LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096782.D

Acq On 14 Jul 2017 20:10

Operator : SJ/JU

Sample : PB100646BL

Misc :

ALS Vial : 5 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-BF071317_.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 4.804 475 479 490 rBvY 331614 439748 14.80% 2.083%
2 5.234 547 552 555 rBvV 2116714 1969217 66.26% 9.329%
3 6.263 723 727 730 rBV 1814753 1751645 58.94% 8.298%
4 6.392 744 749 752 rBV 1945975 1769606 59.55% 8.383%
5 6.622 784 788 792 rBVY 709898 570713 19.20% 2.704%

6.781 810 815 818 rBV 2385280 2119093 71.31% 10.039%
7.187 878 884 887 rBV 1887323 1818078 61.18% 8.613%
7.904 1001 1006 1009 rBV 1022479 890504 29.97% 4._.219%
8.986 1184 1190 1193 rBV 2782664 2971738 100.00% 14.079%
9.651 1298 1303 1307 rBV 999436 905656 30.48% 4.291%

=
QO ~NO®

11 10.439 1432 1437 1440 rBV 1187253 1112237 37.43% 5.269%
12 11.127 1550 1554 1558 rBV 855465 783402 26.36% 3.711%
13 12.721 1819 1825 1828 rBV 2422400 2538035 85.41% 12.024%
14 13.757 1997 2001 2005 rBV 882916 780426 26.26% 3.697%
15 15.139 2231 2236 2241 rBV 606929 688150 23.16% 3.260%

Sum of corrected areas: 21108248
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096782.D

Acq On 14 Jul 2017 20:10

Operator : SJ/JU

Sample : PB100646BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096782.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096782.D

Acq On 14 Jul 2017 20:10

Operator : SJ/JU

Sample : PB100646BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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.

4.80 15.41 ng 439748 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 478 (4.798 min): BF096782.D (-475) (-) m/z 43.00 100.00%
43
59
5000
101 N AR 4RO E N0 E O
440 460 4.80 5.00 5.20
el B 88 Tm/z 59.00  52.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS S LR
440 4.60 4.80 5.00 5.20
m/z 101.10 13.65%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500 520
5000 m/z 58.00 13.63%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T R b e
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.43%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83 N s
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096782.D

Acq On 14 Jul 2017 20:10

Operator : SJ/JU

Sample : PB100646BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknown6.39 Concentration Rank 2

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

6.39 62.01 ng 1769610 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.392 min): BF096782.D (-744) (-) m/z 132.00 100.00%
5000 68
0 s |l Pros s Tho 650 G ko ohy
T " | W -/ S Mo~ -~ B | N m/z 68.10 38.63%
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 N
5000 NSRS SRS
6.00 6.20 6.40 6.60 6.80
78 m/z 134.00 32.07%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 67 m/z 66.00 24 .95%
41 97
53 2 117
34 60 89 105 124
mewmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A e AR
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 14 .94%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096782.D

Acq On 14 Jul 2017 20:10

Operator : SJ/JU

Sample : PB100646BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.80 15.4 ng 439748 1 6.62 570713 20.0
unknown6 .39 6.39 62.0 ng 1769610 1 6.62 570713 20.0
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