LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\

Data File : BF099253.D

Aca On 9 Oct 2017 1:38 Instrument :
Operator : SJ/JU gﬁgiéamlem'
a?zgle i 15646-02 1mn1%ﬂD8£¢LM
ALS Vial : 30 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

2.157 7 12 18 rVvB 544017 667139 17.61% 2.899%
5.087 507 510 523 rVB 193574 204138 5.39% 0.887%
rBV 1245414 1119444 29 .55% 4 _.865%
6.492 745 749 763 rBV 841864 704963 18.61% 3.064%
6.634 769 773 776 rBV 2250901 1977990 52.21% 8.597%
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6 6.863 808 812 816 rBV 866287 690469 18.23% 3.001%
7 7.022 834 839 842 rBV 2934940 2652526 70.01% 11.528%
8 7.434 903 909 912 rBV 2053113 2169934 57.28% 9.431%
9 8.145 1026 1030 1033 rBV 1143795 956430 25.25% 4_.157%
10 9.222 1207 1213 1216 rBV 3871457 3788564 100.00% 16.466%
11 9.610 1276 1279 1287 rVB 91416 72905 1.92% 0.317%

12 9.898 1324 1328 1332 rBV2 1121784 1052586 27.78% 4_575%
13 10.692 1458 1463 1466 rBV 1457049 1368463 36.12% 5.947%
14 11.386 1577 1581 1585 rBV 1163981 1009871 26.66% 4 _.389%
15 12.974 1846 1851 1854 rBV 3165152 3199785 84.46% 13.907%

16 14.027 2026 2030 2038 rVB 808019 708272 18.69% 3.078%
17 15.504 2275 2281 2290 rBV 529087 665585 17.57% 2.893%

Sum of corrected areas: 23009064
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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\BF100817\

BF099253.D

9 Oct 2017 1:38

SJ/Ju

15646-02

30 Sample Multiplier: 1

> Z:\HPCHEM1\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\BF100817\
Data File : BF099253.D

Aca On > 9 Oct 2017 1:38

Operator : SJ/JU

Sample : 15646-02

Misc :

ALS Vial : 30 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 19.32 ng 667139 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 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 12 (2.157 min): BF099253.D (-7) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0 87.1

220 230 240 2.50 2.60
NN WU OSSN IR R m/z 43.00  36.47%

mz-> 0 10 20 30 40 50 60 70 80 90 100
- ' 73.0
5000

Abundance #4486: Butane, 2-methoxy-2-methy!
2.20 2.30 2.40 2.50 2.60

43.0
55.0 87.0 m/z 55.00 26.98%
29.0 ‘ ‘ ‘
0 WAL |
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
R B R B
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 24 .70%
45.0
29.0
55.0 101.0
] USSR PR 1 1 WSy MY TENMMMMMMMMI S
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #785: Borane, dimethoxy- N
73.0 220 230 240 2.50 2.60

m/z 41.05 11.57%

43.0
5000 150
29.0
\ 57.0
0 | | |

m/z--> 0 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\BF100817\
Data File : BF099253.D

Aca On > 9 Oct 2017 1:38

Operator : SJ/JU

Sample : 15646-02

Misc :

ALS Vial : 30 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 5.91 ng 204138 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 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 511 (5.092 min): BF099253.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I & W
| 83.0 4.80 5.00 5.20 5.40
O R o AR R m/z 59.00 59.05%
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 R UL S IR
4.80 5.00 5.20 5.40
59.0 m/z 101.00 23.25%
27\0\ 1] H 71.0 83.0 10%.0
) R R SN AN ARAR RRARA RARSA AN AARAN LALA SALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.00 16.05%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L L L B
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.07%
5000
101.0
15.0 270 71.0 ‘
0'”P*”P“mh”ﬁhtﬂﬁqﬂ“'W”'Wﬁqﬂ””ﬁ””P'”P”'P”W'“W R R U S SRR
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099253.D

Aca On > 9 Oct 2017 1:38

Operator : SJ/JU

Sample : 15646-02

Misc :

ALS Vial : 30 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 2

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

6.63 57.29 ng 1977990 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzeneethanamine. .alpha.-methv... 223 C16H17N 002980-02-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 772 (6.628 min): BF099253.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 54.0 | | %.0 115.0 J 620 640 6.60 6.80 7.00
O e T e e e e ! m/z 68.10 39.92%
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 UL AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.75%
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 25.36%
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 REAmEREEEE A
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.22%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | R | SN
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:\HPCHEMI1\BNA_F\DATA\BF100817\
Data File : BF099253.D

Acq On > 9 Oct 2017 1:38

Operator : SJ/JU

Sample - 15646-02

Misc :

ALS Vial =: 30 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 19.3 ng 667139 1 6.86 690469 20.0
2-Pentanone, 4-hy... 5.09 5.9 ng 204138 1 6.86 690469 20.0
unknown6 .63 6.63 57.3 ng 1977990 1 6.86 690469 20.0
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