Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\

Data File : BF135819.D

Acqg On : 17 Oct 2023 18:57

Operator : CG\JU

Sample : 04895-02

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

LSC Area Percent Report

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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135819.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.957 484 488 503 rBV 405014 547215 27.56% 3.708%
2 5.375 556 559 586 rBvV 1506928 1764302 88.85% 11.954%
3 6.392 728 732 759 rBV 1513346 1734548 87.36% 11.752%
4 6.733 787 790 804 rVB 519932 500304 25.20%  3.390%
5 7.304 884 887 908 rBV 1172592 1079267 54.35% 7.312%
6 8.016 1005 1008 1026 rBV 753337 653883 32.93% 4.430%
7 9.092 1188 1191 1202 rBV 2268278 1874293 94.39% 12.699%
8 9.210 1208 1211 1221 rVB 53485 58650 2.95% 0.397%
9 9.774 1303 1307 1322 rVB 855133 735460 37.04% 4.983%
10 10.569 1439 1442 1459 rBV 1258267 1247060 62.81% 8.449%
11 11.268 1558 1561 1571 rBV ~ 942599 821379 41.37% 5.565%
12 11.804 1648 1652 1664 rBV2 244042 291904 14.70% 1.978%
13 12.598 1783 1787 1795 rBV2 32342 55533 2.80% 0.376%
14 12.863 1828 1832 1836 rBV 2074138 1985602 100.00% 13.453%
15 13.827 1988 1996 1998 rBvV4 49936 110178 5.55% 0.746%
16 13.939 2011 2015 2027 rVB 558669 609438 30.69% 4.129%
17 14.398 2087 2093 2097 rBV 19578 25966 1.31% 0.176%
18 14.768 2152 2156 2161 rBV 105782 106437 5.36% 0.721%
19 15.409 2261 2265 2278 rBV 353021 533047 26.85% 3.612%
20 15.845 2334 2339 2345 rVB3 14260 24858 1.25% 0.168%

Sum of corrected areas: 14759324
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135819.D

Acqg On : 17 Oct 2023 18:57
Operator : CG\JU

Sample : 04895-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135819.D\data.ms

2000000

1500000 5.375 6.392
7.304
1000000

6.733
500000 4.957

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ [T T T[T T T T T[T T T[T T T [ TT T [T T T[T T[T I T[T i [TTTr[rTT

Time--> 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 TIC: BF135819.D\data.ms
9.092

12.863
2000000

1500000
10.569

1000000 11.268
9.774
8.016

500000

11.804
L@.Zlo /L 12598 ||
L

0 — = —T —T — —T —T —— = ‘ — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF135819.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135819.D

Acqg On : 17 Oct 2023 18:57
Operator : CG\JU

Sample : 04895-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.957 21.88 ng 547215 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
Abundance Scan 488 (4.957 min): BF135819.D\data.ms (-484) (-) m/z 43.00 100.00%
43.0
590.1
5000
T
‘ 83.0 101.1 4.60 4.80 5.00 5.20
0 et el et e M/z 59.18 55.50%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LA B I B I
4.60 4.80 5.00 5.20
59.0 m/z 101.10  16.30%
101.
0 27\ \(\) LA H 83 0 0‘ °
\\‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
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 RAmaaL e AR
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5000 410 m/z 58.00 14.71%
0 126.0 1420
T e e e e e e
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Abundance #9310: Acetic acid, 1,1-dimethylethyl ester ‘_“W“H,‘H“‘H“
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.45%
5000 57.0
29.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135819.D

Acqg On : 17 Oct 2023 18:57
Operator : CG\JU

Sample : 04895-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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.
11.804 7.11 ng 291904  Phenanthrene-die 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1652 (11.804 min): BF135819.D\data.ms (-1648) (- m/z 43.05 100.00%
43.0
73.0
5000
129.1
157.1 213.2 [ T
I 101.1, 185.2 256.1 11.50 12.00
O+ m/z 60.00 88.79%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 e ey
129.0 11.50 12.00
213.0 m/z 72.95 83.88%
H H H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\w‘\ \H\H \h \‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.
43.0 50
T Fp=
11.50 12.00
5000 129.0 m/z 41.10 73.34%
171.0
101.0 214.0
0 15.0
AN RREE Lo e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #126199: Pentadecanoic acid = T
43.0 ,73.0 11.50 12.00
m/z 57.05 72.71%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W AT
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135819.D

Acqg On : 17 Oct 2023 18:57
Operator : CG\JU

Sample : 04895-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 1-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.827 3.62 ng 110178  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1996 (13.827 min): BF135819.D\data.ms (-1988) (- m/z 55.00 100.00%
55.0
97.1
5000
391 1350 1400
207.0 : :
— ‘H M M 280 m/z 57.00  95.45%
miz-> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene
43.0 83.0
5000 — ——
13.50 14.00
25.0 m/z 83.05 86.43%
‘ | h h ‘\ \‘\ 166.0 322.0
O\\\‘\ \ ’“\‘\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance
55.0
97.0
— ——
13.50 14.00
5000 m/z 43.10 86.00%
0 19.0 1390 182.0 224.0 266.0
B e . A o
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 “ T
57.0 97.0 13.50 14.00
m/z 97.10 79.76%
5000
0
090 L Ll LI |1 1810 2220 2640 3080 gkl
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135819.D

Acqg On : 17 Oct 2023 18:57
Operator : CG\JU

Sample : 04895-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.768 3.99 ng 106437  Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
4 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64

Abundance Scan 2156 (14.768 min): BF135819.D\data.ms (-2152) (. m/z 69.05 100.00%

69.0
5000

e
137.1 14.50 15.00

189.1
N M Iy 1891 2669 3413 ./, 8165 51.98%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000 T
14.50 15.00
m/z 41.05 34.41%

137.0
On-m\mﬂuuﬂ\ 191.0 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0

—
14.50 15.00
5000 m/z 95.00  14.18%

111.0
027.0 161.0205.0 273.0315.0 384.0
B N1 T A AL oL et
miz--> 50 100 150 200 250 300 350 400
Abundance

#85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol —
69.0 14.50 15.00
m/z 68.10 12.14%

5000
137.0
>
0_14 ,193.0
e

m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135819.D

Acqg On : 17 Oct 2023 18:57
Operator : CG\JU

Sample : 04895-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-... 4.957 21.9 ng 547215 1 6.739 500304 20.0
n-Hexadecanoic ... 11.804 7.1 ng 291904 4 11.269 821379 20.0
1-Tricosene 13.827 3.6 ng 110178 5 13.939 609438 20.0
Supraene 14.768 4.0 ng 106437 6 15.415 533047 20.0
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