LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071819\
Data File : BF115645.D

Aca On 18 Jul 2019 13:38

Operator : HP/JU

Sample : PB121483BL

Misc :

ALS Vial : 6 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-BF071219.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 2.287 29 34 41 rVB 86697 120400 2.01% 0.264%
2 5.522 578 584 587 rBVY 4171387 4468519 74.78% 9.786%
3 6.516 747 753 756 rBY 3857618 4773944 79.89% 10.454%
4 6.657 772 777 780 rBVY 4485721 4852434 81.20% 10.626%
5 6.881 812 815 819 rBVY 1245396 1142641 19.12% 2.502%

7.039 838 842 846 rBV 3686940 3849929 64.43% 8.431%
7.445 904 911 914 rBV 2811587 3248624 54.36% 7.114%
8.163 1028 1033 1037 rBV 1597395 1486421 24.87% 3.255%
9.239 1209 1216 1219 rBV 5556458 5926699 99.18% 12.979%
9.916 1325 1331 1347 rBV 1979517 1781097 29.81% 3.900%

=
QO ~NO®

11 10.704 1459 1465 1468 rBV 3367586 3524801 58.99% 7.719%
12 11.398 1579 1583 1587 rBV 1989754 1838109 30.76% 4.025%
13 12.986 1848 1853 1856 rBV 5506500 5975675 100.00% 13.086%
14 13.886 1984 2006 2014 rBV6 23779 117250 1.96% 0.257%
15 14.033 2027 2031 2039 rBV 1524636 1353718 22.65% 2.964%

16 15.280 2233 2243 2247 rBV5 40749 118107 1.98% 0.259%
17 15.503 2275 2281 2292 rBV 810780 1086094 18.18% 2.378%

Sum of corrected areas: 45664462
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071819\
Data File : BF115645.D

Aca On 18 Jul 2019 13:38

Operator : HP/JU

Sample : PB121483BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115645.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071819\
Data File : BF115645.D

Aca On 18 Jul 2019 13:38

Operator : HP/JU

Sample : PB121483BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.29 2.11 ng 120400 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 35 (2.293 min): BF115645.D (-29) (-) m/z 73.00 100.00%
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Abundance #4486: Butane, 2-methoxy-2-methyl-
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
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87 T —
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Abundance #4436. Pentane, 3-methoxy-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071819\
Data File : BF115645.D

Aca On 18 Jul 2019 13:38

Operator : HP/JU

Sample : PB121483BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.66 Concentration Rank 1

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

6.66 84 .93 ng 4852430 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 778 (6.663 min): BF115645.D (-772) (-) m/z 132.00 100.00%
5000 68
0 %6 " 640 6.60 680 7.00
40 54 : : : :
feT LSS . m/z 68.00 36.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

A\
LIBLENL  L L L LL

6.40 6.60 6.80 7.00
m/z 134.00 34 .60%

5000

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57 132
e
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 22.72%
S T 1 R~ T T3
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- b s L
132 6.40 6.60 6.80 7.00
m/z 96.00 14 .00%
117
5000
39 91
27 7 5165 77 ‘ 105 ‘
,N...f.NM.HN..N].u:.yﬂ..h,.P‘.,....,....,.... T S £ S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071819\
Data File : BF115645.D

Aca On 18 Jul 2019 13:38

Operator : HP/JU

Sample : PB121483BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 10H-Phenothiazin-3-ol, 10-[... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.28 2.17 ng 118107 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10H-Phenothiazin-3-ol. 10-I3-(di... 342 C19H22N202S 056438-23-4 50
2-T2-HvdroxvphenvIl1-4-I3-methoxy... 342 C22H18N202 084634-58-2 47
3 6-Methvl-2-(4-nitrophenvl)-7-phe... 342 C22H18N202 070586-11-7 47
4 5.5"-Dimethvl-2.2"-binaphthalene... 342 C22H1404 097308-78-6 47
5 9,10-Anthracenedione, 1-(methyla... 342 C22H18N202 000128-85-8 47
Abundance Scan 2243 (15.280 min): BF115645.D (-2233) (-) m/z 342.10 100.00%
342
5000 57
85 171 207 363 — e
. 100127 15 189 | oo5244 281 320 15.00 15.20 15.40 15.60
m/z 57.00 38.38%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #178219: 10H-Phenothiazin-3-ol, 10-[3-(dimethylamino)propy...
342
58 g6
5000 L DAL UL BN A
15.00 15.20 15.40 15.60
m/z 343.10 25.17%
196214 255

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #178679: 2-[2-Hydroxyphenyl]-4-[3-methoxyphenyl]-3H-1,5-be...
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5000 m/z 43.00 24 .14%
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41|H T e S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #178671: 6-Methyl-2-(4-nitrophenyl)-7-phenylmethylindolizine A B
312 342 15.00 15.20 15.40 15.60
1 m/z 85.00 20.91%
5000
55 83 139 2ﬁ82?5 265 2#
‘ I} p L4 \‘ |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 15.00 15 20 15. 40 15 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BFO071819\
Data File : BF115645.D

Acq On 18 Jul 2019 13:38

Operator : HP/JU

Sample : PB121483BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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]
Butane, 2-methoxy... 2.29 2.1 ng 120400 1 6.89 1142640 20.0
unknown6 .66 6.66 84.9 ng 4852430 1 6.89 1142640 20.0
10H-Phenothiazin-... 15.28 2.2 ng 118107 6 15.50 1086090 20.0
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