LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN040918\

Data File : BN0O00723.D

Aca On : 09 Apr 2018 23:09 Instrument :

Operator : JU/SJ gmgigamleM'

agmple : J2273-04 0«m1&oséipus
isc :

ALS Vial : 18 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 N\METHODS\8270-BN040918.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 4.811 305 310 318 rBV 90418 122568 1.93% 0.367%
2 5.258 380 386 397 rVB 885044 1231072 19.42% 3.688%
3 6.810 644 650 662 rVB 503641 777589 12.27% 2.329%
4 7.169 704 711 719 rBV 1561472 2433222 38.39% 7.289%
5 7.634 783 790 797 rVB 558710 838298 13.23% 2.511%

6 7.952 836 844 851 rvB 2315881 3650327 57.60% 10.935%
7 8.781 976 985 995 rBV 1745887 2807905 44.31% 8.412%
8 10.399 1253 1260 1269 rBV 720839 1158972 18.29% 3.472%
9 12.887 1676 1683 1690 rBV 4109188 6048360 95.44% 18.119%
10 13.728 1821 1826 1832 rBV 110059 149224 2.35% 0.447%
11 14.263 1911 1917 1926 rVvV2 911440 1364911 21.54% 4._.089%
12 15.151 2064 2068 2075 rVB 60000 73933 1.17% 0.221%
13 15.751 2165 2170 2182 rVB 1608189 2226626 35.13% 6.670%
14 16.016 2210 2215 2218 rBV 59968 73705 1.16% 0.221%

15 17.010 2378 2384 2390 rBV 1060373 1420741 22.42% 4._.256%

16 19.663 2829 2835 2840 rBV 5020583 6337617 100.00% 18.985%
17 21.216 3093 3099 3104 rBV 1099856 1356134 21.40% 4._.063%
18 23.404 3464 3471 3480 rVB 749893 1310192 20.67% 3.925%

Sum of corrected areas: 33381396
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA N\DATA\BN040918\

Data File : BN0O00723.D

Aca On : 09 Apr 2018 23:09

Operator : JU/SJ

ﬁ?ggle i J2273-04 040518-DBRI-F-U-S
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN040918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
5000000 TIC: BN000723.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN040918\

Data File : BN0O00723.D

Aca On : 09 Apr 2018 23:09

Operator : JU/SJ

ﬁ?ggle i J2273-04 040518-DBRI-F-U-S
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN040918_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.

4.81 2.92 ng 122568 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 310 (4.811 min): BNO00723.D (-305) (-) m/z 43.05 100.00%
43
59
5000
101 USSR [ W
51 | 73 83 440 4.60 4.80 5.00 5.20
N S 1 RN N B N m/z 59.10 61.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS S R
440 4.60 4.80 5.00 5.20
m/z 101.10 24 .39%
31 83 g 101
0'“|”'WH“W““ﬂ””w'”'w”'w'“w”“l”“””'WH'WH'w'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
440 460 480 500 520
5000 m/z 58.10 18.16%
101
31 58
o 18 50 | 65 73 80 87 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4083: Morpholine, 4-methyl-
43 440 4.60 4.80 5.00 5.20
m/z 41.10 8.78%
5000
101
71
15 28 56 86
A SAaAARass ARaas R A RN RS RaA AR RAARS ARSI A SRR MARRY R SR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN040918\

Data File : BN0O00723.D

Aca On : 09 Apr 2018 23:09

Operator : JU/SJ

ﬁ?ggle i J2273-04 040518-DBRI-F-U-S
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN040918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.17 Concentration Rank 2

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

7.17 58.05 ng 2433220 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Xenon 132 Xe 007440-63-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 711 (7.169 min): BN000723.D (-704) (-) m/z 132.00 100.00%
32
5000 68
40 % J 6.80 7.00 7.20 7.40 7.60
54 : : : : :
o Qer |sus o mjz 68.10  45.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 S A UL L
6.80 7.00 7.20 7.40 7.60
33 44 105 m/z 134.00 32.51%
O....|....6|0..70..§|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 og 116 m/z 66.10 28.54%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R B e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 17.91%
5000 6
41 97
53
o e s L
N Y O S A A W
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60

8270-BN040918.M Tue Apr 10 14:27:28 2018 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ N\DATA\BN040918\

Data File : BNOOO723.D

Acq On : 09 Apr 2018 23:09

Operator : JU/SJ

ﬁ?ggle i J2273-04 040518-DBRI-F-U-S
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\8270-BN040918_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... 4.81 2.9 ng 122568 1 7.63 838298 20.0
unknown7 .17 7.17 58.0 ng 2433220 1 7.63 838298 20.0
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