LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098726.D

Aca On : 23 Sep 2017 5:17

Operator : SJ/JU

Sample : 15304-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF092117.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 heiaht area % max. total
1 2.263 27 30 43 rVB2 90628 167756 4._.42% 0.521%
2 5.169 519 524 534 rVB 497099 689730 18.18% 2.144%
3 5.551 584 589 592 rBY 3552338 3697547 97.47% 11.493%
4 6.551 753 759 762 rBVY 3395405 3712712 97.87% 11.540%
5 6.698 779 784 787 rBVY 3828629 3764991 99.25% 11.702%

6.927 819 823 827 rVB 1230694 961576 25.35% 2.989%
7.086 845 850 853 rvB 3277735 2808961 74.05% 8.731%
7.492 913 919 922 rBV 2198943 2303162 60.71% 7.159%
8.210 1037 1041 1044 rVB 1589684 1272825 33.55% 3.956%
9.286 1218 1224 1227 rBV 3987407 3793574 100.00% 11.791%

=
QO ~NO®

11 9.674 1286 1290 1293 rBV 322017 273557 7.21% 0.850%
12 9.963 1335 1339 1343 rBV 1437629 1236865 32.60% 3.844%
13 10.751 1468 1473 1476 rBV 2111636 1851008 48.79% 5.753%
14 11.451 1588 1592 1595 rBV 1243118 1001366 26.40% 3.112%

15 11.962 1676 1679 1684 rBvV2 49962 51610 1.36% 0.160%
16 13.033 1857 1861 1865 rBVY 2891628 2678371 70.60% 8.325%
17 13.915 2008 2011 2015 rBvV2 45626 54835 1.45% 0.170%
18 14.086 2037 2040 2044 rBVY 1039026 948904 25.01% 2.949%
19 14.551 2115 2119 2123 rBvV3 31678 41076 1.08% 0.128%
20 15.580 2289 2294 2304 rVB 609957 807594 21.29% 2.510%
21 16.574 2459 2463 2470 rVB4 29868 55508 1.46% 0.173%
Sum of corrected areas: 32173528
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092217\

BF098726.D

23 Sep 2017 5:17

SJ/Ju

15304-03

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098726.D

Aca On : 23 Sep 2017 5:17

Operator : SJ/JU

Sample : 15304-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

2.26 3.49 ng 167756 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 29 (2.257 min): BF098726.D (-27) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 870
1l | [ 2.202.30 2.40 2.50 2.60 2.70
0 ...,....,....,....,...-.',....,.'..--.-,....,.!..,....,....,...., m/z 43.00 41.44%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
—rrq-rrnTrrnTrrv—vTv—rn-rn-rrrv—r
2000 430 950 2.202.30 2.40 2.50 2.60 2.70
970 87.0 m/z 54.95 27 .34%
0 il , I 64.0 | |, 101.0
'“|'“'|“"w"w"“l'“'|“"w"w"“|'“'|“"w"w
m/z--> 0 10 50 60 70 80 90 100
Abundance
73.0
2.202.30 2.40 2.50 2.60 2.70
5000 m/z 87.00 21.96%
43.0
ol 20 150 290 53.0 64.0 88.0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.202.30 2.40 2.50 2.60 2.70
550 m/z 71.00 15.12%
43.0
5000
270
15.0 M\ “ ‘
0"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”'W
m/z--> 0 10 70 80 90 100 2.202.30 2.40 2.50 2.60 2.70

8270-BF092117.M Mon Sep 25 11:12:07 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098726.D

Aca On : 23 Sep 2017 5:17

Operator : SJ/JU

Sample : 15304-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3

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

5.17 14.35 ng 689730 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 524 (5.169 min): BF098726.D (-519) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 480 500 520 540 5.60
0 ...,....,....,....',II:'..,..'.'I,....,7?'.0..,8?".0..,...:,|....,. m/z 59.00 55.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 18.51%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 280 550 520 540 560
5000 m/z 58.00 15.95%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- B R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.35%
5000
41.0
29.0 101.0
o o). 500 [] 730 86.0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098726.D

Aca On : 23 Sep 2017 5:17

Operator : SJ/JU

Sample : 15304-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.70 Concentration Rank 1

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

6.70 78.31 ng 3764990 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

py
Abundance Scan 784 (6.698 min): BF098726.D (-779) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IRBEARRRE LARE ULLE SR
40.1 54.0 J 6.40 6.60 6.80 7.00
bl :|-.|.'.8,1-9. TR m/z 68.10 37.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IRBEARREE LRE UL SR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.30%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .30%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B EEAE s
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.10 14.78%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R i e R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092217\
Data File : BF098726.D

Acq On : 23 Sep 2017 5:17

Operator : SJ/JU

Sample - 15304-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092117 .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... 2.26 3.5 ng 167756 1 6.93 961576 20.0
2-Pentanone, 4-hy... 5.17 14.4 ng 689730 1 6.93 961576 20.0
unknown6.70 6.70 78.3 ng 3764990 1 6.93 961576 20.0
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