LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52523\
Data File : BG®57573.D

Acqg On : 26 May 2023 1:24
Operator : CG/JU

Sample : 02935-01

Misc :

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_ G\Methods\8270-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57573.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 307 314 319 rBV 21109 32871  2.72% 0.423%
2 5.873 390 397 406 rBvV 318701 522449 43.27% 6.717%
3 7.500 666 674 687 rBV 345806 606782 50.26% 7.801%
4 8.352 812 819 825 rBV 88659 149229 12.36% 1.919%
5 9.533 1011 1020 1032 rVB 208571 379092 31.40% 4.874%
6 11.189 1295 1302 1308 rBV 122325 219751 18.20% 2.825%
7 13.592 1702 1711 1718 rBV 604058 909433 75.32% 11.693%
8 14.967 1938 1945 1952 rVB 191674 308697 25.57%  3.969%
9 16.300 2167 2172 2180 rVB 86025 131293 10.87% 1.688%
10 16.453 2191 2198 2205 rBV 426247 673586 55.79% 8.660%
11 17.704 2405 2411 2415 rBV 242414 365904 30.31% 4.704%
12 17.751 2415 2419 2425 rVB 79391 121381 10.05% 1.561%
13 17.839 2430 2434 2442 rVB 14263 22209 1.84% 0.286%
14 18.109 2475 2480 2490 rBV7 7976 20950 1.74% 0.269%
15 18.538 2549 2553 2557 rBV 70923 99142  8.21% 1.275%
16 18.620 2563 2567 2573 rVB2 23255 34588 2.86% 0.445%
17 18.773 2586 2593 2596 rBV3 17745 37300 3.09% 0.480%
18 19.061 2638 2642 2645 rBV 10892 13688 1.13% 0.176%
19 19.114 2648 2651 2657 rVB5 13051 18130 1.50% 0.233%
20 19.472 2708 2712 2715 rBV2 11682 16062 1.33% 0.207%
21 19.619 2733 2737 2743 rBV3 14150 24661 2.04% 0.317%
22 19.742 2751 2758 2762 rVB 188123 271015 22.45% 3.484%
23 19.789 2762 2766 2771 rBV7 18017 31881 2.64% 0.410%
24 20.065 2808 2813 2815 rBV2 29967 50435 4.18% 0.648%
25 20.101 2815 2819 2824 rVV 170170 237981 19.71% 3.060%
26 20.159 2827 2829 2834 rVB4 11539 14538 1.20% 0.187%
27 20.277 2843 2849 2855 rBV 915660 1207362 100.00% 15.523%
28 21.375 3033 3036 3042 rVB2 23791 34167 2.83% 0.439%
29 21.563 3065 3068 3074 rBV2 53639 78102 6.47% 1.004%
30 22.010 3136 3144 3150 rBV2 228695 534921 44.30% 6.877%
31 22.063 3150 3153 3162 rVB 78454 131662 10.90% 1.693%
32 24.395 3544 3550 3557 rBv2 65945 184805 15.31% 2.376%

33 25.517 3734 3741 3750 rVB2 105658 293781 24.33% 3.777%

Sum of corrected areas: 7777848
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52523\
Data File : BG®57573.D

Acqg On : 26 May 2023 1:24
Operator : CG/JU

Sample : 02935-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG057573.D\data.ms
800000
600000
400000
5873 7.500
9.533
200000
11.189
8.352
5.385
0\\\\‘\\\\‘\\\\‘\\\A\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 400 450 5.00 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG057573.D\data.ms
20.p77
800000
600000 13.592
16.453
400000
22.010
17.704
14.967
200000
21.563 23,063
16.3 17,751 18.538
. i 89,100 11820TOEE
L e o o i e e e L e A B N B A A e e B O
Time--> 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 TIC: BG057573.D\data.ms
800000
600000
400000
25.517
200000 24.395
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52523\
Data File : BG®57573.D

Acqg On : 26 May 2023 1:24
Operator : CG/JU

Sample : 02935-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.385 4.41 ng 32871 1,4-Dichlorobenzene-d4 8.352

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Butanol, 1-chloro- 108 C4H9Cl10 001873-25-2 28
4 3-Pentanol 88 C5H120 000584-02-1 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 314 (5.385 min): BG057573.D\data.ms (-307) (-) m/z 43.15 100.00%

43.1
50.1
5000
101.2 o )
P o e sl
‘ 83.0 5.00 5.20 5.40 5.60 5.80
O il S m/z 59.15  73.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | L L B I
5.00 5.20 5.40 5.60 5.80
59.0 m/z 101.15  28.32%
101.0
0 \\\‘\\\\‘\2\3\.3\\\\“”}\\‘\\w\‘\\\7\%\‘\0\\8‘%\.(\)\‘\\\}“\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine
43.0 59.0
R RAmaS R
5.00 5.20 5.40 5.60 5.80
5000 18.0 m/z 58.15 15.23%
1.0
0“w‘mhw‘ﬁﬂu‘wﬁm‘_‘uiu‘w‘u‘_‘u‘u‘w‘H‘_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5949: 2-Butanol, 1-chloro- R RAREEEEEE
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.15 9.41%
5000 31.0
79.0
45.0
Obe S Il L] 920 1090
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52523\
Data File : BG®57573.D

