LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103122\
Data File : BM@37299.D

Acqg On : 31 Oct 2022 20:45

Operator : CG/JU

Sample : N5336-03 :
Misc : SB-01-16.5-17.0-DUP

ALS Vvial : 18 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-BM102822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37299.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.975 316 321 334 rVB 551265 757349 6.87% 1.236%
2 5.440 393 400 418 rBV 4510210 6339110 57.48% 10.348%
3 7.040 665 672 691 rBV 3960143 6424249 58.25% 10.487%
4 7.869 806 813 821 rBV 1134988 1755123 15.91% 2.865%
5 9.039 1003 1012 1026 rBV 2378305 3942080 35.75% 6.435%

6 10.457 1242 1253 1269 rBV2 70908 188179 1.71% ©.307%
7 10.669 1282 1289 1301 rBV 1392040 2295366 20.81% 3.747%
8 13.127 1700 1707 1723 rBV 5735505 8237664 74.70% 13.447%
9 14.504 1933 1941 1959 rBV 1785852 2636993 23.91% 4.304%
10 15.992 2187 2194 2219 rBV 3701089 5582785 50.62% 9.113%

11 17.245 2400 2407 2418 rBV 1957699 2876078 26.08% 4
12 18.133 2553 2558 2569 rBV 219813 368694 3.34% ©
13 19.409 2771 2775 2785 rBV2 137513 241540 2.19% 0.394%
14 19.862 2846 2852 2869 rBV 9441599 11028290 100.00% 18.
15 21.127 3063 3067 3076 rBV 342299 636981 5.78% 1

16 21.415 3111 3116 3126 rBV 2924786 3868197 35.08% 6.314%
17 23.774 3511 3517 3529 rVB2 1998999 4083159 37.02% 6.665%

Sum of corrected areas: 61261837
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 31 Oct 2022 20:45
: CG/JU
: N5336-03

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103122\
BM@37299.D

SB-01-16.5-17.0-DUP

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

0

TIC: BM037299.D\data.ms

5.440
7.040

9.039

7.869 10.669

4.975
10.45

Time-->

350 4.00 450

500 550 6.00 650 7.00 750 8.00 850

9.00 9.50 10.00 10.50 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: BM037299.D\data.ms

19.862

13.127

15.992

14.504 17.245

18.133 19409 ||

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BM037299.D\data.ms

21.415
23.774

21.127

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 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\BM103122\
Data File : BM@37299.D

Acq On : 31 Oct 2022 20:45

Operator : CG/JU

Sample : N5336-03 :
Misc SB-01-16.5-17.0-DUP

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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.
4.975 8.63 ng 757349  1,4-Dichlorobenzene-d4 7.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 321 (4.975 min): BM037299.D\data.ms (-316) (-) m/z 43.00 100.00%

43.0
5000
101.0 R T e e
‘ ‘ 4.60 4.80 5.00 5.20
obdbd L t4r0 2080 384 n/; s59.e5  55.64%
m/z--> 50 100 150 200 250 300 350
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B I R B
4.60 4.80 5.00 5.20
101.0 m/z 101.00  18.45%
O\\H\“\“H\\‘\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
 EEamEE  EamaanEE
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.02%
1260
ot e
m/z--> 50 100 150 200 250 300 350
Abundance #4156: 1-Propen-2-ol, acetate R ABRARN RS S o
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.76%
5000
L ‘ 100.0
-+t ST T
m/z--> 50 100 150 200 250 300 350 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103122\
Data File : BM@37299.D

Acq On : 31 Oct 2022 20:45

Operator : CG/JU

Sample : N5336-03 :
Misc SB-01-16.5-17.0-DUP

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.133 2.56 ng 368694  Phenanthrene-di0 17.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 18

Abundance Scan 2558 (18 133 min): BM037299.D\data.ms (-2553) (- | m/z 73.00 100.00%

5000
129.0

213.2 T
171.1 256.1 18.00 18.50

0l ‘W‘w‘ ] “xww‘u‘,k“ 3% m/z 60.00  92.60%

H‘“H‘
m/z--> 100 150 200 250 300 350
Abundance #143510. n-Hexadecanoic acid

5000 129.0 1T 1
18.00 18.50

m/z 43.00 92.37%

171.0 213.0 256.0
0! m\h”w u‘\ iy \ ‘ ‘ ‘ \ ““\‘ , "\‘ A I
m/z--> 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid
73.0

T
18.00 18.50

5000 ITI/Z 41.05 72.87%
129.0
29.0 171.0 5149
oL ‘\“ ‘\‘u‘u i ‘m‘w il “‘ ‘\‘ ‘ ““ R e e
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid — T ——
43.0 18.00 18.50

m/z 57.10 71.84%

5000
242.0
129.0
‘ 3.0 199.0
I M il \\M‘ h\‘ HL A ‘ I d . T ;

ob— 1SR SSUBNRNHY A USRS [ :
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103122\
Data File : BM@37299.D

Acq On : 31 Oct 2022 20:45

Operator : CG/JU

Sample : N5336-03 :
Misc SB-01-16.5-17.0-DUP

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 17-Pentatriacontene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.127 3.29 ng 636981 Chrysene-di12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 93
2 Octacosanol 410 C28H580 000557-61-9 91
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 91
Abundance Scan 3067 (21.127 min): BM037299.D\data.ms (-3063) (1 m/z 57.10 100.00%
1.1
51 = —
207.0 281.1 21.00 21.50
ol {"‘m b o 358-1417.0475.0585.0 0 43,05 83.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #336402: 17-Pentatriacontene
43.0
5000 S ——
21.00 21.50
m/z 55.10 76.77%
0 h | l | ‘168 0  267.0 490.0
TT ‘\\\\‘\\\\‘\\\\‘\\\\[\111‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308225: Octacosanol
57.0
—— —
21.00 21.50
5000 m/z 83.05 66.49%
125.0
0 “u { ” ‘ Il I |1.950 292.0 392.0
‘H“‘H“‘ B Amam e L e e ARRRRE Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester = —
57.0 21.00 21.50
m/z 69.10 61.21%
5000
125.0
oL ‘\ | 182.0 2520 448.0
‘H“‘H“H“‘H“‘H“H“‘H“‘H“_“‘_“‘_“w‘ ST —
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_M\Data\BM103122\
Data File : BM@37299.D

Acqg On : 31 Oct 2022 20:45

Operator : CG/JU

Sample : N5336-03 :
Misc : SB-01-16.5-17.0-DUP

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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-... 4.975 8.6 ng 757349 1 7.869 1755120 20.0
n-Hexadecanoic ... 18.133 2.6 ng 368694 4 17.245 2876080 20.0
17-Pentatriacon... 21.127 3.3 ng 636981 5 21.415 3868200 20.0
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