LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BGO055996.D

Acqg On : 16 Dec 2022 16:24
Operator : CG/JU

Sample : N6037-17

Misc :

ALS vial : 6 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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55996.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.400 15 19 30 rBB 24931 38115 4.78% 1.136%
2 5.415 357 362 367 rBB 13196 18686 2.34% 0.557%
3 5.891 436 443 449 rBB 103926 167459 21.01% 4.990%
4 7.501 710 717 724 rBB 107897 183529 23.02% 5.468%
5 8.371 860 865 871 rBB 24713 40123 5.03% 1.195%
6 9.546 1058 1065 1071 rBB 63177 111230 13.95%  3.314%
7 11.209 1341 1348 1354 rBB 32271 55866 7.01% 1.665%
8 13.612 1750 1757 1763 rBB 226866 355338 44.58% 10.588%
9 14.981 1984 1990 1996 rBV 63930 97159 12.19% 2.895%

10 16.455 2235 2241 2252 rVB 327244 491672 61.68% 14.650%

11 16.637 2257 2272 2277 rBB 14675 27788 3.49% 0.828%
12 17.719 2449 2456 2461 rBV 107823 160263 20.11% 4.775%
13 17.754 2461 2462 2468 rVB2 7237 8415 1.06% 0.251%
14 18.565 2595 2600 2607 rBV3 32141 46892 5.88% 1.397%
15 19.746 2796 2801 2806 rVB 22903 32674 4.10% 0.974%
16 19.816 2809 2813 2820 rVvVv4 8023 12270 1.54% 0.366%
17 20.104 2850 2862 2868 rBV 31414 51198 6.42% 1.525%
18 20.292 2888 2894 2899 rBV 624491 797113 100.00% 23.751%
19 20.568 2934 2941 2942 rBV6 5995 11347 1.42% 0.338%
20 20.750 2965 2972 2975 rBV3 8001 13687 1.72% 0.408%
21 20.885 2993 2995 3001 rVB4 7294 10967 1.38% 0.327%
22 21.614 3115 3119 3124 rVB3 18662 27375 3.43% 0.816%
23 22.025 3180 3189 3194 rBv2 116883 232542 29.17% 6.929%
24 22.078 3194 3198 3205 rVB 19224 36687 4.60% 1.093%
25 22.883 3332 3335 3341 rVB5 6923 13393 1.68% 0.399%
26 23.835 3493 3497 3503 rVB9 7269 12057 1.51% 0.359%
27 24.405 3587 3594 3598 rBV4 12849 35395 4.44% 1.055%
28 25.186 3723 3727 3728 rBV4 7900 10559 1.32% 0.315%
29 25.357 3747 3756 3767 rVB2 15990 47053 5.90% 1.402%
30 25.527 3775 3785 3793 rBvV2 63626 197215 24.74% 5.876%
31 29.528 4458 4466 4467 rBV7 6000 12123 1.52% 0.361%
Sum of corrected areas: 3356190
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55996.D

Acqg On : 16 Dec 2022 16:24
Operator : CG/JU

Sample : N6037-17

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055996.D\data.ms
600000

500000
400000
300000

200000

5.891 7.501
100000 9546

400 5.415 8.371 11.209
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Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055996.D\data.ms

500000

400000

16.455
300000
13.612
200000
22.025

17.719
100000

14.981

18.565 10 ,
0 f\ M6.J(\337 171754 P %ﬁg 202BgsEs  21-61422/078
e e I

Time--> 13.50 14.00 14.50 15.00 1550 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: BG055996.D\data.ms
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I~
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8270-BG121322.M Mon Dec 19 01:35:02 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55996.D

Acqg On : 16 Dec 2022 16:24
Operator : CG/JU

Sample : N6037-17

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.400 19.00 ng 38115 1,4-Dichlorobenzene-d4 8.371

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 10
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9
Abundance  Scan 19 (3.400 min): BG055996.D\data.ms (-15) (-) m/z 73.00 100.00%
73.0
43.0
5000
55.0 87.1
A7
‘ ‘ 3.40 3. 60 3.80
H‘HH‘HH‘HH“\‘\‘H‘\H‘\“HH“H‘H‘\H\‘HH‘H\ mZ 43.00 54.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 \‘\\\\\\\\‘\\
43.0 3.40 3.60 3.80
55 0 87.0 m/z 55.00  30.70%
20 | |
|
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
A
41.0 87.0 3.40 3. 60 3.80
5000 550 m/z 87.10  28.02%
29.0
15.0 ‘W\ ‘ ‘\ ‘
L o o e R MR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol A
73.0 3.40 3. 60 3.80
m/z 41.00 18.20%
55.0
43.0
5000
27 0
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55996.D

Acqg On : 16 Dec 2022 16:24
Operator : CG/JU

Sample : N6037-17

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.415 9.31 ng 18686 1,4-Dichlorobenzene-d4 8.371

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
5 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 7

