LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc :

ALS Vvial : 13  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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134387.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 3 15 25 rVB 215423 331643 11.88% 1.959%
2 5.481 573 577 594 rBV 1917642 1956482 70.10% 11.556%
3 6.481 742 747 750 rBV 1828193 1942248 69.59% 11.472%
4 6.834 804 807 815 rBV 450000 371583 13.31% 2.195%
5 7.404 899 904 907 rBV 1422631 1279220 45.83% 7.556%
6 8.116 1021 1025 1037 rBV 529816 493459 17.68% 2.915%
7 9.192 1204 1208 1211 rBV 3185667 2607017 93.41% 15.399%
8 9.587 1272 1275 1279 rBV 82914 63700 2.28% 0.376%
9 9.869 1320 1323 1327 rBV 647105 569962 20.42% 3.367%
10 10.669 1455 1459 1462 rBV 1891193 1661770 59.54% 9.815%
11 11.369 1574 1578 1581 rBV 693007 623600 22.34% 3.683%
12 11.892 1665 1667 1672 rBV2 54695 61865 2.22% 0.365%
13 12.586 1782 1785 1789 rBV 57566 49988 1.79% 0.295%
14 12.822 1820 1825 1829 rBV 49892 53015 1.90% 0.313%

15 12.969 1845 1850 1853 rBV 3047988 2790984 100.00% 16.485%

16 13.869 1998 2003 2004 rBV2 56412 71119 2.55%
17 13.904 2004 2009 2022 rVB4 78682 234345 8.40%
18 14.027 2026 2030 2034 rBV 456695 420914 15.08%

PRNRO
IS
00
o
R

19 14.492 2105 2109 2113 rBV 281702 244339 8.75% 443%
20 14.551 2113 2119 2130 rBV6 65593 198807 7.12% 174%
21 14.957 2185 2188 2193 rVB 70003 75415 2.70% 0.445%
22 15.092 2207 2211 2218 rBV 23666 45075 1.62% 0.266%
23 15.157 2218 2222 2226 rVB 96499 105466 3.78% 0.623%
24 15.468 2271 2275 2280 rVB 23972 30414 1.09% 0.180%
25 15.533 2281 2286 2295 rBV 326218 421896 15.12% 2.492%
26 15.763 2321 2325 2333 rVB 61682 85799 3.07% 0.507%
27 16.004 2361 2366 2373 rBvV2 24301 41996 1.50% 0.248%
28 16.851 2505 2510 2518 rVB3 30735 61970 2.22% 0.366%
29 17.092 2545 2551 2559 rVBS8 12797 36156 1.30% 0.214%
Sum of corrected areas: 16930247
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Jul 2023 18:15
¢ CG\JU
. 03647-01

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
BF134387.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15

Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.175 17.85 ng 331643 1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance  Scan 15 (2.175 min): BF134387.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000 43.0
87.1
R R
‘ ‘ 2.202.302.402.502.60
H’\\H‘\\H‘\H\“\H\‘\H\‘\H\‘H‘\\‘HH“HH‘HH‘HH‘HH‘HH m/z 43.06 42.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T T[T Trrr rrt
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.00 29.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P T
2.202.302.402.502.60
5000 41.0 55.0 ITI/Z 87.10 27.01%
27.0
11, L 112.0 129.0
HV‘H‘H‘W‘H‘_‘H_‘H‘H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2248: Silane, tetramethyl- R R R
73.0 2.202.302.402.502.60
m/z 41.00 14.67%
5000
45.0
150 290 “7” 500 |
T e e e e e e R A T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.822 2.52 ng 53015 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 C16H10 000129-00-0 95
2 Fluoranthene 202 CleH1e 000206-44-0 87
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 64
4 Pyrimidine, 2-phenyl-4-hydroxy-5... 202 C11H1@N202 085386-21-6 40
5 1-Leucyl-1-leucine, N,N'-dimethy... 430 C22H42N206 1000328-59-0 28
Abundance Scan 1825 (12.822 min): BF134387.D\data.ms (-1820) (-, m/z 202.10 100.00%
202.1
5000
100.9 12%6 iébd
' 174.1 : :
S et 226,1 150.0 21U ‘Mﬁ m/z 200.10  19.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78087: Pyrene
202.0
5000 e A :
12.50 13.00
101.0 m/z 203.10 18.60%
27.0 500 74.0 H 123.0 150.0 174.0 Mﬁ
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\f‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78089: Fluoranthene
202.0
ﬂ‘t\ . A‘A ; A‘A/\\‘ /‘\A‘ A‘
12.50 13.00
5000 101.0 m/z 201.10 16.55%
430 750 \‘ | 15001740 ||
R A RES EE s o e e ARAR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #78094: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- — | ‘ A‘ ‘
202.0 12.50 13.00
m/z 100.90  10.05%
5000
270 510 750 190 12601500 1760 | i
R e L e e o L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

