LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13581.D

Acqg On : 24 Jan 2023 21:02
Operator : CG/JU

Sample : 01232-09

Misc :

ALS Vvial : 12  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 P\Methods\8270E-BP012323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13581.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.222 3 6 26 rVB 2006243 2436379 13.51% 2.582%
2 5.216 339 345 356 rBV 2259141 3183227 17.65% 3.374%
3 5.687 418 425 436 rBV 5673197 8337038 46.22% 8.837%
4 7.299 691 699 710 rBV 5211630 8565137 47.48% 9.079%
5 8.158 837 845 852 rBV 1335782 2085915 11.56% 2.211%

6 9.328 1034 1044 1053 rBV 3131406 5260373 29.16% 5.576%
7 10.987 1317 1326 1334 rBV 1733564 2921792 16.20% 3.097%
8 13.422 1731 1740 1753 rBV 8330470 12238368 67.85% 12.972%
9 14.792 1966 1973 1987 rBV 2567820 3733007 20.69% 3.957%
10 16.145 2197 2203 2209 rBV 398355 522474 2.90% ©.554%

11 16.281 2218 2226 2242 rBV 6066416 8786969 48.71% 9.314%
12 17.545 2434 2441 2447 rBV 3199729 4484862 24.86% 4.754%
13 18.404 2581 2587 2595 rBV 377948 592067 3.28% 0.628%
14 19.533 2773 2779 2786 rBV 153635 231197 1.28% ©0.245%
15 19.622 2790 2794 2800 rBV2 151209 217866  1.21% ©0.231%

16 19.763 2814 2818 2825 rBV 236779 281791 1.56% 0.299%
17 19.886 2835 2839 2846 rVB 174414 248702  1.38% 0.264%
18 20.075 2865 2871 2876 rBV 14415769 18038690 100.00% 19.120%
19 20.745 2981 2985 2991 rBV 250219 297113 1.65% ©.315%
20 21.298 3074 3079 3092 rBV 981048 1411848 7.83% 1.496%

21 21.510 3111 3115 3122 rBV 511079 626469 3.47% 0.664%
22 21.622 3127 3134 3138 rVV 3601888 5250268 29.11% 5.565%
23 21.657 3138 3140 3148 rVB 470595 655223 3.63% 0.694%
24 24.204 3566 3573 3584 rVB2 1811689 3938342 21.83% 4.174%

Sum of corrected areas: 94345117
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13581.D

Acq On : 24 Jan 2023 21:02
Operator : CG/JU

Sample : 01232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013581.D\data.ms
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Abundance TIC: BP013581.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13581.D

Acq On : 24 Jan 2023 21:02
Operator : CG/JU

Sample : 01232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.222  23.36 ng 2436380 1,4-Dichlorobenzene-d4 8.158
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 6 (3.222 min): BP013581.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 /\
R A REEES R
’ ‘ 3.303.403.503.60
ol MLl 14091005 2650  372842054864543C 1/, 4310 37.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[Tt
3.303.403.503.60
‘ m/z 55.10 27.21%
O Al\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
ST
3.303.403.503.60
5000 m/z 87.10 25.88%
0 ”M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- R ARaRzaaE
73.0 3.303.403.503.60
m/z 41.05 12.15%
5000 /\\
0 JL‘«‘“HW"""""H""""H_m‘wwww S naeu U
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.50 3.60
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Data Path :
Data File :
: 24 Jan 2023 21:02
: CG/JU

: 01232-09

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\

BP013581.D

: 12 Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
5.216 30.52 ng 3183230 1,4-Dichlorobenzene-d4 8.158

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 345 (5.216 min): BP013581.D\data.ms (-339) (-) m/z 43.00 100.00%
43.0
5000
101.0 R R

