LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18
Operator : CG\JU

Sample : 05812-01

Misc :

ALS Vvial : 11 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136697.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.857 123 131 135 rBV2 8833 16056 1.60% 0.255%
2 3.634 259 263 269 rBV2 9258 12885 1.29% 0.205%
3 3.851 296 300 306 rVB 9891 12859 1.29% 0.204%
4 4,998 493 495 500 rVvB 24785 22815 2.28% 0.363%
5 5.092 507 511 515 rBV 76404 71467 7.14% 1.136%
6 5.422 563 567 577 rBV 108904 103404 10.34% 1.643%
7 6.428 735 738 744 rBV 77258 82071 8.20% 1.304%
8 6.610 766 769 780 rVB 24230 34337 3.43% 0.546%
9 6.781 795 798 801 rBV 527804 401991 40.18% 6.387%
106 6.845 806 809 813 rBV 15593 14018 1.40% 0.223%
11 7.339 889 893 896 rBV 685555 563634 56.34%  8.956%
12 7.598 934 937 940 rVB 52702 39630 3.96% 0.630%
13 8.057 1011 1015 1018 rBV 651098 501527 50.13% 7.969%
14 8.375 1066 1069 1086 rBvV2 45992 87512 8.75% 1.391%
15 9.133 1194 1198 1201 rBV 1308586 1000378 100.00% 15.896%
16 9.216 1208 1212 1215 rBV 28403 21533 2.15% 0.342%
17 9.675 1283 1290 1295 rBV6 7989 17412 1.74% 0.277%
18 9.816 1310 1314 1317 rBV 569149 476108 47.59%  7.565%
19 9.916 1327 1331 1338 rBV 82532 113971 11.39% 1.811%
20 10.022 1345 1349 1354 rVB5 9943 13233 1.32% 0.210%
21 10.345 1399 1404 1408 rVB 18838 15544  1.55% 0.247%
22 10.604 1444 1448 1452 rBV 115480 95383 9.53% 1.516%
23 10.722 1465 1468 1474 rBV2 21797 28245 2.82% 0.449%
24 11.304 1563 1567 1570 rBV 479921 388216 38.81% 6.169%
25 11.604 1614 1618 1622 rBV2 13765 15276 1.53% 0.243%
26 11.704 1632 1635 1639 rVB2 16378 14961 1.50% 0.238%
27 11.845 1655 1659 1666 rBV 293967 309166 30.90% 4.913%
28 12.092 1698 1701 1705 rBV2 55531 45145 4.51% ©0.717%
29 12.133 1705 1708 1712 rVB3 13881 16045 1.60% 0.255%
30 12.410 1751 1755 1759 rBV7 9573 18395 1.84% 0.292%
31 12.521 1771 1774 1776 rBV 19060 17342 1.73% 0.276%
32 12.627 1789 1792 1800 rBV 75760 88956 8.89% 1.413%
33 12.751 1811 1813 1816 rVB 16180 12630 1.26% 0.201%
34 12.898 1834 1838 1844 rVB 585565 471845 47.17%  7.497%
35 13.810 1991 1993 1995 rBV3 20086 17228 1.72% 0.274%

36 13.845 1995 1999 2011 rVwv3 86432 231311 23.12% 3.675%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18
Operator : CG\JU

Sample : 05812-01

Misc

ALS Vvial : 11 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.957 2014 2018 2021 rBV 418025 377288 37.71% 5.995%
38 14.104 2040 2043 2045 rBV 45474 42995 4.30% 0.683%

39 14.821 2162 2165 2168 rVB 83832 84734  8.47%  1.346%
40 15.433 2265 2269 2274 rVB 313163 395861 39.57% 6.290%

Sum of corrected areas: 6293407
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 22 Dec 2023 21:18
¢ CG\JU
. 05812-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
BF136697.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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13.957

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF122023.M Sat Dec 23 06:00:17 2023

Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18

Operator : CG\JU

Sample : 05812-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Phenoxypropan-2-ol

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.375 3.49 ng 87512  Naphthalene-d8 8.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 Benzene, (1-methylpropoxy)- 156 C1eH140 010574-17-1 53
Abundance Scan 1069 (8.375 min): BF136697.D\data.ms (-1066) (-) m/z 94.00 100.00%
94.0
5000
770 \‘\\\\‘\\\\‘\\\\‘\\\\’\
45 0 “ | 119013 0152-1 8.00 8.20 8.40 8.60
= ,‘ mu i “‘ T R T m/z 77.00  24.67%
m/z--> 20 100 120 140
Abundance #30124.l—Phenoxypropan—Z{ﬂ
94.0
5000 AR R S
8.00 8.20 8.40 8.60
77.0 m/z 78.10 17.98%
‘ 152.0
0\\\’2\7\?\“‘\‘\‘\\“\\\\“‘\\\‘\‘\!\]-]\_9‘\0\\\‘\\!\‘
m/z--> 20 40 100 120 140
Abundance
94.0
T
8.00 8.20 8.40 8.60
5000 m/z 108.10 15.30%
45.0 77.0 152.0
0 21.0 61.0 121.0
e e e T
m/iz--> 20 40 60 80 100 120 140
Abundance #19881: Ethanol, 2-phenoxy- R
94.0 8.00 8.20 8.40 8.60
m/z 45.00 14.70%
5000
77.0 138.0
51.0
m/z--> 20 60 80 100 120 140 8.00 8.20 8.40 8.60

