LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040120\
Data File : BF119666.D

Aca On : 1 Apr 2020 11:27

Operator : MA/SJ

Sample : PB127920BL

Misc :

ALS Vial : 18 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 2.240 22 26 33 rvB 165287 212092 2.21% 0.322%
2 5.051 499 504 515 rvB 190343 275954 2.87% 0.419%
3 5.434 563 569 572 rBY 6681714 7860379 81.83% 11.929%
4 6.445 734 741 744 rBV 6135098 7621079 79.34% 11.566%
5 6.810 799 803 807 rBY 1808203 1517446 15.80% 2.303%

6.969 826 830 834 rVvB 6153927 6157118 64.10% 9.344%
7.375 893 899 902 rBV 4370594 5191921 54.05% 7.879%
8.098 1017 1022 1025 rBV 2287835 1992721 20.74% 3.024%
9.181 1199 1206 1209 rBV 8677816 8894125 92.59% 13.498%
9.857 1315 1321 1324 rBV 2605576 2289235 23.83% 3.474%

=
QO ~NO®

11 10.651 1449 1456 1459 rBV 5524437 5925830 61.69% 8.993%
12 11.345 1568 1574 1577 rBV 2917997 2448301 25.49% 3.716%
13 12.939 1838 1845 1849 rBV 8140476 9605972 100.00% 14.578%
14 13.986 2019 2023 2027 rBV 2593129 2346716 24.43% 3.561%
15 15.451 2266 2272 2276 rBV 2005808 2462079 25.63% 3.736%

16 15.486 2276 2278 2284 rVB 93654 112733 1.17% 0.171%
17 15.921 2348 2352 2358 rVB2 78278 123760 1.29% 0.188%
18 16.427 2433 2438 2447 rBV2 73711 132120 1.38% 0.201%
19 16.921 2510 2522 2533 rBV3 153683 625064 6.51% 0.949%
20 17.021 2535 2539 2546 rVB4 51549 98877 1.03% 0.150%

Sum of corrected areas: 65893522
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119666.D

Aca On : 1 Apr 2020 11:27

Operator : MA/SJ

Sample : PB127920BL

Misc :

ALS Vial : 18 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

Abundance TIC: BF119666.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119666.D

Aca On : 1 Apr 2020 11:27

Operator : MA/SJ

Sample : PB127920BL

Misc :

ALS Vial : 18 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.

2.24 2.80 ng 212092 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Methane. trimethoxv- 106 C4H1003 000149-73-5 33
3 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 10
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 Ethane, 2-chloro-1,1-dimethoxy- 124 C4HOCIO02 000097-97-2 9

Abundance Scan 26 (2.240 min): BF119666.D (-22) (-) m/z 75.00 100.00%
75
5000 45 \
39 57 2.20 2.30 2.40 2.50 2.60
s I O N8 PR . - R m/z 73.05 70.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
m/z 45.00 48 _51%
o .||.‘ Pl 7 eo)) e a0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
75
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.05 32.78%
31 47
15
59 105
L S U I UL UL UL IULR A IR SR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4987: Glycolaldehyde dimethyl acetal
75 2.20 2.30 2.40 2.50 2.60
m/z 46.95 26 .62%
5000
31
o T ‘ | ‘ 59 105
"'P"'I”"I'”'I"”I"'W"'W"'W""P"'I”"I” AU UL AN RN AR
m/z--> 10 20 30 60 70 80 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119666.D

Aca On : 1 Apr 2020 11:27

Operator : MA/SJ

Sample : PB127920BL

Misc :

ALS Vial : 18 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.

5.05 3.64 ng 275954 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 504 (5.051 min): BF119666.D (-499) (-) m/z 43.00 100.00%
43
59
5000
S AR AR RS
53 7 83 1c|)1 480 5.00 520 5.40
ot e e e e e e m/z 59.00 63.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 18.52%
15 31 101
o 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 15.64%
a1 101
15 31 53 69 83
e S I SIS SULIURS SURILL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e B N Ry
59 480 5.00 520 5.40
m/z 41.00 8.55%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119666.D

Aca On : 1 Apr 2020 11:27

Operator : MA/SJ

Sample : PB127920BL

Misc :

ALS Vial : 18 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.
16.92 5.08 ng 625064 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 93
2 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 52
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 49
4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 46
5 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 43
Abundance Scan 2522 (16.921 min): BF119666.D (-2510) (-) ; m/z 360.20 100.00%
360
5000 152
179
51 77 127 208 254 578 16.60 16.80 17.00 17.20
o....,....1,0‘.‘...-1..-I.zf’%.‘..,l-.... b Tm/z 152.00 41.39%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4'-biphenylenediamine s
360
5000 LR AR PR UL B
152 16.60 16.80 17.00 17.20
77 179 m/z 361.15 27 .74%

a7 103 127 202 228 254
0! L
m/z--> 50 100 150 200 250 300 350
Abundance
360

16.60 16. 80 17. 00 17.20

5000 m/z 179.10 21.68%
158 180
0 44 71 96115 138 214 240258 283 316 342
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #190435: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro...
360 16.60 16.80 17.00 17.20

m/z 359.15 21.43%

5000
207
7 - 180 332
1
0 15 3\9 \ e 9? dy ol 15\.3\\ JL 225 257 285 314 ‘l { {

m/z--> 50 100 150 200 250 300 350 16 60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040120\
Data File : BF119666.D

Acq On 1 Apr 2020 11:27

Operator : MA/SJ

Sample : PB127920BL

Misc :

ALS Vial : 18 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.24 2.8 ng 212092 1 6.81 1517450 20.0
2-Pentanone, 4-hy... 5.05 3.6 ng 275954 1 6.81 1517450 20.0
Dibenzylidene 4,4_... 16.92 5.1 ng 625064 6 15.45 2462080 20.0
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