LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099453.D

Acq On : 13 Oct 2017 21:37

Operator : SJ/JU

Sample : 15819-04

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_F\METHODS\8270-BF092317 .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 2.128 3 7 18 rVB 161734 207415 7.27% 1.173%
2 5.075 505 508 522 rBV 150360 175407 6.15% 0.992%
3 5.475 572 576 592 rBV 1311143 1206629 42.29% 6.824%
4 6.481 744 747 761 rBVY 739434 708090 24.82%  4.005%
5 6.622 767 771 775 rBV 2183617 2128877 74.61% 12.040%

6.851 807 810 815 rBV 669034 544581 19.09% 3.080%
7.010 833 837 840 rBV 2496269 2188625 76.71% 12.378%
1744295 1671702 58.59% 9.455%
8.134 1024 1028 1036 rBvV 869274 694448 24 .34% 3.928%
9.210 1206 1211 1214 rBV 3178630 2853286 100.00% 16.138%
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11 9.886 1323 1326 1337 rBvV2 752673 662043 23.20% 3.744%
12 10.680 1457 1461 1470 rBV 1323231 1221762 42.82% 6.910%
13 11.375 1576 1579 1587 rBV 629867 534055 18.72% 3.021%
14 12.957 1844 1848 1852 rBV 1973328 1864964 65.36% 10.548%
15 13.980 2018 2022 2025 rBV 40152 37645 1.32% 0.213%

16 14.016 2025 2028 2036 rVvV 486903 462841 16.22% 2.618%
17 15.492 2273 2279 2288 rBV 398236 518642 18.18% 2.933%

Sum of corrected areas: 17681012
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF101317\

BF099453.D

13 Oct 2017 21:37

SJ/JuU

15819-04

16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099453.D

Acq On : 13 Oct 2017 21:37

Operator : SJ/JU

Sample - 15819-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 7.62 ng 207415 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.128 min): BF099453.D (-3) (-) m/z 73.10 100.00%
73
5000 43 j\
> 81 U R R UL U
2.20 2.30 2.40 2.50
Ol il e e | M/z 43.00  39.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AR AR LA LR
43 2.20 2.30 2.40 2.50
55 87 m/z 54.95  26.90%
L Ps alw
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U S U UL U
2.20 2.30 2.40 2.50
5000 a1 55 m/z 87.10 25.08%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A ma R
73 2.20 2.30 2.40 2.50
m/z 41.05 11.93%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099453.D

Acq On : 13 Oct 2017 21:37

Operator : SJ/JU

Sample - 15819-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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.

5.07 6.44 ng 175407 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Guanidine 59 CH5N3 000113-00-8 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF099453.D (-505) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
0 ...,....,....,....','::.‘.‘9,..':!,....,....,??..,....,|....,. m/z 59.10 56.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 19.57%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.00 16.83%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #257: Guanidine R R am mat
43 59 4.80 5.00 5.20 5.40
m/z 41.10 8.58%
5000
28
0 ”'I"”I"“M“"'“"'I”"k'”'l"”l"'W""P"'l' RN RN S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099453.D

Acq On : 13 Oct 2017 21:37

Operator : SJ/JU

Sample - 15819-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 3-Chloro-6-fluoro-pyrazine Concentration Rank 2

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

6.62 78.18 ng 2128880 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 771 (6.622 min): BF099453.D (-767) (-) m/z 132.00 100.00%
5000 68
6 rerryrrTry T T T T T
40 ,_ 54 75 104 6.20 6.40 6.60 6.80 7.00
o M i - A AR -/ A Ml E S N m/z 68.10 37.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AN L R R
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 31.62%
13 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 6.80 7.00
5000 67 m/z 66.00 23.44%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e  BEaaEE e e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14 .24%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099453.D

Acq On : 13 Oct 2017 21:37

Operator : SJ/JU

Sample : 15819-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.13 7.6 ng 207415 1 6.85 544581 20.0
2-Pentanone, 4-hy... 5.07 6.4 ng 175407 1 6.85 544581 20.0
3-Chloro-6-fluoro. .. 6.62 78.2 ng 2128880 1 6.85 544581 20.0

8270-BF092317.M Mon Oct 16 01:26:00 2017 Page: 6



