LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47271.D

Acqg On : 20 Aug 2024 14:46

Operator : RC/JU

Sample : P3643-09 :
Misc : 924-K1-SD-0-0.5-081524

ALS Vvial : 10 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-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47271.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.569 279 286 295 rVB 131709 199068 1.90% 0.403%
2 5.016 355 362 377 rBV 2361734 3555433 33.97% 7.205%
3 6.575 620 627 642 rBV 2328572 3808327 36.39% 7.717%
4 7.357 752 760 770 rBV 753796 1161973 11.10%  2.355%
5 8.504 947 955 969 rBV 1498675 2478805 23.68% 5.023%

6 10.116 1221 1229 1241 rBV 931126 1550198 14.81% 3.141%
7 10.881 1352 1359 1368 rBV2 65535 142739 1.36% ©.289%
8 12.627 1648 1656 1670 rBV 3574108 5552087 53.05% 11.251%
9 14.016 1886 1892 1903 rBV 1458005 2214620 21.16%  4.488%
10 14.257 1926 1933 1934 rBV 541711 743872 7.11% 1.507%

11 14.274 1934 1936 1947 rVB 696903 820175 7.84% 1
12 15.527 2142 2149 2163 rBV 3738022 5599492 53.50% 11.
13 16.780 2356 2362 2375 rBV 1892673 2843098 27.16% 5.761%
14 17.721 2517 2522 2535 rBV 326952 563386 5.38% 1
15 19.021 2739 2743 2755 rBvV2 146331 270778 2.59% ©

16 19.451 2810 2816 2827 rBV 8742317 10466468 100.00% 21.
17 20.762 3034 3039 3050 rBV 469780 822604  7.86%

1

1
18 21.021 3078 3083 3092 rBV 2444315 3407178 32.55% 6.904%
19 23.721 3534 3542 3558 rVB 1328678 3147481 30.07% 6

Sum of corrected areas: 49347782
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47271.D

Acqg On : 20 Aug 2024 14:46

Operator : RC/JU

Sample : P3643-09 :
Misc 924-K1-SD-0-0.5-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047271.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47271.D

Acqg On : 20 Aug 2024 14:46

Operator : RC/JU

Sample : P3643-09 :
Misc : 924-K1-SD-0-0.5-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 5
R.T. EstConc Area Relative to ISTD R.T.
4.569 3.43 ng 199068 1,4-Dichlorobenzene-d4 7.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 286 (4.569 min): BM047271.D\data.ms (-279) (-) m/z 43.10 100.00%
3.1
5000
101'1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
| ‘ 4.20 4.40 4.60 4.80
ol v ) 1411 2070 28LUn/; 59,18 59.51%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L B LA BN R B
4.20 4.40 4.60 4.80
101.0 m/z 101.10 23.79%
0
m/z--> 50 100 150 200 250
Abundance #4528: 2,3-Butanedione, monooxime
43.0
T
4.20 4.40 4.60 4.80
5000 m/z 58.05 14 .85%
101.0
oo L L
m/iz--> 50 100 150 200 250
Abundance #5058: Propane, 2-ethoxy-2-methyl- e R ARBSaRREEEE SR
59.0 4.20 4.40 4.60 4.80
m/z 41.05 7.93%
5000
29.0 L
S T
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47271.D

Acqg On : 20 Aug 2024 14:46

Operator : RC/JU

Sample : P3643-09 :
Misc : 924-K1-SD-0-0.5-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 unknownl4.257 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.257 6.72 ng 743872  Acenaphthene-di10 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
2 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 14
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 12
4 6,10,14-Trimethyl-pentadecan-2-o0l 270 C18H380 069729-17-5 12
5 Carbonic acid, prop-1-en-2-yl un... 256 C15H2803 1000382-90-6 10

Abundance Scan 1933 (14.257 min): BM047271.D\data.ms (-1926) ({ | m/z 43.10 100.00%
3.1

5000 101.1 1371 A\
‘ ‘ 14.00 14.50
197.2 . .
o‘H,HH\w‘”!,”Hi“u‘wlu by e 20 myz 57.10 56.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 =T T
14.00 14.50
101.0 m/z 101.10 47.92%
O]-\ﬂ\’()\‘\‘\\“\\\ ’\\\\‘\H\“H\\‘\\H‘H\\’\\\\‘\H\‘H\\‘\\H‘H\\’\\H‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168308: Tetradecane, 1-bromo-
57.0
—r —
135.0 14.00 14.50
5000 ITI/Z 97.05 47 .76%
27.0 97 0
0 ‘ “\ H‘\ h | \ Mool g “1650 197.0 233.0 276.C
HWHH‘HH“H‘HH‘HH_HWHH“‘H_HWHH_‘H_HWHH_
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #267412: Trichloroacetic acid, tetradecyl ester . —
43.0 14.00 14.50
83.0 .
m/z 137.05 44 ,39%
5000
25.0
0 168.0197.0 2410
! —r —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_M\Data\
BM@47271.D

