LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41322\
Data File : BF127783.D

Acqg On : 13 Apr 2022 14:43
Operator : CG\JU

Sample : N2334-09

Misc :

ALS vial : 9 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127783.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.387 7 17 22 rBV2 37076 55852 1.47% 0.298%
2 3.752 237 249 254 rBV 21022 41369 1.09% 0.221%
3  3.881 262 271 278 rBV 36080 59711 1.57% 0.319%
4 5.181 489 492 500 rVB 81978 92197 2.43% 0.492%
5 5.575 555 559 562 rBV 1846231 1560488 41.07% 8.333%

6 6.569 724 728 731 rBV 1114826 925299 24.35%  4.941%
7 6.957 790 794 797 rBV 868159 673319 17.72%  3.595%
8 7.522 881 890 893 rBV 2324850 2299643 60.52% 12.280%
9 8.239 1008 1012 1015 rBV 968501 814725 21.44%  4.351%

9.316 1190 1195 1198 rBV 4278563 3799505 100.00% 20.289%

11 9.998 1307 1311 1314 rBV 987929 807387 21.25% 4.311%
12 10.616 1410 1416 1421 rBV2 52464 63525 1.67% 0.339%
13 10.786 1441 1445 1457 rBV 2290615 2066456 54.39% 11.035%
14 11.486 1561 1564 1568 rBV 792994 692888 18.24%  3.700%
15 13.080 1830 1835 1838 rBV 3144008 3019278 79.47% 16.123%

16 13.663 1932 1934 1941 rVB 36151 41063 1.08%
17 14.021 1992 1995 2005 rBV3 62268 142954  3.76%
18 14.133 2011 2014 2018 rBV 783491 701454 18.46%
19 15.657 2267 2273 2280 rBV 670306 869792 22.89%
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Sum of corrected areas: 18726905
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41322\
Data File : BF127783.D

Acqg On : 13 Apr 2022 14:43
Operator : CG\JU

Sample : N2334-09

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Abundance

4000000
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o

MW-21RR

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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\BF@41322\
Data File : BF127783.D

Acqg On : 13 Apr 2022 14:43
Operator : CG\JU

Sample : N2334-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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.
5.181 2.74 ng 92197 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 492 (5.181 min): BF127783.D\data.ms (-489) (-) m/z 43.00 100.00%
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101.0 T e T
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Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41322\
Data File : BF127783.D

Acqg On : 13 Apr 2022 14:43
Operator : CG\JU

Sample : N2334-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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-Nonadecanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.022 4.08 ng 142954  Chrysene-di12 14.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Octadecene 252 C18H36 000112-88-9 91

Abundance Scan 1995 (14.021 min): BF127783.D\data.ms (-1992) (- m/z 57.00 100.00%
57.0

97.0
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N \
| 1812 222.0 268.0 14.00
0Ll A i m/z 55.80  95.97%
mlz--> 50 100 150 200 250 300 350
Abundance #179255: n-Nonadecanol-1
43.0 83.0
5000 — :
14.00
Jf&o m/z 43.00  82.55%
0 \h\“ “W\ “\‘ f \‘H“ ‘1“ \“h‘\ | :‘I‘.\Gﬁ?\ T \2\3§‘0\ L e e
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
7.0 T \
14.00
5000 m/z 83.00 80.95%
oiso LLLLL Lo 2100 250 ase
miz--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester T ‘
57.0 14.00
97.0 m/z 69.05 71.94%
s | LLLL | bo0ae0 250 sogo .
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41322\
Data File : BF127783.D

Acqg On : 13 Apr 2022 14:43

Operator : CG\JU

Sample : N2334-09

Misc . MW-21RR

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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-... 5.181 2.7 ng 92197 1 6.957 673319 20.0
n-Nonadecanol-1 14.022 4.1 ng 142954 5 14.133 701454 20.0
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