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Filtering:
Min Area:
Max Peaks:
Peak Location:

corr.

5

3 % of largest Peak

100
TOP

corr.

area % max.

851941 33.
1940936 75.
2010167 77.

425048 16.
1326044 51.

549039 21.
2417637 93.
664142 25.

91048 3.
1772871 68.

728180 28.
64617 2.
31929 1.
29620 1.

2577658 100.

35616 1.
218681 8.
481280 18.

32243 1.
426868 16.
130271 5.

16805836

: Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF010923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Jan 2023 12:06
¢ CG\JU
. 01064-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
BF131992.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF131992.D\data.ms

5.404

4.987

6.428

6.787

7.357

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131992.D

Acqg On : 10 Jan 2023 12:06
Operator : CG\JU

Sample : 01064-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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.
4.987 40.09 ng 851941 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 493 (4.987 min): BF131992.D\data.ms (-487) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R e o A
4.60 4.80 5.00 5.20 5.40
o ss0 ;
-yt m/z 59.00 62.91%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 22.50%
15.0 101.0
‘ T A | 830 !
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
s A ma s o
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.26%
41.0
101.0
ob B0 L
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.78%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 RERaa e R o
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131992.D

Acqg On : 10 Jan 2023 12:06
Operator : CG\JU

Sample : 01064-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.551 2.74 ng 91048  Acenaphthene-di1e 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 70
3 Azobenzene 182 C12H16N2 000103-33-3 64
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 62
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 53
Abundance Scan 1439 (10.551 min): BF131992.D\data.ms (-1435) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
N
10.50
152.0
bl 3289 AT myz 77.00 76.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 et ‘
10.50
51.0 m/z 182.00  51.85%
. | 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
o
77.0 10.50
5000 m/z 50.95 31.40%
51.0
o220 | | po
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene — ‘A‘ i
77.0 10.50
m/z 50.00 9.75%
182.0
5000
51.0 105.0
0270 ‘ 1280 1920 \
R e —
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131992.D

Acqg On : 10 Jan 2023 12:06
Operator : CG\JU

Sample : 01064-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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-Nonadecanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.827 9.09 ng 218681  Chrysene-di2 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1996 (13.827 min): BF131992.D\data.ms (-1992) (- m/z 55.05 100.00%
55.0
97.0
5000
595 1400
1 248.1 : :
OH\‘H‘“\“\“”“‘ A M 8L m/z 43.10  90.15%
miz--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 — ——
13.50 14.00
25.0 m/z 83.10 87.36%
LU asm0 o
O\\‘\‘f““\\‘\\“\\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0 T 1
13.50 14.00
5000 ITI/Z 57.05 87.26%
39.0 210.0
ol?an“ ‘c‘ MH “ ‘ ‘ b 2?50 396
m/z--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester — ——
57.0 13.50 14.00
97.0 m/z 69.05 81.26%
- mMM~wwm¢w~ﬂV””WWwﬁmmW
otso L1 \w | 14001820 2550 3060 e e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131992.D

Acqg On : 10 Jan 2023 12:06
Operator : CG\JU

Sample : 01064-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 unknownl6.333 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.333 6.10 ng 130271  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pregn-5-en-20-one, 16,17-epoxy-3... 330 C21H3003 000974-23-2 30
2 3-.beta.-Acetoxy-bisnor-allochol... 390 C24H3804 1000226-91-3 22
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 12
4 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 10
5 Stigmasta-3,5-diene 396 C29H48 004970-37-0 10
Abundance Scan 2422 (16.333 min): BF131992.D\data.ms (-2416) (- m/z 43.05 100.00%
43.0
5000 107.1
173.0
255.2
. 381.3 r T
‘ 3033 16.00 16.50
oA m/z 55.00 62.71%
miz--> 50 100 150 200 250 300 350 400
Abundance #237137: Pregn-5-en-20-one, 16,17-epoxy-3-hydroxy-, (3
43.0
5000 — ——
910 159.0 3300 16.00 16.50
‘ ‘ 255.0 m/z 107.05 47.37%
2130 ‘
ok ‘ \‘ m L\\ \H\\m HM h“ \“H‘ “m‘h ‘\‘ h‘ " “‘ | ‘\ W “ “ r‘u‘ ‘ e
m/z--> 5 100 150 200 250 300 350 400
Abundance  #295683: 3-.beta.-Acetoxy-bisnor-allocholanic acid
43.0
— ——
16.00 16.50
107.0 m/z 81.00 45.28%
5000 215.0
330.0
275.0
ok~ m ] ‘ \‘\‘ - ! ety ‘\‘ b ?’?99 :
m/z--> 5 lOO 150 200 250 300 350 400
Abundance #327918: .beta.-Sitosterol acetate “ ——
43.0 16.00 16.50
m/z 57.00 44.08%
396.0
147.0
5000
H\
0 H‘\\h‘\“\m‘n‘\w‘u‘\" H\‘\‘L“HH“H‘\“H — e
m/z--> 5 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131992.D

Acqg On : 10 Jan 2023 12:06
Operator : CG\JU

Sample : 01064-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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-... 4.987 40.1 ng 851941 1 6.787 425048 20.0
Benzophenone 10.551 2.7 ng 91048 3 9.833 664142 20.0
n-Nonadecanol-1 13.827 9.1 ng 218681 5 13.974 481280 20.0
unknown16.333 16.333 6.1 ng 130271 6 15.445 426868 20.0
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