8270-BF122023.M Sat Dec 23 06:00:19 2023

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18
Operator : CG\JU

Sample : 05812-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.916 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.916 4.79 ng 113971  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propionyloxytetradecane 270 C17H3402 1000245-62-7 27
2 3-Octanol, acetate 172 C10eH2002 004864-61-3 22
3 Butanoic acid, 2-methyl-, octyl ... 214 C13H2602 029811-50-5 10
4 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 10
5 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10

Abundance Scan 1331 (9.916 min): BF136697.D\data.ms (-1327) (-) 43.05 100.00%

43.0
70.0
10 00
197.3
0" ‘wdwh‘uu‘u‘}ZQS“u“u“‘ 57.10  55.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #161176: 2-Propionyloxytetradecane
57.0
5000
10.00
101.0 m/z 97.10 44.11%
' 196.0
0\ ‘ TT \h ‘ \W‘H\‘\ “‘U\\\““\ \‘}?“2\5’\\0\‘\1\5\4\.‘0\\\\‘\\\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
10.00
5000 m/z 101.10 40.91%
101.0
70.0 143.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92162: Butanoic acid, 2-methyl-, octyl ester =
57.0 10.00
m/z 137.20 40.19%
103.0
5000
29.0
o 1 \\ 129.0 157:0 1860 2150 o
h \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T T T ‘AA\ \A\
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18
Operator : CG\JU

Sample : 05812-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.845 15.93 ng 309166 Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1659 (11.845 min): BF136697.D\data.ms (-1655) (- m/z 73.00 100.00%
43.0 ,73.0
5000 129.1
213.2
— =
| ) “ 15‘7'1 18‘5'1 ‘ 256.3 | 11.50 12.00
Olrrrrrroit AL, H“m‘m‘w‘! u“ Jbbbebe m/z 43.05  95.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
97.0 157018502130 560 | M/Z 59.95  93.37%
O \H‘HH“}‘HH!H \H‘\\‘H\‘\\‘}h“‘\\”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
— ==
11.50 12.00
5000 129.0 m/z 57.10 77 .92%
199.0
101.0 157.0 242.0
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid o —
2
43.0 73.0 11.50 12.00
m/z 55.10 76.81%
5000 129.0
171.0
214.0
0150? = et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18
Operator : CG\JU

Sample : 05812-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Isopropyl palmitate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.092 2.33 ng 45145  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 91
2 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 43
3 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 43
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
5 .alpha.-Methyl-D-mannopyranoside 194 C7H1406 000617-04-9 35
Abundance Scan 1701 (12.092 min): BF136697.D\data.ms (-1698) (| m/z 43.85 100.00%
43.0
5000 102.1
256.1 — ‘
157.1 213.2 | h 12.00
oLl s BT S N L m/z 59.95 55.80%
miz--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000
256.0 12.00
m/z 41.05 44.91%
157.0 213.0
04 \h‘\ ‘\““ ‘\H\‘\ r T ‘\ \‘ \‘\ I \‘\ T L “‘\ T \2\98‘(
miz-> 50 100 150 200 250 300
Abundance
43.0
RN T
12.00
5000 m/z 102.10 40.21%
1020 1850
ob—d Wl o o | L4 1990
m/iz--> 50 100 150 200 250 300 ﬂ
Abundance #126248: Dodecanoic acid, 1-methylethyl ester e pel
43.0 12.00
m/z 57.00  38.80%
5000 102.0
200.0
157.0 | H
PO O N )
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18
Operator : CG\JU

Sample : 05812-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.627 4.58 ng 88956  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 1792 (12.627 min): BF136697.D\data.ms (-1789) (- m/z 43.00 100.00%
43.0 73.0

5

5000
—— ‘ ‘
12.50 13.00
0 m/z 73.00 91.56%
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0

T ‘ ‘
12.50 13.00

284.C 9
‘ 185.0 241.0 ‘ m/z 57.10 85.02%
ol— \“ H‘H‘H W \‘H‘\“Hh“w \M‘ h} \“ i L ‘L “\‘ \‘ - \‘ “\ ‘\‘ , ‘\‘
m/z--> 50 100 150 200 250
Abundance
60.0
— —
12.50 13.00
5000 129.0 m/z 60.00 84.11%
29.0
97.0 172.0
0
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0 12.50 13.00
43.0 m/z 55.00 72.42%
5000
129.0
185.0 228.0
oL ““ “‘J‘u‘u“ ;M‘\‘u} “ ‘ I m‘\ “\‘ \‘ — ‘\‘ — — —r —r
m/z--> 50 100 150 200 250 12.50 13.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
BF136697.D

