LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BGO58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc :

ALS Vvial : 16 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-BG081823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58897.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.969 648 660 673 rVB 108339 218202 1.06% 0.458%
2 10.559 1265 1271 1274 rBV 171808 301039 1.47% 0.632%
3 12.010 1509 1518 1524 rBV 249417 413144 2.02% 0.867%
4 13.062 1692 1697 1705 rVB 152377 245556 1.20% 0.515%
5 13.255 1725 1730 1738 rVB 333427 509727 2.49% 1.069%
6 13.914 1835 1842 1846 rVV2 129162 223981 1.09% 0.470%
7 14.337 1908 1914 1919 rBV 439435 610370  2.98%  1.281%
8 14.442 1928 1932 1938 rVB 196029 306700 1.50% 0.644%
9 15.288 2070 2076 2080 rVB 463681 621076 3.03% 1.303%
10 15.688 2134 2144 2149 rBV2 167110 369104 1.80% 0.774%
11 16.146 2217 2222 2230 rBV 502206 888924 4.34%  1.865%
12 16.939 2352 2357 2361 rBV 435126 559215 2.73% 1.173%
13 17.192 2394 2400 2405 rBV 219272 355382 1.73% 0.746%
14 17.674 2478 2482 2487 rVB 386150 473026  2.31% ©.992%
15 17.862 2507 2514 2519 rVB 3268083 4937409 24.10% 10.360%

16 18.097 2548 2554 2563 rVB 196040 329591 1.61% 0.692%
17 18.367 2596 2600 2604 rBV 348806 454660 2.22% ©.954%
18 19.037 2702 2714 2716 rBV 8265964 20490395 100.00% 42.992%
19 19.066 2716 2719 2725 rVB2 7570438 10876531 53.08% 22.821%
20 19.166 2731 2736 2741 rVB 1863873 2363301 11.53% 4.959%

21 19.225 2741 2746 2748 rBV 369386 470789 2 0
22 19.577 2803 2806 2810 rBV 210797 232299 1 0
23 19.812 2842 2846 2854 rVB 240673 367432 1.79% 0.771%
24 20.112 2893 2897 29600 rBV 199752 247636 1 0
1 0

25 20.253 2917 2921 2925 rBV 213996 262725 .28% 551%

26 21.234 3084 3088 3095 rBV 190924 245556 1.20% 0.515%

27 21.434 3118 3122 3131 rVB 164303 286655 1.40% 0.601%
Sum of corrected areas: 47660425
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058897.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.010  27.45 ng 413144  Naphthalene-d8 10.594
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Undecane 156 C11H24 001120-21-4 72
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1518 (12.010 min): BG058897.D\data.ms (-1509) (- | m/z 57.00 100.00%
57.0
85.1 ~s :
1451 12.00
O el w120 T 1842 m/z 43.00  83.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 1
12.00
29.0 m/z 71.00 39.67%
. 184.
0 \\\‘\‘\‘\ \“‘}\\HH“\\“}\“E‘\\\““1\1\%\‘0\”\1\\4.“1\.9\‘\\\\?1 \9\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
D I
12.00
5000 m/z 41.00 37.98%
85.0
29.0
0 ‘\ ““ I ‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane —
57.0 12.00
m/z 85.10 24.45%
5000
29.0 85.0
Ll 1130 1560
Ou\‘m\“1m“u‘u‘M\”‘\m‘\‘mu‘uJWHWH‘HH‘HH Pt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.256 33.24 ng 509727  Acenaphthene-d10 14.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 78
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 78
4 Heptadecane 240 C17H36 000629-78-7 78
5 Undecane 156 C11H24 001120-21-4 78

Abundance Scan 1730 (13.255 min): BG058897.D\data.ms (-1725) (- | m/z 57.00 100.00%

57.0
5000
[

‘ ‘990 13.00 13.50
ob b b AT 1414 1982 m/z 43.00 79.18%
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 T T T T
13.00 13.50

m/z 71.00  38.48%

0 26\0“\‘ | | “‘9?'0‘ 1410 183.0 2260
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T
m/z--> 50 100 150 200 250
Abundance #59029: Tridecane

57.0

= 7
13.00 13.50

5000 m/z 41.00 35.21%
99.0
0200 L || %0 tero a0
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- 1 —
57.0 13.00 13.50

m/z 85.10  26.58%

- V\/\/ML
99.0
0 260, “ | 169.0 296.

