LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38730.D

Acq On : 14 Feb 2023 15:03

Operator : CG/JU

Sample : 01328-16 :

Misc : COMP-4-BORING-1-23-25

ALS vial : 8 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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38730.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.987 301 306 317 rVB 194040 257956 19.61%  3.273%
2 5.457 380 386 399 rBvV 557455 768145 58.41% 9.745%
3 7.075 654 661 677 rBV 487455 742217 56.44% 9.416%
4 7.898 793 801 812 rBV 139015 208898 15.88% 2.650%
5 9.075 993 1001 1012 rBV 283832 447788 34.05% 5.681%

6 10.710 1272 1279 1286 rBV 155516 243978 18.55%  3.095%
7 13.163 1689 1696 1705 rBV 765213 1085870 82.57% 13.776%
8 14.539 1922 1930 1941 rBV 225232 315480 23.99% 4.002%
9 15.898 2157 2161 2166 rBV 10690 13312 1.01% ©.169%
10 16.027 2176 2183 2194 rBV 588494 810044 61.59% 10.277%

11 17.286 2391 2397 2404 rBV 234006 328902 25.01% 4.173%

12 18.168 2541 2547 2557 rBV 122987 183788 13.97%  2.332%

13 19.445 2760 2764 2771 rBV 62425 94265 7.17%  1.196%

14 19.721 2807 2811 2816 rBV2 12093 17347 1.32% ©.220%
6

15 19.903 2837 2842 2847 rBV 1161573 1315151 100.00% 16.

16 21.156 3051 3055 3061 rBV6 44285 68680  5.22%
17 21.462 3102 3107 3112 rBV 335934 415858 31.62% 5.276%
18 23.844 3505 3512 3519 rBV2 295676 564526 42.92% 7.162%
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Sum of corrected areas: 7882205
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38730.D

Acq On : 14 Feb 2023 15:03

Operator : CG/JU

Sample : 01328-16 :
Misc : COMP-4-BORING-1-23-25

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM038730.D\data.ms
1000000
800000

600000 5.457
7.075

400000
9.075

200000 4.987 7 898 10.710
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BM038730.D\data.ms

19.903

1000000
800000 13.163

400000

14.539 17.286

18.168 9
19.445
L 15.8 JL 19.72
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Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM038730.D\data.ms
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38730.D

Acq On : 14 Feb 2023 15:03

Operator : CG/JU

Sample : 01328-16

Misc

ALS Vial : 8 Sample Multiplier: 1

COMP-4-BORING-1-23-25

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M

: 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.
4.987 24.70 ng 257956  1,4-Dichlorobenzene-d4 7.898
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 306 (4.987 min): BM038730.D\data.ms (-301) (-) m/z 43.00 100.00%
3.0
5000
101.0
RERRREEEa SR
‘ 4.60 4.80 5.00 5.20 5.40
Obrrrprrrllhrl®8 270 myz s9.10 61.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B R LB B I
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 27.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0
s e o RAER
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.54%
101.0
15.0
0 \‘ il ‘ 69.0 L
O A R e e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4625 Butyl aldoxime, 3-methyl-, syn- R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.80%
5000
86.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38730.D

Acq On : 14 Feb 2023 15:03

Operator : CG/JU

Sample : 01328-16 :

Misc COMP-4-BORING-1-23-25

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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.
18.168 11.18 ng 183788  Phenanthrene-di0 17.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Undecanoic acid 186 C11H2202 000112-37-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2547 (18.168 min): BM038730.D\data.ms (-2541) (- | m/z 73.00 100.00%
73.0
43.0
5000 129.1
213.1
pep =
‘ 1710 256.1 18.00 18.50
ok ‘;H‘\“q i} \m ‘MM \u‘\ ul m‘ L ‘L‘\\ o L‘ m/z 60.00 84.87%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
97.0 1710 2130 256.0 m/z 42.95 66.03%
ol ‘M‘ H!‘ H“\ MhH\ ‘H‘\ i ‘ ‘ - ““\‘ : ‘\‘ —
miz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid
60.0
/\r\‘r\‘ W\ ‘ T T ‘ T
18.00 18.50
5000 m/z 55.00 57.69%
29.0 129.0
7.0 ‘ ‘ 186.0
[o “‘ U\ u‘\‘ H‘M ‘uh‘ﬁ ‘H“ “‘ ‘H\{ — | “ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid e pepta
43.0 73.0 18.00 18.50
m/z 41.00 56.75%
5000 129.0
‘ 199.0 2420
oL H H‘n il HH\‘\ nhH \m u ‘15F3q ‘ L ““ : e oo
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38730.D

Acq On : 14 Feb 2023 15:03

Operator : CG/JU

Sample : 01328-16 :

Misc : COMP-4-BORING-1-23-25

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.445 4.53 ng 94265  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
Abundance Scan 2764 (19.445 min): BM038730.D\data.ms (-2760) (- 73.00 100.00%
7’2
5000 129.1 ANL
1850 2411
284.1
19 50
ot L] ‘ | 3551
0 e b e 72.76%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000bg.0 284.0
1850 241.0 19 50
64.46%
0 m}‘”“\m‘”l ”\“ L \L \‘\ ‘ \\ \ \ T \‘\ LA
miz--> 50 100 150 200 250 300 350
Abundance #46966: n-Decanoic acid
73.0
129.0 19 50
5000 m/z 61.36%
Ll L 2720
ol bbbt S
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid AR ppul
73.0 19 50
m/z 41.00 59.66%
5000
129.0
29. 185.0 228.0
0 \\M‘ ‘“\ H‘\ al ‘\ ‘ L] “\‘ - “\‘ . P = ‘ /l‘\"
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38730.D

Acq On : 14 Feb 2023 15:03

Operator : CG/JU

Sample : 01328-16 :

Misc COMP-4-BORING-1-23-25

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.156 3.30 ng 68680  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Cyclopentadecane 210 C15H30 000295-48-7 91
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 1-Tetracosene 336 C24H48 010192-32-2 83
Abundance Scan 3055 (21.156 min): BM038730.D\data.ms (-3051) (- | m/z 55.00 100.00%
55.0
5000 111.0
281.0 Sl —
‘ ‘ || 1788 355.0 21.00 21.50
ol AR R L Tl L VT njz 97.e5  94.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 gl I
21.00 21.50

m/z 57.00 90.53%
kdh
LI ‘ T \ T T \ \ T T 1T ‘ T T 1T ‘ LU ‘ T T 1T ‘ T

1690
iy |4 | 212,0255.0 406.(
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
—— —

21.00 21.50
m/z 83.05 86.03%

o

5000
0 \‘\ i \H‘ \\ i ]]6? 02100 2920 364.0
i X i T T R
m/z--> 50 100 150 200 250 300 350 400
Abundance #87654: Cyclopentadecane
55.0 21.00 21.50
m/z 43.10 82.50%
5000
11.0
210.0
: ‘\ SECINS e v
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38730.D

Acqg On : 14 Feb 2023 15:03

Operator : CG/JU

Sample : 01328-16 :

Misc : COMP-4-BORING-1-23-25

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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-... 4.987 24.7 ng 257956 1 7.898 208898 20.0
n-Hexadecanoic ... 18.168 11.2 ng 183788 4 17.286 328902 20.0
Octadecanoic acid  19.445 4.5 ng 94265 5 21.462 415858 20.0
Heptafluorobuty... 21.156 3.3 ng 68680 5 21.462 415858 20.0
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