LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022716\
Data File : BG021127.D

Aca On : 27 Feb 2016 22:58

Operator : UM/SJ

Sample : PB88551BL

Misc :

ALS Vial : 47 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:\HPCHEM1\BNA G\METHODS\8270-BG022616.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 3.084 37 42 62 rvB 1255304 1626920 100.00% 32.243%
2 5.253 406 411 419 rvVB 31956 47156 2.90% 0.935%
3 5.717 484 490 498 rvVB 156998 248347 15.26% 4.922%
4 7.309 754 761 769 rBB 163545 279430 17.18% 5.538%
5 7.697 820 827 834 rBB 160308 267459 16.44% 5.301%

8.167 900 907 913 rBV 29131 46467 2.86% 0.921%
8.490 955 962 969 rBB 111696 184746 11.36% 3.661%
9.330 1097 1105 1112 rBB 98474 172588 10.61% 3.420%
10.975 1379 1385 1392 rBB 40484 71045 4._.37% 1.408%
13.402 1791 1798 1805 rBB 255627 387709 23.83% 7.684%

=
QO ~NO®

11 14.771 2025 2031 2037 rBB2 63623 101793 6.26% 2.017%
12 16.251 2277 2283 2290 rBB 235760 347011 21.33% 6.877%
13 17.509 2490 2497 2503 rBB2 96674 145202 8.92% 2.878%
14 20.100 2932 2938 2943 rBV 594284 782846 48.12% 15.515%
15 21.768 3215 3222 3229 rVB 114261 179793 11.05% 3.563%

16 25.047 3770 3780 3792 rVB2 56227 157312 9.67% 3.118%

Sum of corrected areas: 5045824
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021127.D

Aca On : 27 Feb 2016 22:58

Operator : UM/SJ

Sample : PB88551BL

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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: BG021127.D
1200000{ 308

1000000
800000
600000
400000

200000 5.72 7.31 7.70
8.49 9.33
5.25 A A ﬂ 8.17 A 10.98
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Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG021127.D

1200000

1000000

800000

600000 20.10

400000

13.40 16.25

200000

21.77
14.77 17.51
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Abundance TIC: BG021127.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021127.D

Aca On : 27 Feb 2016 22:58

Operator : UM/SJ

Sample : PB88551BL

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknown3.08 Concentration Rank 1

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

3.08 700.25 ng 1626920 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-EthvIiformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CI0 100244-09-5 9

Abundance Scan 41 (3.079 min): BG021127.D (-37) (-) m/z 73.00 100.00%
73.0
5000 43.0
89.0
5.0 300 320 340
o 1V R S I M m/z 43.00 51.82%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 L L L L R
3.00 320 3.40
310 89.0 m/z 89.00 31.81%
0 | ‘ ‘\‘ [ 5?0 ‘ !
LR SN SN SRR SUNLELRL FURLELE FURLELEL SURLELELS L SURL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30.0 73.0
300 320 340
5000 m/z 41.00 9.61%
58.0
44.0
15.0
L S L UL S I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine — T
43.0 3.00 320 3.40
320 m/z 45.00 7.94%
58.0 89.0
5000 18.0
‘ 72.0
0..........‘.‘.‘...‘.l.....‘.‘....l‘........... — AN, ——T ——T
I I I I I I I I I I I I I
m/z--> 10 20 30 40 50 60 70 80 90 3.00 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021127.D

Aca On : 27 Feb 2016 22:58

Operator : UM/SJ

Sample : PB88551BL

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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.

5.25 20.30 ng 47156 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 411 (5.253 min): BG021127.D (-406) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 IR RARRE AR RN AN
| 83.0 5.00 5.20 5.40 5.60
ot e e e e e e m/z 59.00 64.79%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RS LR LR L
5.00 520 5.40 5.60
59.0 1010 m/z 101.00 19.65%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
500 520 540 5.60
5000 m/z 58.00 16.46%
410 101.0
o 15.0 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3042: 2—Pr0pyn—l—0|, acetate LA L L L B B
43.0 5.00 520 5.40 5.60
m/z 41.00 9.28%
5000
55.0 70.0 98.0
I L SR A L S L IS SR SR RN UL LN IR L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021127.D

Aca On : 27 Feb 2016 22:58

Operator : UM/SJ

Sample : PB88551BL

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknown7.70 Concentration Rank 2

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

7.70 115.12 ng 267459 1,4-Dichlorobenzene-d4 8.17
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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 10

Abundance Scan 828 (7.703 min): BG021127.D (-820) (-) m/z 131.90 100.00%
131.9
5000 68.0
400 540 ‘ | a0 9‘1-0 740 7.60 7.80 8.00
Obrrrrrre et et el 82 el e il | M7z 6800 48.18%
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 HR U LU L IR
7.40 7.60 7.80 8.00
70.0 m/z 66.00 34 _.47%
310 440
I 0 0 S S I i
Abundance
132.0
9.0 1000 "o 70 780 3bo
5000 ' m/z 133.90 32.14%
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- E R R
132.0 7.40 7.60 7.80 8.00
m/z 69.00 20.99%
5000
150 280 39.0 520 30 770 900 1040 .,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022716\
Data File : BG021127.D

Acq On : 27 Feb 2016 22:58

Operator : UM/SJ

Sample - PB88551BL

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022616 .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 .08 3.08 700.3 ng 1626920 1 8.17 46467 20.0
2-Pentanone, 4-hy... 5.25 20.3 ng 47156 1 8.17 46467 20.0
unknown7 .70 7.70 115.1 ng 267459 1 8.17 46467 20.0
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