LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM0@47286.D

Acqg On : 21 Aug 2024 01:33

Operator : RC/JU

Sample : P3643-05 :
Misc : 917-J-SD-0-0.5-081524

ALS Vvial : 15 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@47286.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.569 278 286 294 rBV 180041 258619 5.34% 0.601%
2 5.016 355 362 378 rBV 2813671 4060385 83.80% 9.439%
3 6.569 619 626 638 rBV 2567774 4155347 85.76% 9.659%
4 6.675 640 644 651 rVB2 63242 108068 2.23% 0.251%
5 7.357 752 760 769 rBV 1057036 1647684 34.00% 3.830%
6 8.504 948 955 968 rBV 1712038 2699697 55.72% 6.276%
7 9.087 1048 1054 1066 rBV 74507 136239 2.81% 0.317%
8 10.110 1221 1228 1240 rBV 1294062 2135131 44.06% 4.963%
9 10.692 1322 1327 1337 rBV4 29531 54517 1.13% 0.127%
10 10.875 1352 1358 1371 rBV 154410 320571 6.62% 0.745%
11 12.622 1648 1655 1667 rBV 3202833 4845461 100.00% 11.264%
12 13.910 1864 1874 1878 rBV6 27007 68745 1.42% 0.160%
13 14.016 1886 1892 1902 rBV 1827418 2668235 55.07% 6.202%
14 14.251 1926 1932 1933 rBV4 49110 61448 1.27% 0.143%
15 14.269 1933 1935 1942 rVB2 54529 74817 1.54% 0.174%

16 15.527 2142 2149 2168 rBV 2667707 4173730 86.14%
17 16.780 2356 2362 2367 rBV 2020513 2857724 58.98%
18 16.821 2367 2369 2373 rVB 101797 116214  2.40%
19 16.915 2381 2385 2392 rVB4 40826 69329 1.43%
20 17.715 2516 2521 2534 rBV 343754 587038 12.12%
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21 18.857 2710 2715 2723 rBV 319547 476480 9
22 19.015 2738 2742 2750 rBV2 191062 285435 5
23 19.221 2770 2777 2785 rBV = 226272 368056  7.60%
24 19.445 2810 2815 2826 rBV 3593909 4472624 92.
25 20.756 3034 3038 3043 rBV 254404 344380 7
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26 20.868 3053 3057 3060 rBV = 130224 159800  3.30%
27 20.927 3064 3067 3071 rVB 106133 116606  2.41%
28 21.015 3077 3082 3087 rBV 1878050 2579524 53.24%
29 22.980 3413 3416 3422 rVB 213206 353225 7.29%
30 23.709 3533 3540 3557 rVB 1165429 2763935 57.04%
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Sum of corrected areas: 43019064
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47286.D

Acqg On : 21 Aug 2024 01:33

Operator : RC/JU

Sample : P3643-05 :
Misc : 917-J-SD-0-0.5-081524

ALS vial : 15 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: BM047286.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47286.D

Acqg On : 21 Aug 2024 01:33

Operator : RC/JU

Sample : P3643-05 :
Misc : 917-J-SD-0-0.5-081524

ALS vial : 15 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 2
R.T. EstConc Area Relative to ISTD R.T.
4.569 3.14 ng 258619 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 47
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
4 Tetraglyme 222 C1eH2205 000143-24-8 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 286 (4.569 min): BM047286.D\data.ms (-278) (-) m/z 43.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47286.D

Acqg On : 21 Aug 2024 01:33

Operator : RC/JU

Sample : P3643-05 :
Misc : 917-J-SD-0-0.5-081524

ALS vial : 15 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 3
R.T. EstConc Area Relative to ISTD R.T.
10.875 3.00 ng 320571 Naphthalene-d8 10.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 3-(.alpha.-Hydroxyethyl)-aniline 137 C8H11NO 002454-37-7 59

Abundance Scan 1358 (10.875 min): BM047286.D\data.ms (-1352) (- | m/z 94.05 100.00%
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Abundance #30139: 1-Propanol, 3-phenoxy-
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5000 ITI z 78.05 16.64%
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0 UMM S MBS A
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Abundance #19881: Ethanol, 2-phenoxy-
94.0 10. 50 11 00

m/z 108.10  14.76%
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0 “ ‘ ‘ ‘ H |
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\

Data File : BM@47286.D

Acqg On : 21 Aug 2024 01:33

Operator : RC/JU

Sample : P3643-05 :
Misc 917-J-SD-0-0.5-081524

ALS vial : 15 Sample Multiplier: 1

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 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.715 4.11 ng 587038 Phenanthrene-d10 16.780
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 70

Abundance Scan 2521 (17 715 min): BM047286.D\data.ms (-2516) (- | m/z 73.10 100.00%
5000
129.0 AwﬁvmwAkaw$mw
213.2 S =
‘ 1711 ‘ 256.3 17.50 18.00
0 “‘” Al “‘M“ b 80213410 “o/u 6e.e5  75.08%
m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
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5000 et .
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213.0 m/z 43.05 73.08%
‘ 1710 ‘
O T \“ HM‘\H\ “ ‘\ \‘ T \H‘ \‘\ T “\ LI ’ LI ‘ T
miz--> 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
= —
17.50 18.00
5000 m/z 57.05 63.64%
29.
‘ 171 0 2140
0 H‘\‘ JM h\ L | \m “\ “\H“HH’HH“
m/z--> 50 100 150 200 250 300 350
Abundance #109284: Tetradecanoic acid P ]
73.0 17.50 18.00
1290 m/z 55.05 59.50%
5000
185.0 228.0 wh
oL H\M‘ L )
m/z--> 50 100 150 200 250 300 350 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@47286.D

