LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO55609.D

Acqg On : 14 Nov 2022 18:04
Operator : CG/JU

Sample : N5561-01

Misc :

ALS vial : 9 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55609.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.321 3 5 21 rVB 232069 396455 13.20%  2.375%
2 5.318 339 345 354 rVB 169572 273134 9.09% 1.636%
3 5.794 419 426 439 rBV 884736 1447129 48.17% 8.668%
4 7.404 690 700 710 rBV 902256 1556702 51.82% 9.325%
5 8.262 837 846 853 rBV 190730 331414 11.03%  1.985%
6 9.437 1037 1046 1056 rBV 539634 952748 31.71% 5.707%
7 10.835 1277 1284 1297 rBV 148444 271161 9.03% 1.624%
8 11.094 1320 1328 1337 rVB 288120 497418 16.56%  2.980%
9 13.515 1732 1740 1747 rVB 1388213 2188557 72.85% 13.110%
10 14.883 1966 1973 1980 rVB 450589 715928 23.83% 4.288%
11 16.370 2219 2226 2236 rVB 1173033 1859972 61.91% 11.141%
12 17.627 2433 2440 2446 rBV 578460 866659 28.85% 5.191%
13 18.268 2545 2549 2553 rVB 26720 35649 1.19% 0.214%
14 18.485 2581 2586 2593 rBV 157967 237475  7.90%  1.422%
15 19.660 2783 2786 2792 rVB 33060 50945 1.70% 0.305%

16 19.748 2797 2801 2810 rBV 73478 121364 4.04%
17 20.213 2875 2880 2886 rBV 2251410 3004181 100.00% 17.
18 21.535 3101 3105 3115 rVB 88408 153047 5.09%
19 21.928 3166 3172 3178 rBV 513966 851235 28.34%
20 25.354 3748 3755 3770 rVB2 275068 883170 29.40%
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Sum of corrected areas: 16694343
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
BGO55609.D

: 14 Nov 2022 18:04

: CG/JU

: N5561-01

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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1500000

500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO@55609.D

Acqg On : 14 Nov 2022 18:04
Operator : CG/JU

Sample : N5561-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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.
3.321  23.93 ng 396455 1,4-Dichlorobenzene-d4 8.262

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 47
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 42
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 5 (3.321 min): BG055609.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
43.0
5000
87.0
AR R R
SFO ‘ ‘ 3.40 3.50 3.60 3.70
Okl il w/z 43.e8  53.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T
55.0 3.403.50 3.60 3.70
410 87.0 m/z 55.00  32.09%
27.0 ‘ ‘
0H’H\m“{H\“‘l\‘\\‘\‘H‘\“\H\H\lu‘uu‘uu‘\.\H“H\‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
N R RRARRRRRRAY
3.40 3.50 3.60 3.70
5000 43.0 m/z 87.00  28.00%
58.0
0H,HMMm‘H‘WmwW:HW“ww_m,w_m,w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e o A RARRRRRELY
73.0 3.40 3.50 3.60 3.70
87.0 m/z 71.05 12.81%
5000 410 55.0
27.0 H H
Obeeprrebirstber b 1120 4200 L
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.50 3.60 3.70

8270-BG110922.M Tue Nov 15 06:19:49 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO@55609.D

Acqg On : 14 Nov 2022 18:04
Operator : CG/JU

Sample : N5561-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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.
5.318 16.48 ng 273134  1,4-Dichlorobenzene-d4 8.262

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 345 (5.318 min): BG055609.D\data.ms (-339) (-) m/z 43.00 100.00%

43.0
59.0
5000
E  ARREERN RS
‘ 83.0 10‘1'0 5.00 5.20 5.40 5.60
) RN SN A S m/z 59.00 53.18%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T
59.0 5.00 5.20 5.40 5.60
m/z 101.00 15.94%
15.0 101.0
‘ Wl | 83.0 | ‘
0\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
AEEmmEEE T
5.00 5.20 5.40 5.60
5000 m/z 58.00  14.12%
59.0
27.0 101.0
OHH““‘H“HHM“HH"HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester mmmmaEE T
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.67%
5000 41.0
0 W 126.0142,0
1
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55609.D

Acqg On : 14 Nov 2022 18:04

Operator : CG/JU

Sample : N5561-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.835 10.90 ng 271161 Naphthalene-d8 11.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 53
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 53
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1284 (10.835 min): BG055609.D\data.ms (-1277) (- m/z 45.00 100.00%
48.0
5000 J\\
780 1050 1100
R
ob—— el TP m/z 57.10 98.02%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 1050 1100
750 m/z 41.00  35.24%
0 L ’ \‘H“\‘ T “‘H‘\ \‘!‘UH! \‘1“\ ‘ \“\‘ \1!()([“)!0\1\1\6‘0\1\:3\2\0 L
miz—-> 20 40 60 80 100 120 140
Abundance #25397: Methoxyacetic acid, 2-butyl ester
45.0
1050 1100
5000 m/z 75.00  16.22%
29.0
‘ ‘ 89.0
o ) P S A N L B
m/z--> 20 40 60 80 100 120 140
Abundance #10027: Ethanol, 2-butoxy-
57.0 10 50 11 00
m/z 56.00 15.24%
5000
41,
87.0
o‘1‘5"9“:“M‘N!u‘M_m‘um_m_m
m/z--> 20 40 60 80 100 120 140 10. 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO@55609.D