J ’ 4.80 5.00 5.20 5.40 5.60
0ok . 15972208279.6340.9398.8460.15198 /) 59,00 54.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T T T T[T T T T[T TTT T
4.80 5.00 5.20 5.40 5.60
m/z 101.00 19.26%
101.0
O \‘1“!‘%[‘ \\‘\‘I\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
R ARAARRERE R
4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 58.00 18.76%
126.0
L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4528: 2,3-Butanedione, monooxime R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.16%
5000
101.0
L BAREEERRNEEEEEumnsS s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13581.D

Acq On : 24 Jan 2023 21:02
Operator : CG/JU

Sample : 01232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.145 2.80 ng 522474  Acenaphthene-d10 14.793
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
3 Azobenzene 182 C12H1eN2 000103-33-3 59
4 Benzenamine, N-(3-pyridinylmethy... 182 C12H1@N2 029722-97-2 53
5 Methanone, phenyl-2-pyridinyl- 183 C12HSNO 000091-02-1 50
Abundance Scan 2203 (16.145 min): BP013581.D\data.ms (-2197) (- m/z 104.95 100.00%
105.0
182.0
5000
— —
39 16.00 16.50
ol b L 282034083988 5006 sz 77.00  62.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 — e
16.00 16.50
m/z 182.00 52.87%
7.0 | ‘
O\‘\‘\‘\\‘\\‘\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
— —
16.00 16.50
5000 182.0 m/z 50.95 26.38%
820 | | |
0+ e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56777: Azobenzene T o
77.0 16.00 16.50
m/z 180.95 8.66%
182.0
5000
o""H""""HM""w,wwwww_ww_ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13581.D

Acq On : 24 Jan 2023 21:02
Operator : CG/JU

Sample : 01232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.404 2.64 ng 592067  Phenanthrene-d10 17.545
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 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87
Abundance Scan 2587 (18.404 min): BP013581.D\data.ms (-2581) (- m/z 73.00 100.00%
3.0
5000 EL
213.2 e
220, 1, oo
ol HMM Ll ly 2810 355941594765 5411 1/; 6e.00  95.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T
129.0 18.50
m/z 43.05 95.16%
O‘\\\‘“‘ Jmll’“‘h‘hhm\%?ﬂnb\l‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
——
18.50
5000 m/z 55.05 78.09%
171.0
sl \\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid ——
73.0 18.50
m/z 41.05 75.09%
5000
185.0
o159 ““nn\w,,, A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
BP013581.D

: 24 Jan 2023 21:02
: CG/JU
: 01232-09

: 12 Sample Multiplier: 1

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 1-Tetracosene Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
21.298 5.38 ng 1411850  Chrysene-d12 21.622
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
4 Octacosanol 410 C28H580 000557-61-9 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3079 (21.298 min): BP013581.D\data.ms (-3074) (- m/z 57.10 100.00%
57.1
- thj
= —
hsl 2070 21.00 21.50
ol bbb 4L 2500 2801 35504160 489.2549. y/7 43.05  87.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 = —
21.00 21.50
125.0 m/z 55.05 84.53%
“ 336.0
O\\‘\\“\“‘\‘\\‘\H‘l"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
— —
21.00 21.50
5000 m/z 83.05 72.41%
o LT a000 200
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #303470: Pentafluoropropionic acid, heptadecy! ester T T
57.0 21.00 21.50
m/z 69.05 64.28%
5000
125.0
0J>1238°3840 )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13581.D

Acqg On : 24 Jan 2023 21:02
Operator : CG/JU

Sample : 01232-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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... 3.222 23.4 ng 2436380 1 8.158 2085920 20.0
2-Pentanone, 4-... 5.216 30.5 ng 3183230 1 8.158 2085920 20.0
Benzophenone 16.145 2.8 ng 522474 3 14.793 3733010 20.0
n-Hexadecanoic ... 18.404 2.6 ng 592067 4 17.545 4484860 20.0
1-Tetracosene 21.298 5.4 ng 1411850 5 21.622 5250270 20.0

8270E-BP012323.M Wed Jan 25 14:33:57 2023 Pa 8



