LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122022\
Data File : BF131737.D

Acqg On : 21 Dec 2022 03:56

Operator : CG\JU

Sample : N6098-01 :
Misc . FVSUB-TP3-COMP-04

ALS Vvial : 22 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-BF122022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131737.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.128 3 7 14 rVB 398443 523412 24.28% 3.313%
2 5.075 503 508 519 rVB 664738 809370 37.55% 5.122%
3 5.481 572 577 580 rBV 2114756 1877079 87.08% 11.879%
4 6.492 744 749 752 rBV 1925969 1940647 90.03% 12.282%
5 6.863 808 812 815 rBV 648822 516135 23.95% 3.266%
6 7.434 903 909 912 rBV 1319953 1276777 59.23% 8.080%
7 8.151 1027 1031 1035 rBV 761540 664335 30.82% 4.204%
8 9.233 1210 1215 1218 rBV 2669698 2155496 100.00% 13.642%
9 9.886 1322 1326 1327 rBV 36855 31064 1.44% 0.197%
10 9.916 1327 1331 1334 rVB 999686 786456 36.49% 4.977%

11 10.704 1461 1465 1469 rBV 1432729 1367371 63.44%  8.654%
12 11.410 1581 1585 1588 rBV 985950 831235 38.56% 5.261%
13 12.998 1851 1855 1859 rBV 2067285 1923008 89.21% 12.170%
14 13.898 2004 2008 2025 rBV2 61271 146861 6.81% ©.929%
15 14.057 2032 2035 2039 rBV 544369 447788 20.77%  2.834%

16 14.821 2161 2165 2171 rBV3 31226 41679 1.93% 0.264%
17 15.557 2284 2296 2299 rBV 356442 462305 21.45%  2.926%

Sum of corrected areas: 15801018
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 21 Dec 2022 03:56
: CG\JU
: N6098-01

: 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122022\
BF131737.D

FVSUB-TP3-COMP-04

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122022\
Data File : BF131737.D

Acq On : 21 Dec 2022 03:56

Operator : CG\JU

Sample : N6098-01 :
Misc FVSUB-TP3-COMP-04

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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.
2.128 20.28 ng 523412 1,4-Dichlorobenzene-d4 6.863

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 56
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (2.128 min): BF131737.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
43.0
55.0 87'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
2.202.302.402.50
Ot oo el bl e m/z 43.05 35.39%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T [T T[T T [TTTT T
43.0 2.202.302.402.50
550 87.0 m/z 87.05  24.96%
29.0 ‘
O \\’\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R EARARERREEE LSS
40 55, 87.0 2.202.302.402.50
5000 ’ m/z 55.05 24.21%
29.0
15.0 M\ ‘ Iy \H
O+t e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4994 Pentane, 3-methoxy- R RARERaEEEERE
73.0 2.202.302.402.50
m/z 41.05 11.60%
5000
45.0
29.0
0 H,H‘w"Mhu‘ﬁlku‘H?%Qu‘yw‘w‘u“u‘ﬂyg“ R ERamEamEsEE
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122022\
Data File : BF131737.D

Acq On : 21 Dec 2022 03:56

Operator : CG\JU

Sample : N6098-01

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method :
Quant Title

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

FVSUB-TP3-COMP-04

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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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.

5.075 31.36 ng 809370  1,4-Dichlorobenzene-d4 6.863
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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 508 (5.075 min): BF131737.D\data.ms (-503) (-) m/z 42.95 100.00%
3.0
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101.0 A RRRRNRAREE SR
| “ 83.0 4.80 5.00 5.20 5.40 ;
ot bl e m/z 59.60 64.57%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L L L L B I B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 22.11%
0 27\\\ i i 830 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R R
4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 15.17%
101.0
15.0
obe il 00 B0 |
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AT
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.29%
5000 41.0
0 \H\‘ \‘M 12‘6'0142.0 A
T T T e R e e T T e e A
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\BF122022\
Data File : BF131737.D

Acq On : 21 Dec 2022 03:56

Operator : CG\JU

Sample : N6098-01 :
Misc . FVSUB-TP3-COMP-04

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.898 6.56 ng 146861  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87

Abundance Scan 2008 (13.898 min): BF131737.D\data.ms (-2004) (- m/z 57.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122022\
Data File : BF131737.D

Acqg On : 21 Dec 2022 03:56

Operator : CG\JU

Sample : N6098-01 :
Misc . FVSUB-TP3-COMP-04

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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... 2.128 20.3 ng 523412 1 6.863 516135 20.0
2-Pentanone, 4-... 5.075 31.4 ng 809370 1 6.863 516135 20.0
Heptadecyl hept... 13.898 6.6 ng 146861 5 14.057 447788 20.0
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