LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099462.D

Acq On : 14 Oct 2017 1:49

Operator : SJ/JU

Sample - 15819-16

Misc :

ALS Vial : 25 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 2.246 23 27 31 rvB 185917 165746 6.34% 0.595%
2 3.945 311 316 330 rBB 104050 136981 5.24% 0.492%
3 5.092 505 511 514 rBV 1178551 1428517 54.68% 5.132%
4 5.487 574 578 594 rVB 1324192 1245328 47.67%  4.474%
5 6.492 745 749 757 rBV 890557 786810 30.12% 2.826%
6 6.628 768 772 775 rBV 2318700 2039693 78.08% 7.327%
7 6.851 807 810 814 rBV 623719 530985 20.33% 1.907%
8 7.010 833 837 840 rBV 2255790 1955529 74.86% 7.025%
9 7.422 902 907 910 rBV 1605071 1468865 56.23% 5.277%
10 8.133 1025 1028 1030 rBV 833284 713119 27.30% 2.562%

11 8.157 1030 1032 1041 rVB 730482 560526 21.46% 2.014%
12 9.210 1206 1211 1214 rBV 3010330 2612363 100.00% 9.384%
13 9.751 1300 1303 1314 rVB 314859 255344 9.77% 0.917%
14 9.892 1323 1327 1330 rBV 736010 681031 26.07% 2.446%
15 9.922 1330 1332 1341 rVB 551800 418904 16.04% 1.505%

16 10.439 1416 1420 1423 rBV 625376 503834 19.29% 1.810%
17 10.680 1457 1461 1477 rBV 1185801 1088816 41.68% 3.911%
18 11.380 1576 1580 1582 rBV 649359 636312 24.36% 2.286%
19 11.410 1582 1585 1588 rVvV 2412112 2215727 84.82% 7.959%
20 11.457 1588 1593 1598 rVB 361865 340798 13.05% 1.224%

21 12.598 1782 1787 1790 rBV 1501490 1401793 53.66% 5.036%
22 12.827 1820 1826 1829 rBV 1118565 1102303 42.20% 3.960%
23 12.963 1844 1849 1852 rBV 2092352 1844401 70.60% 6.626%
24 14.021 2024 2029 2031 rBV2 626499 825506 31.60% 2.965%
25 14.045 2031 2033 2040 rVB 352980 318045 12.17% 1.142%

26 15.062 2202 2206 2208 rBV 307851 322287 12.34% 1.158%
27 15.092 2208 2211 2217 rVB 374514 407871 15.61% 1.465%
28 15.433 2264 2269 2275 rBV 266800 339612 13.00% 1.220%
29 15.498 2275 2280 2286 rVB 407927 532577 20.39% 1.913%
30 16.986 2525 2533 2548 rBV2 345644 757100 28.98% 2.720%

31 17.433 2602 2609 2618 rBV 89625 201002 7.69% 0.722%

Sum of corrected areas: 27837725
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF101317\

BF099462.D

14 Oct 2017 1:49

SJ/Ju

15819-16

25 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
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099462.D

Acq On : 14 Oct 2017 1:49

Operator : SJ/JU

Sample - 15819-16

Misc :

ALS Vial : 25 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 4

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

2.25 6.24 ng 165746 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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 28 (2.251 min): BF099462.D (-23) (-) m/z 73.05 100.00%
7B
5000
3 g7
29 2.20 2.30 2.40 2.50 2.60 2.70
e O X m/z 43.05 32.45%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA UL AR U AR IR R
43 O 2.20 2.30 2.40 2.50 2.60 2.70
07 87 m/z 55.10 25.75%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60 2.70
5000 41 55 m/z 87.00 24 .98Y%
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-
73 2.20 2.30 2.40 2.50 2.60 2.70
m/z 71.05 9.82%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099462.D

Acq On : 14 Oct 2017 1:49

Operator : SJ/JU

Sample - 15819-16

Misc :

ALS Vial : 25 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 53.81 ng 1428520 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 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.092 min): BF099462.D (-505) (-) m/z 43.00 100.00%
43
59
5000
101 o T T
480 5.00 520 5.40
83
o...,....,....,..?7.','::..,??.'.,...‘??....,.~...,...:,|....,. m/z 59.00 60.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N AR LR LS R
59 480 500 520 5.40
m/z 101.00 21.45%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 17 .13%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester SMMEMSMEY NS, S
43 480 5.00 520 5.40
m/z 41.10 8.91%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099462.D

Acq On : 14 Oct 2017 1:49

Operator : SJ/JU

Sample - 15819-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4 unknown6.63 Concentration Rank 1

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

6.63 76.83 ng 2039690 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 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF099462.D (-768) (-) m/z 132.00 100.00%
5000 68
9 s | 7re Tions | T % ko 5B 7
Ol bl 7 87 LMO1S L m/z 68.10 36.07%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R AR UL R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.80%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 22.29%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L o R REE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 14.08%
5000 og 0
I L 8 I‘;ﬂm,\,\‘l,,m, s 8 I S
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099462.D

Acq On : 14 Oct 2017 1:49

Operator : SJ/JU

Sample - 15819-16

Misc :

ALS Vial : 25 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... 2.25 6.2 ng 165746 1 6.85 530985 20.0
2-Pentanone, 4-hy... 5.09 53.8 ng 1428520 1 6.85 530985 20.0
unknown6 .63 6.63 76.8 ng 2039690 1 6.85 530985 20.0
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