Abundance Scan 362 (5.415 min): BG055996.D\data.ms (-357) (-) m/z 43.00 100.00%

43.0
5000 59.0
lOl.l ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
5.00 5.20 5.40 5.60 5.80
el 83wz s9.00  50.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B LALELEL B N
59.0 5.00 5.20 5.40 5.60 5.80
150 010 m/z 101.10 20.08%
. 101.
\\\‘\f‘\!‘\\!‘Sf“:ﬁ\.(\)\\“u}\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
REaas R o
5.00 5.20 5.40 5.60 5.80
5000 57.0 m/z 58.00 12.75%
29.0
‘ 101.0
m"""m‘w‘m“‘l1""m‘mwm"‘mwm“uu_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime e e
43.0 5.00 5.20 5.40 5.60 5.80
m/z 39.00 10.30%
5000
101.0
150 310 | %89 700 geo0
e e e e e e e e O RRRRE LR
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\BG121622\
Data File : BG@55996.D

Acqg On : 16 Dec 2022 16:24
Operator : CG/JU

Sample : N6037-17

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Benzenesulfonamide, N,4-dim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.637 3.47 ng 27788  Phenanthrene-die 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO2S 000640-61-9 86
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 72
3 4-Methyl-N-(1H-tetrazol-5-yl)-be... 239 C8HIN502S 006455-80-7 43
4 Benzenesulfonic acid, 4-methyl-,... 186 C8H1003S 000080-48-8 43
5 Benzeneethanamine 121 C8H11N 000064-04-0 38
Abundance Scan 2272 (16.637 min): BG055996.D\data.ms (-2257) (- | m/z 91.00 100.00%
91.0
5000 185.0
65.0 121.0
155.0 T ‘ T T ‘ T
39.0 16.50 17.00
H\‘HH“\\‘\\“H\\‘H‘\‘\H\“\H\‘HH‘\H\’\H\‘HH‘\H\‘H m/z 185.09 47.4900
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60178: Benzenesulfonamide, N,4-dimethyl-
91.0
5000 — —
185.0 16.50 17.00
30.0 65.0 155.0 m/z 65.00  35.98%
ke
Al Lo L !
H\‘HH‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘\H\’\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60186: Cyclohepta-2,4,6-trienesulfonic acid, methylamic
91.0
AL
16.50 17.00
5000 185.0 m/z 121.00  35.15%
155.0 '
65.0
30.0 ‘ 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122582: 4-Methyl-N-(1H-tetrazol-5-yl)-benzenesulfonam — —
91.0 16.50 17.00
m/z 155.00  28.04%
5000
65.0 132.0
39.0
‘ 175.0
rerereitbegherirelbe ek bk 20 2300 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55996.D

Acqg On : 16 Dec 2022 16:24
Operator : CG/JU

Sample : N6037-17

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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.
18.565 5.85 ng 46892  Phenanthrene-d10 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 55
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 45
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2600 (18.565 min): BG055996.D\data.ms (-2595) (- | m/z 41.00 100.00%
410 (73.0
129.1 213.2
5000
‘ 18.50
H‘_H‘JH m/z 73.00 98.61%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
1
5000 ey
129.0 18.50
213.0 m/z 43.00 97.45%
‘ H (ﬂ 157.0185.0 ‘
]\-ﬁl‘o\\‘l\ HH\H \M\‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 18.50
5000 129.0 m/z 60.00 96.29%
171.0
‘ 214.0
IS
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid co
73.0 18.50
43.0 m/z 55.10 90.16%
5000 129.0
185.0
H 228.0
ssol WIS Lo |, T
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55996.D

Acqg On : 16 Dec 2022 16:24
Operator : CG/JU

Sample : N6037-17

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Heptacosyl acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.614 2.35 ng 27375  Chrysene-di12 22.025
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 55
2 n-Tetracosanol-1 354 C24H500 000506-51-4 55
3 Octacosanol 410 C28H580 000557-61-9 55
4 1-Hexacosene 364 C26H52 018835-33-1 55
5 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 53
Abundance Scan 3119 (21.614 min): BG055996.D\data.ms (-3115) (- | m/z 43.05 100.00%
3.0
5000 228.1 WWWNJ\AWANM
| ‘ \ ‘H ol 300 o es on o
““““U H\N‘JU‘MWWK A b m/z 55.05  98.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #321407: Heptacosyl acetate
43.0
97.0
5000 —r —
21.50 22.00
m/z 57.00 81.10%
L d | \m‘ﬁ‘ 20.209.0 264.0 3200 378.0424.0
\\\‘!\\\‘ ’\\\\‘\\\\\\\\‘ \\‘\\\ TT T
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
570
—— —
21.50 22.00
5000 111.0 m/z 41.05 66.81%
S e bk L N
m/z--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol T —
57.0 21.50 22.00
m/z 97.05  48.24%
5000
.d hhm¢\‘70 222.0 292.0 392.0
s “‘ T e e —— ——
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BGO@55996.D

Acqg On : 16 Dec 2022 16:24
Operator : CG/JU

Sample : N6037-17

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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|
Butane, 2-metho... 3.400 19.0 ng 38115 1 8.371 40123 20.0
2-Pentanone, 4-... 5.415 9.3 ng 18686 1 8.371 40123 20.0
Benzenesulfonam... 16.637 3.5 ng 27788 4 17.718 160263 20.0
n-Hexadecanoic ... 18.565 5.8 ng 46892 4 17.718 160263 20.0
Heptacosyl acetate 21.614 2.4 ng 27375 5 22.025 232542 20.0
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