LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099078.D

Aca On > 4 Oct 2017 20:32

Operator : SJ/JU

Sample = 15530-13

Misc :

ALS Vial : 14 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-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 heiaht area % max. total

2.163 8 13 21 rVB 636072 819965 19.40% 2.782%
5.087 506 510 524 rVB 562215 636647 15.07% 2.160%
rBV 2165642 1940599 45.93% 6.584%
6.486 744 748 751 rBV 1331687 1245177 29.47% 4.224%
6.634 768 773 777 rBV 3013755 3205400 75.86% 10.874%
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6.863 808 812 816 rBV 1029295 831738 19.68% 2.822%
7.022 834 839 842 rBV 3043252 2921269 69.13% 9.911%
7.433 903 909 912 rBV 2122400 2444286 57.85% 8.292%
8.145 1025 1030 1033 rVB 1349559 1131687 26.78% 3.839%
9.222 1207 1213 1216 rBV 3952045 4225573 100.00% 14.335%

=
QO ~NO®

11 9.898 1323 1328 1332 rBV 1239229 1224992 28.99% 4._.156%
12 10.692 1457 1463 1466 rBV 2121469 2246370 53.16% 7.621%
13 11.386 1577 1581 1585 rBV 1406840 1204820 28.51% 4_.087%
14 12.974 1846 1851 1854 rBV 3325839 3798586 89.90% 12.887%
15 14.027 2026 2030 2033 rBV 1049469 906171 21.44% 3.074%

16 15.498 2275 2280 2288 rBV 566868 693173 16.40% 2.352%

Sum of corrected areas: 29476453
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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\BF100417\

- BF099078.D

- 4 Oct 2017 20:32

- SJ/3U

- 15530-13

- 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

2.16

TIC: BF099078.D

6.63 7.02

5.49 7.43

6.49
6.86

5.09

Time-->

500000
0

5.50

5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF099078.D

12.97

10.69

8.15 11.39

9.90

Time-->

9.50

10.00 10.50 11.00 11.50 12.00 12.50 13.00

13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF099078.D

14.03

15.50

Time-->

17.00 17.50 18.00 18.50 19.00

14.00

14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099078.D

Aca On : 4 Oct 2017 20:32

Operator : SJ/JU

Sample : 15530-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : 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.

2.16 19.72 ng 819965 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 12 (2.157 min): BF099078.D (-8) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0 87.1

220 230 240 2.50 2.60

Ol et et et b e | M7z 43.05  39.36Y%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L L LB B
43.0 2.20 2.30 2.40 2.50 2.60
5580 87.0 m/z 55.00 27.46%
29.0 ‘ ‘
0 L AR \
B B B e B A o B Ao e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
A RARREEEEES R S
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 25.67%
29.0
15.0 97.0
L e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73.0 220 230 240 2.50 2.60

m/z 41.05 12 ._.75%

5000 43.0
58.0
29.0 870
Y ¥ M1 4 MRS RL SR PV MMM

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\BF100417\
Data File : BF099078.D

Aca On : 4 Oct 2017 20:32

Operator : SJ/JU

Sample : 15530-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : 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.

" 5.09 15.31ng 636647  1,4-Dichlorobenzene-da 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hydroxv-d-methyl- 116 C6H1202 000123-42-2 72

017348-59-3 28
001116-98-9 17

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 511 (5.092 min): BF099078.D (-506) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 g S
| 83.1 480 5.00 5.20 5.40
0.”,”“P.“P.Jﬁh.vﬁw.”q“.qn”,”up.upn.P”q.”q”.q m/z 59.00 60.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L LB LB
59.0 4.80 5.00 5.20 5.40
0
15.0 101.0 m/z 101.00 21.41%
s1.0 | 83.0
0 ‘ Tl Ly . : . ‘
T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R N R
480 5.00 5.20 5.40
5000 m/z 58.00 15.57%
41.0
29.0 101.0
0 73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A R EEEa S
59.0 480 5.00 5.20 5.40
m/z 41.00 8.21%
5000 41.0
o T O =Y 1260 1420 \
LR o RN N N e RN R RAREE SRS R e e N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099078.D

Aca On : 4 Oct 2017 20:32

Operator : SJ/JU

Sample : 15530-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : 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 unknown6.63 Concentration Rank 1

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

6.63 77.08 ng 3205400 1,4-Dichlorobenzene-d4 6.86
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 772 (6.628 min): BF099078.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRS SR S
40.0 54.0 J 6.20 6.40 6.60 6.80 7.00
0 — -|-|.'.8,19..!,-:.1.1“?-?.. I — m/z 68.10 39.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R U AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.74%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.57%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.31%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G § NN
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100417\
Data File : BF099078.D

Acq On > 4 Oct 2017 20:32

Operator : SJ/JU

Sample - 15530-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : 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]
Butane, 2-methoxy... 2.16 19.7 ng 819965 1 6.86 831738 20.0
2-Pentanone, 4-hy... 5.09 15.3 ng 636647 1 6.86 831738 20.0
unknown6 .63 6.63 77.1 ng 3205400 1 6.86 831738 20.0
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