LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

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_ P\Methods\8270E-BP072723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@16458.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.587 384 391 403 rBV 6671472 9903846 45.53% 6.899%
2 7.216 659 668 678 rBV 6769432 10915637 50.18% 7.603%
3 8.075 807 814 825 rBV 1804368 2862858 13.16% 1.994%
4 9.275 1008 1018 1029 rBV 4140641 6802120 31.27% 4.738%
5 10.910 1289 1296 1315 rBV 2590585 4407241 20.26% 3.070%

6 13.351 1701 1711 1718 rBV 10906812 15592301 71.68% 10.861%
7 14.181 1846 1852 1863 rVB 552655 767682  3.53% ©.535%

8 14.334 1873 1878 1903 rBV 1347442 2065553  9.50%
9

1.439%

14.728 1935 1945 1953 rVB 3680562 5484720 25.21%  3.820%

10 16.092 2171 2177 2184 rBV 5625963 7681607 35.31% 5.351%
11 16.222 2191 2199 2214 rBV 7670008 11331041 52.09% 7.893%
12 17.492 2409 2415 2426 rVB 4796925 6708920 30.84% 4.673%
13 18.339 2553 2559 2570 rBV 1895898 2651644 12.19%  1.847%
14 19.569 2763 2768 2781 rBV 1208956 1701952 7.82% 1.186%
15 19.898 2819 2824 2841 rBV 1406257 2075322  9.54% 1.446%

16 20.039 2842 2848 2853 rBV 17804415 21752854 100.00% 15.152%

17 20.786 2972 2975 2981 rBV2 198347 263152 1.21% ©.183%
18 21.251 3049 3054 3063 rBV 1274183 1748928 8.04% 1.218%
19 21.586 3106 3111 3119 rVB2 4779910 6281381 28.88% 4.375%
20 21.704 3128 3131 3138 rVB 218686 282272 1.30% 0.197%
21 22.192 3210 3214 3217 rBV = 206228 286628 1.32% ©.200%
22 22.727 3303 3305 3314 rVB2 160251 284223 1.31% 0.198%
23 22.880 3326 3331 3339 rVB 601932 897662 4.13% 0.625%
24 24.186 3545 3553 3563 rVB 2575076 5586952 25.68%  3.892%
25 24.698 3630 3640 3654 rBV 5754281 13450913 61.84% 9.369%

26 25.721 3808 3814 3835 rVB7 561969 1776304 8.17% 1.237%

Sum of corrected areas: 143563713
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP016458.D\data.ms

1.6e+07
1.4e+07
1.2e+07

1le+07
8000000 5 587 2216

6000000

9.275
4000000

10.910
2000000 8.075

0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BP016458.D\data.ms

20.039
1.6e+07
1.4e+07
1.2e+07 13.351

1e+07
8000000 16.222

16.0

6000000 17,492
4000000 14.728

2000000 14.334 18339 19.5649.8

14.18
0 L e e e e e e e e e e e R e

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP016458.D\data.ms

0
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1.2e+07
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8000000
24.698
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00.786 704 22.192 22.2725%80 25.721 /

OW\T\ T ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
016458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Decene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.334 7.53 ng 2065550  Acenaphthene-d10 14.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 95
2 1-Tetradecene 196 C14H28 001120-36-1 93
3 Cyclotetradecane 196 C14H28 000295-17-0 91
4 1-Undecanol 172 C11H240 000112-42-5 91
5 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 91

Abundance Scan 1878 (14.334 min): BP016458.D\data.ms (-1873) (- m/z 55.00 100.00%

55.0
5000
— e
| ” ‘400 14.00 14.50
:
bbb LLF - 2071 282.8341.1399.0 463.6 5415 y/7 41,05  84.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20642: 1-Decene
55.0
5000 — ——
14.00 14.50
‘ ‘ m/z 69.05  83.84%
40.0
O‘H‘\ ‘H\\‘r%\r‘\\\\‘\\\\‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #71723: 1-Tetradecene
43.0
— :
14.00 14.50
5000 ITI/Z 43.05 81.50%
AT e
O‘H‘“H‘p‘“ﬁm‘w‘u‘_‘u‘H‘w‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71733: Cyclotetradecane — e
55.0 14.00 14.50
m/z 56.05 70.20%
5000
1|12 2000
O‘H‘w‘u‘_‘w‘u‘w‘u‘_‘u‘H‘w‘u‘_‘u‘u‘w‘u‘_ — —T—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.092 28.01 ng 7681610  Acenaphthene-die 14.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 2177 (16.092 min): BP016458.D\data.ms (-2171) (- m/z 105.00 100.00%
105.0
5000 182.1
N T
39 16.00
0 e gk 2018 396.1416.6476.45358  n/z 76.95  67.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 — :
182.0 16.00
m/z 182.05 48.09%
27.0