T =
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Carbonic acid, eicosyl viny... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.914 14.61 ng 223981  Acenaphthene-di10 14.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
2 Tridecane 184 C13H28 000629-50-5 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 59
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 53
Abundance Scan 1842 (13.914 min): BG058897.D\data.ms (-1835) (-~ ' m/z 57.00 100.00%
57.0
14.00
133.0 :
ob——Ad, w ‘”“\‘“u ‘1§3J““ AR m/z 43.00 91.02%
m/z--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 5466
7.0 : =
m/z 71.00 67.20%
ok l ““ I H‘\ \H\ ‘\\ \14“‘1 0 18?0 — ‘2‘5‘2-‘0‘ — ?2‘5‘l
m/z--> 50 100 150 200 250 300
Abundance #59028: Tridecane
57.0
—5
14.00
5000 m/z 55.00 44.15%
99.0
1840
m/z--> 50 100 150 200 250 300
Abundance #74006: Tetradecane —
57.0 14.00
m/z 41.00  38.43%
ERRRARTTIRCY:
o‘”wmw e —
mlz--> 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.337 39.80 ng 610370  Acenaphthene-di10 14.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 83
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
Abundance Scan 1914 (14.337 min): BG058897.D\data.ms (-1908) (- | m/z 57.00 100.00%
57.0
5000
85.1
= —
H 113.1 140.1 14.00 14.50
Ol el el 5 1401 1690 2122 sz 43.00 77.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90190: Pentadecane
57.0
5000 = —
85.0 14.00 14.50
200 m/z 71.00 41.60%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5 —
14.00 14.50
5000 m/z 41.00 36.04%
85.0
29.0
0 \ ‘ | ‘ (113.0 141.0 169.0 197.0 226.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane — —
57.0 14.00 14.50
m/z 85.10 29.08%
5000
85.0
29.0
L o e
O Lttt s e b e = —F=
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 6 Undecane, 3,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.688 24.07 ng 369104  Acenaphthene-d10 14.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 74
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 72
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64

Abundance Scan 2144 (15.688 min): BG058897.D\data.ms (-2134) (-~ | m/z 57.00 100.00%

57.0
5000

85.1 . -
‘ H I ‘ M1131 15.50 16.00

141.1 169.1 5
e el L PR 1992 2820 s 43,00 50.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59061: Undecane, 3,6-dimethyl-
57.0

5000 e =
15.50 16.00

m/z 71.05 38.88%

29.0 85.0
113.0
\\‘\‘\‘\\““\\\“\‘\\‘\\‘\‘\\\”‘\\M\‘\\\\‘\1\5\?‘9\\1\?\4.\\0\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59076: Undecane, 2,6-dimethyl-
57.0

\
15.50 16.00

o

o

5000 m/z 41.00 24.84%
bl 14100690
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33088: Decane, 2-methyl- — —
43.0 15.50 16.00
m/z 55.00 19.10%

5000 71.0 VJMJ\NMMJKJVV\NWMA
|

113.0
141.0
O“_“ﬂ“w“ﬁ‘p$‘ww‘JW“H“‘H“H“H“_“W“H‘

— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 7 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.146 50.03 ng 888924  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 2222 (16.146 min): BG058897.D\data.ms (-2217) (~ ' m/z 57.00 100.00%

57.0
5000

T T
99.0 16.00 16.50

wHm“mwhm”m‘wum‘_m““1‘4"‘1‘11‘“”1‘??;?‘Hw?ﬁ‘?'?ww m/z 43.00 74.77%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0

5000 = —
16.00 16.50

‘ m/z 71.00  44.56%
il

27‘\-0““ | | 990 1410 1830 2260
\‘HH‘HH‘HH‘\\\‘\H\‘\\\\‘\\\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0

