LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026644.D

Aca On : 12 Apr 2017 21:12

Operator : SJ/MA

Sample = PB98209BL

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG032017.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 5.133 340 348 355 rBV 204596 317092 2.91% 0.618%
2 5.609 421 429 445 rBV 2128048 3502650 32.11% 6.831%
3 7.195 692 699 719 rBVY 1977432 3424908 31.40% 6.680%
4 7.565 754 762 775 rBVY 2183106 3755468 34.43% 7.325%
5 8.035 835 842 852 rBV 430045 749444 6.87% 1.462%

8.359 889 897 909 rBV 1720764 3031807 27.80% 5.913%
9.187 1029 1038 1053 rBV 1134201 2101860 19.27% 4._.099%
577709 1070396 9.81% 2.088%
10.991 1337 1345 1358 rBV5 59176 197237 1.81% 0.385%
12.342 1565 1575 1591 rBV2 901202 2516445 23.07% 4.908%
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11 13.265 1725 1732 1752 rBV 3593631 5741947 52.65% 11.199%
12 14.639 1960 1966 1975 rBV2 896635 1464591 13.43% 2.857%
13 16.120 2211 2218 2237 rBV 2852138 4366503 40.03% 8.516%
14 17.372 2422 2431 2448 rBV 1270656 1980135 18.16% 3.862%
15 19.969 2867 2873 2887 rBVY 8067827 10906784 100.00% 21.272%

16 21.614 3146 3153 3167 rBV 1787451 3068539 28.13% 5.985%
17 24.786 3682 3693 3704 rBV2 1066882 3076303 28.21% 6.000%

Sum of corrected areas: 51272109
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026644.D

Aca On 12 Apr 2017 21:12

Operator : SJ/MA

Sample : PB98209BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG032017.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: BG026644.D
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8000000

6000000

4000000

2000000
24.79

e T T T T e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG032017.M Thu Apr 13 06:53:46 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026644.D

Aca On : 12 Apr 2017 21:12

Operator : SJ/MA

Sample = PB98209BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 4

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

5.13 8.46 ng 317092 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 36
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25

Abundance Scan 347 (5.127 min): BG026644.D (-340) (-) m/z 43.10 100.00%
48 59
5000
101
83 . 480 500 520 540
e et e e e e e m/z 59.10 83.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL LI I
59 480 500 520 540
m/z 101.10 31.13%
%1 ‘ 83 1?1
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240
Abundance
59
480 500 520 540
5000 AT m/z 58.10 21.04%
45 159
29 114128 145 177 199 517 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- B R R L e L R
50 4.80 5.00 5.20 5.40
m/z 41.05 9.55%
5000 101
116
"”I”'W'Z%P'”I”'W'”'P'”I”'W'”'"”I”'W'”
m/z--> 60 80 100 120 140 160 180 200 220 240 480 5.00 5.20 5.40

8270-BG032017.-M Thu Apr 13 06:53:47 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026644.D

Aca On : 12 Apr 2017 21:12

Operator : SJ/MA

Sample = PB98209BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.57 Concentration Rank 1

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

7.57 100.22 ng 3755470 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 763 (7.571 min): BG026644.D (-754) (-) m/z 132.10 100.00%
132
5000
68
96 S TR0 7 R0 @ N
40 ‘“ 7.20 7.40 7.60 7.80 8.00
sl L 209248 521 45/7134.10  33.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L AL UL UL
720 7.40 7.60 7.80 8.00
21 m/z 68.10 32.12%
JWW'hL'J”"I""P'"I"'W""I"”I""I'”'I"'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 21.50%
41 97
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #52379: Tranylcypromine-propionyl LB LA B B
57 132 7.20 7.40 7.60 7.80 8.00
m/z 96.10 12.52%
5000 98
)L 158 180
m/z--> 50 100 150 200 250 300 350 400 450 500 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026644.D

Aca On : 12 Apr 2017 21:12

Operator : SJ/MA

Sample = PB98209BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 4 unknownl2.34 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.34 47.02 ng 2516450 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-1sopropvlauinoline 171 C12H13N 000135-79-5 38
2 1.2.3.4-Tetrahvdropentalene. 1.1... 171 C12H13N 1000217-18-6 32
3 1.2.3.3a-Tetrahvdropentalene. 1.... 171 C12H13N 1000217-17-0 23
4 Tebuthiuron 228 C9H16N40S 034014-18-1 23
5 1-Naphthalenamine, N-ethyl- 171 C12H13N 000118-44-5 22
Abundance Scan 1575 (12.342 min): BG026644.D (-1565) (-) m/z 156.10 100.00%
1%6
5000
115 171 ]\‘
i 12.00 12.20 12.40 12,60
39 52 : : :
D 4 94 Ll 129141 22| /7 115.10  40.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39076: 6-1sopropylquinoline
156
5000 AU LA AR
171 12,00 12.20 12.40 12.60
m/z 152.10 39.73%
15 27 39 51 63 Tf 891011151ﬁ8142 [
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240
Abundance
156
12.00 12.20 12.40 12,60
5000 m/z 171.10 32.98%
171
129
273951 63 77 91,5116 141
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39116: 1,2,3,3a-Tetrahydropentalene, 1,1-dimethyl-3-cyano... R e
156 12.00 12.20 12.40 12.60
m/z 158.10 32.33%
5000 171
129
27 3f‘5% ﬁ3 77 91103116 ‘ 141
| L ol 1 PR Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1200 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG041217\
Data File : BG026644.D

Acq On : 12 Apr 2017 21:12

Operator : SJ/MA

Sample - PB98209BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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... 5.13 8.5 ng 317092 1 8.04 749444 20.0
unknown? .57 7.57 100.2 ng 3755470 1 8.04 749444 20.0
unknownl12 .34 12.34 47.0 ng 2516450 2 10.83 1070400 20.0
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