LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098356.D

Aca On : 8 Sep 2017 17:52

Operator : SJ/JU

Sample : PB102122BL

Misc :

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 4.881 471 475 487 rBV 119563 174926 7.02% 0.922%
2 5.298 541 546 549 rBVY 2226397 2207035 88.60% 11.639%
3 6.328 716 721 724 rBVY 1938550 2243531 90.06% 11.831%
4 6.451 738 742 746 rBVY 2218617 2218324 89.05% 11.698%
5 6.681 777 781 785 rBV 643819 530633 21.30% 2.798%

6.839 803 808 811 rBV 1840951 1775742 71.28% 9.364%
7.251 872 878 881 rBV 1420209 1388864 55.75% 7.324%
7.963 995 999 1003 rBV 795402 679775 27.29% 3.585%
9.045 1177 1183 1186 rBV 2612071 2491080 100.00% 13.137%
9.716 1292 1297 1301 rBV2 814470 680983 27.34% 3.591%

=
QO ~NO®

11 10.504 1427 1431 1448 rBB 1166347 1091517 43.82% 5.756%
12 11.198 1545 1549 1556 rBV 708852 574466 23.06% 3.029%
13 12.786 1814 1819 1822 rBV 1835060 1759891 70.65% 9.281%
14 13.833 1993 1997 2001 rBV 610510 554825 22.27% 2.926%
15 15.239 2231 2236 2249 rVB 486293 591002 23.72% 3.117%

Sum of corrected areas: 18962594
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098356.D

Aca On : 8 Sep 2017 17:52

Operator : SJ/JU

Sample : PB102122BL

Misc :

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

Abundance TIC: BF098356.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098356.D

Aca On : 8 Sep 2017 17:52

Operator : SJ/JU

Sample : PB102122BL

Misc :

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.88 6.59 ng 174926 1,4-Dichlorobenzene-d4 6.68
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 475 (4.881 min): BF098356.D (-471) (-) m/z 43.00 100.00%
43.0
59.1
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101.1
| | 83.1 460 4.80 5.00 5.20
A R A m B o B A RAY m/z 59.10 62.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I UL L UL
59.0 460 480 500 5.20
m/z 101.10 23.97%
31.0 101.0
'w'“w'“Tﬂ““ﬂ'“v'“l““l“'ﬁigw'“wh“'VH'w'“l““l“'w
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59.0
460 4.80 5.00 520
5000 41.0 m/z 58.10 17.36%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R R
59.0 460 4.80 5.00 5.20
31.0 m/z 41.10 9.15%
5000
3.0 73.0
15\'0 A‘ | ‘ , ‘ 87.0 102.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098356.D

Aca On : 8 Sep 2017 17:52

Operator : SJ/JU

Sample : PB102122BL

Misc :

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 unknown6.45 Concentration Rank 1

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

6.45 83.61 ng 2218320 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 742 (6.451 min): BF098356.D (-738) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 IRSENAEE RAREE R
40.1 115.0 6.20 6.40 6.60 6.80
B e T L e m/z 68.10 45_89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U LS U LR
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310 5L0 ‘ ‘ m/z 134.00 32.21%
‘ L1 H ! !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "% k0 5k ok
5000 980 1160 m/z 66.10 27.76%
158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- e S A EER
56.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.00%
5000
27.0
'%%QI'“‘l'HN"““ l,???,?%? [Tt ”'I"" [rrrrfrroe IERSEUAEE AR R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090817\
Data File : BF098356.D

Acq On : 8 Sep 2017 17:52

Operator : SJ/JU

Sample : PB102122BL

Misc :

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... 4.88 6.6 ng 174926 1 6.68 530633 20.0
unknown6 .45 6.45 83.6 ng 2218320 1 6.68 530633 20.0
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