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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Jul 2023 10:16
¢ CG\JU
: PB154160BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071423\
BF134282.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

TIC Library

: 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\BF071423\
Data File : BF134282.D

Acqg On : 14 Jul 2023 10:16
Operator : CG\JU

Sample : PB154160BL

Misc

ALS vial : 3  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 1 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.475  29.88 ng 775807 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 406 (4.475 min): BF134282.D\data.ms (-401) (-) m/z 55.10 100.00%
55.1 83.1
5000 43.0
98.1
R
4.20 4.40 4.60 4.80
Ly H‘\ 67.0 | 9
Ot e e e e e e e m/z 83.10 94.61%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LN L B B A R
290 43.0 98.0 4.20 4.40 4.60 4.80
' m/z 43.00 41.54%
Ll 670 |
OH\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R N
29.0 43.0 4.20 4.40 4.60 4.80
5000 m/z 39.00 31.11%
98.0
M‘\ \\‘\ 67.0 I
owwwwwm i RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- e AAREEmaR R
55.0 83.0 4.20 4.40 4.60 4.80
m/z 98.10 30.78%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;HH,JH,HH,HH S G —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071423\
Data File : BF134282.D

Acqg On : 14 Jul 2023 10:16
Operator : CG\JU

Sample : PB154160BL

Misc

ALS vial : 3  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.093 72.39 ng 1879400 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 511 (5.093 min): BF134282.D\data.ms (-505) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 A RAREE N
4.80 5.00 5.20 5.40
Il 830 P
o——— b m/z 59.00 56.41%
miz-> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I L LA BN
4.80 5.00 5.20 5.40
101.0 m/z 101.10 19.46%
270 ‘ 83.0
O \\\’\\‘\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
ERAREEEEES SR
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 13.68%
byl L 128020
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.66%
5000
58.0
15.0 ‘ 100.0
0 | . Ll . | |

m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071423\
Data File : BF134282.D

Acqg On : 14 Jul 2023 10:16
Operator : CG\JU

Sample : PB154160BL

Misc

ALS vial : 3  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 3 Hexacosane, 1-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.027 2.35 ng 106456  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 87
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 87
4 Docosane 310 C22H46 000629-97-0 86
5 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 86
Abundance Scan 2370 (16.027 min): BF134282.D\data.ms (-2365) (- m/z 57.10 100.00%
57.1
‘ 16.00 |
5.0 225.0 :
oL—f-b ‘Hﬂdhm‘“"wﬂmw‘ugggﬁ“,‘uéq§?“w m/z 43.00 67.99%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #336598: Hexacosane, 1-iodo-
57.0
5000 —— :
16.00
m/z 71.10 61.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
T
16.00
5000 m/z 85.05 59.06%
oLl J‘ | \\ | \16?9‘2‘2‘50 2950 351.0 449
A e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #340844: Octacosane, 1-iodo- 7
57.0 16.00
m/z 55.05 27.68%
o /\WMWNJ\\WM
6
o.WI%F%O%W%W”EO, -
m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071423\
Data File : BF134282.D

Acqg On : 14 Jul 2023 10:16
Operator : CG\JU

Sample : PB154160BL

Misc

ALS vial : 3  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 4 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.563 2.16 ng 97889  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hexacosane, 9-octyl- 479 C34H70 055429-83-9 90
Abundance Scan 2461 (16.562 min): BF134282.D\data.ms (-2456) (- m/z 57.00 100.00%
57.0
5000 M/\/V/tw
T \
“ H L1502 2113 281.0  355.0 16.50
ob—bd 4 m w‘h o PO vl it m/z 43.10  83.40%
miz--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0
5000 —— :
16.50
m/z 71.05 63.18%
\\ ‘ N " 169.0 254.0
O\\“"\“\“‘\“\“\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
T \
16.50
5000 ITI/Z 85.00 48.96%
.0
0 i uh\ \‘h:h h I‘ \ 16\9 lO I 2\2'\5 p 309 0 365 0 437 !
i ; A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl- T ‘
57.0 16.50
m/z 41.00 23.06%
. WMMMAWWW
13.0
0 ‘L‘ |19 1690 2250 810 3370 3930
L e B o R ——
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71423\
Data File : BF134282.D

Acqg On : 14 Jul 2023 10:16
Operator : CG\JU

Sample : PB154160BL

Misc

ALS vial : 3  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|
3-Penten-2-one,... 4.475 29.9 ng 775807 1 6.840 519264 20.0
2-Pentanone, 4-... 5.093 72.4 ng 1879400 1 6.840 519264 20.0
Hexacosane, 1-i... 16.027 2.4 ng 106456 6 15.551 905093 20.0
Octadecane 16.563 2.2 ng 97889 6 15.551 905093 20.0
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