LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39412.D

Acqg On : 13 Apr 2023 15:37
Operator : CG/JU

Sample : PB152103BL

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 M\Methods\8270-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39412.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.952 294 300 315 rBV 2404383 3323619 32.45% 5.217%
2 5.440 377 383 412 rBV 5295796 8005964 78.16% 12.568%
3 7.069 652 660 683 rBV 4693018 7847237 76.61% 12.319%
4 7.863 788 795 810 rBV 894491 1489637 14.54%  2.338%
5 9.034 986 994 1019 rBV 2672935 4918717 48.02% 7.721%

6 10.675 1265 1273 1297 rBV 1061922 1990971 19.44%
7 13.139 1685 1692 1716 rBV 6519239 10039533 98.01% 15.
8 14.516 1919 1926 1943 rBV 1465734 2313138 22.58%

9 16.016 2174 2181 2206 rBV 4138003 6344321 61.93%
10 17.268 2388 2394 2411 rBV 1523069 2362662 23.06%

w o wu w
<)}
w
e
R

11 18.168 2542 2547 2563 rBV 180284 459521  4.49%
12 19.451 2761 2765 2778 rBV3 145655 356407 3.48%
13 19.586 2785 2788 2793 rVB 102879 118327 1.16%
14 19.898 2835 2841 2855 rBV 7852034 10243532 100.00% 16.
15 21.456 3102 3106 3116 rBV 1443231 1972964 19.26%
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16 23.844 3507 3512 3523 rVB2 926399 1916281 18.71%  3.008%

Sum of corrected areas: 63702831
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
BM039412.D

: 13 Apr 2023 15:37
: CG/JU
: PB152103BL

: 3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BM039412.D\data.ms
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\

BMO39412.D
: 13 Apr 2023 15:37
: CG/JU
: PB152103BL
: 3  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

4.952  44.62 ng 3323620 1,4-Dichlorobenzene-d4 7.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 300 (4.952 min): BM039412.D\data.ms (-294) (-) m/z 43.00 100.00%

43.0
5000
101.0

T T
4.60 4.80 5.00 5.20

68.9 “ 128.9 209.2
o“H"H‘L“m"H‘m“_“W‘H“H“_‘H“H“H‘w“ m/z 58.95

60.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L LI B B B

4.60 4.80 5.00 5.20
101.0 m/z 101.00  21.96%
\h‘

| 73.0, \‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4529: 2,3-Butanedione, monooxime
43.0

4.60 4.80 5.00 5.20

o

5000 m/z 58.00 15.41%
101.0
15.0
0 ‘ il ‘690 I
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester NRaRERRRssasssay ‘
59.0 4.60 4.80 5.00 5.20

m/z 40.95 8.82%

5000
i \ 126.0

L R ARRRE RS
miz--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39412.D

Acqg On : 13 Apr 2023 15:37

Operator : CG/JU

Sample : PB152103BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.168 3.89 ng 459521  Phenanthrene-d10 17.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 Pentadecanoic acid
4 Tridecanoic acid

5 n-Decanoic acid

256 C16H3202
228 C14H2802
242 C15H3002
214 C13H2602
172 C1eH2002

000057-10-3 99
000544-63-8 93
001002-84-2 90
000638-53-9 87
000334-48-5 50

Abundance Scan 2547 (18.168 min): BM039412.D\data.ms (-2542) (+ ' m/z 73.00 100.00%
73.0
5000
129.0
—— ;
‘ H ‘ 171.0 21‘3'1 256.1 18.00 18.50
ol,38 WHWWLM\AN \‘ ‘ﬂ‘\ \ “““““‘gﬁﬁJ m/z 60.00 81.80%
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 e s
129.0 18.00 18.50
213.0 m/z 43.00 77 .70%
171.0 ‘
o P P R
miz--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
— —
18.00 18.50
5000 m/z 55.00  66.40%
129.0
29. 185.0 228.0
oL ““ {M‘\‘H} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #126199:Pentadecanok:add e —
18.00 18.50
m/z 57.00 61.09%
5000 129.0
‘ 199.0 2420
SERE ¥R Y VRSN o
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39412.D

Acqg On : 13 Apr 2023 15:37
Operator : CG/JU

Sample : PB152103BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.451 3.61 ng 356407 Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2765 (19.451 min): BM039412.D\data.ms (-2761) (- | m/z 73.00 100.00%
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5000 129.0
185.1
241.2
‘ ‘ 284.1 19.50
o! Iy \M\Mm\ \\“\HHM\“ Fpvs ““ e “35‘6"( m/z 43.00 87.10%
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —
19.50
185.0 2410 284.0 m/z 59.95  81.24%
0! MM M “‘\‘ “ “‘ " ‘\‘\‘ ‘\ ‘\‘ . B o
m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
T
129.0 256.0 19.50
5000 m/z 57.00 74.88%
213.0
24 T
OH\“ m\h‘\‘ﬂ\u\‘ : HH“HH‘HH“
100 0

miz--> 50 150 200 250 300 350

Abundance #126202: Pentadecanoic acid
43.0 19.50

m/z 55.00 69.12%
5000
20 1290 242.0
HH 199.0
o 0 Y S

m/z--> 50 100 150 200 250 300 350 19.50

o

:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39412.D

Acqg On : 13 Apr 2023 15:37
Operator : CG/JU

Sample : PB152103BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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-... 4.952 44.6 ng 3323620 1 7.863 1489640 20.0
n-Hexadecanoic ... 18.168 3.9 ng 459521 4 17.268 2362660 20.0
Octadecanoic acid 19.451 3.6 ng 356407 5 21.456 1972960 20.0
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