LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072622\
Data File : BF129354.D

Acqg On : 26 Jul 2022 14:28
Operator : CG\JU

Sample : N3840-05

Misc :

ALS Vvial : 11 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-BF072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129354.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.1e4 477 479 492 rVB 85588 95944  1.21% 0.229%
2 5.499 541 546 549 rBV 3483436 3098892 39.20% 7.396%
3 6.504 713 717 720 rBV 2235833 1954094 24.72% 4.664%
4 6.881 777 781 785 rBV 1754783 1359873 17.20%  3.246%
5 7.445 869 877 880 rBV 4181207 4551175 57.57% 10.863%

.163 995 999 1003 rBV 2198358 1884122 23.83% 4.497%
.245 1177 1183 1186 rBV 8286728 7906093 100.00% 18.870%
.922 1294 1298 1302 rBV 2620635 2136346 27.02% 5.099%
10.716 1428 1433 1436 rBV 5562157 5281022 66.80% 12.605%
10 11.416 1547 1552 1555 rBV 2329732 2154205 27.25% 5.142%

O O 0

11 11.733 1603 1606 1609 rBV 270269 199460 2.52% 0.476%
12 11.763 1609 1611 1615 rVB 659538 540981 6.84% 1.291%
13 13.004 1817 1822 1825 rBV 7912772 7786882 98.49% 18.586%
14 14.057 1997 2001 2005 rBV 1474334 1289106 16.31% 3.077%
15 15.545 2249 2254 2264 rBvV2 829437 1085144 13.73%  2.590%

16 15.963 2320 2325 2327 rBV 108835 159889 2.02% ©.382%
17 15.992 2327 2330 2337 rVB 271866 414031 5.24% 0.988%

Sum of corrected areas: 41897259
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072622\
Data File : BF129354.D

Acqg On : 26 Jul 2022 14:28
Operator : CG\JU

Sample : N3840-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129354.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072622\
Data File : BF129354.D

Acqg On : 26 Jul 2022 14:28
Operator : CG\JU

Sample : N3840-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknownll.763 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.763 5.02 ng 540981 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Arabino-Hexitol, 5-deoxy-, pen... 376 C16H24010 049560-35-2 10
2 1-(2,3-Difluoro-6-nitrophenoxy)a... 231 C9H7F2NO4 082419-32-7 9
3 D-Ribononitrile, 2,3,4,5-tetraac... 315 C13H17NO8 025546-50-3 9
4 1,3-Propanediol, diacetate 160 C7H1204 000628-66-0 9
5 D-Xylononitrile, 2,3,4,5-tetraac... 315 C13H17NO8 013501-95-6 9
Abundance Scan 1611 (11.763 min): BF129354.D\data.ms (-1609) (- m/z 43.00 100.00%
43.0
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- —
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ol 8800 b 2811 m/z 159.05  43.29%
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Abundance  #284191: D-Arabino-Hexitol, 5-deoxy-, pentaacetate
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Library Search Compo

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072622\
Data File : BF129354.D

Acqg On : 26 Jul 2022 14:28

Operator : CG\JU

Sample : N3840-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

und Report

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknownl5.963 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.963 2.95 ng 159889  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, 2,3,4-trifluoro-N-met... 265 C14H10F3NO 1000340-39-6 43
2 Benzamide, N-(3-methylphenyl)-2,... 265 C14H1@F3NO 1000307-17-5 38
3 Benzamide, 2,3,4-trifluoro-N,N-d... 355 C21H16F3NO 1000450-02-4 27
4 2,3,4-Trifluorobenzoic acid, 2-m... 266 C14H9F302 1000293-72-5 22
5 Phenylphosphonic acid, 2-methylp... 284 C15H2503P 1000393-24-8 22

Abundance Scan 2325 (15.963 min): BF129354.D\data.ms (-2320) (- m/z 43.00 100.00%
43.0
159.1
5000
265.1
7.0 o 1600
ol w“‘u “L"w“h‘m“h““:“““u‘-wu dpzeme L “M SOBAIT: /s 159.05  64.36%
miz--> 50 100 150 200 250 300 350
Abundance #153960: Benzamide, 2,3,4-trifluoro-N-methyl-N-phenyl-
159.0
5000 265.0 1600
m/z 265.10 33.75%
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O\\\‘\\‘\‘\‘\\\\‘\\\‘\\\\‘\‘\\\‘\\\\‘\\\\
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Abundance
159.0
i
16.00
5000 265.0 ITI/Z 313.20 22.63%
39.0 81.0
T T T e
m/z--> 50 100 150 200 250 300 350
Abundance  #264740: Benzamide, 2,3,4-trifluoro-N,N-dibenzyl- e
159.0 16.00
m/z 55.00 21.35%
264.0
5000
91.0
0 5%' I I 20%0 S 3?50 \
R s P
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072622\
Data File : BF129354.D

Acqg On : 26 Jul 2022 14:28
Operator : CG\JU

Sample : N3840-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 3-((12-Acetoxyoctadecanoyl)... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.992 7.63 ng 414031  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-((12-Acetoxyoctadecanoyl)oxy)p... 500 C27H4808 330198-91-9 64
2 2,6-Difluorobenzoic acid, octade... 410 C25H40F202 1000292-39-7 50
3 2,3,4-Trifluorobenzoic acid, 3-t... 358 C20H29F302 1000280-61-8 50
4 2,4-Difluorobenzoic acid, hexade... 382 C23H36F202 1000338-79-4 47
5 Phosphonic acid, phenyl-, bis[5-... 434 C26H4303P 061048-72-4 47

Abundance Scan 2330 (15.992 min): BF129354.D\data.ms (-2327) (- m/z 159.00 100.00%
43.0 159.0
5000
‘ 97.0 265.3313.2 16.00
ol ddbidyloodi 2080 L T[T 3812 430 og.74%
miz--> 50 100 150 200 250 300 350 400
Abundance #338013: 3-((12-Acetoxyoctadecanoyl)oxy)propane-1,2-d
43.0 159.0
5000 T
16.00
m/z 55.10 18.94%
97.0 265.0313.0
O \‘“‘“L\ di‘ J““\“h““i"\ \‘\“‘ — \2‘1\3\.(\)\ T \“H L \?\’9\7‘\0\ T
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TR o T e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #267856: 2,3,4-Trifluorobenzoic acid, 3-tridecyl ester e
159.0 16.00
m/z 69.05 12.89%
50001 41.0
e
20
I —
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072622\
Data File : BF129354.D

Acqg On : 26 Jul 2022 14:28
Operator : CG\JU

Sample : N3840-05

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
unknownl11.763 11.763 5.0 ng 540981 4 11.416 2154210 20.0
unknown15.963 15.963 3.0 ng 159889 6 15.545 1085140 20.0
3-((12-Acetoxyo... 15.992 7.6 ng 414031 6 15.545 1085140 20.0
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