LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG091517\
Data File : BG028769.D

Acq On : 15 Sep 2017 16:02

Operator : SJ/JU

Sample : PB102295BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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 height area % max. total
1 5.393 301 307 314 rBvV 34231 56999 1.82% 0.469%
2 5.857 380 386 398 rBV 465145 778057 24.79% 6.401%
3 7.444 647 656 667 rBY 453972 823082 26.22% 6.771%
4 7.820 713 720 730 rBvV 437224 782043 24.91% 6.434%
5 8.290 791 800 806 rBvV 87270 152588 4._86% 1.255%

8.613 846 855 865 rBvV 333005 586104 18.67% 4.822%
9.459 990 999 1015 rBV 252267 491782 15.67% 4.046%
11.110 1273 1280 1291 rBV 112234 212910 6.78% 1.752%
13.525 1684 1691 1704 rBV 825332 1297692 41.34% 10.676%
14.905 1919 1926 1937 rVB2 203552 343334 10.94% 2.824%

=
QO ~NO®

11 16.392 2173 2179 2199 rBV 872779 1465556 46.69% 12.057%
12 17.655 2386 2394 2403 rBV2 385794 591505 18.84% 4 _866%
13 20.240 2828 2834 2846 rBV 2371154 3138973 100.00% 25.823%
14 21.979 3122 3130 3140 rBV 402564 736120 23.45% 6.056%
15 25.440 3708 3719 3733 rBvV2 213670 698952 22.27% 5.750%

Sum of corrected areas: 12155697
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028769.D

Acq On : 15 Sep 2017 16:02

Operator : SJ/JU

Sample : PB102295BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG028769.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028769.D

Acq On : 15 Sep 2017 16:02

Operator : SJ/JU

Sample : PB102295BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
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 1 unknown5.39 Concentration Rank 3

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

5.39 7.47 ng 56999 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 10
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
5 2-Butanol, 1-chloro- 108 C4H9CIO 001873-25-2 9

Abundance Scan 306 (5.387 min): BG028769.D (-301) (-) m/z 43.10 100.00%
43
59
5000
101
L 83 | 265 5.00 5.20 5.40 5.60 5.80
7Vt m/z 59.10 71.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8344: 3-Hexanol, 4-methyl-
59
5000 41 A RN RS AR
5.00 5.20 5.40 5.60 5.80
ﬂ 87 m/z 101.10 19.78%
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59
500 520 540 5.60 5.80
5000 m/z 58.10 16 .50%
43
0 83 o8 123 141 159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59 5.00 5.20 5.40 5.60 5.80
m/z 41.20 9.35%
5000 43
15 2\% \‘\ | 8\7
m/z--> 2'0 40 6|O 80 100 120 140 160 180 200 220 240 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028769.D

Acq On : 15 Sep 2017 16:02

Operator : SJ/JU

Sample : PB102295BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
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 unknown7.82 Concentration Rank 1

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

7.82 102.50 ng 782043 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 720 (7.820 min): BG028769.D (-713) (-) m/z 132.10 100.00%
132
5000 68
005l g o i 70 750 8b0 850
S TSR M m/z 68.10 46.62%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o1 I/'\"'I""""I""III
7.40 7.60 7.80 8.00 8.20
21 70 m/z 134.10 33.84%
o Mst % | T s | 105 16
miz--> % 4 % 8 70 8 90 100 110 150 10 140
Abundance
132
69 R L L R
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 66.10 33.04%
78
31 35 ,, 51
e R RS AR AR RS RARRS RSN WSS REALN SRS BN R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine . e

132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 22.29%

5000
33 4 0 g7 105
60 78 ‘ ‘
0 ‘ ‘ 51 | | |, 86 ‘ | 115 |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 780 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG091517\
Data File : BG028769.D

Acq On : 15 Sep 2017 16:02

Operator : SJ/JU

Sample : PB102295BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
unknown5 .39 5.39 7.5 ng 56999 1 8.29 152588 20.0
unknown? .82 7.82 102.5 ng 782043 1 8.29 152588 20.0
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