T —
16.00 16.50

o

o

5000 m/z 41.00 34.08%
99.0
0 270 h\ H\ [l H‘ A \14\10\ 1830 2250 282(
A LA R LA e e A RRARREAS
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #123961: Heptadecane — —
57.0 16.00 16.50

m/z 85.05 31.84%

) Mi%
27.0 99.0
|| h L 1410 1830 240.0

Ot prrtiy et et e e e e — =
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 8 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.939 31.47 ng 559215  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
Abundance Scan 2357 (16.939 min): BG058897.D\data.ms (-2352) (- | m/z 57.00 100.00%
57.0
o JMWAAJL\AA\NAJﬂﬂAA
—
‘ 99.0 141.0 17.00
ol bl AT 1821 218.2 2643 m/z 43.00 73.08%
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
5000 T
17.00
99.0 m/z 71.00 45.82%
0150\‘ e H\ \H\ h‘ \14\1 0 1830 225.0 296.(
T T T T ‘ ‘ \ T T T ‘ T \ T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #141066: Heptadecane, 2-methyl-
43.0
—
17.00
5000 m/z 85.05 33.14%
85.0
ol AL i L 1270 se00 2110 asao
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane —
57.0 17.00
m/z 41.00 33.12%
5000
0 2@\0“ | { “‘9?0‘ 141.0 1830 226.0
e s R B A ——
miz--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 9 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.674  26.62 ng 473026  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Eicosane 282 (C20H42 000112-95-8 90
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 2482 (17.674 min): BG058897.D\data.ms (-2478) (-~ ' m/z 57.00 100.00%

57.0
5000
85.1

Sk
17.50 18.00

113.1141.1
‘_‘HH‘N_M‘JHNMHM_HW‘Hl§9ﬂu‘311ﬂ?§%%?§§]‘ m/z 43.00 74.36%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107218: Hexadecane
57.0

5000 — —
17.50 18.00
85.0

290‘ m/z 71.00 45.91%

J ‘u‘u‘ 113.0141.0169.0197.0226.0
\‘HH‘HH‘HH’HH’\H\‘H\\‘HH‘\\H‘\\H‘HH’HH’HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #123961: Heptadecane
57.0

o

o

T —
17.50 18.00
5000 m/z 85.10 33.80%
85.0
29.0
0 “ ‘ h H | \\‘11?0\141 01690 2400
e A e e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107244: Dodecane, 2-methyl-6-propyl- — T T
57.0 17.50 18.00

m/z 41.00 31.62%

- | J
140.0
182.0
H h\ i ‘ h “ 226 O T T T T

\ \
m/z--> 20 40 60 80 100120140160180200220240260 17.50 18.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 10 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.862 277.87 ng 4937410  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
Abundance Scan 2514 (17.862 min): BG058897.D\data.ms (-2507) (- | m/z 74.00 100.00%
74.0
43.
5000 30 /k
143.0 227.2 - ‘ ‘
M I, e s0q 1750 1800
) S N i J‘JHMWWW‘,m,J‘H‘,HH,w‘,w,w, m/z 86.95 80.86%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 17.50 18.00
143.0 m/z 43.00 51.73%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
= ==
17.50 18.00
5000 43.0 m/z 55.00  45.27%
L 1m0 o
Ry R L M at
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #60731: Methyl 8-methyl-nonanoate T T
74.0 17.50 18.00
m/z 41.00 39.62%
5000
43.0 143.0
ooty A 080 AL
m/z--> 20 40 60 80 100120140160 180200220240260 17.50 18.00

8270-BG081823.M Wed Aug 30 13:37:54 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 11 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.097 18.55 ng 329591 Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Nonanoic acid 158 C9H1802 000112-05-0 49
Abundance Scan2554 18097nmn BG058897.D\data.ms (-2548) (- ' m/z 60.00 100.00%
5000 ALNWM
129.0
213.1 ‘A‘ :
7.0 T
| 171.1 256.1 18.00
A m/z 43.00 97.31%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 71 [
129.0 18.00
213.0 m/z 73.00  88.65%
‘ ‘ 171.0
0 \H‘H‘H“\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid
e
43.0 730
T ]
18.00
5000 129.0 m/z 55.00 87.74%
171.0
214.0
0,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid T ‘
73.0 18.00
43.0 m/z 41.00 81.71%
5000
129.0
185.0 228.0
0 —
m/z--> 20 40 60 80100120140160180200220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 12 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.367 25.59 ng 454660  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
Abundance Scan 2600 (18.367 min): BG058897.D\data.ms (-2596) (- | m/z 57.00 100.00%
57.0
— —
‘ 99.0 1411 243.2 18.00 18.50
ol Al S8 183 24322770 wmjz 43.e0  71.23%
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 == —r=
18.00 18.50
m/z 71.00 45.67%
99.0
0 1Ll \‘H\ L H‘ I '\]4\10‘ 183.0 268.0
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #176393: Nonadecane, 9-methyl-
57.0
— ——
18.00 18.50
5000 m/z 85.00 33.84%
99.0 140.0
oLl lldiy | 18302240 2670
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane — —T
57.0 18.00 18.50
m/z 41.00 30.05%
5000
.0
0 \‘ I \H\ \‘h h‘ | }4\19 :]830 225.0 267.0 338.
i A L S B e e AR A = ==
m/z--> 50 100 150 200 250 300 18.00 18.50

