LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019116.D

Acq On : 10 Oct 2015 14:17

Operator : UM/NP

Sample - PB86038BL

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-BG101015.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 2.997 23 27 34 rvVB 25685 32081 1.92% 0.448%
2 5.136 385 391 398 rBvY 185263 266279 15.95% 3.719%
3 5.606 464 471 479 rBV 281909 431881 25.88% 6.031%
4 7.192 734 741 749 rBV 292330 489866 29.35% 6.841%
5 7.562 797 804 816 rBV 267976 458066 27.45% 6.397%

8.032 877 884 890 rBV 59091 96283 5.77% 1.345%
8.356 932 939 947 rVB 201415 338972 20.31% 4._.734%
9.190 1074 1081 1089 rBvV 177970 308828 18.50% 4_.313%
10.835 1353 1361 1370 rBV 80579 146416 8.77% 2.045%
13.285 1771 1778 1788 rBV 519022 764480 45.81% 10.676%

=
QO ~NO®

11 14.660 2005 2012 2019 rVB2 149012 234754 14.07% 3.278%
12 16.146 2259 2265 2280 rBV 458737 689824 41.33% 9.634%
13 17.404 2473 2479 2489 rBvV 232040 341740 20.48% 4._.773%
14 20.018 2918 2924 2930 rBV 1318524 1668965 100.00% 23.308%
15 21.675 3200 3206 3213 rBV 286764 457988 27.44% 6.396%

16 24.907 3744 3756 3768 rBV2 152485 434068 26.01% 6.062%

Sum of corrected areas: 7160491

8270-BG101015.M Mon Oct 12 20:09:01 2015 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019116.D

Acq On : 10 Oct 2015 14:17

Operator : UM/NP

Sample - PB86038BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG019116.D

1200000
1000000
800000
600000

400000
5.61 7.19 756
8.36 9.19

8.03 10.83

200000 5.14
3.00

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 750 8.00 8.50 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG019116.D

o

20.02
1200000

1000000

800000

600000 13.29

16.15

400000
21.68
17.40

200000 14.66

O e T o o o o L B o LA e e s o o LA B e

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: BG019116.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019116.D

Acq On : 10 Oct 2015 14:17

Operator : UM/NP

Sample - PB86038BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown3.00 Concentration Rank 4

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

3.00 6.66 ng 32081 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 Methylglyoxal 72 C3H402 000078-98-8 9
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 27 (2.997 min): BG019116.D (-23) (-) m/z 73.10 100.00%
3
43
5000
89
a0 55 84 2.90 3.00 3.10 3.20 3.30 3.40
Ol e 4 L 8 Tm/z 43.10  64.87%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 DR AARAS VABAL RABARRARAL AL AR
2.90 3.00 3.10 3.20 3.30 3.40
a1 89 m/z 89.10 31.40%
Oy "zﬁ'“""3§iy J'ﬁ8l"‘?z U l*' USRS
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
32
58 89 2.90 3.00 3.10 3.20 3.30 3.40
5000 18 m/z 41.10 15.11%
27 53 72
S L L S LI I UL SUR LI S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #613: Methylglyoxal
43 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.10 12.15%
5000 15
29
0 ‘ 24 MH 37 \“ 56 72
m/z--> 10 20 30 40 50 60 70 80 %0 ' 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\BG101015\
Data File : BG019116.D

Acq On : 10 Oct 2015 14:17

Operator : UM/NP

Sample - PB86038BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

5.14 55.31 ng 266279 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 392 (5.142 min): BG019116.D (-385) (-) m/z 43.10 100.00%
43
59
5000
101 BN N R IURILL
37 51 | 83 | 4.80 5.00 5.20 5.40
O e 1L R A m/z 59.10 55.12%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SN UL R S LA
59 480 500 520 540
m/z 101.10 16.46%
o 23 | 83 g3 1%
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540
5000 m/z 58.10 14 .98%
41
0''|""|""|""|§?"|"''|?:'3"|"8'6' DI SRS PR SRR SRR
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 A
Abundance #13188: 3-Octanol R e e
59 4.80 5.00 5.20 5.40
m/z 41.10 8.00%
5000 29 41 83
101
o ‘ Ul 53 89 77 | e1 | 112 12 .
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 540
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_G\DATA\BG101015\
BG019116.D

10 Oct 2015 14:17

UM/NP

PB86038BL

4 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.56 Concentration Rank 1

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

7.56 95.15 ng 458066 1,4-Dichlorobenzene-d4 8.03
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 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 804 (7.562 min): BG019116.D (-797) (-) m/z 132.10 100.00%
5000 68
0 o5 || 5y T 5o 1w Tk
Ol bbbt i 8T e S e e e | Mz 68.10  46.23%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o L RRAAR RRASE LARSRARSS
7.20 7.40 7.60 7.80
31 70 m/z 66.10 35.60%
o LM ® 7 s | 105 16
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 720 740 7.60 7.80
5000 m/z 134.00 31.22%
78
31 35 ,, 51
e R RS RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e e o
132 7.20 7.40 7.60 7.80
m/z 69.10 19.75%
5000
33 44 o g7 105
0""|'L"|"“'?f"éf*"'l"7fi'?§'|"j'l'J”' }}?'l""l""l" ISR P UL L
m/z--> 30 40 50 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019116.D

Acq On : 10 Oct 2015 14:17

Operator : UM/NP

Sample - PB86038BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.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]
unknown3 .00 3.00 6.7 ng 32081 1 8.03 96283 20.0
2-Pentanone, 4-hy... 5.14 55.3 ng 266279 1 8.03 96283 20.0
unknown? .56 7.56 95.2 ng 458066 1 8.03 96283 20.0
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