Acqg On : 21 Aug 2024 01:33

Operator : RC/JU

Sample : P3643-05 :
Misc : 917-J-SD-0-0.5-081524

ALS vial : 15 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.015 2.21 ng 285435  Chrysene-di2 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2742 (19 015 min): BM047286.D\data.ms (-2738) (- | m/z 73.10 100.00%
5000 129.1 ”J\V'/\/
185.2 2412 . ‘
‘ 284.3 19.00
0! m\‘\\‘\ oy L, m ‘d M\ ‘\\‘ 1 T ‘L‘ — ‘?’5‘5‘" m/z 43.05 86.07%
mfz--> 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 — ‘
129.0 19.00
3.0 284.0 m/z 60.05 78.65%
‘ ‘ 185.0 2410
0 ‘ ‘\\H‘nh\‘h“uh‘w}‘\‘\‘ ‘\“‘\ Bt “ ‘H\"HH“
miz--> 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
T \
19.00
5000 129.0 m/z 57.05 75.22%
29.
199.0 242.0
: |
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid — ‘
19.00
m/z 55.05 70.20%
5000 129.0
H 171.0 213.0 256.0
0 HHM‘ H‘M\h”\‘ﬂ‘\h\ ‘\“‘ ““‘\“‘\H“\HH’HH“ ——
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@47286.D

Acqg On : 21 Aug 2024 01:33

Operator : RC/JU

Sample : P3643-05 :
Misc : 917-J-SD-0-0.5-081524

ALS vial : 15 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 1-Decanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.756 2.67 ng 344380 Chrysene-d12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 83
2 1-Eicosene 280 C20H40 003452-07-1 78
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 76
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 76

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 76

Abundance Scan 3038 (20.756 min): BM047286.D\data.ms (-3034) (- | m/z 57.10 100.00%
1

57
5000
111.1

o -
207.1 2050 2100
xl‘“'l\w ki b 280134824001 L 4310 85.84%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #126386: 1-Decanol, 2-hexyl-
57.0

5000 — —
111.0 20.50 21.00

m/z 71.10 66.33%

O\\"\h\“\“\‘“‘l\l\m\“\.‘”\\1!9\?.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173727: 1-Eicosene
43.0

o

97.0 —T— T
20.50 21.00
5000 m/z 55.10 62.17%
280.0
153.0
0 l”mm???’-o'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339188: Heneicosy! heptafluorobutyrate T —
57.0 20.50 21.00

m/z 69.05 58.89%

B N J/\NJ
| H“h} 169.0595 9 294.0 490.1

oL i‘\l‘lhl I —

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM082024\

Data File : BM@47286.D

Acqg On : 21 Aug 2024 01:33
Operator : RC/JU

Sample : P3643-05

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

917-J-SD-0-0.5-081524

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .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 6 Heptadecane, 9-octyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.980 2.56 ng 353225  Perylene-d12 23.709
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
5 Tricosane 324 C23H48 000638-67-5 87

Abundance Scan 3416 (22.980 min): BM047286.D\data.ms (-3413) (- | m/z 57.10 100.00%
57.1
o WMANWWA“ﬂJ\«xmwNWwN
13.1 é3bd
0 “‘ ‘“ m‘ L4 109.12220 281.7332.1 4083460 ., 71 10  g0.63%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 1
23.00
m/z 43.10 61.61%
13.0 239.0
ol \\‘ 1], 3690 """ 204.0 352.0
\\‘ \\‘\\\\‘\\\\[T\\\‘\\f\’l\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
——
23.00
5000 ITI/Z 85.10 57.26%
13.
0 ‘ \‘ h\ 1‘\\1‘ h‘ Ay \699 225 0 2950 367.0
R T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane T
57.0 23.00
m/z 55.10  20.56%
- WWAWW“¢”W/\NMMMMNNWW
13.0
0 J“ hh T .169.0 225.0 281.0 380.0
e AR A e e e B e e —
m/z--> 50 100 150 200 250 300 350 400 450 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM082024\
Data File : BM0@47286.D

Acqg On : 21 Aug 2024 01:33

Operator : RC/JU

Sample : P3643-05 :
Misc : 917-J-SD-0-0.5-081524

ALS Vvial : 15 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 3.1 ng 258619 1 7.357 1647680 20.0
1-Phenoxypropan... 10.875 3.0 ng 320571 2 10.110 2135130 20.0
n-Hexadecanoic ... 17.715 4.1 ng 587038 4 16.780 2857720 20.0
Octadecanoic acid 19.015 2.2 ng 285435 5 21.015 2579520 20.0
1-Decanol, 2-he... 20.756 2.7 ng 344380 5 21.015 2579520 20.0
Heptadecane, 9-... 22.980 2.6 ng 353225 6 23.709 2763940 20.0
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