8270-BG081823.M Wed Aug 30 13:37:55 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 13 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.037 1153.15 ng 20490400  Phenanthrene-d1e 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 97
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 94
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 94
Abundance Scan 2714 (19.037 min): BG058897.D\data.ms (-2702) (- | m/z 67.00 100.00%
67.0
5000
09.1
T \
150.1 263.3 19.00
220.2 294.3
o! 37 \‘HHH‘MH!MML ‘u“h‘ “lh A ‘1\\‘87‘2‘ A ‘H“ — m/z 81.10 87.80%
m/z--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 ——
19.00
290 09.0 m/z 55.00  75.15%
150.0 294.0
0 ; “‘\ “H“ H }HH\ ‘wHH‘ \lh ‘\h‘ TH— ‘ ‘22‘3‘0‘ ‘26‘\\3‘0‘ ‘\ ‘
m/z--> 50 100 150 200 250
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
=T \
19.00
5000 m/z 41.00 60.47%
rog-o 294.0
150.0
262.0
0 —— “‘H“ ” M H\“‘H‘h“ MHH\H““H\ “MHH“ wh ‘\‘\‘1‘%9'9 ! 2‘2}0‘0 — ‘H — ‘\‘
miz--> 50 100 150 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester —1— ‘
67.0 19.00
m/z 95.05 60.38%
5000
09.0 294,
29.0 ‘ 263.0 94.0
150.0 .
ol 181.0 220.0 ‘ﬂu ¥ |
miz--> 50 100 150 200 250 19.00

8270-BG081823.M Wed Aug 30 13:37:56 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32

Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
: 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 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.066 612.10 ng 10876500  Phenanthrene-d1e 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 95
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 92
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 89

Abundance Scan 2719 (19.066 min): BG058897.D\data.ms (-2716) (-~ ' m/z 55.00 100.00%
55.0
5000
264.3
2222 | ‘
37.1 1802 ‘ ‘ 19.00
0Lb— M\H\ M‘H\H \M M\h h u“\‘ ‘2‘9§:‘3‘3S7 m/z 69.05 74.25%
m/z--> 100 150 200 250 300
Abundance #194440. 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 —— ‘
19.00
m/z 74.00 68.89%
137.0 180.0 222.0 264.0
0\“\““ HH‘ — ‘1\‘\\“\\‘\“\\2\“.\\\\
m/z--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
T
19.00
5000 m/z 41.00 66.54%
77.0 264.0
137.0 180.0 222.0
0 !
m/z--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester —— ‘
74.0 19.00
m/z 83.10 62.40%
5000
264.0
10.0
‘ ‘ “ 1520 2220 ‘
ok ‘h‘ 111 R o A A
mlz--> 100 150 200 250 300 19.00

8270-BGO818

23.M Wed Aug 30 13:37:57 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 15 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.166 133.00 ng 2363300 Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 96
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83
5 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 80
Abundance Scan 2736 (19.166 min): BG058897.D\data.ms (-2731) (- | m/z 74.00 100.00%
74.0
5000 M
143.0 e —
199.1 2952 19.00 19.50
Ll \\ TN SR |, 29833411 p
0Ll e e e m/z 86.95 80.14%
m/z--> 50 100 150 200 250 300 350
Abundance #197273: Methyl stearate
74.0
5000 —— ——
19.00 19.50
143.0 m/z 43.00 57.94%
‘ 199.0 255.0 208.0 /
0\\“\‘\“‘\“\‘M\N\‘\‘\\‘\\\‘\“\\\\“\h\\\“‘\\\\‘\\\
m/z--> 100 150 200 250 300 350
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
— =
19.00 19.50
5000 m/z 55.00 45.13%
28.0
143.0 255.0 2930
1m0 7 ‘
(RS L IR it M‘ T S
m/z--> 50 100 150 200 250 300 350
Abundance #126210: Methyl tetradecanoate — —
74.0 19.00 19.50
m/z 41.00 39.16%
5000
mlz--> 50 100 150 200 250 300 350 19.00 19.50