8270-BF062623.M Fri Jul 21 04:55:45 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15

Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 3 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.869 3.38 ng 71119  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Pentadecane 212 C15H32 000629-62-9 80
5 10-Methylnonadecane 282 C20H42 056862-62-5 80

Abundance Scan 2003 (13.869 min): BF134387.D\data.ms (-1998) (-]
57.0

m/z 57.05 100.00%

5000
T —
‘ ‘ . 207.0 242.1 13.50 14.00
I — \“‘ \”H‘ \H‘\‘ hi WH‘\M\“\‘ “\ T “\.\ T .‘ T T m/Z 43.10 72.19%
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 T ——
13.50 14.00
99.0 m/z 71.10 64.16%
2610 ““\ ”H‘ \‘h‘\ h“ \“‘ \“\41‘1.‘0“\ %8\‘3\0‘ \22\5\0\ T \2\96’(
m/z--> 50 100 150 200 250
Abundance #141056: Octadecane
w ‘ T T T T ‘ T
13.50 14.00
5000 ITI/Z 85.05 53.07%
‘ 99.0
260) | ||| 1410 1830 2540
m/z--> 50 100 150 200 250 JLM
Abundance #123960: Heptadecane NI M
57.0 13.50 14.00
m/z 41.10 31.67%
5000
99.0
asp) | |4 240 aas0 200 ldyes] Mo
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15

Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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-Hexacosene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.904 11.14 ng 234345  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 91
2 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 74

Abundance Scan 2009 (13.904 min): BF134387.D\data.ms (-2004) (- m/z 55.10 100.00%

=i
58 97.1
5000
14.00
391 2070 :
266.9
T T x M “ 1’\ | H i ‘\h\ “\‘\ L T I m/Z 83.05 89.68%
mlz--> 50 lOO 150 200 250 300 350
Abundance #273800: 1-Hexacosene
519 970
5000 L
14.00
m/z 97.10 82.69%
gy \HH ‘H\ i “‘4‘8‘1‘0‘ 2380 2920 364
m/z--> 50 100 150 200 250 300 350
Abundance #295270: Bromoacetic acid, octadecyl ester
43.0
REALE .
3.0 14.00
5000 m/z 69.00 80.91%
121.0
HMMW u%S}P“‘HZF?Q‘?QKQ““‘
miz--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester —
43.0 14.00
83.0 m/z 41.05 64.49%
5000
“ J{zso
LT, a0 ]
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2
R.T. EstConc Area Relative to ISTD R.T.

14.492 11.61 ng 244339  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2109 (14.492 min): BF134387.D\data.ms (-2105) (- m/z 57.10 100.00%
57.1

- J/w
14.50
141 1 :
e ) M | 170 183.2225.2267.33098 /7 43.85  65.99%
m/z--> 50 lOO 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
5000 AL
14.50
F m/z 71.05 62.16%
\“\‘ ‘h “ \“\ “‘ \‘ ‘]‘_‘4}‘0‘]‘-8‘3‘()‘ T \2\49‘0\ L ‘ T 1T ‘ T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—1
14.50
5000 ITI/Z 85.10 43.98%
I \ \ | F 1 141.0183.0225.0267.0 323.0 380
= AT e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- vvr4¥~%~rA‘ :
57.0 14.50
m/z 55.10 24.58%
5000
239.0
L \\ | 14101830 "7 28103230
s A R ARRRE e
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.551 9.45 ng 198807  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 1-Pentadecene 210 C15H30 013360-61-7 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Tetracosene 336 C24H48 010192-32-2 90

