LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103908.D

Aca On - 24 Mar 2018 4:-25 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J2014-06 osmn84ET$F4»M
isc :

ALS Vial : 41 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-BF031518.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
1 2.299 32 36 45 rVB 343161 458650 12.37% 2.084%
2 5.198 526 529 540 rVB 99992 104552 2.82% 0.475%
3 5.593 592 596 609 rBY 1332620 1187673 32.04% 5.397%
4 6.587 761 765 769 rBV 942057 811471 21.89% 3.688%
5 6.616 769 770 781 rVB 99619 74056 2.00% 0.337%

6 6.739 787 791 795 rBV 2163276 2083336 56.21% 9.467%
7 6.975 827 831 834 rBV 938370 718027 19.37% 3.263%
8 7.134 853 858 861 rBV 3150172 2803724 75.65% 12.741%
9 7.539 921 927 930 rBV 2235421 2134672 57.59% 9.701%
10 8.257 1045 1049 1052 rBV 1073008 880702 23.76% 4.002%
11 9.333 1227 1232 1235 rBV 3826169 3706368 100.00% 16.843%
12 9.716 1292 1297 1305 rBV 45097 51417 1.39% 0.234%
13 9.928 1330 1333 1337 rBvV 54707 39730 1.07% 0.181%
14 10.016 1345 1348 1360 rvVB 1000730 872523 23.54% 3.965%
15 10.427 1416 1418 1421 rVB 66139 46752 1.26% 0.212%
16 10.804 1479 1482 1492 rBV 1270500 1231510 33.23% 5.596%
17 10.904 1496 1499 1505 rVB 49792 50325 1.36% 0.229%
18 11.510 1598 1602 1610 rBV 834741 723645 19.52% 3.288%
19 12.898 1835 1838 1841 rVB 53037 40784 1.10% 0.185%

20 13.098 1867 1872 1875 rBV 2953678 2744370 74.04% 12.471%

21 13.980 2019 2022 2027 rVB 38035 38915 1.05% 0.177%
22 14.163 2049 2053 2059 rBvV 761507 683285 18.44% 3.105%
23 15.704 2310 2315 2324 rVB2 382346 519237 14.01% 2.360%

Sum of corrected areas: 22005724
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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\BF032318\

BF103908.D

24 Mar 2018 4:25

JussJ

J2014-06

41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103908.D

Aca On : 24 Mar 2018 4:25

Operator : JU/SJ

Sample : J2014-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

2.30 12.78 ng 458650 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 36 (2.299 min): BF103908.D (-32) (-) m/z 73.05 100.00%
3
5000
43 55 87 I | U
. | . 220 240  2.60
Ol ot S e M7z 43.05  33.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
.
5000 LA AL L
43 220 240  2.60
55 87 m/z 87.10 26.47%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 A PN
220 240  2.60
5000 41 55 m/z 55.05 24 .44%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- B B an et
73 220 240  2.60

m/z 71.10 11.48%

5000
45

29
39 % g7 | 101

0..,...‘a‘,....‘,....,....,....,a...,....,....,....,....,....,....

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20

T
2.40

T
2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103908.D

Aca On : 24 Mar 2018 4:25

Operator : JU/SJ

Sample : J2014-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

5.20 2.91 ng 104552 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 529 (5.198 min): BF103908.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101
83 480 5.00 520 5.40 5.60
-+ttt e e m/z 59.00 61.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS S LR
480 5.00 520 5.40 5.60
m/z 101.10 23.92%
31 83 g3 101
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540 5.60
5000 M m/z 58.00 18.09%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one e e e
43 480 5.00 520 5.40 5.60
m/z 41.10 9.68%
5000
55
o 36, |62 71 8 8
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103908.D

Aca On : 24 Mar 2018 4:25

Operator : JU/SJ

Sample : J2014-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 3 unknown6.74 Concentration Rank 2

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

6.74 58.03 ng 2083340 1,4-Dichlorobenzene-d4 6.97
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF103908.D (-787) (-) m/z 132.00 100.00%
5000 68
40 | e 6.40 6.60 6.80 7.00
54 75 104 : . . .
R 1 ??...' SN -1 A NS . [ N m/z 68.10 41.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LSRR SRR A SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.73%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.80%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole ey
132 6.40 6.60 6.80 7.00

m/z 69.10 16.45%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032318\
Data File : BF103908.D

Acq On : 24 Mar 2018 4:25

Operator : JU/SJ

Sample - J2014-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.30 12.8 ng 458650 1 6.97 718027 20.0
2-Pentanone, 4-hy... 5.20 2.9 ng 104552 1 6.97 718027 20.0
unknown6 .74 6.74 58.0 ng 2083340 1 6.97 718027 20.0
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