8270-BG081823.M Wed Aug 30 13:37:58 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 16 Cyclodecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.225 26.49 ng 470789  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecene 138 C10H18 003618-12-0 96
2 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 96
3 9,12-0Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95
4 Linoelaidic acid 280 C18H3202 000506-21-8 95
5 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 95
Abundance Scan 2746 (19.225 min): BG058897.D\data.ms (-2741) (-~ | m/z 67.00 100.00%
67.0
5000
96.0
19 00 19 50
0 Ll W 168020912491280 1wz ss. 82.04%
m/z--> 20 40 60 80100120140160180200220240260280
Abundance #19387: Cyclodecene
67.0
5000 T
96.0 19 00 19.50
27.0 138.0 m/z 81. 81.39%
0\‘\“HU‘\HH‘\“‘H“HHH‘\\HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
—
1900 19.50
5000 m/z . 69.36%
96.0
290‘ ‘ H 280.0
ot kL | 2% t6s0 20007000 |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0 19 00 19 50
m/z . 57.12%
5000 96.0
h 280.0
O o 1820 2200 " _
m/z--> 20 40 60 80 100120140160180200220240260280 1900 1950

8270-BG081823.M Wed Aug 30 13:37:59 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 17 Docosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.578 16.21 ng 232299  Chrysene-di2 21.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 4-Methylheneicosane 310 C22H46 025117-29-7 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2806 (19.577 min): BG058897.D\data.ms (-2803) (- | m/z 57.00 100.00%
57.0
T \
‘ ‘ 99.0 1411 19.50
oL by 8T 197 25312010y 4300 72.59%
m/z--> 50 100 150 200 250 300
Abundance #212282: Docosane
57.0
5000 —r— ‘
19.50
99.0 m/z 71.00  48.52%
L 149 90 amo 3109
0\\\““\ I \m\h’ i }““\‘\ \‘\“ {7 “\\\\‘1\\\
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
T \
19.50
5000 m/z 85.05 35.48%
99.0 183.0
oLl b S me T si00
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane — ‘
57.0 19.50
m/z 41.00 27 .45%
5000
0 \‘ \L‘ “\ \H\ \‘h h‘. | }4\19 :]830 225.0 267.0 338.
i A L S B e e AR A ==
m/z--> 50 100 150 200 250 300 19.50

