LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082591.D

Acq On : 31 Oct 2015 00:33

Operator : UM/1Z

Sample - PB86326BL

Misc :

ALS Vial : 15 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_F\METHODS\8270-BF103015.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 2.144 3 5 30 rvB 208376 694095 10.11% 1.490%
2 5.093 260 263 271 rBVY 580891 802434 11.69% 1.722%
3 5.504 297 299 302 rBvV 2728254 3903851 56.88% 8.379%
4 6.522 385 388 391 rBV 3309962 3635536 52.97% 7.803%
5 6.670 398 401 403 rBV 4194400 4234491 61.69% 9.088%

6.899 419 421 423 rBV 1408448 1261028 18.37% 2.707%
7.059 432 435 438 rBV 4744451 4284425 62.42% 9.196%
2879708 3624432 52.81% 7.779%
8.190 531 534 536 rBV 1833166 1655913 24.13% 3.554%
9.276 625 629 631 rBVY 5630040 6863636 100.00% 14.731%
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11 9.950 685 688 690 rVvB 1762479 1838262 26.78% 3.945%
12 10.728 754 756 759 rBV2 2630750 2825752 41.17% 6.065%
13 11.425 815 817 820 rVvVB 1395829 1802166 26.26% 3.868%
14 12.854 940 942 945 rBV 171460 146681 2.14% 0.315%
15 13.025 954 957 959 rBV 6739095 6354106 92.58% 13.638%

16 13.562 1002 1004 1006 rBV 107107 85765 1.25% 0.184%
17 14.065 1046 1048 1051 rBV 1436480 1493020 21.75% 3.204%
18 15.517 1172 1175 1178 rBV 892116 1086367 15.83% 2.332%

Sum of corrected areas: 46591960
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082591.D

Acq On : 31 Oct 2015 00:33

Operator : UM/I1Z

Sample : PB86326BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082591.D

6000000

5000000
6.67
4000000
6.52

3000000 5.50

2000000

1000000 5.09

0.14

7.06

6.90

7.46

8.19

o=

2.50

3.00 3.50 4.00 4.50

5.00 5.50

Time--> 6.00 6.50

7.00

Abundance TIC: BF082591.D

13.03

6000000 9.28

5000000

4000000

3000000 10.73

2000000 9.95

11.42
1000000

12.85
T T T T T T IAI

13.56

A
T T T

14.07

11.00 11.50 12.00

10.00 10.50

T -

9.00 9.50 12.50 13.00

Time-->

13.50

14.00 14.50

TIC: BF082591.D

Abundance

6000000

5000000

4000000

3000000

2000000

1000000 15.52

Ol ey
1550  16.00

18.00 18.50

19.00 19.50

16.50 17.00 17.50

Time-->

20.00

20.50 21.00

8270-BF103015.M Mon Nov 02 14:57:26 2015

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082591.D

Acq On : 31 Oct 2015 00:33

Operator : UM/I1Z

Sample : PB86326BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.14 11.01 ng 694095 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 5 (2.144 min): BF082591.D (-3) (-) m/z 73.10 100.00%
7B
5000 23 (s
55 87
2.20 2.30 2.40 2.50 2.60
Ol e el b e L Tm/z 43.10  36.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 USRI UL IR I
43 55 2.20 2.30 2.40 2.50 2.60
07 87 m/z 55.10 28.42%
. U3 149 | 167 101
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
220 230 2.40 2.50 2.60
5000 m/z 87.10 24 .36%
45
29
39 S g7 101
L S SR S UL I UL LS UL SR B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #720: N-Ethylformamide AR RS REN R
30 2.20 2.30 2.40 2.50 2.60
73 m/z 41.10 12.55%
5000
44 58
18
0 | \‘ 38\\‘\ 1
LR S UL FUL AL S SIS UL UL SRS SULIS SRR U U UL IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082591.D

Acq On : 31 Oct 2015 00:33

Operator : UM/I1Z

Sample : PB86326BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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.

5.09 12.73 ng 802434 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 263 (5.093 min): BF082591.D (-260) (-) m/z 43.05 100.00%
43
59
5000
101 R U L TR L
480 5.00 5.20 5.40
b 30l 39 778 | T B9 10 52.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I IR I
59 480 500 520 5.40
m/z 101.10 15.61%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 57 m/z 58.10 14 .09%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R o e R A
59 480 5.00 5.20 5.40
m/z 41.10 8.87%
5000 41
31
| © g
O |'}§'|' T 'Jilt' '|??H"i"' AR '|"'9?|"" N T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082591.D

Acq On : 31 Oct 2015 00:33

Operator : UM/I1Z

Sample : PB86326BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 3 unknown6.67 Concentration Rank 2

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

6.67 67.16 ng 4234490 1,4-Dichlorobenzene-d4 6.90
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 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 401 (6.670 min): BF082591.D (-398) (-) m/z 132.10 100.00%
132
5000 68
40 54 ¥ 640 660 630 7.00
0 eSS 2 m/z 68.10 48.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 N I L AN A
6.40 6.60 6.80 7.00
70 m/z 134.00 33.75%
31 44
0 "'I"L '|l'H'l“"'J|§§"\ "}%?" T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
69 o 640 660 6.80 7.00
5000 m/z 66.10 32.57%
31 51
S S S I I WL LA L B L I
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14013: 1H-Benzimidazole, 2-methyl- e R A
132 6.40 6.60 6.80 7.00
m/z 69.10 20.92%
5000
15 28 30 52 93 77 90 104, |
s T e e T ik Be e 640 660 630 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082591.D

Acq On : 31 Oct 2015 00:33

Operator : UM/1Z

Sample - PB86326BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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]
Butane, 2-methoxy... 2.14 11.0 ng 694095 1 6.90 1261030 20.0
2-Pentanone, 4-hy... 5.09 12.7 ng 802434 1 6.90 1261030 20.0
unknown6 .67 6.67 67.2 ng 4234490 1 6.90 1261030 20.0
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