LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124181.D

Acqg On : 8 Jun 2021 15:34
Operator : JU/CG

Sample : M2613-01

Misc :

ALS Vvial : 11 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_F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124181.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 13 rVB 579043 720058 47.69% 6.777%
2 5.493 574 579 582 rBV 1404490 1211117 80.22% 11.399%
3 6.504 746 751 754 rBV 1291142 1226742 81.26% 11.546%
4 6.857 808 811 815 rBV 288512 217814 14.43%  2.050%
5 7.422 902 907 910 rBV 877474 837222 55.46% 7.880%

6 8.045 1009 1013 1016 rBV 502750 415768 27.54%  3.913%
7 8.139 1025 1029 1033 rVB 352284 280621 18.59% 2.641%
8 9.216 1208 1212 1215 rBV 1642619 1475931 97.76% 13.891%
9 9.898 1324 1328 1331 rBV 401729 329633 21.83% 3.102%
10 10.692 1459 1463 1466 rBV 1297320 1165917 77.23% 10.974%

11 11.386 1577 1581 1584 rBV 444343 355708 23.56%  3.348%
12 11.775 1644 1647 1650 rBB 45429 31600 2.09% 0.297%
13 11.910 1667 1670 1678 rBV 127673 130792 8.66% 1.231%
14 12.698 1801 1804 1807 rBV 72732 62311 4.13% 0.586%

15 12.974 1846 1851 1854 rBV 1792138 1509719 100.00% 14.209%

16 13.892 1999 2007 2010 rBV5 28018 61309 4.06% 0.577%

17 14.027 2026 2030 2034 rVB 345031 300910 19.93% 2.832%

18 15.510 2275 2282 2289 rBV 205778 273891 18.14% 2.578%

19 15.974 2355 2361 2364 rBV5 12304 17776 1.18% 0.167%
Sum of corrected areas: 10624839
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124181.D

Acqg On : 8 Jun 2021 15:34
Operator : JU/CG

Sample : M2613-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124181.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124181.D

Acqg On 8 Jun 2021 15:34

Operator Ju/caG

Sample : M2613-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.122 66.12 ng 720058 1,4-Dichlorobenzene-d4 6.857
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 39
3 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 6 (2.122 min): BF124181.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
R A REamsEEREE LSS
57.0 ‘ 2.202.302.40 2.50
Oberepreererrrerb b2 m/z 43.00  41.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L L R R R R
55.0 2.202.302.402.50
41l0 87.0 m/z 55.00 34.87%
27.0
O\H‘\H\‘H\m“h\\‘i1\‘\\‘\‘\{‘\“HH"‘\M\‘\\H‘HH‘\;H’HH‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 27.17%
27.0
O et b 1120, 1200,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1877: Acetamide, N-ethyl- R EANREaEEREEs
30.0 2.202.302.40 2.50
m/z 40.95 10.63%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124181.D

Acqg On : 8 Jun 2021 15:34
Operator : JU/CG

Sample : M2613-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2
R.T. EstConc Area Relative to ISTD R.T.
8.045 29.63 ng 415768 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 72
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 72
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 59
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
Abundance Scan 1013 (8.045 min): BF124181.D\data.ms (-1009) (-) m/z 57.10 100.00%
57.1
5000
R R AR RER
‘ 1321 7.80 8.00 8.20 8.40
0 ‘_lemwum\u_“hgmwm_m_m_m_ m/z 45.00  76.03%
m/z--> 60 80 100 120 140 160 180 200
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LA L B I AL B
29.0 7.80 8.00 8.20 8.40
m/z 41.10 32.48%
O T ‘ \H \ \“‘H‘\ \MH\ W‘L“W ‘ \“\‘\ \]‘”(\)?\0\‘]\_\312\0‘\ TTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
R R AR
7.80 8.00 8.20 8.40
5000 m/z 56.10 15.53%
89.0
0 5&\% H 690 | | 1190 1440 1750
Wm‘m e e e e
miz--> 20 60 80 100 120 140 160 180 200
Abundance  #75668: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- e AR A Eaans
57.0 7.80 8.00 8.20 8.40
m/z 75.10 13.60%
5000
85.0
29.0
OM]”WOMW-OW-O
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

8270-BF060321.M Wed Jun @9 13:52:26 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124181.D

