LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119709.D

Aca On : 3 Apr 2020 10:43

Operator : MA/SJ

Sample : PB127799BL

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 2.257 23 29 35 rvB 125660 158474 2.00% 0.287%
2 5.040 498 502 510 rvB 225844 314799 3.98% 0.570%
3 5.434 563 569 572 rBVY 6014187 6865352 86.85% 12.439%
4 6.439 733 740 742 rBVY 5465625 6700712 84.77% 12.141%
5 6.804 798 802 805 rBVY 1573300 1259851 15.94% 2.283%

6.963 824 829 832 rBV 5773760 5342738 67.59% 9.681%
7.369 892 898 901 rBV 4070722 4418374 55.90% 8.006%
8.086 1015 1020 1024 rBV 1735171 1655641 20.95% 3.000%
9.169 1197 1204 1207 rBV 6884677 7620246 96.40% 13.807%
9.845 1313 1319 1323 rBV 1945395 1861449 23.55% 3.373%

=
QO ~NO®

11 10.639 1447 1454 1457 rBV 4837238 4948026 62.60% 8.965%
12 11.333 1566 1572 1576 rBV 2187699 1976426 25.00% 3.581%
13 12.933 1834 1844 1847 rBV 7358348 7904502 100.00% 14.322%
14 13.404 1921 1924 1927 rBV 97833 82068 1.04% 0.149%
15 13.974 2017 2021 2025 rBV 1979971 1850457 23.41% 3.353%

16 15.433 2263 2269 2273 rBV 1592039 1940669 24 .55% 3.516%
17 16.409 2428 2435 2442 rBV2 41673 84246 1.07% 0.153%
18 16.856 2500 2511 2513 rBV3 75178 206146 2.61% 0.374%

Sum of corrected areas: 55190176
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119709.D

Aca On : 3 Apr 2020 10:43

Operator : MA/SJ

Sample : PB127799BL

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

Abundance TIC: BF119709.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119709.D

Aca On : 3 Apr 2020 10:43

Operator : MA/SJ

Sample : PB127799BL

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 3

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

2.26 2.52 ng 158474 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Methane. trimethoxv- 106 C4H1003 000149-73-5 33
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 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 29 (2.257 min): BF119709.D (-23) (-) m/z 75.00 100.00%
79.0
5000 45.0 \
57.0 2.202.30 2.40 2.50 2.60 2.70
el 889 1030 73 10 71, 28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
79.0
5000
45.0 2.202.30 2.40 2.50 2.60 2.70
31.0 ‘ ‘ m/z 45.00 48.54%
15.0 57.0
...,..h.,...”hL...n!h.L,...H,....,4::.,..QQ?....%Q%Q.,..
m/z--> 10 40 50 60 70 80 90 100 110
Abundance #4978: Methane, trimethoxy-
75.0
2.202.30 2.40 2.50 2.60 2.70
5000 m/z 41.00 35.69%
31.0 47.0
15.0
‘ 59.0 ‘ 105.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 47.00 25.94%
5000
45.0
29.0
I A ‘ 101.0 ” “ :
m/z--> 10 20 30 40 50 60 7'0 80 9 100 110 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119709.D

Aca On : 3 Apr 2020 10:43

Operator : MA/SJ

Sample : PB127799BL

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 2

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

5.04 5.00 ng 314799 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-0Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 502 (5.040 min): BF119709.D (-498) (-) m/z 43.00 100.00%
43.0
59.0
5000
| A "ok 5ho 520 540
e B L e 2 R R m/z 59.00 61.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL I L I
59.0 480 500 520 5.40
0,
150 4, 1010 m/z 58.00 16.84%
wl , 83.0 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 5.40
5000 m/z 101.00 14.88%
41.0
“w'“'w“uﬂ'mﬂb“wfhl”“rﬁq'ﬁqp'“w'“'w“'w“'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol A L A maa
54.0 480 5.00 5.20 5.40
m/z 41.00 7.57%
5000 29.0 410 83.0
101.0
‘ ‘ LJM yl, 70.0 ‘ ‘ 1120 129.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119709.D

Aca On : 3 Apr 2020 10:43

Operator : MA/SJ

Sample : PB127799BL

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 4
R.T. EstConc Area Relative to ISTD R.T.
16.86 2.12 ng 206146 Perylene-di12 15.43
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-dimethy... 360 C26H20N2 004733-39-5 62
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 50
4 Silane. dimethvl(4-bromophenoxv)... 358 C16H27Br02Si 1000347-11-2 50
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 49
Abundance Scan 2512 (16.862 min): BF119709.D (-2500) (-) m/z 360.15 100.00%
36p.1
5000

16.60 16.80 17.00 17.20
. m/z 151.95  33.46%

179.7
254.0
5:I-I'.O 7Z'.9. 112'8“' il T 22?'9. I Izpll’s'lll

T
m/z--> 50 100 150 200 250 300 350

Abundance #190930: Dibenzylidene 4,4'-biphenylenediamine
360.0
5000
152.0 16.60 16.80 17.00 17.20
470 77.0 180.0 m/z 361.15 31.42%
' 104.0 2190 254.0
L
m/z--> 50 100 150 200 250 300 350
Abundance #190932: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl-
360.0
E E N R n
16.60 16.80 17.00 17.20
5000 m/z 359.20 24 .51%
51.0 780 1150 151.01‘8?'0 214.0 257.0284.0 317.0
e e .
m/z--> 50 100 150 200 250 300 350

Abundance #190435: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... e R R R n
360.0 16.60 16.80 17.00 17.20

m/z 179.05 23.28%

5000
207.0

332.0

39.0 67.0 6501230 1640 257.0285.0 | {

o Ml e U bl L
L T

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\BF040320\
Data File : BF119709.D

Acq On : 3 Apr 2020 10:43

Operator : MA/SJ

Sample : PB127799BL

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... 2.26 2.5 ng 158474 1 6.80 1259850 20.0
2-Pentanone, 4-hy... 5.04 5.0 ng 314799 1 6.80 1259850 20.0
Dibenzylidene 4,4_... 16.86 2.1 ng 206146 6 15.43 1940670 20.0
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