LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55298.D

Acqg On : 26 Oct 2022 13:54

Operator : CG/JU

Sample : N5231-03

Misc : SP-303-20221020

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-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55298.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.315 340 345 354 rBV 35880 54299 1.89% 0.484%
2 5.797 420 427 439 rVB 343742 551952 19.24% 4.920%
3 7.418 695 703 713 rBV 205646 367108 12.79%  3.272%
4 8.270 842 848 856 rBV 125070 211130 7.36% 1.882%
5 9.445 1040 1048 1058 rBV 449721 803368 28.00% 7.161%

6 11.102 1322 1330 1337 rBV 174080 308071 10.74%  2.746%
7 13.511 1733 1740 1747 rBV 1203580 1823263 63.54% 16.252%
8 14.886 1966 1974 1980 rBV 276819 429166 14.96%  3.825%
9 16.361 2218 2225 2233 rBV 1007686 1644156 57.30% 14.655%
10 17.618 2433 2439 2447 rVB 360265 548881 19.13% 4.892%

11 18.464 2579 2583 2589 rBV 44757 82528 2.88% 0.736%
12 19.533 2760 2765 2775 rVB3 14653 37444 1.30% 0.334%
13 20.192 2871 2877 2885 rBV 2189479 2869297 100.00% 25.575%
14 20.503 2926 2930 2936 rVB 18786 32687 1.14% 0.291%
15 21.490 3095 3098 3108 rVvB2 41117 93716 3.27% ©.835%
16 21.584 3110 3114 3119 rVB 58579 82258 2.87% 0.733%

17 21.895 3160 3167 3173 rBV2 362306 625716 21.81% 5.577%
18 25.291 3736 3745 3756 rVB2 220371 653956 22.79% 5.829%

Sum of corrected areas: 11218996
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 26 Oct 2022 13:54
: CG/JU
: N5231-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
BG055298.D

SP-303-20221020

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BG055298.D\data.ms

9.445
5.797

5.315

7.418
L 8.270 11.102

Time-->

350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

TIC: BG055298.D\data.ms
20.192

13.511
16.361

21.895

18.464 19533 20503 2BH964

14.886

(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

2000000

1500000

1000000

500000

TIC: BG055298.D\data.ms

25.291

O\ T
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55298.D

Acq On : 26 Oct 2022 13:54

Operator : CG/JU

Sample : N5231-03

Misc : SP-303-20221020

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.315 5.14 ng 54299 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
3 Hexanamide 115 C6H13NO 000628-02-4 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 345 (5.315 min): BG055298.D\data.ms (-340) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 T e
| ‘ 73.0 5.00 5.20 5.40 5. ;
Oh ey el m/z 59.00 60.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L B B B B |
5.00 5.20 5.40 5.60
59.0 m/z 101.00  21.08%
101.
O \\‘\H\’\2\3\-‘?\\H“‘M\\‘Hw\‘\H\’\\1\8‘%\-10\‘1\\‘1()“\\0\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone
59.0
R ARRRRS
5.00 5.20 5.40 5.60
5000 43.0 m/z 58.00 15.83%
15.0 29.#} ‘ “ ‘ 87‘.0
Il Ll I Il L
R R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8815: Hexanamide b e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 10.70%
5000
44.0
72.0 0
0 27‘f‘0 \“ Ll i 99.0 116.0
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55298.D

Acq On : 26 Oct 2022 13:54

Operator : CG/JU

Sample : N5231-03

Misc : SP-303-20221020

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.464 3.01 ng 82528  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2583 (18.464 min): BG055298.D\data.ms (-2579) (- | m/z 73.00 100.00%

43.0 73.0
5000 129.0
213.1 —
‘ ‘ Hf10 256.1 18.50
— m/z 43.00  86.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
1710 2130 2560 m/z 60.00 82.75%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0
—
18.50
5000 ITI/Z 57.00 79.44%
129.0
171.0 214.0
0 m‘\‘m‘i‘\‘u”!” ol
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 18.50
m/z 41.00 65.71%
5000 129.0
‘ 199.0 2420
O‘H‘AHWMmM 18, —r—
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55298.D

Acq On : 26 Oct 2022 13:54

Operator : CG/JU

Sample : N5231-03

Misc : SP-303-20221020

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Dichloroacetic acid, heptad... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T.

21.490 3.00 ng 93716  Chrysene-d12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
5 Acetic acid, chloro-, octadecyl ... 346 C20H39C1l02 005348-82-3 91

57.0

5000

fS.l
195.0
0 ml‘\“ ““HLJ“&“‘"N I, 26503411

Abundance Scan 3098 (21.490 min): BG055298.D\data.ms (-3095) (- = m/z

57.00 100.00%

7
21.50

e m/z
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance
57.0

5000

238.0

i

5.0
M\ Ja

#275003: Dichloroacetic acid, heptadecyl ester

55.00  90.91%

7
21.50

m/z

it N
O ‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\\H‘\H\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

57.0

5000

5.0
252.0
J F.\, y \ 369.0

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

69.00  90.32%

7
21.50

m/z

648.(

ol bl L 3890 648
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

57.0

5000

5.0

250.0

0 ‘J\“‘_ 360.0

Abundance  #269867: 2- Chloropropionic acid, octadecyl ester

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

43.00 87.95%

7
21.50

m/z

83.00 81.75%

7
21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55298.D

Acq On : 26 Oct 2022 13:54

Operator : CG/JU

Sample : N5231-03

Misc : SP-303-20221020

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Diethylene glycol dibenzoate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.584 2.63 ng 82258  Chrysene-d12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 64
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
4 2,3-Dimethyl-4a,8a-diphenyl-hexa... 326 C20H2204 1000297-07-0 47
5 2,5-Pyrrolidinedione, 1-(benzoyl... 219 C11H9NO4 023405-15-4 35

Abundance Scan 3114 (21.584 min): BG055298.D\data.ms (-3110) (- | m/z 104.95 100.00%
10501490
5000
T T
51.0 1999 401 21.50
(
bbb o 2RI 2780 A0 149,00 82.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216953: Diethylene glycol dibenzoate
105.0149.0
5000 = :
21.50
m/z 77.00 45.53%
51.0
0 [ 192.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzg
105.0149.0
L \
21.50
5000 m/z 106.00 9.15%
Nl TR 193.0236.0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- ‘M‘ﬁ{\/‘L‘ i
149.0 21.50
105.0 m/z 51.00  9.12%
5000
45.0
0 b e e e — My
m/z--> 50 100 150 200 250 300 350 400 21 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55298.D

Acqg On : 26 Oct 2022 13:54

Operator : CG/JU

Sample : N5231-03

Misc : SP-303-20221020

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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-... 5.315 5.1 ng 54299 1 8.270 211130 20.0
n-Hexadecanoic ... 18.464 3.0 ng 82528 4 17.618 548881 20.0
Dichloroacetic ... 21.490 3.0 ng 93716 5 21.895 625716 20.0
Diethylene glyc... 21.584 2.6 ng 82258 5 21.895 625716 20.0
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