LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47270.D

Acqg On : 20 Aug 2024 14:06

Operator : RC/JU

Sample : P3643-08 :
Misc : 918-J-SD-0.5-1-081524

ALS vial : 9 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@47270.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.569 279 286 293 rBV 152436 216257 2.11% 0.419%
2 5.016 355 362 375 rBV 2654444 3902331 38.02% 7.570%
3 6.575 617 627 641 rBV 2679431 4206614 40.99% 8.160%
4 7.357 753 760 770 rVB 803742 1224463 11.93% 2.375%
5 8.504 948 955 969 rBV 1633459 2661313 25.93% 5.162%

6 10.116 1221 1229 1241 rBV 975407 1662495 16.20%  3.225%
7 10.880 1351 1359 1369 rBV 78782 176122 1.72% ©.342%
8 12.627 1649 1656 1676 rBV 3989584 6157604 59.99% 11.944%
9 14.015 1886 1892 1902 rBV 1520640 2335647 22.76% 4.531%
10 14.274 1927 1936 1949 rBV 932167 2011586 19.60%  3.902%

11 15.527 2142 2149 2162 rBV 3941145 5804179 56.55% 11.259%
12 16.786 2357 2363 2377 rBV 2009173 2962138 28.86% 5.746%
13 17.721 2517 2522 2527 rBV 358688 562909 5.48% 1.092%
14 19.021 2739 2743 2755 rBV 210371 367675 3.58% ©.713%
15 19.450 2810 2816 2825 rBV 8400811 10263576 100.00% 19.909%

16 20.762 3034 3039 3050 rBV2 401730 731056  7.12%  1.418%
17 21.021 3078 3083 3092 rBV2 2397109 3353781 32.68% 6.506%
18 23.721 3535 3542 3556 rVB 1265401 2953157 28.77% 5.728%

Sum of corrected areas: 51552903
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Aug 2024 14:06
: RC/JU
: P3643-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM082024\
BM047270.D

918-J-SD-0.5-1-081524

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM047270.D\data.ms

12.62%

5.016 6.575

8.504

4.569 10.880

0

Time--> 3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM047270.D\data.ms
19.450

15.527

21.021
16.786
14.015

14.274 20.762

17.721 19.021

0
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

Time-->

TIC: BM047270.D\data.ms

23.721

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47270.D

Acqg On : 20 Aug 2024 14:06

Operator : RC/JU

Sample : P3643-08 :
Misc 918-J-SD-0.5-1-081524

ALS vial : 9 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 4
R.T. EstConc Area Relative to ISTD R.T.
4.569 3.53 ng 216257 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 56
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
3 Hexanamide 115 C6H13NO 000628-02-4 25
4 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 17
5 1,2-Butanediol 90 C4H1002 000584-03-2 17
Abundance Scan 286 (4.569 min): BM047270.D\data.ms (-279) (-) m/z 43.10 100.00%
3.1
5000
101.1 e e
4.20 4.40 4.60 4.80
Obrrrprrr bbb 24092090 281U sz 59.10  59.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L NN B B R B
4.20 4.40 4.60 4.80
m/z 101.10  23.50%
101.0
O \H‘\‘I“‘H“hh\} \\H“\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
T
4.20 4.40 4.60 4.80
m/z 58.10  15.65%
5000 101.0
27.0 ‘ ‘
0! rellbre P e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8815: Hexanamide S R
59.0 4.20 4.40 4.60 4.80
m/z 41.10 9.43%
5000
- O (e i
m/z--> 20 40 60 80 100120140160180200220240260280 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@47270.D

Acqg On : 20 Aug 2024 14:06

Operator : RC/JU

Sample : P3643-08 :
Misc 918-J-SD-0.5-1-081524

ALS vial : 9 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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.880 2.12 ng 176122  Naphthalene-d8 10.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 80
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1359 (10.880 min): BM047270.D\data.ms (-1351) (- | m/z 94.10 100.00%
94.1
5000 j\\
51.0 h 1191 15‘2'1 10.50 11.00
Obrrredel bR L2070 s 77,65 24.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: l-Phenoxypropan -2-0
94.0
5000
10. 50 11 00
152.0 m/z 78.10 16.53%
45.0
O \%I-\g‘.\o\‘\\““\‘\“\\‘\\\\“\\\\‘\!]TJ\-?\O\\!‘\\J\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
10. 50 11 00
5000 m/z 152.05 16.44%
45.0 152.0
ol Ll erol | lsato
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19881: Ethanol, 2-phenoxy-
94.0 10. 50 11 00
m/z 108.10  13.50%
5000
138.0
570 5LO
0m"H“‘Hwm‘_H‘w“m_‘H_m_m_m_m e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47270.D