Acqg On : 26 May 2023 1:24
Operator : CG/JU

Sample : 02935-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.300 8.51 ng 131293  Acenaphthene-di10 14.967
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 46
4 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 43
5 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 43
Abundance Scan 2172 (16.300 min): BG057573.D\data.ms (-2167) (- m/z 105.15 100.00%
105.2
7.2 182.1
5000
51'1 T ‘ T T ‘ T
16.00 16.50
152.2
bt el e L 3201 T ““ ~ m/z 77.15 71.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — e
16.00 16.50
51.0 m/z 182.10  69.26%
0 \\\‘\\\\‘\\‘\\‘\\\HM‘\\\\‘\‘\\\112\6\.9\‘?_\5\%\.(‘)\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 16.00 16.50
5000 m/z 51.15 23.97%
51.0
0 270 ul | 1520
R  ma
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- T 0
105.0 16.00 16.50
m/z 181.15 14.47%
77.0
5000
51.0
0 27'0 L \‘ Inl Lyl ‘ ‘ 125'0 154'0 /\\ /\ A
R B e — e
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52523\
Data File : BG®57573.D

Acqg On : 26 May 2023 1:24
Operator : CG/JU

Sample : 02935-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.538 5.42 ng 99142  Phenanthrene-d1e 17.704
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2553 (18.538 min): BG057573.D\data.ms (-2549) (- | m/z 73.10 100.00%
73.1
43.1
5000
129.2
1712 233 T T ‘
‘ ' 256.3 18.50
o, m/z 43.15  80.44%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 —— ‘
129.0 18.50
213.0 m/z 60.15 79.54%
‘ H ‘ 171.0 ‘
01‘4‘0 “\ ‘H Il M‘ ‘\H““Hhh‘“ \M Ll | “‘ ‘L “‘u\‘ N ‘ “ —
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid
73.0
o Lty
43.0 18.50
5000 m/z 41.15 61.65%
129.0
1710 2140
01‘41‘0‘\‘ Ud‘u‘n‘ H‘l “H‘\‘\} A ‘\M‘ “\ “‘ | “\‘ C
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — ‘
43.0 73.0 18.50
m/z 55.15 57.57%
5000 129.0
‘ 199.0 2420
LLHHMMLJHNWMLH\ h5ﬁq N L ! L
O L o e
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52523\
Data File : BG®57573.D

Acqg On : 26 May 2023 1:24
Operator : CG/JU

Sample : 02935-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.773 2.04 ng 37300 Phenanthrene-die 17.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 62
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 46
4 4,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 38
5 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 37

Abundance Scan 2593 (18.773 min): BG057573.D\data.ms (-2586) (- | m/z 189.15 100.00%
189.2 H
5000
' 281 ¢ 18.50 19.00
0! e m/z 198.15  88.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 : ‘/\/\(\ i
940 18.50 19.00
4. m/z 192.15  49.69%
0310 630 | 1220 1620 Il
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64922: 6H- Cydobutaumphenanﬂwene
89.0
T ‘ T \N
1850 19.00
5000 m/z 191.05 42.16%
94.0
o‘mwm_w‘m“_mwH_m‘W_H‘ww_wwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- ‘ 0 MMMK
190.0 18.50 19.00
m/z 187.15 22.88%
5000
95.0 13401620 ﬂ
67.0 ‘ ‘ ﬂ
o‘Hﬁmmuh“uuma_“WWHWH‘w_“ww_wwww — ‘A‘A‘M
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52523\
Data File : BG®57573.D

Acqg On : 26 May 2023 1:24
Operator : CG/JU

Sample : 02935-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 3-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.564 2.92 ng 78102  Chrysene-di12 22.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 64
2 1-Heptadecene 238 C17H34 006765-39-5 64
3 1-Hexacosene 364 C26H52 018835-33-1 60
4 17-Pentatriacontene 491 C35H70 006971-40-0 53
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 53
Abundance Scan 3068 (21.563 min): BG057573.D\data.ms (-3065) (- | m/z 234.15 100.00%
571 234.2
7.2
5000 M
37, 1891 285.3 21.50
ob i tidh m/z 57.15 85.64%
miz--> 50 100 150 200 250 300 350
Abundance #138525: 3-Octadecene, (E)-
69.0
5000 éfsd
29.0 :
110 m/z 55.15  69.49%
0 \“\ ‘\““‘\ ‘“ ‘H “‘ “‘ “ :!-5‘4\9 ?‘9\6‘\0\ \2\5“2\0\ L B
miz-> 5 100 200 250 300 350
Abundance #121337.1—Heptadecene
43.0
L \
83.0 21.50
5000 m/z 43.15 63.55%
o LIl P800 0 W
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T
57.0 97.0 21.50
m/z 83.15 63.16%
- WwthwwMWJ\%MwmmmwMN
oLl ‘\‘H‘ \H\ it “‘}‘8‘1‘0 2380 2020 364 T
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52523\
Data File : BG®57573.D

Acqg On : 26 May 2023 1:24
Operator : CG/JU

Sample : 02935-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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-... 5.385 4.4 ng 32871 1 8.352 149229 20.0
Benzophenone 16.300 8.5 ng 131293 3 14.967 308697 20.0
n-Hexadecanoic ... 18.538 5.4 ng 99142 4 17.704 365904 20.0
4H-Cyclopenta[d... 18.773 2.0 ng 37300 4 17.704 365904 20.0
3-Octadecene, (E)- 21.564 2.9 ng 78102 5 22.016 534921 20.0
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