LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00116.D

Aca On : 19 Feb 2018 18:46

Operator : JU/SJ

Sample : J1573-04

Misc :

ALS Vial : 6 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 N\METHODS\8270-BN020718.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 3.234 37 42 51 rBvV 313889 604865 1.90% 0.392%
2 3.316 51 56 77 rVB 2859544 4862695 15.30% 3.148%
3 5.440 411 417 428 rVB2 238016 399856 1.26% 0.259%
4 5.934 493 501 512 rBV 3324481 5368311 16.89% 3.475%
5 6.046 514 520 528 rVB 244522 414007 1.30% 0.268%

7.581 768 781 792 rBV 2259785 3797445 11.95% 2.458%
7.975 840 848 857 rBVY 6667839 11214666 35.28% 7.260%
8.457 922 930 943 rBV 1526411 2570683 8.09% 1.664%
6010535 10361149 32.59% 6.708%
9.640 1120 1131 1139 rBV 5286979 8993881 28.29% 5.822%
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11 11.298 1406 1413 1420 rBV 2488957 4226504 13.30% 2.736%
12 13.698 1813 1821 1832 rBV 15137589 22612209 71.13% 14.639%
13 15.069 2047 2054 2062 rBV2 3820298 5886610 18.52% 3.811%
14 16.533 2297 2303 2324 rBV 10365776 15761645 49.58% 10.204%
15 17.786 2509 2516 2522 rBV2 5034342 7315773 23.01% 4_.736%

16 18.621 2654 2658 2667 rBvV2 296082 455212 1.43% 0.295%
17 20.345 2945 2951 2960 rBV 24777436 31788101 100.00% 20.579%

18 21.898 3209 3215 3221 rBV2 6515398 8997002 28.30% 5.824%
19 24.380 3629 3637 3649 rVB2 4156010 8839936 27.81% 5.723%

Sum of corrected areas: 154470550

8270-BN020718.M Tue Feb 20 10:25:34 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO0O0116.D

Aca On - 19 Feb 2018 18:46

Operator : JU/SJ

Sample : J1573-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA N\METHODS\8270-BN020718.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: BN000116.D

2e+07
1.5e+07

le+07

7.97
8.79 9.64
5000000 .
3.32 ' 11.30
7.58 8.46 A

3. 5.44 6.05

s L A

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN000116.D

20.34

2e+07

1.5e+07 13.70

16.53
le+07

5000000 15.07 1779

18,62

O o L e e B e B e 5 L e o B e L L LA e o

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN000116.D

2e+07

1.5e+07

le+07

21.90

5000000 24.38

P T T T T T T T T T T e e e e e e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00116.D

Aca On : 19 Feb 2018 18:46

Operator : JU/SJ

Sample : J1573-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.32 37.83 ng 4862700 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (3.322 min): BN000116.D (-51) (-) m/z 73.10 100.00%
73
5000 /\\\
87 U S AL L
320 3.40 3.60
0 ,....,‘...L?,g..'.,....}9?..,..1??,....,1??..,.... 2L Tm/z 43.10  28.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

43 3.20 3.40 3.60
87 m/z 87.05 26.04%

‘\ \‘ 9 I ‘
I -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

Abundance
73

87 S

3.20 340 3.60

5000 41 55 m/z 55.10 21.13%
27
0 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #4436: Pentane, 3-methoxy- e L REm e

73 3.20 3. 40 3.60

m/z 71.10 11.06%

5000
45
29
Lol P9 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 320 340 3.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00116.D

Aca On : 19 Feb 2018 18:46

Operator : JU/SJ

Sample : J1573-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknown5.44 Concentration Rank 6

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

5.44 3.11 ng 399856 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 .alpha.-D-Galactopvranoside. met... 249 C10H19NO6 017296-07-0 39
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 Dimethadione 129 C5H7NO3 000695-53-4 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 25

