LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112581.D

Aca On : 15 Feb 2019 16:21

Operator : JU/SJ

Sample : PB117100BL

Misc :

ALS Vial : 5 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-BF012519.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 5.063 502 506 520 rBV 58850 81118 2.51% 0.357%
2 5.475 573 576 596 rBY 1729153 1796180 55.58% 7.912%
3 6.481 743 747 765 rBVY 1772074 1909648 59.09% 8.411%
4 6.610 765 769 779 rVB 2267168 2066641 63.95% 9.103%
5 6.834 803 807 816 rBV 658359 660187 20.43% 2.908%

6.987 829 833 853 rBV 1731967 1647036 50.97% 7.255%
7.398 898 903 923 rBV 1058226 1253111 38.78% 5.520%
830630 893585 27.65% 3.936%
9.186 1201 1207 1224 rBV 2563454 2794443 86.47% 12.309%
9.875 1318 1324 1341 rBB 1089982 1125252 34.82% 4_.956%
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11 10.669 1455 1459 1489 rBV 1782316 1797206 55.61% 7.916%
12 11.363 1573 1577 1595 rVB 1206690 1238794 38.33% 5.457%
13 12.945 1841 1846 1850 rBV 3457883 3231552 100.00% 14.234%
14 14.016 2024 2028 2037 rBV 1113378 1118551 34.61% 4.927%

15 14.451 2099 2102 2107 rBV2 33448 37231 1.15% 0.164%

16 14.757 2151 2154 2162 rVB 50275 48761 1.51% 0.215%

17 15.086 2207 2210 2214 rVB 48323 59301 1.84% 0.261%

18 15.498 2275 2280 2297 rVB 575087 888824 27.50% 3.915%

19 15.892 2344 2347 2353 rVB2 43038 55532 1.72% 0.245%
Sum of corrected areas: 22702953
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112581.D

Aca On : 15 Feb 2019 16:21

Operator : JU/SJ

Sample : PB117100BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112581.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112581.D

Aca On : 15 Feb 2019 16:21

Operator : JU/SJ

Sample : PB117100BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 2.46 ng 81118 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF112581.D (-502) (-) m/z 43.05 100.00%
43
59
5000
101 U SN RN LR
| | 83 | 480 5.00 5.20 5.40
ot b e e e m/z 59.10 61.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 U S R R I
4.80 5.00 5.20 5.40
59 m/z 101.10 21.56%
0 21 31, 53,|| o7 778 a1 I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 5.00 520 540
5000 m/z 58.00 16.48%
29 101
o 15 Y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R L A Emams s
59 4.80 5.00 5.20 5.40
31 m/z 41.00 11.89%
5000 41
73
0 1\5 ‘ | 147 53\ , 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112581.D

Aca On : 15 Feb 2019 16:21

Operator : JU/SJ

Sample : PB117100BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 62.61 ng 2066640 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 769 (6.610 min): BF112581.D (-765) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 : : : : :
o grer | sus ) m/z 68.10 38.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R RS SRR R
6.0 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.55%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 25.77%
97
‘ 79 ‘ 117
ol -‘.‘- bl esf20s |
m/z--> 60 80 100 120 140 160 180 %
Abundance #52379: Tranylcypromine-propiony! RS e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.35%
5000 og M°
o -‘-“‘. 89 | dor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021519\
Data File : BF112581.D

Acq On : 15 Feb 2019 16:21

Operator : JU/SJ

Sample : PB117100BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
2-Pentanone, 4-hy... 5.06 2.5 ng 81118 1 6.83 660187 20.0
unknown6 .61 6.61 62.6 ng 2066640 1 6.83 660187 20.0
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