LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032219\
Data File : BG040101.D

Aca On : 23 Mar 2019 4:14

Operator : JU/SJ

Sample : PB118181BL

Misc :

ALS Vial : 21 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 G\METHODS\8270-BG030419.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 3.194 13 18 27 rBv2 21270 41740 1.80% 0.359%
2 5.221 358 363 371 rBV 41397 66305 2.86% 0.571%
3 5.685 436 442 452 rBV 380350 618397 26.68% 5.322%
4 7.288 708 715 729 rVB 404154 689862 29.76% 5.937%
5 7.670 772 780 791 rVB 384564 660640 28.50% 5.685%

8.140 854 860 868 rvB 138721 233084 10.06% 2.006%
8.463 907 915 924 rVB 401906 701247 30.25% 6.035%
9.321 1050 1061 1073 rBV 343861 630176 27.19% 5.423%
10.960 1334 1340 1351 rVB 190526 346449 14 .95% 2.982%
13.392 1746 1754 1761 rBV 1047314 1651503 71.25% 14.213%

=
QO ~NO®

11 14.767 1982 1988 1999 rVvB2 341195 551495 23.79% 4.746%
12 16.253 2235 2241 2253 rBV 493644 776181 33.49% 6.680%
13 17.516 2448 2456 2466 rBV2 473783 738938 31.88% 6.359%
14 20.106 2891 2897 2905 rBV 1849998 2317955 100.00% 19.948%
15 21.798 3178 3185 3197 rBV 492288 820850 35.41% 7.064%

16 25.164 3747 3758 3776 rVB 257329 775051 33.44% 6.670%

Sum of corrected areas: 11619873
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032219\
Data File : BG040101.D

Aca On - 23 Mar 2019 4:14

Operator : JU/SJ

Sample : PB118181BL

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419.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: BG040101.D
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Abundance TIC: BG040101.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032219\
Data File : BG040101.D

Aca On : 23 Mar 2019 4:14

Operator : JU/SJ

Sample : PB118181BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Cyclobutanone, 2-methyl- Concentration Rank 4

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

3.19 3.58 ng 41740 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Cvclobutanone. 2-methvl- 84 C5H80 001517-15-3 64
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 40
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 35
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 28

Abundance Scan 17 (3.188 min): BG040101.D (-13) (-) m/z 56.25 100.00%
56
5000 41 84 /\\\\
69 AR R RS IR IR A
JI 1147 52/, | 77 3.20 3.30 3.40 3.50 3.60 '
O“M“W“W“W“W“W"W“w“““w'W“W“W“W“W“W“W“W“W“W“w m/z 84.10 48.28%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1457: Cyclohexane
56
41 84
5000 HUA U U IR IR UL
27 3.20 3.30 3.40 3.50 3.60
69 m/z 41.15 45_.01%
0'“'““I%”P'“P“%f“W'“WLI!”"““IJLI“”ﬁ%LI!“?{ﬁ§hL'“W?ZW'J4“'W“'W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1431: Cyclobutanone, 2-methyl-
56
42 3.20 3.30 3.40 3.50 3.60
5000 84 m/z 55.15 37.76%
28 69
) A s At LAt ALY AASL LAY AN AR BAR SR LA SR ARSI ARSI ARSI SR MR AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl-
56 3.20 3.30 3.40 3.50 3.60
a1 m/z 39.15 18.87%
5000
27
69
0 1 1\5 ! ‘ 37\ | 51\\‘ ! 65 ‘ 84
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8|5 90 | 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032219\
Data File : BG040101.D

Aca On : 23 Mar 2019 4:14

Operator : JU/SJ

Sample : PB118181BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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.

5.22 5.69 ng 66305 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 40
3 3-0ctanol 130 C8H180 000589-98-0 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 363 (5.221 min): BG040101.D (-358) (-) m/z 43.10 100.00%
43
59
5000
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
49 | 83 1c|)1 480 500 520 5.40 5.60
) S F RS V| NS M S — m/z 59.15 57.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 IR SRR UL LN R
480 500 520 5.40 5.60
59 m/z 58.15 18.29%
0 21 37, 53,|| 67 778 a1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8193: Oxirane, [(1-methylethoxy)methyl]-
43
29 59 4.80 5.00 520 5.40 5.60
5000 m/z 101.15 15.96%
101
15 73
o S 1 1 -7 A0 N~ SN W - S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13640: 3-Octanol ||||||llll|lllll|llll|lll
59 480 500 520 5.40 5.60
m/z 41.15 9.60%
5000 41 83
31
101
0 "'I""I"JJJ'"”IJP"I?§lHi"'§?""I'*"I""I""}%g"l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032219\
Data File : BG040101.D

Aca On : 23 Mar 2019 4:14

Operator : JU/SJ

Sample : PB118181BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.67 Concentration Rank 2

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

7.67 56.69 ng 660640 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 780 (7.670 min): BG040101.D (-772) (-) m/z 132.15 100.00%
5000 68
40 54 % 740 7.60 7.80 800

o L8 L3 20T hs7 68.15 41.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-

132
117

AN
LI L B

7.40 7.60 7.80 8.00
m/z 134.15  32.18%

5000

0 M.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132
R R ma
74 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.15  30.25%
N | e 1 T ™ O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R e
132 7.40 7.60 7.80 8.00
117 m/z 69.15 17.06%
5000
39 51 65 77 a
105 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032219\
Data File : BG040101.D

Acq On : 23 Mar 2019 4:14

Operator : JU/SJ

Sample : PB118181BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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]
Cyclobutanone, 2-... 3.19 3.6 ng 41740 1 8.14 233084 20.0
2-Pentanone, 4-hy... 5.22 5.7 ng 66305 1 8.14 233084 20.0
unknown? .67 7.67 56.7 ng 660640 1 8.14 233084 20.0
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