O‘\\‘\\[‘!\”\l‘\\\\[l\\f\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30106: Benzenecarbothioic acid, S-methyl ester

105.0
U \
16.00
5000 m/z 50.95 24.04%
28.
e K e e Ha m e A
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32010: Acetophenone, 2-chloro- — I
105.0 16.00
m/z 49.95 8.04%
5000
39'# i_|
0 e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.339 7.90 ng 2651640  Phenanthrene-d10 17.492
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2559 (18.339 min): BP016458.D\data.ms (-2553) (| | m/z 73.00 100.00%
73.0
5000 A\
213 2 — ——
“ ’ ‘ 18.00 18.50
ol d H‘m_Hmw\H“3?"1‘6““‘9‘39“‘4‘?9“1‘5‘4?‘ m/z 60.00 80.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — P
129.0 18.00 18.50
m/z 43.05 78.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
== =
18.00 18.50
5000 m/z 41.05 65.76%
‘ 199.0
0%5“‘ “Mﬂ“$phl,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T 7
73.0 18.00 18.50
m/z 55.05 65.43%
5000
‘ ‘ P 214 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16458.D

Acqg On : 01 Aug 2023 16:12

Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.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 4 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.569 5.42 ng 17019560  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2768 (19.569 min): BP016458.D\data.ms (-2763) (-

m/z 73.00 100.00%

N

5000
185.1 = :
‘ “ ‘i | \ | 2010109 4209 5348 19:50
O bR L Ly L SHLD 4299 9348 m/z 43.e5  93.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 A ‘
185.0 19.50
" m/z 59.95 80.14%
Oli’ !’\JI“H‘\\‘}\J“IT\H\Jl\\“\l\l‘\\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
=T \
19.50
5000 m/z 55.00 74.97%

199.0

ots.oL ] JH‘M“ 90, |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #109279: Tetradecanoic acid T
73.0 19.50

m/z 57.10

N

74.53%

5000
185.0

0

m/z-->

15.;%\ J

,H\ b l |

N

T
0 50

100 150 200 250 300 350 400 450 500 550

T
19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 unknown19.898 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.898 6.61 ng 2075320  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 254 C12H1406 000959-26-2 47
2 2,4,6-Trimethoxybenzonitrile 193 C10H11NO3 002571-54-2 38
3 2-Hydroxy-1-isoindolinone 149 C8H7NO2 1000289-12-0 38
4 2-((2-Chloroethoxy)carbonyl)benz... 228 C10H9C1l04 006139-60-2 37
5 2-(Propoxycarbonyl)benzoic acid 208 C11H1204 1000373-63-1 32
Abundance Scan 2824 (19.898 min): BP016458.D\data.ms (-2819) (- m/z 193.00 100.00%
193.0
5000 Jt
104.0 _ A
45% \ | 19.50 20.00
O bbb b L) 28103419 415247485366 /7 149.00  76.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140006: 1,4-Benzenedicarboxylic acid, bis(2-hydroxyeth
193.0
5000 — e~
19.50 20.00
31.0 104.0 m/z 210.95 37.77%
O‘\\\‘“\n‘\f\\“‘\\““\ll\m\}\h\\l\’\\\255\.\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67561: 2,4,6-Trimethoxybenzonitrile
198.0
— 5
19.50 20.00
5000 m/z 103.95 25.34%
69.0
134,
0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27232: 2-Hydroxy-1-isoindolinone — =
149.0 19.50 20.00
m/z 76.00 20.64%
5000
77.0
o““l“, — S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 Cetene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.251 5.57 ng 1748930  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3054 (21.251 min): BP016458.D\data.ms (-3049) (- m/z 57.05 100.00%

57.0
5000

‘ L-120702851
I, .207.0285.1355.9430.1  536.0 -
o‘m_HH"fa,mwu‘H_m‘w,w,mWWMW,WW m/z 43.10 90.59%

\
m/z--> 0 50 100150 200250300 350400 450500550600 650
Abundance #104591: Cetene

41.0

5000 T T
21.00 21.50
1.0 m/z 55.10  81.13%
J 11 224.0
O‘H\‘\\H“\H.\’H\\‘Hl\\‘\\H‘HH’HH’\H\‘HH‘HH‘HH’HH‘H
m/z--> 0 50 100150200250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
T ]
21.00 21.50
5000 ITI/Z 83.05 75.50%
ol HZ,O 2520 3690 648.
e PR e e e e e e
m/z--> 0 50 100150200250 300 350400450500 550600 650
Abundance #273800: 1-Hexacosene B ——
57.0 21.00 21.50

