LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024526.D

Acq On : 27 Oct 2016 18:18

Operator : UM/SJ

Sample - PB94345BL

Misc :

ALS Vial : 3 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-BG102516.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 3.131 44 50 68 rvB 1786902 3122465 31.72% 7.111%
2 5.334 420 425 433 rVB 586256 915730 9.30% 2.085%
3 5.799 496 504 514 rBV 1170991 1985156 20.16% 4.521%
4 7.403 767 777 788 rBV 1235136 2165115 21.99% 4.931%
5 7.796 837 844 853 rVB 1149924 2055423 20.88% 4.681%

8.272 918 925 937 rVB 440394 794342 8.07% 1.809%
8.595 973 980 989 rvB 1609966 2882596 29.28% 6.565%
9.447 1113 1125 1135 rBV 1349460 2490823 25.30% 5.673%
11.098 1399 1406 1413 rVB 543215 1012730 10.29% 2.306%
13.513 1809 1817 1826 rBV 3254446 5292839 53.76% 12.054%

=
QO ~NO®

11 14.888 2044 2051 2058 rVB2 884458 1418872 14.41% 3.231%
12 16.369 2291 2303 2312 rBV 1642429 2627027 26.68% 5.983%
13 17.626 2510 2517 2525 rBV 1176844 1860377 18.90% 4.237%
14 20.211 2949 2957 2965 rBV 6813389 9844680 100.00% 22.420%
15 21.921 3241 3248 3257 rVB 1583888 2768651 28.12% 6.305%

16 25.352 3820 3832 3844 rVvB2 877597 2672907 27.15% 6.087%

Sum of corrected areas: 43909733
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024526.D

Acq On : 27 Oct 2016 18:18

Operator : UM/SJ

Sample - PB94345BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024526.D

3.13 8.60

5.80 7.40 780 9.45

5.33 8.27 11.10

0
Time-->

300 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024526.D
20.21

13.51

16.37 21.92

17.63
14.89

0
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

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024526.D

25.35

L

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\BG102716\
Data File : BG024526.D

Acq On : 27 Oct 2016 18:18

Operator : UM/SJ

Sample - PB94345BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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 unknown3.13 Concentration Rank 1

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

3.13 78.62 ng 3122470 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 50 (3.131 min): BG024526.D (-44) (-) m/z 73.10 100.00%
73
43
5000
L 300 320 340
el 0L 160 221 S04 412 478503 | Tn/z  43.05  57.10%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 BN
3.00 320 3.40
m/z 89.10 34 .95%
H‘ J\‘h

m/z--> 0 50 100 150 200 250 300 350 400 450 500

;::::::=>

Abundance
73
L e
3.00 320 3.40
5000 m/z 41.10 10.39%
45
101
L R L B WAL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #733: N-Ethylformamide O B e
30 73 3.00 320 3.40
m/z 45.05 9.07%
5000 /\\
Ilhl I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024526.D

Acq On : 27 Oct 2016 18:18

Operator : UM/SJ

Sample - PB94345BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.33 23.06 ng 915730 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 43
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
4 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 424 (5.329 min): BG024526.D (-420) (-) m/z 43.10 100.00%
43
5000
T S sk 540 Sk
62 139 183207 290275 86 413 452 m/z 59.10 66.41%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A RS BN RN
5.00 520 5.40 5.60
m/z 101.10 22 .45%
‘ 101
I"“"H'“I"G'?""I""'I'"'I""I""I""I'"'I""I'
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
59
500 520 540 560
5000| 18 m/z 58.10 16.09%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #8344: 3-Hexanol, 4-methyl-
59 5.00 5.20 5.40 5.60
m/z 41.10 8.25%
5000
31
87
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024526.D

Acq On : 27 Oct 2016 18:18

Operator : UM/SJ

Sample - PB94345BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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 3 unknown7.80 Concentration Rank 3

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

7.80 51.75 ng 2055420 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 16
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 845 (7.802 min): BG024526.D (-837) (-) m/z 132.05 100.00%
132
68
5000
a0 | %P 7.40 7.60 7.80 8.00 8.0
ol 167197 230 282309340371 410 494 538 n/z 68.05 53 350
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 P T
7.40 7.60 7.80 8.00 8.20
m/z 66.10 38.46%
28 ﬁf 104
e
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 97 m/z 134.00 34.00%
31 6o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine REEE S e s e e
132 7.40 7.60 7.80 8.00 8.20
m/z 69.05 23.13%
5000
|'“'f”Lwﬁ"w"“ N UL SR BRI SR B I USRI L U L
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024526.D

Acq On : 27 Oct 2016 18:18

Operator : UM/SJ

Sample - PB94345BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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]
unknown3.13 3.13 78.6 ng 3122470 1 8.27 794342 20.0
2-Pentanone, 4-hy... 5.33 23.1 ng 915730 1 8.27 794342 20.0
unknown? .80 7.80 51.8 ng 2055420 1 8.27 794342 20.0

8270-BG102516.M Fri Oct 28 11:31:51 2016 Page: 6



