LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG091517\
Data File : BG028784.D

Acq On : 16 Sep 2017 3:23

Operator : SJ/JU

Sample - 15187-09

Misc :

ALS Vial : 16 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

5.391 302 307 314 rBV 60969 93226 3.67% 0.695%
5.855 379 386 396 rBV 596117 1004455 39.55% 7.489%
rBv 591834 1119480 44.08% 8.347%
7.824 711 721 733 rBV2 569508 1022998 40.28% 7.628%
8.288 793 800 808 rBv2 102239 179554 7.07% 1.339%
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8.617 848 856 867 rVB 382283 685406 26.99% 5.111%
9.463 990 1000 1010 rBV 329098 631161 24.85% 4._.706%
11.108 1273 1280 1291 rBV 135992 256738 10.11% 1.914%
13.529 1685 1692 1702 rBV 880431 1335692 52.59% 9.959%
14.351 1826 1832 1839 rBV 76173 120737 4._75% 0.900%
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11 14.909 1920 1927 1935 rBvV2 251962 418191 16.47% 3.118%
12 16.402 2173 2181 2196 rBV 1075880 1730870 68.15% 12.906%
13 17.659 2388 2395 2402 rBV2 398442 640959 25.24% 4._.779%
14 18.511 2537 2540 2550 rBV3 24777 43166 1.70% 0.322%
15 20.250 2829 2836 2847 rBV 1885810 2539610 100.00% 18.936%

16 21.566 3054 3060 3066 rBV9 12250 31465 1.24% 0.235%
17 21.983 3123 3131 3139 rBV2 436099 796492 31.36% 5.939%
18 25.456 3708 3722 3736 rBv2 226022 761465 29.98% 5.678%

Sum of corrected areas: 13411665
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091517\
Data File : BG028784.D

Acqg On : 16 Sep 2017 3:23

Operator : SJ/JU

Sample - 15187-09

Misc :

ALS Vial : 16 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: BG028784.D

1500000

1000000

5.86 7.45 782

500000
9.46

11.11
5.39 8. 29
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Time--> 4.00 4.50 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250 1300
Abundance TIC: BG028784.D

20125
1500000

16.40

1000000 13.53

500000 17.66 21.98
14.91

. 14.35 i 1851 | 21.57

Time--> 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: BG028784.D

1500000

1000000

500000
25.46

AR R EEk R EAs maea AR A RS Raaas L L L R

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\BG091517\
Data File : BG028784.D

Acq On : 16 Sep 2017 3:23

Operator : SJ/JU

Sample - 15187-09

Misc :

ALS Vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.39 10.38 ng 93226 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 Guanidine 59 CH5N3 000113-00-8 9
5 Acetamide 59 C2H5NO 000060-35-5 9

Abundance Scan 307 (5.391 min): BG028784.D (-302) (-) m/z 43.05 100.00%
43
59
5000
i 500 520 540 S0 8.0
Ol et |,,83,|,,,, 22 Tm/z 59.10  71.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R UL LN
59 5.00 5.20 540 5.60 5.80
m/z 101.10 20.27%
15 4 101
gl ol ‘ 83 ‘
O e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
500 520 540 560 580
5000 m/z 58.10 19.09%
101
15 31 %8 70 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8346: 2-Hexanol, 2-methyl-
59 5.00 5.20 5.40 5.60 5.80
m/z 41.20 7.55%
5000
101
0”'W'N”M'wﬁ'”?i'W'”'P'”l”'W'”'P'” [T T
m/z--> 20 40 60 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 : BG028784.D

Acq On : 16 Sep 2017 3:23

Operator : SJ/JU

Sample - 15187-09

Misc :

ALS Vial : 16 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.

7.82 113.95 ng 1023000 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 720 (7.818 min): BG028784.D (-711) (-) m/z 132.10 100.00%
132
5000 68 /\‘
40 54 ‘| % 104 7.40 7.60 7.80 8.00 8.20
77
o..,....,....,....l.'...,!!..,.-!.'.,..'..,..5.‘.7,..I.,.'.h..,....,.... b 46 Tm/z 68.10 47.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AN RS AR AN
7.40 7.60 7.80 8.00 8.20
2 51 78 m/z 66.10 34 .50%
G N AN RS AR AR RAALS AARLA AAARA NN SRS AR AR SRS AARAN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 97 m/z 134.10 31.19%
70

31
44 g 60 78 86 105 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e
132 740 7.60 7.80 8.00 8.20
m/z 69.10 21.46%
5000

63
15 28 39 52 3 77 90 1M 16

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG091517\
Data File : BG028784.D

Acq On : 16 Sep 2017 3:23

Operator : SJ/JU

Sample - 15187-09

Misc :

ALS Vial : 16 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]
2-Pentanone, 4-hy... 5.39 10.4 ng 93226 1 8.29 179554 20.0
unknown? .82 7.82 114.0 ng 1023000 1 8.29 179554 20.0
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