LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\
Data File : BF133350.D

Acqg On : 11 May 2023 12:17
Operator : CG\JU

Sample : PB152690BL

Misc :

ALS vial : 3  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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133350.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.928 476 483 500 rVB 2197527 3427355 48.10% 6.573%
2 5.346 549 554 557 rBvV 5917310 6405438 89.90% 12.285%
3  6.369 722 728 731 rBV 5354928 6586357 92.44% 12.632%
4 6.722 784 788 791 rBV 1704030 1498945 21.04% 2.875%
5 7.292 878 885 887 rBV 3919938 4294072 60.27% 8.236%

6 8.004 1002 1006 1009 rBV 2526113 2061059 28.93%  3.953%
7 9.086 1183 1190 1193 rBV 6789452 7006275 98.34% 13.437%
8 9.757 1300 1304 1307 rBV 3055796 2405936 33.77% 4.614%
9 10.545 1434 1438 1442 rBV 3867459 4133708 58.02% 7.928%
10 11.239 1552 1556 1559 rBV 2865512 2448495 34.37%  4.696%
11 12.827 1821 1826 1830 rBV 6202146 7124755 100.00% 13.664%
12 13.357 1913 1916 1920 rBV 109719 87394 1.23% 0.168%
13 13.874 2000 2004 2012 rBV 2067885 1930905 27.10% 3.703%
14 14.651 2132 2136 2139 rBV 98077 94991 1.33% 0.182%
15 14.968 2187 2190 2196 rBV 111676 127967 1.80% ©.245%
16 15.292 2240 2245 2249 rBV 1194565 1513023 21.24%  2.902%
17 15.333 2249 2252 2257 rVB 133526 170563 2.39% ©.327%
18 15.739 2316 2321 2329 rVB2 110393 158835 2.23% ©.305%
19 16.215 2396 2402 2406 rBV 128251 268578 3.77% ©.515%
20 16.768 2489 2496 2503 rBV2 74811 161114 2.26%  0.309%
21 17.415 2600 2606 2616 rVB4 58094 144177 2.02% ©.277%
22 18.186 2731 2737 2747 rBV3 33504 91021 1.28% 0.175%

Sum of corrected areas: 52140963
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\

BF133350.D
: 11 May 2023 12:17
: CG\JU
: PB152690BL
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Time-->

TIC: BF133350.D\data.ms
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TIC: BF133350.D\data.ms
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TIC: BF133350.D\data.ms

13.874

15.292
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\
Data File : BF133350.D

Acqg On : 11 May 2023 12:17

Operator : CG\JU

Sample : PB152690BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4928 45.73ng 3427360  1,4-Dichlorobenzene-d4  6.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50

2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

3 Acetic acid, cyano-,

1,1-dimethy... 141 C7H11NO2

000540-88-5 39
001116-98-9 25

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 483 (4.928 min): BF133350.D\data.ms (-476) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T T
4.60 4.80 5.00 5.20
| | 83.1 .
bt A m/z 59.10 54.66%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B B L I IR |
59.0 4.60 4.80 5.00 5.20
m/z 101.10 20.01%
15.0 101.0
‘ T A | 83.0 ! ‘
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R RRRRSE s RS
4.60 4.80 5.00 5.20
5000 50.0 ITI z 58.10 15.24%
101.0
0\\%%?\JU\MW\\UWH\\\%%q\\‘\\\\‘\\\\‘\\
miz-> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.92%
5000 41.0
0 \H\‘ \‘M 126.0 142.0
e e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133350.D

Acqg On : 11 May 2023 12:17
Operator : CG\JU

Sample : PB152690BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octacosane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.739 2.10 ng 158835  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2321 (15.739 min): BF133350.D\data.ms (-2316) (- m/z 57.05 100.00%

57.0
5000

9 l T ‘ T T ‘ T
15.50 16.00
412 207.1
H uhw‘u”‘ LI gy m“m“‘2(‘57"9“””‘”” m/z 71.16 59.31%

m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0

5000 == —
15.50 16.00

m/z 43.05 53.73%

9.0
ol L “‘\ H | 141-0183.0225.0267.0309.0 3650
\\\\‘\ \\\f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0

T
15.50 16.00

o

5000 m/z 85.10 46.22%
oL \\ | 141918302250 2810 337.0 394
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane ol P
57.0 15.50 16.00

m/z 55.00  20.37%

B WAWNWWMWWAWWWW$MAWA

15.0 L | L h‘ | 141.0183.02250  296.0

T 7
m/z--> 50 100 150 200 250 300 350 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\
Data File : BF133350.D

Acqg On : 11 May 2023 12:17

Operator : CG\JU

Sample : PB152690BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 3 Octadecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.215 3.55 ng 268578  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Nonadecane 268 C19H40 000629-92-5 83
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 70
4 Octacosane 394 C28H58 000630-02-4 70
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 70

Abundance Scan 2402 (16.215 min): BF133350.D\data.ms (-2396) (- m/z 57.10 100.00%

57.1
5000
360.2

9.1 1520 U ]

16.00 16.50
o WL [z zsanzesy | RO R

m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0

5000 S e
16.00 16.50

m/z 43.10 57.62%
‘\‘

“\ A H‘ ‘ 1410]7830 2540
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

o

— —
16.00 16.50
5000 m/z 85.05 51.52%
0 I “\ L H‘ I ]\'4':]' 0 183.0 268.0
e e S e
mlz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- P ey
57.0 16.00 16.50

m/z 360.20  29.21%

5000
9.0
oL ‘ J\ H | 141.0183.0225.0267.0309.0 365.0

m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133350.D

Acqg On : 11 May 2023 12:17
Operator : CG\JU

Sample : PB152690BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.768 2.13 ng 161114  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87

Abundance Scan 2496 (16.768 min): BF133350.D\data.ms (-2489) (- m/z 57.10 100.00%

57.1
5000

9.2 L — L

1650  17.00
169.1210.1 2811
“‘kJ‘MWWiWJ‘w‘w%uqh‘““‘u““‘gﬁeg“‘ m/z 71.e5 66.58%

m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0

5000 S ol
16.50 17.00

m/z 43.05 59.75%
I

0 uh\ \\\ “ h ][41 0183 0225 0267 0 33\8.0
LRI ‘ T T ‘ LR ‘T \ T ‘ \ T \ \ ‘ T 1T ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane

57.0

7
16.50 17.00

o

5000 m/z 85.05 50.33%
ol ‘m“\J141018302250 281.0 337.0 394.
i e e e
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane o o
57.0 16.50 17.00

m/z 55.00 21.06%

- WM
9.0 169.0

olsd Lyd ], ] 248.0

m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051123\
Data File : BF133350.D

Acqg On : 11 May 2023 12:17
Operator : CG\JU

Sample : PB152690BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.928 45.7 ng 3427360 1 6.722 1498950 20.0
Octacosane, 2-m... 15.739 2.1 ng 158835 6 15.292 1513020 20.0
Octadecane 16.215 3.5 ng 268578 6 15.292 1513020 20.0
Tetracosane 16.768 2.1 ng 161114 6 15.292 1513020 20.0
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