LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128614.D

Acqg On : 01 Jun 2022 01:06

Operator : CG\JU

Sample : N2952-15 5X 5
Misc . P037-SS002-0006-01

ALS Vvial : 23  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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128614.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.893 269 273 277 rVB 8398 10861 1.52% 0.170%
2 5.522 546 550 559 rBvV 401418 427111 59.79% 6.703%
3 6.546 721 724 734 rBV 329273 408224 57.14% 6.407%
4 6.840 771 774 778 rBV 692280 620623 86.87% 9.740%
5 7.404 866 870 873 rBV 320602 274973 38.49%  4.315%
6 8.128 989 993 996 rBvV 899649 714387 100.00% 11.211%
7 9.198 1172 1175 1183 rBV 557366 489525 68.52% 7.682%
8 9.887 1288 1292 1295 rBV 752044 703649 98.50% 11.043%
9 10.675 1423 1426 1435 rBV 241076 229994 32.19% 3.609%
10 10.786 1441 1445 1453 rVB5 5697 11968 1.68% 0.188%
11 11.369 1541 1544 1548 rBV 717033 626876 87.75% 9.838%
12 11.728 1600 1605 1608 rBVS5 6692 9093 1.27% 0.143%
13 11.904 1632 1635 1638 rBV5 14677 17811 2.49% 0.280%
14 12.098 1666 1668 1672 rBV5 8678 9865 1.38% ©0.155%
15 12.575 1745 1749 1755 rVB2 111243 141226 19.77%  2.216%
16 12.880 1796 1801 1809 rBV7 10332 23572 3.30% 0.370%
17 12.957 1810 1814 1818 rBV 501481 425136 59.51% 6.672%
18 13.351 1877 1881 1886 rVB3 74212 92502 12.95% 1.452%
19 13.592 1919 1922 1929 rVB 32951 48226 6.75% 0.757%
20 14.016 1990 1994 1998 rBV 566146 508960 71.24% 7.987%

21 14.057 1998 2001 2006 rVB2 53190 68740 9.62% 1.079%
22 14.110 2007 2010 2016 rVB 154889 153524 21.49%
23 15.486 2240 2244 2250 rVB 293236 355158 49.72%  5.574%
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Sum of corrected areas: 6372004
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Jun 2022 01:06
: CG\JU
: N2952-15 5X

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053122\
BF128614.D

P037-SS002-0006-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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@53122\
Data File : BF128614.D

Acqg On : 01 Jun 2022 01:06

Operator : CG\JU

Sample : N2952-15 5X 5
Misc : P037-SS002-0006-01

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 wunknownl2.575 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.575 4.51 ng 141226  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual

ndecanoyl chloride

uih wNnPE
— NS NC

204 C11H21Cl0

-Oxecanone, 10-methyl-, (.+/-.)- 170 C10H1802

-Heptylamine, N-acetyl-1-cyano- 182 C1OH18N20
»3-Dihydro-6-hydroxy-3-oxo-2-(p... 209 C1@H15N302
-Glutamic acid, N-methyl-N-etho... 261 C11H19NO6

Abundance Scan 1749 (12.575 min): BF128614.D\data.ms (-1745) (-]

017746-05-3 43
065371-24-6 38
1000227-03-9 38
014628-38-7 38
1000454-91-1 35

m/z 55.10 100.00%
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12.50
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169.0
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miz--> 50 100 150 200 250
Abundance #45094: 2-Oxecanone, 10-methyl-, (.+/-.)-
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T
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‘ 152.0
0 ‘2‘5‘\“0‘;‘\‘ ‘Hu‘\i‘ ol ‘\“ N
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98.0 12.50
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139.0
S U1 U P .2 R ot
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128614.D

Acqg On : 01 Jun 2022 01:06

Operator : CG\JU

Sample : N2952-15 5X 5
Misc : P037-SS002-0006-01

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2 Myristoyl chloride Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.351 3.63 ng 92502  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristoyl chloride 246 C14H27Cl0 000112-64-1 50
2 3-(2-Oxocyclohexyl)propionaldehyde 154 C9H1402 002568-20-9 50
3 Bicyclo[5.3.1]undecan-11-one 166 C11H180 013348-11-3 46
4 3-Furanmethanol 98 C5H602 004412-91-3 46
5 Cyclohexanone, 2-butyl- 154 C10H180 001126-18-7 38

Abundance Scan 1881 (13.351 min): BF128614.D\data.ms (-1877) (- m/z 55.10 100.00%

g
553.1 98.0
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— ——
(O e L m/z 98.05 82.61%
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Abundance #130780: Myristoyl chloride
440 98.0
5000 o S~
13.00 13.50
211.0 m/z 41.10 80.08%
o g pssoes0 17
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Abundance #32163: 3-(2-Oxocyclohexyl)propionaldehyde
98.0
— ——
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5000 55.0 m/z 43.05 63.03%
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0! u”““‘ N“ Ad
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Abundance #41404: Bicyclo[5.3.1]Jundecan-11-one “ —
98.0 13.00 13.50
m/z 69.10 42.58%
5000 41.0
L T
NI ' I O S o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\

Data File : BF128614.D

Acqg On : 01 Jun 2022 01:06

Operator : CG\JU

Sample : N2952-15 5X 5
Misc P037-SS002-0006-01

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: 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 Triphenylphosphine oxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.110 6.03 ng 153524  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 38
5 [1,2,4]Triazolo[1,5-a]pyrimidine... 278 C15H14N6 1000350-69-0 12

Abundance Scan 2010 (14.110 min): BF128614.D\data.ms (-2007) (-]
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128614.D

Acqg On : 01 Jun 2022 01:06
Operator : CG\JU

Sample : N2952-15 5X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Standard--- |
Resp Conc|

626876 20.0
508960 20.0
508960 20.0

P037-SS002-0006-01

| --Internal

TIC Top Hit name RT EstConc Units Response |# RT
unknown12.575 12.575 4.5 ng 141226 4 11.369
Myristoyl chloride 13.351 3.6 ng 92502 5 14.016
Triphenylphosph... 14.110 6.0 ng 153524 5 14.016
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