LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100617\

Data File : BF099181.D

Acq On - 7 Oct 2017 7:31 Instrument :
Operator : SJ/JU BNA_F

Sample - 15675-01 ClientSampleld :
Misc : RI-MW-1-GW
ALS Vial : 33 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 2.163 7 13 21 rvB 562855 705039 17.53% 2.591%
2 3.957 313 318 322 rVvB 35396 44609 1.11% 0.164%
3 5.093 507 511 521 rVB 257503 309650 7.70% 1.138%
4 5.487 574 578 582 rBV 2195506 2142477 53.26% 7.873%
5 6.492 745 749 752 rBV 1729178 1444396 35.90% 5.308%

6.634 769 773 777 rBV 3029569 3141822 78.10% 11.545%
6.863 808 812 815 rBV 951082 767074 19.07% 2.819%
7.022 834 839 842 rBV 3036835 2746370 68.27% 10.092%
2019249 2296870 57.10% 8.440%
8.145 1025 1030 1033 rBV 1235751 1050382 26.11% 3.860%
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11 9.222 1207 1213 1216 rBV 4065060 4022846 100.00% 14.783%
12 9.898 1324 1328 1332 rBV2 1318249 1107652 27.53% 4_.070%
13 10.692 1458 1463 1466 rBV 2055064 2030202 50.47% 7.460%
14 10.792 1477 1480 1489 rVB4 27936 42794 1.06% 0.157%
15 11.386 1577 1581 1584 rBV 1148440 996996 24.78% 3.664%

16 12.968 1845 1850 1854 rBV 2745413 2899024 72.06% 10.653%
17 13.851 1997 2000 2004 rBvV4 34401 40255 1.00% 0.148%
18 14.021 2025 2029 2037 rVB 737929 659296 16.39% 2.423%
19 15.498 2274 2280 2290 rVB 561898 710881 17.67% 2.612%
20 16.433 2434 2439 2450 rBV2 27741 54458 1.35% 0.200%

Sum of corrected areas: 27213093

8270-BF092317.M Mon Oct 09 01:33:40 2017 Page: 1



Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF100617\

BF099181.D

7 Oct 2017 7:31

SJ/JuU

15675-01 RI-MW-1-GW
33 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099181.D

Acq On > 7 Oct 2017 7:31

Operator : SJ/JU

Sample : 15675-01 E——
Misc :

ALS Vial : 33 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.16 18.38 ng 705039 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 12 (2.157 min): BF099181.D (-7) (-) m/z 73.10 100.00%
73
5000 43 /\
55 87 N —
37 o7 2.20 2.30 2.40 2.50 2.60
Ot e S || M/Z 43.05  36.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 R IR U IR U U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.10 26.33%
I
mz-> 20 30 40 s'o 60 70 8 90 100 110 120 130
Abundance
73
87 R IR IR IR U I
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.10 23.69%
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- I Rmas AR
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.10%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” R IR U IR U I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BF100617\

Data File : BF099181.D

Acq On > 7 Oct 2017 7:31

Operator : SJ/JU

Sample : 15675-01 E——
Misc :

ALS Vial : 33 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.09 8.07 ng 309650 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 511 (5.093 min): BF099181.D (-507) (-) m/z 43.00 100.00%
43
59
5000
T 3B 5ho 550 540
83 : - : :
o...,....,....,....','::..?.1.4!,....,....,.-...,...:,|....,....,....,....,...., m/z 59.00 58.46%
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
5000 U R UL L SR
4.80 5.00 5.20 5.40
59 m/z 101.00 21.12%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 16.27%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- L e R
43 4.80 5.00 5.20 5.40
m/z 41.10 8.74%
5000
5 - 101
B O R N N NN - |
R AR AN IR UL R I IR UL AN SN LA B SRS BARRY R R U S SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEM1I\BNA_F\DATA\BF100617\

BF099181.D
7 Oct 2017 7:31
SJ/Ju
15675-01
RI-MW-1-GW
33 Sample Multiplier: 1

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF092317_.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

R R o e e e e e e e e e S S e e A e A e I A e e e e A e
Peak Number 3 unknown6.63 Concentration Rank 1

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

6.63 81.92 ng 3141820 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF099181.D (-769) (-) m/z 131.95 100.00%
5000 68
40 | % J 620 6.40 6.60 6.80 7.00
ol Ml 7787 | qoeus Y 0/ 68.05  39.53%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR I I RN R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.97%
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 24.85%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LI B e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.44%
5000 g 1°
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 189 S | | I
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099181.D

Acq On > 7 Oct 2017 7:31

Operator : SJ/JU

Sample : 15675-01 E——
Misc :

ALS Vial : 33 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... 2.16 18.4 ng 705039 1 6.86 767074 20.0
2-Pentanone, 4-hy... 5.09 8.1 ng 309650 1 6.86 767074 20.0
unknown6 .63 6.63 81.9 ng 3141820 1 6.86 767074 20.0
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