LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50518.D

Acqg On : 8 Oct 2021 21:02
Operator : CG/JU

Sample 1 M4117-13

Misc :

ALS vial : 7 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50518.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.329 305 313 321 rBV 34457 57811 2.55% 0.431%
2 5.793 385 392 403 rBvV 690098 1169666 51.57% 8.715%
3 7.397 656 665 679 rVB 756915 1334930 58.86% 9.946%
4 8.261 804 812 818 rBV 172098 304369 13.42%  2.268%
5 9.430 1003 1011 1019 rBV 479177 860163 37.93% 6.409%

6 10.828 1241 1249 1264 rBV 175866 298087 13.14%  2.221%
7 11.e81 1285 1292 1300 rBV 238089 446273 19.68%  3.325%
8 13.502 1696 1704 1714 rVB 1040712 1668099 73.55% 12.429%
9 14.877 1929 1938 1945 rVB 405556 630350 27.79% 4.697%
10 16.357 2183 2190 2205 rVB 824901 1266835 55.86% 9.439%

11 17.620 2398 2405 2410 rBV 496122 764224 33.70% 5.694%
12 17.662 2410 2412 2418 rVB2 34520 43770 1.93% 0.326%
13 18.255 2509 2513 2518 rBV 27707 36726 1.62% 0.274%
14 18.478 2543 2551 2557 rBv4 33340 67651 2.98% 0.504%
15 18.537 2558 2561 2567 rVB3 18778 29261 1.29% ©0.218%
16 18.678 2579 2585 2590 rBV3 16990 36149 1.59% 0.269%
17 19.389 2702 2706 2713 rBV5 22889 52816 2.33% 0.394%
18 19.536 2726 2731 2735 rBV7 13761 24518 1.08% ©.183%
19 19.653 2747 2751 2757 rVB 61489 91859 4.05% 0.684%
20 19.818 2775 2779 2787 rVB2 31242 48219 2.13% 0.359%
21 20.018 2809 2813 2819 rVB 78166 120495 5.31% ©.898%

22 20.206 2839 2845 2851 rBV 1713424 2268038 100.00% 16.899%

23 20.664 2919 2923 2927 rVB 27143 38077 1.68% 0.284%
24 21.069 2988 2992 2995 rBV2 39616 56899  2.51% 0.424%
25 21.516 3064 3068 3075 rVB3 77174 118187 5.21% ©.881%

26 21.915 3129 3136 3142 rBV 427817 794333 35.02% 5.919%
27 25.329 3708 3717 3729 rVB2 259378 793303 34.98% 5.911%

Sum of corrected areas: 13421108
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50518.D

Acqg On : 8 Oct 2021 21:02
Operator : CG/JU

Sample : M4117-13

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG050518.D\data.ms
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Abundance TIC: BG050518.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50518.D

Acqg On : 8 Oct 2021 21:02
Operator : CG/JU

Sample : M4117-13

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.329 3.80 ng 57811 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
4 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
Abundance Scan 313 (5.329 min): BG050518.D\data.ms (-305) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
82.9 5.00 5.20 5.40 5.60
Oberrrereerrrer et b 820 mz 59.00 52.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B B
59.0 5.00 5.20 5.40 5.60
m/z 101.00 17.23%
15.0 101.0
0 ‘ 2% Ll | 830 | ‘
H\‘HH‘H\!‘HH[\H\‘HH‘\H\‘\\H‘\H\‘\H\‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
e EmARmEEESE R
5.00 5.20 5.40 5.60
5000 57.0 m/z 58.00 13.14%
29.0 101.0
15.0 ‘
0 H‘W‘H‘m‘;“HH“mWm“mWm‘mwm‘mwm‘m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.56%
5000 410 101.0
270
ol 140 ‘H Ul 730 870 | 1179
et e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.00 5.20 5.40 5.60

8270-BG100621.M Mon Oct 11 13:22:21 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50518.D

Acqg On : 8 Oct 2021 21:02
Operator : CG/JU

Sample : M4117-13

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.828 13.36 ng 298087 Naphthalene-d8 11.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204 000143-22-6 45
5 3,6,9,12-Tetraoxatetradeca-1,13-... 202 C10H1804 000765-12-8 45

Abundance Scan 1249 (10.828 min): BG050518.D\data.ms (-1241) (- m/z 45.00 100.00%

5000 K
75.0 \‘ T
10.50 11.00
100.0
o E— M ml“n‘ W 181wz s7.80 95.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 O‘ 0‘ ‘ \00‘
29.0 50 10.5 11.
: m/z 41.00 37.16%
T e =:
O\\\‘\!‘\\“‘l‘\\ \\U\“\“\\\U\\\\‘\\H\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— oy
10.50 11.00
5000 ITI/Z 75.00 18.98%
29.0 75.0
100.0
0 O Y A, N1
miz--> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — ——
45.0 10.50 11.00
m/z 56.00 15.71%
5000
89.0
27/0
AR RSP S O (W
m/z--> 20 40 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50518.D

Acqg On : 8 Oct 2021 21:02
Operator : CG/JU

Sample : M4117-13

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 17-Pentatriacontene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.516 2.98 ng 118187 Chrysene-d12 21.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3068 (21.516 min): BG050518.D\data.ms (-3064) (-  m/z 57.00 100.00%
51.0

111.0
LN \
228 21.50
\\ \‘\ i |, ., 3269 P
0 H“uuw‘u‘Npeww‘u”“ﬂ‘m‘ T m/z 55.00 94.06%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — ‘
7.0 21.50
m/z 43.00 92.34%
0 ‘ ﬂ | | 1153.0 210. 0 267.0321.0 490.(
\\‘\\\\‘\\\\‘\\\\\ \\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
LN \
10 21.50
5000 ’ ITI/Z 83.05 81.28%
oLl 1‘ 167022202780 3780
R B A A AR RRR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene T
57.0 21.50
m/z 69.00 73.87%
5000 111.0 WNW%&MMWMAWWNWMﬂM“H
0 \‘ | “ \“ i \‘ \lh6n7 0 238 0292.0 364.0
R R I B e e e e R RRR —
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50518.D

Acqg On : 8 Oct 2021 21:02
Operator : CG/JU

Sample : M4117-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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-... 5.329 3.8 ng 57811 1 8.261 304369 20.0
Ethanol, 2-(2-b... 10.828 13.4 ng 298087 2 11.081 446273 20.0
17-Pentatriacon... 21.516 3.0 ng 118187 5 21.915 794333 20.0
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