Abundance Scan 2119 (14.551 min): BF134387.D\data.ms (-2113) (-1 m/z 43.10 100.00%

43.1, 83.1
5000
25.1 1
M‘\ h | 1674 2079 2670 14.50
— RN it A m/z 55.05 97.21%
miz--> 50 100 150 200 250
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 S ‘
14.50
m/z 57.05 93.25%
39.0
:\ngd\‘ ‘\“ ‘H\ ‘\‘ \‘ \‘H“ ‘H‘ \‘H ‘H “”\ ‘;!_8\2-\0‘ \22\4\0\ ‘2\66\0\ ™
m/z--> 50 100 150 200 250
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
=7
97.0 14.50
5000 m/z 83.10 87.45%
169.0 238.0
o0l LT 1600202020 20 a0
m/z--> 50 100 150 200 250
Abundance #87652: 1-Pentadecene T ‘
43.0
83.0 14.50
m/z 69.05 82.81%
5000
25.0
ULEL LT sepg o0 ub
miz--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.957 3.58 ng 75415  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Hexadecanal 240 C16H320 000629-80-1 87
3 Eicosanal- 296 C20H400 002400-66-0 87
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74
Abundance Scan 2188 (14.957 min): BF134387.D\data.ms (-2185) (- m/z 43.05 100.00%
43.01 82.0
5000
15.00
ol B i T[ ““ b1 s P00 2801830 320 L, 57.16 95.91%
miz--> 50 100 150 200 250 300
Abundance #158567: Octadecanal
43.0 82.0
5000 =1

15.00
82.00  88.19%

250.0
| “ 194.0 |
\‘\‘H 1 \“\H” “\“\ }‘\H‘\ \H\ L s B
Mize> 50 100 150 200 250 300
Abundance #123919: Hexadecana
43.0/ 82.0 M

=

1500
5000 ITI/Z 55.00 73.65%
24.0
‘ ﬂ | 196.0
L N
m/z--> 50 100 150 200 250 300
Abundance #194557: Eicosanal- T
82.0 15.00
43.0 m/z 83.10 55.42%
5000
M240 278.0
LAARLA L gse0 280 20 o
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.092 2.14 ng 45075  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
2 Benzo[e]pyrene 252 C20H12 000192-97-2 91
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Perylene 252 C20H12 000198-55-0 72
Abundance Scan 2211 (15.092 min): BF134387.D\data.ms (-2207) (1  m/z 252.10 100.00%
252.1
5000
126.1 is‘od J‘\ ‘ ‘
43.9 95.9 ~ 7 165.1 224.0 :
193,1 L0z 250,10 29.92%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138563: BenzolK]fluoranthene
252.0
5000 ‘Aww[‘\ *\A/\
15.00
126.0 m/z 253.10 22.30%
90, | 240 |
\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘HH‘HH‘HH‘HH‘H \‘HH‘H
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
252.0
) AM“N‘N‘ WAMM ‘ﬂ
15.00
5000 m/z 126.10 11.34%
125.0
63.0 980, | 174.0 2240 |
A e e
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280 m A hhm
Abundance #138562: Benzol[b]fluoranthene lﬁ‘ ‘ ‘h‘ = MA ‘
252.0 15.00
m/z 251.10 8.05%
5000
126.0
630 990, | 1740 2240 “H‘ A AM il
A AR e R ARARRAREA S P
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.157 5.00 ng 105466  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2222 (15.157 min): BF134387.D\data.ms (-2218) (-} m/z 57.05 100.00%