: 20 Aug 2024 14:46

: RC/JU

: P3643-09

: 10 Sample Multiplier: 1

Library Search Compound Report

BM082024\

924-K1-SD-0-0.5-081524

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknownl4.274 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.274 7.41 ng 820175  Acenaphthene-die 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 22
2 Z-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 11
3 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 11
4 Succinic acid, hexadecyl 2,2,2-t... 472 C22H39C1304 1000349-17-9 10
5 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 10

Abundance Scan 1936 (14.274 min): BM047271.D\data.ms (-1934) (- m/z 43.10 100.00%
43.1
101.1
5000 137.1 /\
‘ 197.2 1400 1450
0 ‘M bl H‘ L 2808 ayz s7.10 57.24%
m/z--> 200 250
Abundance #4542 (+-)-4- Ammo 4,5~ d|hydro 2(3H)-furanone
43.0
5000 T
101.0 1400 1450
m/z 101.10 57.04%
01:\3‘“\0““! um “‘ML !‘ \“ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #7626: Z-3,4,4-Trimethyl-2-pentene
55.0 97.0
e
14 00 14.50
5000 m/z 97.10 55.40%
0 1‘5\‘0‘\‘ il “ . — — —
m/iz--> 50 100 150 200 250
Abundance #7476: 7-Oxabicyclo[4.1.0]heptane, 1-methyl- —
43.0 1400 1450
970 m/z 137.85  51.58%
5000 /\“
oL .
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47271.D

Acqg On : 20 Aug 2024 14:46

Operator : RC/JU

Sample : P3643-09 :
Misc 924-K1-SD-0-0.5-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.721 3.96 ng 563386  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2522 (17.721 min): BM047271.D\data.ms (-2517) (f m/z 73.10 100.00%
73.1
43.0
5000 129.1
213.2 S s
‘ 1711 256.3 17.50 18.00
oL : W‘ H!\\ ‘Mu“ﬂh“\ ;\u‘\‘ o] : “‘ “‘ ““ ks L ‘L‘ : m/z 43.05 75.92%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
17.50 18.00
1710 213.0 256.0 m/z 60.00 73.39%
O\\\\M‘ m\hH\ ‘H‘\ M‘ \\\‘\“ \“\‘\\“‘\\\\
miz-> 50 100 150 200 250
Abundance #92068: Tridecanoic acid
73.0
43.0
=1 ==
17.50 18.00
5000 m/z 57.10 66.11%
129.0
‘ ‘ 171.0 214.0
ol ‘ H\‘HM‘ M‘U\‘H\\MH Iy ‘ S—— ‘ - ‘ —_
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid == T
43.0 73.0 17.50 18.00
m/z 55.05 65.93%
5000 129.0
‘ 199.0 2420
oL— “ H H‘n MH “\m‘ uh\‘\\ M‘ ul “1‘53‘9 ;“ ‘i s “‘ — = ases
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47271.D

Acqg On : 20 Aug 2024 14:46

Operator : RC/JU

Sample : P3643-09 :
Misc 924-K1-SD-0-0.5-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.762 4.83 ng 822604  Chrysene-di12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Heptacos-1-ene 378 C27H54 015306-27-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 3039 (20.762 min): BM047271.D\data.ms (-3034) (- | m/z 57.10 100.00%

57.1
5000

T
20.50 21.00

ol AALL] | 1562 2080 2650 3250 a2,

= A EEaa T m/z 43.10 81.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 —— =

20.50 21.00
m/z 83.10 80.75%

11.0
T \L‘\ J\ ‘ “ \“"\“L‘ “‘ \“\ ‘\]‘-\6\8 \0\ ‘ T \2\!:-)‘2\0\\ T ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0

o

20.‘50 21.‘00
5000 111.0 m/z 55.10 80.61%
OH\“M‘\‘ H“\H\“\‘\“\lh\“O"22‘2‘(‘)‘““3?‘8‘0“‘””‘”” i/\A
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene T F
55.0 20.50 21.00
m/z 69.05 74.78%

5000 11.0 #wVW%F/J\\MAMMWJLA
350.0
| 167.0 264.0 | :

0L “‘ “‘ R T B == _—
miz--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM082024\
Data File : BM@47271.D

Acqg On : 20 Aug 2024 14:46
Operator : RC/JU

Sample : P3643-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

924-K1-SD-0-0.5-081524

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.569 3.4 ng 199068 1 7.357 1161970 20.0
unknown14.257 14.257 6.7 ng 743872 3 14.016 2214620 20.0
unknownl4.274 14.274 7.4 ng 820175 3 14.016 2214620 20.0
n-Hexadecanoic ... 17.721 4.0 ng 563386 4 16.786 2843100 20.0
5-Octadecene, (E)- 20.762 4.8 ng 822604 5 21.021 3407180 20.0
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