: 22 Dec 2023 21:18
¢ CG\JU
. 05812-01

: 11 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 1-Nonadecene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.845 12.26 ng 231311  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 1-Octadecene 252 C18H36 000112-88-9 93
3 Cycloeicosane 280 C20H40 000296-56-0 93
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1999 (13.845 min): BF136697.D\data.ms (-1995) (- m/z 57.10 100.00%
511 971
5000
— ——
” ‘ H ‘ 153.1 215.1 278.1 13.50 14.00
ob— il b ‘H\‘ m“ alll oy HMH TR b - m/z 55.00 99.47%
miz--> 50 100 150 200 250
Abundance #155959: 1-Nonadecene
57.0 [97.0
5000 — ——
13.50 14.00
\ F3g0 266.0 m/z 43.10  86.68%
0 ‘z‘q‘o“‘\ ‘\‘ ; H‘\ “ - \“‘ ‘1‘\ ‘\‘\‘ \h‘ ‘\h ; ‘%8‘\:\'“‘0”‘ ‘22‘4‘0\‘ = L
m/z--> 50 100 150 200 250
Abundance
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.05 86.56%
0l 260 1390 4820 252.0 MWfMNWwM”f\MM%MWJWW
e
m/iz--> 50 100 150 200 250
Abundance #173728: Cycloeicosane — —
55.0 13.50 14.00
m/z 97.10 83.73%
97.0
5000
ol 1 | | L1300 1820 2240 2800 I
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\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18
Operator : CG\JU

Sample : 05812-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 7H-Benz[de]anthracen-7-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.104 2.28 ng 42995  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 97
2 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 93
3 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 89
4 4-Pyrenecarbaldehyde 230 C17H1e00 022245-51-8 58
5 1-Pyrenecarboxaldehyde 230 C17H1e0 003029-19-4 58
Abundance Scan 2043 (14.104 min): BF136697.D\data.ms (-2040) (- m/z 230.05 100.00%
230.1
5000
ot TR
. 34.1 174.0 h ‘ . ‘ ' '
b ‘Gg%w“w‘”‘ LB T e 208 828 202,65 59.93%
m/z--> 50 100 150 200 250 300
Abundance #111825: 7H-Benz[de]anthracen-7-one
230.0
5000 B W
14.00 14.50
101.0 m/z 200.10  25.78%
026:0 620 \‘ 1340 1740 H\
L T ‘ T T ‘ L T ‘ T LI ‘ T T T ‘ L ’ T T T
miz--> 50 100 150 200 250 300
Abundance
230.0
A [\A ‘N'\‘ AT {‘\M‘MM‘
14.00 14.50
5000 m/z 231.10 21.42%
101.0
027:0 630 1350 1740
e
m/iz--> 50 100 150 200 250 300 )\
Abundance #111819: 11H-Benzo[a]fluoren-11-one MWVW&“&“ MM‘ ﬁWWWWVT“W
230.0 14.00 14.50
m/z 201.10 20.15%
5000
101.0
o 90 amoro | |
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18
Operator : CG\JU

Sample : 05812-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9 2,6,10,14-Hexadecatetraenoi... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.821 4.28 ng 84734  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10,14-Hexadecatetraenoic aci... 318 C21H3402 042207-88-5 64
2 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C1l6H26 062235-06-7 58
3 1,6,10,14-Hexadecatetraen-3-0l, ... 290 C20H340 001113-21-9 53
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 53
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 53

Abundance Scan 2165 (14.821 min): BF136697.D\data.ms (-2162) (- m/z 69.10 100.00%
69.1
5000 H\ka\
149.0 14‘5(5 EI.S‘Od
207 0 : .
obbd b dadd] 2070, 2733 3550 420 U Tg1 19 se.4sy
miz--> 50 100 150 200 250 300 350 400
Abundance #222645: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
5000 — —
14.50 15.00
136.0 m/z 41.05 24.19%
‘ ‘ 186.0 318.0
ol kbl e00zm60  “ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
P P
14.50 15.00
5000 ITI/Z 67.05 13.13%
137.0  203.0 WWMWMMWW
ol o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #187041: 1,6,10,14-Hexadecatetraen-3-ol, 3,7,11,15-tetr — ——
69.0 14.50 15.00
m/z 68.00 12.04%
5000
‘19 .0
080 UL i 200 220
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136697.D

Acqg On : 22 Dec 2023 21:18
Operator : CG\JU

Sample : 05812-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
1-Phenoxypropan... 8.375 3.5 ng 87512 2 8.057 501527 20.0
unknown9.916 9.916 4.8 ng 113971 3 9.816 476108 20.0
n-Hexadecanoic ... 11.845 15.9 ng 309166 4 11.304 388216 20.0
Isopropyl palmi... 12.092 2.3 ng 45145 4 11.304 388216 20.0
Octadecanoic acid 12.627 4.6 ng 88956 4 11.304 388216 20.0
1-Nonadecene 13.845 12.3 ng 231311 5 13.957 377288 20.0
7H-Benz[de]anth... 14.104 2.3 ng 42995 5 13.957 377288 20.0
2,6,10,14-Hexad... 14.821 4.3 ng 84734 6 15.433 395861 20.0
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