LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019930.D

Aca On : 5 Dec 2015 7:23

Operator : UM/NP

Sample : PB86951BL

Misc :

ALS Vial : 21 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-BG120215.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 2.991 21 26 46 rVV 2286704 3130948 100.00% 19.330%
2 5.188 393 400 409 rBV 116979 173153 5.53% 1.069%
3 5.658 473 480 490 rBV 557058 881111 28.14% 5.440%
4 7.262 745 753 763 rBV 587597 981983 31.36% 6.063%
5 7.644 810 818 828 rVB 564838 956392 30.55% 5.905%

8.114 891 898 905 rBV 106321 182865 5.84% 1.129%
8.443 946 954 961 rVB 403695 701372 22.40% 4 _330%
9.283 1088 1097 1106 rBV 351602 614157 19.62% 3.792%
10.934 1371 1378 1386 rBVY 154094 271486 8.67% 1.676%
13.373 1786 1793 1800 rBY 1059365 1602073 51.17% 9.891%

=
QO ~NO®

11 14.747 2020 2027 2034 rBV2 275471 438733 14.01% 2.709%
12 16.228 2272 2279 2293 rBvV 906091 1355271 43.29% 8.367%
13 17.485 2487 2493 2502 rBV2 399474 580543 18.54% 3.584%
14 20.088 2930 2936 2944 rBV 2181147 2872553 91.75% 17.735%
15 21.757 3214 3220 3227 rBV 469014 759699 24 .26% 4._.690%

16 25.041 3768 3779 3789 rBvV 247311 694697 22.19% 4._.289%

Sum of corrected areas: 16197036
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019930.D

Aca On : 5 Dec 2015 7:23

Operator : UM/NP

Sample : PB86951BL

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG019930.D
2|99

2000000

1500000

1000000

5.66 7.26 7.64

500000 8.44 9.8

5.19 8.11 10.93

L

Time--> 300 3.50 4.00 450 5.00 550 600 6.50 7.00 750 8.00 8.50 900 950 1000 10.50 1100 1150 1200 1250
Abundance TIC: BG019930.D

20.09
2000000

1500000

13.37
1000000 16.23

500000 17.49 21.76

14.75
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019930.D

2000000

1500000

1000000

500000
25.04
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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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019930.D

Aca On : 5 Dec 2015 7:23

Operator : UM/NP

Sample : PB86951BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown2.99 Concentration Rank 1

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

2.99 342.43 ng 3130950 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 16
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 26 (2.991 min): BG019930.D (-21) (-) m/z 73.00 100.00%
73.0
43.0
5000 89.0
55.0 2.90 3.00 3.10 3.20 3.30 3.40
Y AN RSN N m/z 43.00 57.92%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0
2.90 3.00 3.10 3.20 3.30 3.40
2.0 89.0 m/z 89.00 35.71%
0 ‘ ‘\ [ 5?0 ‘ ! ‘
LRJUURELEEN URLELE SUELELELE FELELEN I S ILL LN SURILELS SURELL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
71.0 2.90 3.00 3.10 3.20 3.30 3.40
5000 89.0 m/z 41.00 11.39%
27.0
18.0 59.0 101.0
e S S S UL S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #837: 1-Propanol, 2-methyl-
43.0 2.90 3.00 3.10 3.20 3.30 3.40
330 m/z 45.00 9.54%
5000
59.0 74.0
O'W"'w"'h"'M'“'w'”“ﬁ"'w'l'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019930.D

Aca On : 5 Dec 2015 7:23

Operator : UM/NP

Sample : PB86951BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 18.94 ng 173153 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 400 (5.188 min): BG019930.D (-393) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 NS NARRE RN LR L
| 83.0 | 480 5.00 520 5.40 5.60
0“W”“P“W”“#”W”hv”ﬂ””v”ﬂ“”v”ﬂ“”P“'”“P”W”“P”' m/z 59.00 57.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LN IR L
59.0 480 500 520 540 560
0
150 1010 m/z 101.00 19.12%
28. 83.0
G A NN R BAAR) R RAARA NN RN LAY EARR) LA AL RARAS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 15.84%
27.0 87.0
0 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8-methyl-
59.0 480 5.00 520 5.40 5.60
m/z 41.00 8.54%
5000
43.0
0 . . 80 980 1230 1410 159.0
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 150 130 140 150 160 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019930.D

Aca On : 5 Dec 2015 7:23

Operator : UM/NP

Sample : PB86951BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3 unknown7.64 Concentration Rank 2

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

7.64 104.60 ng 956392 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 817 (7.638 min): BG019930.D (-810) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 540 \ L se %% ass TTTa0 7h0 780 860
o [ PSS 1 I P2 L T 2~ S | m/z 68.00 49.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 U UL L R
7.40 7.60 7.80 8.00
70.0 m/z 134.00 33.13%
310 440
0 L , 86.0 | 116.0
s 1 % 3 % o b 7o 8 9 100 116 120 130 140
Abundance
132.0
9.0 1000 "7k 760 780 800
5000 ' m/z 66.00 32 .54%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- A B L R R
132.0 7.40 7.60 7.80 8.00
m/z 69.00 21.02%
5000

63.0
15.0 280 390 520 i 770 990 10401160

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

8270-BG120215.M Mon Dec 07 17:35:57 2015 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120415\
Data File : BG019930.D

Acq On : 5 Dec 2015 7:23

Operator : UM/NP

Sample : PB86951BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown?2 .99 2.99 342.4 ng 3130950 1 8.12 182865 20.0
2-Pentanone, 4-hy... 5.19 18.9 ng 173153 1 8.12 182865 20.0
unknown? .64 7.64 104.6 ng 956392 1 8.12 182865 20.0
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