LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100864.D

Aca On - 23 Nov 2017 10:13 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16541-06 Gt lE)
Misc i 111717-SIDI-F-D-M
ALS Vial : 35 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-BF110817.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

2.146 7 10 39 rvB4 62119 192430 7.57% 1.383%
5.075 504 508 517 rBV 147744 156412 6.15% 1.124%
rBv 859783 729306 28.67% 5.240%
6.481 743 747 756 rBB 607423 514811 20.24% 3.699%
6.628 767 772 775 rBV 1434000 1244345 48.92% 8.940%
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6.857 807 811 815 rBB 525633 412443 16.21% 2.963%
7.016 833 838 841 rBV 1879566 1667393 65.55% 11.980%
7.428 902 908 910 rBV 1219815 1376301 54.11% 9.888%
8.139 1025 1029 1032 rBV 670189 532316 20.93% 3.825%
9.216 1207 1212 1215 rBV 2562193 2543640 100.00% 18.275%

=
QO ~NO®

11 9.892 1322 1327 1331 rBV 613298 583642 22.95% 4.193%
12 10.686 1458 1462 1465 rBV 960952 901837 35.45% 6.479%
13 10.792 1476 1480 1485 rBV 29228 28606 1.12% 0.206%
14 11.380 1576 1580 1583 rBV 627271 510169 20.06% 3.665%
15 12.968 1845 1850 1853 rBV 1903045 1788132 70.30% 12.847%

16 14.021 2025 2029 2032 rBV 387506 348686 13.71% 2.505%
17 15.492 2273 2279 2288 rVB 315251 387961 15.25% 2.787%

Sum of corrected areas: 13918430
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100864.D

Aca On : 23 Nov 2017 10:13

Operator : SJ/JU

Sample : 16541-06 s bl B
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF100864.D
2500000

2000000 7.02

1500000 6.63

1000000 5.47

6.48 6.86

500000

5.07

OFS—r— L e e e L I B e e e e e T I o LA e e e e e e B S B A
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100864.D

2500000 9]22

2000000 12.97
1500000
1000000 10.69

8.14 0.89 11.38
500000

I 0.79

R R & :
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF100864.D
2500000

2000000
1500000
1000000
500000{ 1402

L I

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100864.D

Aca On : 23 Nov 2017 10:13

Operator : SJ/JU

Sample : 16541-06 s bl B
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3

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

2.15 9.33 ng 192430 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 72
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 42
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
4 Isobutvlamine 73 C4H11N 000078-81-9 5
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 11 (2.152 min): BF100864.D (-7) (-) m/z 73.10 100.00%
741
5000 43.0
55.0
87.1 N
M | 2.20 2.30 2.40 2.50 2.60
O o Lot B m/z 43.00 42 _.46%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 34.11%
29.0 ‘
0 M‘ 1 ! ‘ !
UL AL S UL UL UL SRR SUL LI SRR SURLLIL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73.0
mo 20 1220 2.30 2.40 250 2.60
5000 : m/z 87.10 25.90%
27.0
15.0 81.0
mz-> 10 20 30 40 50 60 70 8 9 100
Abundance #8379: 3-Pentanol, 2,4—dimethy|— T[T T I T[T T T T[T T T[T TTT[TT
73.0 2.20 2.30 2.40 2.50 2.60
m/z 45.00 15.32%
5000 55.0
43.0
Joaso O || eso | 30 w0
m/z--> 0 20 30 40 50 60 70 8 90 100 ' 220 2.30 2.40 2.50 2.60

8270-BF110817.M Mon Nov 27 13:23:32 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100864.D

Aca On : 23 Nov 2017 10:13

Operator : SJ/JU

Sample : 16541-06 s bl B
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4

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

5.07 7.58 ng 156412 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 507 (5.069 min): BF100864.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 U I LI I AL
| 83.0 | 4.80 500 5.20 5.40
e N 11 o m/z 59.00 56.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN S IR
4.80 500 5.20 5.40
59.0 m/z 101.10 17.07%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540
5000 m/z 58.00 13.58%
101.0
| 150 310 58.0 690  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 i e R
59.0 4.80 500 5.20 5.40
m/z 41.10 8.15%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100864.D

Aca On : 23 Nov 2017 10:13

Operator : SJ/JU

Sample : 16541-06 s bl B
Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integratio

EaE R R ok SR R e

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
LSCINT.P

n Parameters:

EA R R R S R R e S R R R AR AR R e Rk R R G R R R S R R S R R S R R R R AR R o e S e

Peak Number 3 unknown6.63 Concentration Rank 2

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

6.63 60.34 ng 1244350 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF100864.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
wisio || e | 3 5k s0 Sk b
o} e o L e A I e B m/z 68.10 38.07%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL R I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.80%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
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 23.66%
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 e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.92%
74.0
5000 9go 1160
ol A L ‘-“.-- . 1s80 1890 RN | O
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:\HPCHEM1I\BNA_ F\DATA\BF112217\

Data File : BF100864.D

Acq On : 23 Nov 2017 10:13

Operator : SJ/JU

Sample - 16541-06 111717-SIDI-F-D-M
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 2.15 9.3 ng 192430 1 6.86 412443 20.0
2-Pentanone, 4-hy... 5.07 7.6 ng 156412 1 6.86 412443 20.0
unknown6 .63 6.63 60.3 ng 1244350 1 6.86 412443 20.0

8270-BF110817.M Mon Nov 27 13:23:33 2017 Page: 6



