

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_ P\Methods\8270E-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9343.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.070 106 14 32 rVvB 860442 1384811 8.92% 1.504%
2 4,958 329 335 345 rVB 233664 402521 2.59% 0.437%
3 5.416 405 413 427 rBV 6011306 9931592 64.00% 10.787%
4 6.993 673 681 699 rBV 5497016 9623958 62.02% 10.453%
5 7.816 813 821 829 rBV 1409780 2425192 15.63% 2.634%

6 8.969 1006 1017 1033 rBV 3594869 6463926 41.65% 7.021%
7 10.610 1288 1296 1306 rBV 1729748 3089725 19.91%  3.356%
8 13.081 1708 1716 1740 rBV 8034256 13189646 85.00% 14.325%
9 14.451 1943 1949 1965 rBV 1944595 3252399 20.96%  3.532%
10 15.945 2196 2203 2227 rBV 4700323 8092590 52.15%

00
~
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11 17.216 2412 2419 2430 rBV 2135800 3495275 22.52%
12 18.122 2568 2573 2581 rBV 379047 614039 3.96%
13 19.233 2758 2762 2772 rBV 102708 208729 1.35%
14 19.357 2780 2783 2792 rBV3 134909 219897 1.42%
15 19.786 2851 2856 2869 rVB 11763877 15518009 100.00%
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N
N
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6.854%
16 21.045 3066 3070 3083 rBV 922032 1812702 11.68% 1.969%
17 21.245 3100 3104 3109 rBV 1706208 2046965 13.19%  2.223%

18 21.322 3111 3117 3122 rBV 3142198 4654551 29.99%  5.055%
19 23.727 3519 3526 3539 rVB2 2549227 5645365 36.38% 6.131%

Sum of corrected areas: 92071892
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0G@9343.D

Acqg On : 10 Mar 2022 14:28

Operator : CG/JU

Sample : N1847-10 :
Misc : CG-B1-030722-2-5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP009343.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0G@9343.D

Acqg On : 10 Mar 2022 14:28

Operator : CG/JU

Sample : N1847-10 :
Misc CG-B1-030722-2-5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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.
3.070 11.42 ng 1384810 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 14 (3.070 min): BP009343.D\data.ms (-10) (-) m/z 73.00 100.00%

5000 JL
R R RaREI L
‘ ‘ 3.103.203.303.403.50
ol AbLl 16522222  327.0 4289  537.2 ./, 4305 31.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T[T T[T T T T[T [T T[T
3.103.203.303.403.50
“ ‘ m/z 87.05 25.80%
0\\JJ\RJ“‘\JI\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
A R S aann
3.103.203.303.403.50
5000 m/z 55.00 22.53%
o‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy-  EARARRNRRNENEERENEEEER SN
73.0 3.103.203.303.403.50
m/z 71.05 11.04%
5000 J/L
0\\HM“\m\‘\\\\‘\\u‘\\\\‘\\\\‘\\u‘\m‘\m‘\m‘uu‘\ R RRRRREN SRR SRR EEERE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0G@9343.D

Acqg On : 10 Mar 2022 14:28

Operator : CG/JU

Sample : N1847-10 :
Misc CG-B1-030722-2-5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 4
R.T. EstConc Area Relative to ISTD R.T.
4.958 3.32 ng 402521 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
4 3-Hexanol 102 C6H140 000623-37-0 25
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 23
Abundance Scan 335 (4.958 min): BP009343.D\data.ms (-329) (-) m/z 43.00 100.00%
43.0
5000 JL
101.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
J 4.60 4.80 5.00 5.20
ol bl A918 2669 3549 4330 5113 m/z 58.95 61.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R BRI B
4.60 4.80 5.00 5.20
‘ 101.0 m/z 100.95  25.94%
O‘\\”\H\"\\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4528: 2,3-Butanedione, monooxime
43.0
T
4.60 4.80 5.00 5.20
5000 m/z 58.00 13.58%
101.0
e S S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542; (+-)-4-Amino-4,5-dihydro-2(3H)-furanone LR Eaa S o
43.0 4.60 4.80 5.00 5.20
m/z 41.05 10.00%
B il MMM
o_u‘“!‘uH‘HH_H‘,mwHH_‘H_m‘w_ww_ A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

8270E-BP030522.M Mon Mar 14 01:07:28 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0G@9343.D

Acqg On : 10 Mar 2022 14:28

Operator : CG/JU

Sample : N1847-10 :
Misc CG-B1-030722-2-5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.122 3.51 ng 614039  Phenanthrene-di10 17.216
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 76
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Octadecanoic acid 284 C18H3602 000057-11-4 68
Abundance Scan 2573 (18.122 min): BP009343.D\data.ms (-2568) (- m/z 73.00 100.00%
73.0
213.2 — S
i 209 | e
ol AL M [HLiy 2736 3410 418147515353 ./, cp 0 73.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — ——
18.00 18.50
} 157.0 m/z 43.05 69.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 57.10 60.98%
L‘ 214.0
ob b n\u\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46964: n-Decanoic acid 7 —
60.0 18.00 18.50
m/z 55.00 57.90%
5000 129.0 WL
0""””\ e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0G@9343.D

Acqg On : 10 Mar 2022 14:28

Operator : CG/JU

Sample : N1847-10 :
Misc : CG-B1-030722-2-5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.045 7.79 ng 1812700  Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Nonacos-1-ene 406 C29H58 018835-35-3 94
Abundance Scan 3070 (21.045 min): BP009343.D\data.ms (-3066) (- m/z 83.05 100.00%
20 WM
21.00 |
3.1 :
ob AL dﬂﬁn‘.‘ 3200 | 34113989 4913 ., 5710 92.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
5000 — :
21.00
5.0 m/z 97.05 90.00%
O‘\\J\“l“H\\L‘\\\\‘\‘!’h\l\l\9\6‘.\o\\\2‘6\6\.\0\‘\\H‘H\\‘\H\‘\\H‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0
T \
21.00
5000 ITI/Z 55.05 89.21%
125.0
0 lh\ | { \ \.\\ 1\ I \1.950 308.0
R a R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcohol T
83.0 21.00
m/z 69.05 88.23%
B WJ\JLA
R o L ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9343.D

Acqg On : 10 Mar 2022 14:28

Operator : CG/JU

Sample : N1847-10 :
Misc : CG-B1-030722-2-5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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... 3.070 11.4 ng 1384810 1 7.816 2425190 20.0
2-Pentanone, 4-... 4.958 3.3 ng 402521 1 7.816 2425190 20.0
n-Hexadecanoic ... 18.122 3.5 ng 614039 4 17.216 3495280 20.0
1-Heneicosanol 21.045 7.8 ng 1812700 5 21.322 4654550 20.0
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