Acqg On : 14 Nov 2022 18:04
Operator : CG/JU

Sample : N5561-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 4
R.T. EstConc Area Relative to ISTD R.T.
18.485 5.48 ng 237475  Phenanthrene-di10 17.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
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 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2586 (18.485 min): BG055609.D\data.ms (-2581) (- | m/z 43.00 100.00%
3.0 ,73.0
5000
129.0 2131
——
171.1 256.1 18.50
y— m/z 73.00  95.60%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 T
129.0 18.50
213.0 m/z 60.00 94.50%
‘ H ‘ 171.0 ‘
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M il | “‘ “‘ “‘u\‘ B - ‘ “ —
m/z--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
1
43.0 730
e
18.50
5000 129.0 m/z 57.05 78.55%
171.0
L L e
oL “\‘ ‘} \“H‘\\ UH“H‘\‘\\M“‘\ {‘H\‘h} “ ‘h“ b “‘ | “‘ P
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —
43.0 73.0 18.50
m/z 55.00 78.41%
5000 129.0
i
ol L H\“H‘n il “H‘H\‘ nh\‘\‘ M‘u; “‘ ‘1§7J-q“ ‘i o ““ ‘ —
m/z--> 50 100 150 200 250 18.50

8270-BG110922.M Tue Nov 15 06:19:51 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO@55609.D

Acqg On : 14 Nov 2022 18:04
Operator : CG/JU

Sample : N5561-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.748 2.80 ng 121364  Phenanthrene-di10 17.627
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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2801 (19.748 min): BG055609.D\data.ms (-2797) (- | m/z 43.05 100.00%

43.0
5000 _

— —
19.50 20.00

0 m/z 73.00  90.46%

m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid

2000 1230 1950 2000

m/z 60.00 87.87%

185.0 9440 284.0
0 L Hm‘ m ‘ \ \ \‘\ “ T ‘\ \L ‘ T \“\ ‘ T T T 7T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
19.50 20.00
5000 129.0 ITI/Z 57 .00 87.63%
171 0 213.0 256.0
oL— “ I ﬂh”\ u‘\ ul \ “ | “‘ \‘ ““ I “\‘ C
50 100 150 200 250 300 350

m/z-->

Abundance #126202: Pentadecanoic acid 7 7
19.50 20.00

m/z 55.00  82.42%
5000
a0 1290 2420
‘ 199.0
m/z--> 100 150 200 250 300 350 19.50 20.00

8270-BG110922.M Tue Nov 15 06:19:52 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO@55609.D

Acqg On : 14 Nov 2022 18:04
Operator : CG/JU

Sample : N5561-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 6 Z-12-Pentacosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.535 3.60 ng 153047  Chrysene-di12 21.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-12-Pentacosene 350 C25H50 1000131-09-4 93
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 90
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 90
Abundance Scan 3105 (21.535 min): BG055609.D\data.ms (-3101) (- | m/z 57.00 100.00%
57.0
5000
F 228.0 2“56
71 300.1  409.4 :
0“‘w‘mwﬁ%pwuﬁﬁw‘Hq:ww‘uwu‘wﬁgaq‘wu‘w‘uw“ m/z 43.05 91.13%
m/z--> 0 50 100 150200 250 300 350400450 500 550 600 650
Abundance #259983: Z-12-Pentacosene
43.0
5000 ——
21.50
5.0 350.0 m/z 55.00  78.65%
0 TTT "JA‘.‘02640
m/z--> 0 50 100 150200 250 300 350400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
LN \
21.50
5000 m/z 71.00 56.78%
ob ] J%f?‘ 2520 3690 648.(
N E L a RARmaERAEELELS L
m/z--> 0 50 100150200 250300 350400450500 550 600 650
Abundance #348587: Hexatriacontyl pentafluoropropionate — ‘
57.0 21.50
m/z 69.00 54.86%
5000
9.0
ol “‘L“ 222.0292.0362.0432.0504.0 650.(
e e S S T e e e ——
miz--> 0 50 100 150200 250 300 350400450 500 550 600 650 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO55609.D

Acqg On : 14 Nov 2022 18:04
Operator : CG/JU

Sample : N5561-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.321 23.9 ng 396455 1 8.262 331414 20.0
2-Pentanone, 4-... 5.318 16.5 ng 273134 1 8.262 331414 20.0
Ethanol, 2-(2-b... 10.835 10.9 ng 271161 2 11.094 497418 20.0
n-Hexadecanoic ... 18.485 5.5 ng 237475 4 17.627 866659 20.0
Octadecanoic acid 19.748 2.8 ng 121364 4 17.627 866659 20.0
Z-12-Pentacosene 21.535 3.6 ng 153047 5 21.928 851235 20.0
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