Acqg On : 8 Jun 2021 15:34
Operator : JU/CG

Sample : M2613-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.910 7.35 ng 130792  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1670 (11.910 min): BF124181.D\data.ms (-1667) (- m/z 73.00 100.00%

43.1) 73.0
5000
129.1 G
oy

213.1

101.1 ‘ 171.2 ' 256.3 12.00
o Hﬁkﬂhthwuﬁ_ﬂ‘wuﬂ_uy_m‘_uj_ m/z 55.80  93.95%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid k%
60.0
5000 129.0 L e e

12.00
m/z 43.10 86.16%

157.0185.0 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
12.00
5000 129.0 ITI/Z 60.00 85.94%
199.0
L e T
omsol AT A 0 1L L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72646: Tridecanoic acid s by
430 73.0 12.00
' m/z 41.00 80.89%
5000
129.0
H ‘ 171.0 214.0
o‘H‘w‘WMNNM%UMM?M‘H_‘HpuwuHLwJu‘_HL_‘H‘HH“ ‘A“ ot b
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124181.D

Acqg On : 8 Jun 2021 15:34
Operator : JU/CG

Sample : M2613-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.698 3.50 ng 62311 Phenanthrene-die 11.386
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1804 (12.698 min): BF124181.D\data.ms (-1801) (- m/z 57.05 100.00%
57.0

5000 129.0
97.2
H ‘ ‘ 185.0 2410 g4 - 12.50 13.00
ob— i “"“ o J“ I N — “ e m/z 73.00 91.98%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0
12.50 13.00
‘ 185.0 2410 284 m/z 43.00 90.58%
ob—— }‘H’ h“ \‘H‘n‘\\““‘\ \M “H} m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
12.50 13.00
5000 129.0 m/Z 59.90 83.82%
7.0 1710 2130 2560
o) E— ‘“’ h“ “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ ““ I “\‘ -
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid —— VTR
43.0 73.0 12.50 13.00
m/z 55.05 80.97%
5000 129.0
‘ 199.0 2420
oL W,u\‘ il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \i L ‘\“ .
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124181.D

Acqg On : 8 Jun 2021 15:34
Operator : JU/CG

Sample : M2613-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 4.07 ng 61309 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 74
2 Carbonic acid, tetradecyl 2,2,2-... 388 C17H31C1303 1000314-56-0 58
3 1-Octadecene 252 C18H36 000112-88-9 58
4 1-Heptadecene 238 C17H34 006765-39-5 58
5 1-Nonadecene 266 C19H38 018435-45-5 58

Abundance Scan 2007 (13.892 min): BF124181.D\data.ms (-1999) (- m/z 55.10 100.00%

553.1
97.0
5000
mm

148.9
‘ \ 1350 14.00
0Ll H

S L — m/z 43.00  83.96%

m/z--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
55.0
97.0
5000

13.50 14.00
m/z 57.00 80.87%

0 14.0 ‘\‘ ’JM\ H‘ L \H\ ‘\ b J\-8\1\0‘ L B \3‘08\.|
miz—-> 50 100 150 200 250 300
Abundance #206361: Carbonic acid, tetradecyl 2,2,2-trichloroethyl es
3.0 FM

43.0 13 50 14 00
‘ 25.0 168 0
oLb— \W “\‘} ‘ \’\‘ \J‘ “\ Lyl ‘ “ m \h\ H\ H\ ‘u ; ‘ , ‘H‘\‘ R
m/z--> 50 100 150 200 250 300
Abundance #104184: 1-Octadecene
57.0 13.50 14.00
97.0 m/z 97.00 65.03%
5000 M
39.0

oL “ w 199 1e20 220 Wl
m/z--> 50 100 150 200 250 300 13 50 14. 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124181.D

Acqg On : 8 Jun 2021 15:34
Operator : JU/CG

Sample : M2613-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.122 66.1 ng 720058 1 6.857 217814 20.0
Ethanol, 2-(2-b... 8.045 29.6 ng 415768 2 8.139 280621 20.0
n-Hexadecanoic ... 11.910 7.3 ng 130792 4 11.386 355708 20.0
Octadecanoic acid 12.698 3.5 ng 62311 4 11.386 355708 20.0
1-Docosene 13.892 4.1 ng 61309 5 14.027 300910 20.0
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