LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097841.D

Aca On : 18 Aug 2017 19:09

Operator : SJ/JU

Sample : PB101579BL

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:\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 4.981 486 492 501 rBV 218347 314304 8.22% 0.968%
2 5.387 555 561 564 rBVY 3444461 3631030 94.90% 11.186%
3 6.404 728 734 737 rBVY 3164637 3740099 97.76% 11.522%
4 6.539 752 757 761 rBVY 3319200 3591991 93.88% 11.066%
5 6.769 793 796 800 rBV 971606 787979 20.60% 2.427%

6.928 819 823 826 rBV 3054741 2733837 71.45% 8.422%
7.333 887 892 895 rBV 2294353 2341275 61.19% 7.213%
1128365 1035402 27.06% 3.190%
9.133 1192 1198 1201 rBV 3797774 3825973 100.00% 11.787%
9.804 1308 1312 1316 rBV 1105207 1092360 28.55% 3.365%
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11 10.598 1441 1447 1450 rBV 2066347 2247195 58.74% 6.923%
12 11.292 1560 1565 1568 rBV 1204853 1137418 29.73% 3.504%
13 12.880 1830 1835 1838 rBv2 3515105 3749427 98.00% 11.551%
14 13.921 2008 2012 2016 rBV 1183860 1135772 29.69% 3.499%
15 15.357 2250 2256 2260 rBV 788072 970429 25.36% 2.990%

16 15.398 2260 2263 2269 rVB3 28115 39254 1.03% 0.121%

17 15.821 2331 2335 2341 rVB2 26978 38707 1.01% 0.119%

18 16.309 2413 2418 2425 rVB5 24237 48183 1.26% 0.148%
Sum of corrected areas: 32460635
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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\BF081817\

BF097841.D

18 Aug 2017 19:09

SJ/Ju

PB101579BL

5 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\BF081817\
Data File : BF097841.D

Aca On : 18 Aug 2017 19:09

Operator : SJ/JU

Sample : PB101579BL

Misc :

ALS Vial : 5 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.98 7.98 ng 314304 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Acetone 58 C3H60 000067-64-1 12

Abundance Scan 492 (4.981 min): BF097841.D (-486) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 SRR RN LR
| 83.0 | 4.60 4.80 5.00 5.20 5.40
1 IEMENSTH | S SR NS S m/z 59.00 52.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methy!-
43.0
5000 [ LN UL R
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.00 18.95%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 410 m/z 58.00 17.35%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- o e )
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.49%
41.0
5000
86.0
0 ‘\ Jali by 720 ‘ 1010
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097841.D

Aca On : 18 Aug 2017 19:09

Operator : SJ/JU

Sample : PB101579BL

Misc :

ALS Vial : 5 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 unknown6.54 Concentration Rank 1

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

6.54 91.17 ng 3591990 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 757 (6.539 min): BF097841.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 ‘ %60 6.20 640 6.60 680
: 54.0 . . . .
o....,...:l'!...,:!..,:!'.'.|,..7.53,0....,..I~.,?1??.?....,...., | [m/z 68.10 48.68%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BN SRR RN R
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.80%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 m/z 66.00 31.09%
33.0 44.0 0.0 105.0
o 600 "7 g0.0 115.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R A R S EBAmEmES
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.93%
104.0
5000
510 77.0
39.0 65.0 ‘ 010 115.0
o N PV [ PO Y P N /N WIS e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
Data File : BF097841.D

Acq On : 18 Aug 2017 19:09

Operator : SJ/JU

Sample : PB101579BL

Misc :

ALS Vial : 5 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... 4.98 8.0 ng 314304 1 6.77 787979 20.0
unknown6 .54 6.54 91.2 ng 3591990 1 6.77 787979 20.0
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