m/z 69.05 71.15%

5000
9.0
oL LT 2100 292.0364.0

T T
m/z--> 0 50 100150200250 300 350400450500 550600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.880 2.86 ng 897662  Chrysene-di12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 trans-Farnesol 222 C15H260 000106-28-5 83
5 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 83
Abundance Scan 3331 (22.880 min): BP016458.D\data.ms (-3326) (- m/z 69.05 100.00%
69.0
= =
‘ 1 22.50 23.00
Obrritbihs MJ ‘ “2‘0‘3 1 2810 3673 47485350  n/z 81.65  48.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 = e
22.50 23.00
m/z 41.10 22.81%
137.0
obbiddl ] 2030 273.0 3410 410.0
\WT‘\ \\‘\\\\‘T\\\‘\1!\‘T\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
— ——
22.50 23.00
5000 m/z 95.10 13.62%
‘ 137.0
obtibiitlly 2030 2730 3810 4100
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, — —
69.0 22.50 23.00
m/z 67.95 11.55%
5000
‘ 36 0
ol ik MLU«Mg“‘?R?’?‘_H?}?F’w?ﬁ“‘?‘H_WH_ e ]
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 unknown24.698 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.698 48.15 ng 13450900  Perylene-di12 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 27
2 Phthalic acid, monoethyl ester 194 C10OH1004 002306-33-4 22
3 2-Thiazolamine, 4-(4-methoxyphen... 296 C17H16N20S 1010319-57-2 18
4 3,6,13,16-tetraoxatricyclo[16.2.... 384 C20H1608 1000398-77-0 12
5 Ninhydrin 178 C9H604 000485-47-2 12

Abundance Scan 3640 (24.698 min): BP016458.D\data.ms (-3630) (- m/z 296.05 100.00%

296.1
104.0
5000
—r —
1#51.9 sk 1 24.50 25.00
ol 3Pl Lkl 12349 | PPRY 4291 S211 010400 75.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26799: Phthalic anhydride
104.0
5000 — —
24.50 25.00
m/z 341.10 53.06%
38.
0‘\\l\‘\l‘\\\Ji\\‘\\\\l‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68424: Phthalic acid, monoethyl ester
104.0
—— —
24.50 25.00
5000 ITI/Z 76.00 47 .43%
450
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194017: 2-Thiazolamine, 4-(4-methoxyphenyl)-N-(4-met —

296.0 24.50 25.00
m/z 324.05 35.17%
5000
149.0
77.0
o il 220 | 1 W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 Cholesterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

25.721 6.36 ng 1776300  Perylene-d12 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 99
3 3.beta.-Hydroxy-5-cholen-24-oic ... 374 C24H3803 005255-17-4 91
4 Lathosterol 386 C27H460 000080-99-9 90
5 Boscartol F 300 C20H2802 1486443-17-7 60

Abundance Scan 3814 (25.721 min): BP016458.D\data.ms (-3808) (- m/z 43.10 100.00%
1

43.
107.0
5000

i
HM ‘ 25.50 26.00
Yl 4621 5361  1/z 107.00  66.98%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292874: Cholesterol
43.0
105.0 386.0

5000 275.0 e
213.0 25.50 26.00

W\ m/z 104.95 65.59%
i
il

O ‘ T \J‘\ “\ =T ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0

7
25.50 26.00
5000 m/z 91.00 63.37%

105.0
‘ H 21305750  386.0
0 ‘ TT T ‘Hl\ “‘\‘ “\“\“’ LM“MW#WWWW
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #283255: 3.beta.-Hydroxy-5-cholen-24-oic acid ——
107.0 25.50 26.00

263.0
41. m/z 55.05 60.35%

O
5000 356.0 J\\Nw
3.0
11‘1 H]M

‘ 7 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50 26.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016458.D

Acqg On : 01 Aug 2023 16:12
Operator : MA/JU

Sample : 03715-12

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.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-Decene 14.334 7.5 ng 2065550 3 14.728 5484720 20.0
Benzophenone 16.092 28.0 ng 7681610 3 14.728 5484720 20.0
n-Hexadecanoic ... 18.339 7.9 ng 2651640 4 17.492 6708920 20.0
Octadecanoic acid 19.569 5.4 ng 1701950 5 21.586 6281380 20.0
unknown19.898 19.898 6.6 ng 2075320 5 21.586 6281380 20.0
Cetene 21.251 5.6 ng 1748930 5 21.586 6281380 20.0
Supraene 22.880 2.9 ng 897662 5 21.586 6281380 20.0
unknown24.698 24.698 48.1 ng 13450900 6 24.186 5586950 20.0
Cholesterol 25.721 6.4 ng 1776300 6 24.186 5586950 20.0
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