LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129849.D

Acqg On : 17 Aug 2022 17:59
Operator : CG\JU

Sample : N4188-25

Misc :

ALS vial : 5 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_ F\Methods\8270-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129849.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.040 465 468 478 rVB 85093 105657 3.80% 0.526%
2 5.451 534 538 555 rBvV 2501716 2389297 85.89% 11.886%
3 6.463 706 710 723 rBV 2611436 2495566 89.71% 12.415%
4 6.810 765 769 773 rBV 931232 762800 27.42%  3.795%
5 7.375 861 865 869 rBV 1599524 1620924 58.27% 8.064%

6 8.092 983 987 991 rBV 1162878 1033632 37.16% 5.142%
7 9.169 1164 1170 1173 rBV 2897481 2781871 100.00% 13.839%
8 9.845 1280 1285 1289 rBV 1259956 1184625 42.58% 5.893%
9 10.645 1416 1421 1424 rBV 1987663 1804889 64.88% 8.979%
10 11.339 1535 1539 1542 rBV 1422158 1160045 41.70% 5.771%
11 11.716 1600 1603 1606 rVB 107159 82067 2.95% ©0.408%
12 11.857 1622 1627 1631 rBV 25118 31723 1.14% ©.158%

13 12.922 1804 1808 1811 rBV 3085486 2712874 97.52% 13.496%
14 13.827 1955 1962 1975 rBV5 61745 196310 7.06% ©.977%
15 13.986 1985 1989 1993 rBV 1112208 974125 35.02% 4.846%

16 15.451 2231 2238 2245 rBV 593823 765048 27.50%  3.806%

Sum of corrected areas: 20101453
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

¢ 17 Aug 2022 17:59
: CG\JU
: N4188-25

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
BF129849.D

: 5 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF129849.D\data.ms

5.451

5.040

6.463

Time-->

N
L L L B L L Y B O B R

I
4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.8

I
240 2.6

\
2.8

\
3.0

\
3.2

\ \
.40 3.60 3.8

6.00 6.20 6.40 6.60 6.8

6.810

7.375

0 7.00 7.20 7.40 7.60

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF129849.D\data.ms
9.169

10.645

11.339

8.092 9.845

|

11.7

12.922

L

0
Time-->

10.00 10.50 11.00

11.50

P57

1

I
2.00

12.50

=
13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: BF129849.D\data.ms

13.986

15.451

13.827

13.50

14.00 14.50 15.00

15.50 16.00 16.50 17.0

0

17.50

18.00

T ‘ T
18.50

8270-BF081422.M Thu Aug 18 17:40:30 2022

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129849.D

Acq On : 17 Aug 2022 17:59
Operator : CG\JU

Sample : N4188-25

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.040 2.77 ng 105657 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 468 (5.040 min): BF129849.D\data.ms (-465) (-) m/z 43.00 100.00%
3.0
50.1
5000
101.1
4.80 5.00 5.20 5.40
L 83.0 .
-t m/z 59.10 62.08%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL B B B IR AL L
4.80 5.00 5.20 5.40
101.0 m/z 101.10 21.61%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A EEmaE e
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 16.44%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R AR
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.03%
5000 41.0
126.0
b L 120010
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129849.D

Acq On : 17 Aug 2022 17:59
Operator : CG\JU

Sample : N4188-25

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 1-Octadecene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.827 4.03 ng 196310  Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 97
2 1-Octadecanol 270 C18H380 000112-92-5 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Tetracosene 336 (C24H48 010192-32-2 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 1962 (13.827 min): BF129849.D\data.ms (-1955) (- m/z 55.00 100.00%
550 971
5000
— ——
‘ ‘h H j{ ‘ 179.1 221 0 282.9 355.1 13.50 14.00
0l b b “‘“w“u”‘ e m/z 83.05  94.44%
m/z--> 50 100 150 200 250 300 350
Abundance #138519: 1-Octadecene
43.0
83.0
5000 — —
13.50 14.00
250 m/z 57.05 90.74%
ol LLLLLLTT oo zioozo
miz--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecano
43.0 83.0
— ——
13.50 14.00
5000 m/z 43.05 84.69%
25.0
LT om0 2200
0 ““p“‘JM\M‘WN i
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol “ T
55.0 13.50 14.00
97.0
m/z 97.10 84.43%
B \AMVM/\W/\”
so L UL B0 sm0 om0 zs00 b e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129849.D

Acqg On : 17 Aug 2022 17:59
Operator : CG\JU

Sample : N4188-25

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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-... 5.040 2.8 ng 105657 1 6.810 762800 20.0
1-Octadecene 13.827 4.0 ng 196310 5 13.986 974125 20.0
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