57.0
5000

T I
1500 1550
4111832
“‘J‘jLWw‘MﬁJ a2 2810 m/z 43.05 67.83%

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

Abundance #287976: Heptacosane
57.0

%

5000
15.00 15.50

m/z 71.05 65.52%

9.0
15. L‘ | || | 141:0183.0225 0267.0300.0  380.0
\\\\‘\\\\‘\1\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T =
15.00 15.50
5000 ITI/Z 85.05 47.70%
9.0
L5 q ‘ ““\ h\ h‘ u %4% (\)1783 0225 0 296.0
I B A B O B A A B I BLALAR I S
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- T o
57.0 15.00 15.50
m/z 55.05 26.18%
5000
9.0
N “\\ | | 141.0183.0225.0267.0309.0 3650
e ‘““‘w“““‘u““““u“““ —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.763 4.07 ng 85799  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 87
3 Tetradecanal 212 C14H280 000124-25-4 80
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 68
5 1,19-Eicosadiene 278 C20H38 014811-95-1 58

Abundance Scan 2325 (15.763 min): BF134387.D\data.ms (-2321) (- m/z 57.05 100.00%
57.0

— —
‘ W371 17702071 282 ¢ 15.50 16.00
uu b \h HH\ \m\h R “‘ R e m/z 43.00 79.73%
m/z--> 50 100 150 200 250
Abundance #158580: Oxirane, hexadecyl-
82.0
43.0
5000 T —
15.50 16.00
m/z 55.10 77 .89%
Ll 166.0 211.0 250.0
1t “
m/z--> 50 100 150 200 250
Abundance #158569: Octadecana
43.0, 82.0
— —
15.50 16.00
5000 m/Z 82.10 74 .96%
‘ ’r30 222.0
QL L h geso | 20 aego
m/z--> 50 100 150 200 250
Abundance #90088: Tetradecanal
57.0 15.50 16.00
m/z 83.10 51.10%
5000
27,0
138.016
‘\ I H ‘h | 70 2120 ‘
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl6.851 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.851 2.94 ng 61970  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
2 9-Octadecen-1-0l1, (E)- 268 C18H360 000506-42-3 47
3 Hexacosyl propyl ether 424 C29H600 1000406-28-4 46
4 Methyl tetratriacontyl ether 509 C35H720 1000406-30-1 46
5 17-Pentatriacontene 491 C35H70 006971-40-0 43

Abundance Scan 2510 (16.851 min): BF134387.D\data.ms (-2505) (1 m/z 57.00 100.00%

57.0
5000

10.1

“ 162.9207.0 266.9 1650 17.00
Ll “M u‘“““‘h“m“ B VU R —— m/z 43.85 79.76%

m/z--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0

5000

“ T
16.50 17.00
m/z 82.00 57.33%

m24 .
N ‘\“‘ \\\ Ih) o020 ao00
m/z--> 100 150 200 250 300 350
Abundance #158583: 9-Octadecen-1-ol, (E)-

82.0

410 16.50 17.00
96.05 54.66%

5000 m/z
1’240 250.0
SRR 2o T
m/z--> 50 100 150 200 250 300 350
Abundance #315392: Hexacosyl propyl ether

43.0 16. 50 17 00
m/z 55.05 53.12%

- i »WMWM/\W\WM

‘ ‘ LI ‘u 139 i ‘181 0224 0266.0308.0 364.0

m/z--> 50 100 150 200 250 300 350 1650 1700
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072023\
Data File : BF134387.D

Acqg On : 20 Jul 2023 18:15
Operator : CG\JU

Sample : 03647-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.175 17.9 ng 331643 1 6.834 371583 20.0
Benzene, 1,1'-(... 12.822 2.5 ng 53015 5 14.027 420914 20.0
Heneicosane 13.869 3.4 ng 71119 5 14.027 420914 20.0
1-Hexacosene 13.904 11.1 ng 234345 5 14.027 420914 20.0
Heptadecane 14.492 11.6 ng 244339 5 14.027 420914 20.0
1-Heneicosanol 14.551 9.4 ng 198807 5 14.027 420914 20.0
Octadecanal 14.957 3.6 ng 75415 6 15.533 421896 20.0
Benzo[e]pyrene 15.092 2.1 ng 45075 6 15.533 421896 20.0
Heptacosane 15.157 5.0 ng 105466 6 15.533 421896 20.0
Oxirane, hexade... 15.763 4.1 ng 85799 6 15.533 421896 20.90
unknown16.851 16.851 2.9 ng 61970 6 15.533 421896 20.0
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