LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033020\
Data File : BF119630.D

Aca On : 30 Mar 2020 13:35

Operator : MA/SJ

Sample : PB127886BL

Misc :

ALS Vial : 3 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 F\METHODS\8270-BF031820.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
1 2.281 29 33 43 rVB 220953 310268 2.29% 0.344%
2 5.075 503 508 516 rVB 268249 374236 2.76% 0.415%
3 5.457 567 573 576 rBVY 9587755 10477125 77.32% 11.622%
4 6.463 737 744 747 rBV 8210197 10245535 75.61% 11.365%
5 6.834 803 807 810 rBVY 2444373 2016310 14.88% 2.237%

6.992 829 834 837 rBV 8688812 8162788 60.24% 9.055%
7.398 896 903 906 rBV 6346527 6946602 51.26% 7.706%
8.116 1020 1025 1029 rBV 2769189 2709380 19.99% 3.006%
9.198 1202 1209 1212 rBV 10720011 12275182 90.59% 13.617%
9.875 1318 1324 1328 rBV 3219752 3211404 23.70% 3.562%

=
QO ~NO®

11 10.669 1452 1459 1463 rBV 7118395 8507379 62.78% 9.437%
12 11.369 1571 1578 1581 rBV 3925135 3568488 26.33% 3.959%
13 12.968 1841 1850 1853 rBV 11230876 13550732 100.00% 15.032%
14 14.010 2023 2027 2031 rBV 3726022 3391206 25.03% 3.762%
15 15.480 2271 2277 2281 rBV 2788584 3421894 25.25% 3.796%

16 17.015 2526 2538 2557 rVB4 188061 978491 7.22% 1.085%

Sum of corrected areas: 90147020
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033020\

BF119630.D

30 Mar 2020 13:35

MA/SJ

PB127886BL

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033020\
Data File : BF119630.D

Aca On : 30 Mar 2020 13:35

Operator : MA/SJ

Sample : PB127886BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.28 3.08 ng 310268 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
3 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 22
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 10
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 33 (2.281 min): BF119630.D (-29) (-) m/z 75.00 100.00%
75
5000 45 E
57 2.202.302.402.50 2.602.70
.,....',-'.|...',..-.-:,.8.7..}".3...,....,....,....,.. m/z 73.05 71.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45
2.202.302.402.50 2.602.70
m/z 45.00 43.21%
I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
2.202.302.402.50 2.602.70
5000 m/z 41.00 35.21%
45
29
55 101
mz-> 20 40 60 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)- TR I
73 2.202.302.402.50 2.602.70
m/z 47.00 23.80%
” L
45
27
Lo STl 89 107 119 135 179
T rrrryprrrryrrrryrrrryrrrryrrrryrrr 1 rrrr[rT —rrq—rrn-rrrn-rrrrv—rrrrrrrrnj—rrn
m/z--> 20 40 60 80 100 120 140 160 180 2.202.302.402.50 2.602.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033020\
Data File : BF119630.D

Aca On : 30 Mar 2020 13:35

Operator : MA/SJ

Sample : PB127886BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 3.71 ng 374236 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 507 (5.069 min): BF119630.D (-503) (-) m/z 43.00 100.00%
43
59
5000
T T T
| a3 1c|)1 207 480 500 520 5.40
T L I R R e m/z 58.95 55.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L I UL
59 480 500 520 540
m/z 57.95 15.82%
15 4 101
83
i il L L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
" 480 500 520 540
5000 57 m/z 101.00 15.02%
29
101
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e e
59 4.80 500 5.20 5.40
m/z 40.95 6.68%
5000
41
29 101
'"'IJW”“M"Wi”Z%Igg'Wt"'l”"l"'W""I”"I"'
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033020\
Data File : BF119630.D

Aca On : 30 Mar 2020 13:35

Operator : MA/SJ

Sample : PB127886BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 4 Dibenzylidene 4,4"-biphenyl... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.02 5.72 ng 978491 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 87
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 53
3 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B0O6 1000150-23-7 50
4 1.10-Phenanthroline. 2.9-dimethv... 360 C26H20N2 004733-39-5 50
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 49

Abundance Scan 2539 (17.021 min): BF119630.D (-2526) (-) ; m/z 360.15 100.00%
360
5000 152 ///\\M-
179 N S U
51 77 127 254 281 mmﬂmﬂmﬂm
S o -V i 2 s e b m/z 152.05 38.64%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4'-biphenylenediamine A
360
5000
152 16.80 17.00 17.20 17.40
47 77 179 m/z 359.20 25.03%
m/z--> 50 100 150 200 250 300 350
Abundance
360
680 17,00 1700 1740
5000 m/z 361.15 24 .80%
207
332
180
15 39 67 93 123 153 005 257 285 314
m/z--> §0 160 1éo 260 250 300 3éo
Abundance #190543: 1,3,2-Dioxaborolane, bis(spiro[4-2":5-2"]indane)... R L
104 360 mmﬂmﬂmﬂm
m/z 179.05 24 .53%
5000
132 163
200220 276 316
.'J.MJ.. ‘4811 ‘ 24I7IJI‘\IJI |‘.J...|..
m/z--> 5 150 200 250 300 350 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF033020\
Data File : BF119630.D

Acq On : 30 Mar 2020 13:35

Operator : MA/SJ

Sample : PB127886BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.28 3.1 ng 310268 1 6.83 2016310 20.0
2-Pentanone, 4-hy... 5.07 3.7 ng 374236 1 6.83 2016310 20.0
Dibenzylidene 4,4_.. 17.02 5.7 ng 978491 6 15.48 3421890 20.0
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