LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072020\
Data File : BP002806.D

Aca On 20 Jul 2020 18:20

Operator : CG/JU

Sample = L3323-05 50X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP071020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

6.546 613 622 628 rBvV3 32093 56967 1.31% 0.336%
7.546 784 792 803 rBV 534795 860851 19.73% 5.072%
rvB 62301 104483 2.39% 0.616%
8.646 971 979 984 rBV 37923 66682 1.53% 0.393%
10.316 1254 1263 1279 rBV 730249 1252586 28.71% 7.379%
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12.810 1683 1687 1696 rVB 60616 93517 2.14% 0.551%
14.198 1917 1923 1930 rBV 1179269 1672647 38.34% 9.854%
15.704 2176 2179 2184 rVB2 40996 57830 1.33% 0.341%

16.963 2387 2393 2406 rVB 1348053 1972269 45.21% 11.619%
19.551 2829 2833 2838 rVB 120670 140440 3.22% 0.827%

=
QO ~NO®

11 21.075 3087 3092 3097 rBV 1715739 2096269 48.05% 12.350%
12 23.263 3460 3464 3472 rVB2 857605 1676410 38.43% 9.876%
13 24.310 3636 3642 3652 rBV 1010650 2560448 58.69% 15.084%
14 24.957 3745 3752 3764 rVB2 1688975 4362687 100.00% 25.702%

Sum of corrected areas: 16974086
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP072020\
BP002806.D

20 Jul 2020 18:20

CG/Ju

L3323-05 50X

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072020\
Data File : BP002806.D

Aca On : 20 Jul 2020 18:20

Operator : CG/JU

Sample = L3323-05 50X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.64 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.64 2.43 ng 104483 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 40
2 1-Methvl-1H-1.2.4-triazole 83 C3H5N3 006086-21-1 38
3 (2E.2"BE)-2.2"-Oxvbis(ethane-2.1-... 270 C14H2205 1000366-99-7 37
4 Ethvl trans-2-pentenoate 128 C7H1202 024410-84-2 37
5 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1000309-30-7 28

Abundance Scan 808 (7.640 min): BP002806.D (-803) (-) m/z 83.10 100.00%
g3
43
5000
127 740 7.60 7.80 8.00
AL | 150 207238270 317 359 400 449 ds9 526 | 17774310 76.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3386: 1-Butene, 2,3,3-trimethyl-
55 83
5000 LR L UL UL
7.40 7.60 7.80 8.00
. m/z 55.10 47 .98%

B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

%

83

28 7.40 7.60 7.80 8.00

5000 56 m/z 56.10  35.87%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #118851: (2E,2'E)-2,2-Oxybis(ethane-2,1-diyl) bis(2-methy... T T T T T
83 7.40 7.60 7.80 8.00
127 m/z 41.10 33.00%
- | J\\/L/\,A—/\r\/\/\,\
27, | 164 208 242270
-t e a BEamEE S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072020\
Data File : BP002806.D

Aca On : 20 Jul 2020 18:20

Operator : CG/JU

Sample = L3323-05 50X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown24.31 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .31 30.55 ng 2560450 Perylene-di12 23.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
4-(3H-Imidazol4.5-blpvridin-2-vl... 342 C15H18N8S 1000276-08-2 35
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 30
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 25
Abundance Scan 3642 (24.310 min): BP002806.D (-3636) (-) m/z 191.30 100.00%
191
6 123
10 24,00 24.20 24.40 24.60
383 : : : :
o3 218245 287 321349 417 446475505535 m/z  95.20 45 73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 UL BARAR AREE
24.00 24.20 24.40 24.60
135163 m/z 81.10 44 _94%
s bdd
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
191
24,00 24.20 24.40 24.60
5000 57 m/z 177.30 43 .50%
107 149
I2I9II""I""IIIII rrrryrrTryrTrTT T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177947: 4-(3H-Imidazo[4,5-b]pyridin-2-ylsulfanylmethyl)-6... e RERRE R
191 24.00 24.20 24.40 24.60
m/z 69.10 34 .25%
- M/\\/\/\A‘
151
55 84 12300 | 0 256 309 342
m/z--> 50 100 150 200 250 300 3&1;0 400 450 500 550 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072020\
Data File : BP002806.D

Aca On : 20 Jul 2020 18:20

Operator : CG/JU

Sample = L3323-05 50X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 _beta.-iso-Methyl ionone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .96 52.05 ng 4362690 Perylene-di12 23.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 64
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 60
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 45
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
5 2-Fluoro-6-trifluoromethylbenzoi... 404 C22H32F402 1000338-53-8 35
Abundance Scan 3753 (24.963 min): BP002806.D (-3745) (-) m/z 191.30 100.00%
191
o T W]\V\A
7 “ T 6 21160 94130 25100 2620
18 397 : : : :
oL, .3.9,-1. L ,Jl “1, Ly £18 259 301328 369°7 436466 507536 | ns7 95 20  40.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66096: .beta.-iso-Methyl ionone
191
5000 28 LR DA UL B UL B
24,60 24.80 25.00 25.20
135163 m/z 81.10 35.24%
s Dl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
191
2460 24.80 25.00 25.20
5000 57 m/z 69.10 30.83%
107 149
I2I9II""I""IIIII rrrryrrrryrrrT T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #190939: Anthracene, 9-dodecyltetradecahydro- R AR EEEEE T
95 191 24.60 24.80 25.00 25.20
m/z 123.20 21.83%
43
5000
dhddy ] g63 236264 303
m/z--> 50 160 150 200 250 300 350 400 450 500 550 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP072020\
Data File : BP002806.D

Acq On : 20 Jul 2020 18:20

Operator : CG/JU

Sample = L3323-05 50X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .64 7.64 2.4 ng 104483 1 7.55 860851 20.0
unknown24 .31 24 .31 30.6 ng 2560450 6 23.26 1676410 20.0
-beta.-iso-Methyl... 24.96 52.0 ng 4362690 6 23.26 1676410 20.0
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