8270-BG081823.M Wed Aug 30 13:38:00 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 18 Tetracosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.112 17.28 ng 247636  Chrysene-di12 21.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 2897 (20.112 min): BG058897.D\data.ms (-2893) (- | m/z 57.00 100.00%
57.0
5000 \M\JJ\/MJ
—— —
| 1131 466.0 216.0 20.00 20-50
ob A ALLLT, 1660 2160 286.13290 _406: ./, 43,00 71.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
5000 —— ——
20.00 20.50
m/z 71.00 49.28%
ol | 1111199 1680 2250 zar0 ssno
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
—— —
20.00 20.50
5000 m/z 85.05 38.05%
113.0
0 h‘ \L\ uh\ u‘h “‘\‘ | 1\6\9'9 . %25'0 281.0 337'0380'0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane — —
57.0 20.00 20.50
m/z 55.00 31.39%
ol 1130 1690 2250 281.0 337.0 394.0
L B Ao e S e —— ‘
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 19 Hexadecanoic acid, 15-methy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.253 18.33 ng 262725  Chrysene-di2 21.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 96
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 95
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
4 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 91
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
Abundance Scan 2921 (20.253 min): BG058897.D\data.ms (-2917) (~ | m/z 74.00 100.00%
74.0
5000 JJA_A
143.0 — ——rd
“ | ‘ 1991 241.1 8‘?'1 326.3 2000 20.50
ol b g L A L T m/z 86.95 80.41%
m/z--> 50 100 150 200 250 300 350
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 P ]!
20.00 20.50
143.0 284.0 m/Z 43.00 57.8300
299 | |y, 1m0 200
0\\“\‘\“‘\ \‘ ‘M‘H‘\‘\\‘\\\‘\“\\‘\ \“‘”\\\‘\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #179141: Heptadecanoic acid, methyl ester
74.0
—— —
20.00 20.50
5000 m/z 55.00 43.99%
143.0
ML mo 2so
0Lty ‘Wﬂ“‘\““M‘\“‘Jp“‘h“““‘
m/z--> 100 150 200 250 300 350
Abundance #197349.Hep@decandcacm,164nemyk,meﬂwleﬁer —— —
74.0 20.00 20.50
m/z 41.00 32.21%
o /MVWA/\WKJkVMA/kawﬁ
143.0 298.0
0 L, [ o0 250
0“““ e e
mlz--> 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Docosanoic acid, methyl ester  Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.234 17.13 ng 245556  Chrysene-di12 21.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 93
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 91
4 Methyl stearate 298 C19H3802 000112-61-8 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 3088 (21.234 min): BG058897.D\data.ms (-3084) (- | m/z 74.00 100.00%
74.0
5000
143.0 3111 L SN— e
‘ ‘ 199.1 255 1 3543 21.00 21.50
0 m“‘““““:‘ u“““““‘\‘u‘;w‘um““ A T e m/z 87.00  85.33%
m/z--> 50 100 150 200 250 300 350
Abundance #264184: Docosanoic acid, methyl ester
74.0
5000 N SR
21.00 21.50
143.0 354.0 m/z 43.00 64.24%
L] 100 asso sns
0\”\‘\\“\‘\HH\““‘\‘\}\‘\\\‘\“\\\\“\\\\‘\‘\‘\\“\\\\
m/z--> 100 150 200 250 300 350
Abundance #264191:Meﬂwl204nemykhenemosanoam
74.0
— —
21.00 21.50
5000 m/z 55.00 43.14%
143.0 354.0
311.0
199.0 255.0 ‘
ol bt L L L
m/z--> 100 150 200 250 300 350
Abundance #214951:Nonadecanok:add,nuﬂhyleﬁer T —
74.0 21.00 21.50
m/z 57.00 36.77%
5000
143.0
312.0
iy o 290
oHH““““M““uu‘”‘mu\mw“mww”” —— —
m/z--> 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BGO58897.D

Acqg On : 29 Aug 2023 21:32
Operator : MA/JU

Sample : 04183-05 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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|
Tridecane 12.010 27.4 ng 413144 2 10.594 301039 20.0
Hexadecane 13.256 33.2 ng 509727 3 14.442 306700 20.0
Carbonic acid, ... 13.914 14.6 ng 223981 3 14.442 306700 20.0
Pentadecane 14.337 39.8 ng 610370 3 14.442 306700 20.0
Undecane, 3,6-d... 15.688 24.1 ng 369104 3 14.442 306700 20.0
Eicosane 16.146 50.0 ng 888924 4 17.192 355382 20.0
Heneicosane 16.939 31.5 ng 559215 4 17.192 355382 20.0
Heptadecane 17.674 26.6 ng 473026 4 17.192 355382 20.0
Hexadecanoic ac... 17.862 277.9 ng 49374106 4 17.192 355382 20.0
n-Hexadecanoic ... 18.097 18.6 ng 329591 4 17.192 355382 20.0
Nonadecane 18.367 25.6 ng 454660 4 17.192 355382 20.0
9,12-Octadecadi... 19.037 1153.2 ng 20490400 4 17.192 355382 20.0
9-Octadecenoic ... 19.066 612.1 ng 10876500 4 17.192 355382 20.0
Methyl stearate 19.166 133.0 ng 2363300 4 17.192 355382 20.0
Cyclodecene 19.225 26.5 ng 470789 4 17.192 355382 20.0
Docosane 19.578 16.2 ng 232299 5 21.434 286655 20.0
Tetracosane 20.112 17.3 ng 247636 5 21.434 286655 20.0
Hexadecanoic ac... 20.253 18.3 ng 262725 5 21.434 286655 20.0
Docosanoic acid... 21.234 17.1 ng 245556 5 21.434 286655 20.0
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