Acqg On : 20 Aug 2024 14:06

Operator : RC/JU

Sample : P3643-08 :
Misc : 918-J-SD-0.5-1-081524

ALS vial : 9 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 3 unknownl4.274 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.274 17.23 ng 2011590  Acenaphthene-d10 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, tridec-2-yn-1-yl ... 380 C23H4004 1000390-69-6 14
2 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 14
3 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 10
4 Acetoxyacetic acid, 4-tetradecyl... 314 C18H3404 1000308-80-9 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
Abundance Scan 1936 (14.274 min): BM047270.D\data.ms (-1927) (- | m/z 43.05 100.00%
5000 101.1 137.1 A
— —
by | e
o‘”‘m‘ by meu”“_‘H,HH‘ m/z 57.05 53.29%
miz--> 100 150 200 250
Abundance #287806. Succinic acid, tridec-2-yn-1-yl 2-hexyl ester
101.0
5000 —— ——
43.0 14.00 14.50
m/z 101.10 50.36%
O — \‘ “ m‘\“ ‘M‘L‘ M h‘}\ \‘\h \\‘5\2‘0‘18‘5‘0 — ‘2‘4’9(‘)‘ ‘2‘96‘(
m/z--> 50 100 150 200 250
Abundance #24162: 2-Pentanol, 2-methyl-, acetate
43.0
— —
14.00 14.50
5000 101.0 m/z 97.10  49.54%
miz--> 100 150 200 250
Abundance #239150: Octadecane, 1-bromo- —— ——
57.0 14.00 14.50
m/z 137.05 43.65%
5000
135.0
970
o] mM LA YR N R A N
m/z--> 50 150 200 250 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@47270.D

Acqg On : 20 Aug 2024 14:06

Operator : RC/JU

Sample : P3643-08 :
Misc : 918-J-SD-0.5-1-081524

ALS vial : 9 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 3
R.T. EstConc Area Relative to ISTD R.T.
17.721 3.80 ng 562909  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2522 (17.721 min): BM047270.D\data.ms (-2517) (- m/z 73.10 100.00%

430 31
5000 1201
213.2

H ‘ 171.1 ‘ 256.3 1750 18.00
‘} \“ “H“““Hh\“ M‘ ol ‘L‘ ‘\‘ “ “\‘w “ A “ ™ “‘ T m/Z 43.05 82.05%

0L .
mi/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L T
17.50 18.00
97.0 1o 2130 2560 m/z 60.10  81.05%
oLb— ‘M‘ W “H‘\‘\‘ Mhu\ M‘n} ‘\ | “‘ “ “‘ \‘ “‘ T "\‘ N
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
e e
43.0 17.50 18.00
5000 m/z 57.10 65.07%
129.0
185.0 228.0
ol— “‘ | \\‘u‘u ‘um ‘\‘H‘L {M‘\‘H} ! - ul “\‘ — ‘\‘ ———
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid == e
43.0 73.0 17.50 18.00
m/z 55.10 64.41%
5000 129.0
‘ 199.0 2420
ol H‘H‘n i “HM‘“‘ nh\‘\‘ M‘u; “‘ ‘1‘61‘-0;“ ‘i o ‘L — et e
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@47270.D

Acqg On : 20 Aug 2024 14:06

Operator : RC/JU

Sample : P3643-08 :
Misc 918-J-SD-0.5-1-081524

ALS vial : 9 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.021 2.19 ng 367675 Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Heneicosanoic acid 326 C21H4202 002363-71-5 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2743 (19.021 min): BM047270.D\data.ms (-2739) (- | m/z 73.10 100.00%
73.1
185.1 241.2
T \
19.00
oL——tiy m/z 43.10 86.93%
miz--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 — ‘
120.0 19.00
3.0 ' 284.0 m/z 60.05 74.27%
‘ 185.0 2410
0 \\“\H[ ‘\“h““\m‘\‘}\“‘\ \‘\“\“ r-tr \“\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
0 \
19.00
5000 256.0 m/z 57.10 73.97%
129.0
3.0 213.0
‘ ‘ 171.0
oL dlall bl T L
m/z--> 50 100 150 200 250 300 350
Abundance #232199: Heneicosanoic acid T ‘
43.0 326.0 19.00
m/z 55.05 68.04%
129.0
5000 3.0
’ 283.0
185.0 227.0
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47270.D

Acqg On : 20 Aug 2024 14:06

Operator : RC/JU

Sample : P3643-08 :
Misc 918-J-SD-0.5-1-081524

ALS vial : 9 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 6 Heptacos-1-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.762 4.36 ng 731056  Chrysene-di12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
Abundance Scan 3039 (20.762 min): BM047270.D\data.ms (-3034) (- | m/z 83.10 100.00%
3.1
5000 \'L
2050 2100
39 # 2811 | : :
ol bk, “‘ LIDC. 2961 9008200 429 h/p 57.05  97.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #286432: Heptacos-1-ene
-
5000 11.0 — R
20.50 21.00
m/z 55.05 93.88%
378.0
O\“\“‘\ ‘{ ‘H‘ ‘h “L‘ ‘h h\‘\\()\ ‘2\2\2\(\)‘\\\\‘\\\\‘\\‘\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0
— —
20.50 21.00
5000 11.0 m/z 69.05 89.07%
350.0
om Lo a0 S0
m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene T ——
57.0 20.50 21.00
m/z 43.10  88.96%
5000 11.0 /\L
i
om‘uHU‘”‘Mm_m_m_m_m_m —— e
m/z--> 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@47270.D

Acqg On : 20 Aug 2024 14:06

Operator : RC/JU

Sample : P3643-08 :
Misc : 918-J-SD-0.5-1-081524

ALS vial : 9 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---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.569 3.5 ng 216257 1 7.357 1224460 20.0
1-Phenoxypropan... 10.880 2.1 ng 176122 2 10.116 1662500 20.0
unknownl4.274 14.274 17.2 ng 2011590 3 14.015 2335650 20.0
n-Hexadecanoic ... 17.721 3.8 ng 562909 4 16.786 2962140 20.0
Octadecanoic acid 19.021 2.2 ng 367675 5 21.021 3353780 20.0
Heptacos-1-ene 20.762 4.4 ng 731056 5 21.021 3353780 20.0
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