LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF082517\

Data File : BF098041.D

Aca On : 25 Aug 2017 20:18 Instrument :
Operator : SJ/JU BNA_F

Sample - 14947-06 ClientSampleld :
Misc - ELIZABETH-RO-COMP-B
ALS Vial : 11 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.287 370 374 382 rBV 102841 127781 3.40% 0.382%
2 4.939 481 485 496 rVB 477705 719730 19.15% 2.151%
3 5.351 549 555 558 rBY 3156183 3463879 92.15% 10.351%
4 6.375 723 729 734 rBVY 2936988 3758760 100.00% 11.232%
5 6.510 746 752 755 rBVY 3265715 3417458 90.92% 10.212%
6 6.739 787 791 794 rBV 1692578 1397831 37.19% 4.177%
7 6.798 797 801 806 rVB 162594 131534 3.50% 0.393%
8 6.892 813 817 821 rBVY 2360917 2234242 59.44% 6.677%
9 7.304 881 887 890 rBVY 2158707 2221693 59.11% 6.639%
10 8.022 1004 1009 1012 rBY 2013144 1824403 48.54% 5.452%
11 8.098 1018 1022 1027 rBvV2 39555 39143 1.04% 0.117%
12 9.098 1186 1192 1195 rBV 2484422 2307893 61.40% 6.897%
13 9.192 1202 1208 1216 rVB3 33123 58062 1.54% 0.174%

14 9.492 1255 1259 1262 rBV 641387 549207 14.61% 1.641%
15 9.774 1300 1307 1310 rBV 2089421 1945189 51.75% 5.813%

16 10.210 1378 1381 1383 rVB 49446 38175 1.02% 0.114%
17 10.563 1435 1441 1444 rBV 2005770 2102349 55.93% 6.282%
18 10.680 1458 1461 1469 rBV2 52335 67141 1.79% 0.201%
19 11.127 1533 1537 1540 rBV2 48823 45770 1.22% 0.137%
20 11.257 1554 1559 1562 rBV 2123850 1962067 52.20% 5.863%
21 12.486 1766 1768 1772 rBV2 32302 42084 1.12% 0.126%
22 12.839 1823 1828 1831 rBV 2357242 2196257 58.43% 6.563%
23 13.068 1865 1867 1871 rBV2 35475 47439 1.26% 0.142%
24 13.198 1887 1889 1893 rBV3 47141 49961 1.33% 0.149%

25 13.533 1943 1946 1956 rVB6 45334 104677 2.78% 0.313%
26 13.886 2002 2006 2009 rVB 1660495 1493141 39.72% 4.462%
27 15.304 2242 2247 2251 rBV 910249 1118096 29.75% 3.341%

Sum of corrected areas: 33463962
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF082517\

BF098041.D

25 Aug 2017 20:18

SJ/Ju

14947-06 ELIZABETH-RO-COMP-B
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098041.D

Aca On : 25 Aug 2017 20:18

Operator : SJ/JU

Sample : 14947-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.94 10.30 ng 719730 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 485 (4.939 min): BF098041.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 llllllllllllll|llll
4.60 4.80 5.00 5.20
83.0
Ol et 2 Gl 288 | m/z 59.05  53.95%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DR NARDESUERE RN SRR
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 20.13%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
4.60 480 500 520
5000 m/z 58.00 17.43%
41.0
29.0 101.0
Oy "'§?'9" UNEE 7?;9. |'§§'9|" IBESRREE!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime N e e mam o
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.56%
5000
101.0
150 310 80 690 860 A
S I SR I SIS UL I U SULIL LS WAL ISR NARDE SRR RN LR
m/z--> 10 40 50 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098041.D

Aca On : 25 Aug 2017 20:18

Operator : SJ/JU

ﬁ?ggle : 14947-06 ELIZABETH-RO-COMP-B
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.51 Concentration Rank 1

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

6.51 48.90 ng 3417460 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.510 min): BF098041.D (-746) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.0 IR AR SR LR SRR
40.0 6.20 6.40 6.60 6.80
0 m/z 68.10 46 .55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R .
5000 IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
2.0 ‘ m/z 134.00 33.36%
OHLM?Q.“l”M”.WJH...u I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
620 6.40 6.60 680
5000 m/z 66.00 29.41%
105.0
77.0
0 510 165.0 190.0 2240 267.0
m/z--> Jo eb éo 160 150 150 160 180 200 220 240 2éo
Abundance #52379: Tranylcypromine-propionyl e e REAR
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.60%
5000 98.0
77.0
v b gl ) asmo aseo UL
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 6.20 6. 40 6. 60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082517\

Data File : BF098041.D

Acq On : 25 Aug 2017 20:18

Operator : SJ/JU

ﬁ?ggle : 14947-06 ELIZABETH-RO-COMP-B
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.94 10.3 ng 719730 1 6.74 1397830 20.0
unknown6 .51 6.51 48.9 ng 3417460 1 6.74 1397830 20.0
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