Abundance Scan 417 (5.440 min): BNO00116.D (-411) (-) m/z 43.05 100.00%
43
59
5000
2 101 )
5.0 540 560 5.80
3 SR ..-:|,...|.,$.5...-,..1.1.5,....,.... 22 m/z 59.10 57.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RIS UL IS I I
59 520 540 560 5.80
m/z 101.10 22 .44%
31 ‘ gz 101
- e e e e
m/z--> 20 Jo 60 85 100 120 140 160 180 200 220
Abundance
43
%9 RS U UL IR
520 5.40 5.60 5.80
5000 m/z 58.05 18.65%
101
3 g8 | 114...139
O "'l'"'|¥2§"|""ﬁ6?}7§|"'%%q '?}?'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester T R T TR T o
43 5.0 540 560 5.80

m/z 73.10 12._.12%

57
5000
29 101
15
‘ 73 85

m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00116.D

Aca On : 19 Feb 2018 18:46

Operator : JU/SJ

Sample : J1573-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 4 Benzene, 1l-methoxy-3-(2,2-d... Concentration Rank 5

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

6.05 3.22 ng 414007 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methoxv-3-(2.2-dicvan... 184 C11H8N20 002972-72-7 53
2 1-l1odo-2.3-epoxvpropane 184 C3H510 000624-57-7 28
3 6-Methoxv-5-auinolinecarbonitrile 184 C11H8N20 087299-97-6 28
4 1.1"-Biphenvl. 4-methoxv- 184 C13H120 000613-37-6 9
5 Isobutane 58 C4H10 000075-28-5 9

Abundance Scan 521 (6.051 min): BN0O00116.D (-514) (-) m/z 43.05 100.00%
43 184
5000
127
141 SN 1
169 5.80 6.00 6.20 6.40
0 ...,....-,~:..?~?....7,9....1,0.3.1.1.5,.!..i|-.1.5.1.,..'.., 20 "m/z 184.00  91.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48626: Benzene, 1-methoxy-3-(2,2-dicyanoethenyl)-
184
5000 114 1, 580 6.00 620 6.40
39 50 63 5, gg 103 141 156 m/z 126.90 33.75%
oL— R "MI : .“l ; I”‘l ; .Hl‘l I‘\lu; le AL -, - — .‘H.‘l I:l.??l AR EEE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29 184
>7 IRRRE RS SRS LR
5.80 6.00 6.20 6.40
5000 m/z 42.05 26 .38%
127
. 43 01 s,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48618: 6-Methoxy-5-quinolinecarbonitrile
184 5.80 6.00 6.20 6.40
m/z 140.90 25.79%
5000
141
114 155 169
oL 15 283950 63 75 88100 | 129 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 580 6.0 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00116.D

Aca On : 19 Feb 2018 18:46

Operator : JU/SJ

Sample : J1573-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 5 unknown7.97 Concentration Rank 1

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

7.97 87.25 ng 11214700 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 847 (7.969 min): BN000116.D (-840) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ % 7.60 7.80 8.00 8.20 8.0
ol 2 A Jrer |asus | njz 68.10  42.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA IR L AL
7.60 7.80 8.00 8.20 8.40
31 51 78 m/z 134.10 31.56%
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
7.60 7.80 8.00 8.20 8.0
5000 m/z 66.10 28.38%
33 aa o 105
o 60 80 115
LR S SN S UURLELLA R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e
57 132 7.60 7.80 8.00 8.20 8.40
24 m/z 69.05 17.59%
5000 og M°
o -‘-“‘. 89 qu\,w 18189 AN | W—
m/z--> 40 60 80 100 120 140 160 180 760 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN021918\
Data File : BN0O00116.D

Acq On : 19 Feb 2018 18:46

Operator : JU/SJ

Sample : J1573-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\8270-BN020718_.M
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... 3.32 37.8 ng 4862700 1 8.46 2570680 20.0
unknown5 .44 5.44 3.1 ng 399856 1 8.46 2570680 20.0
Benzene, 1l-methox... 6.05 3.2 ng 414007 1 8.46 2570680 20.0
unknown? .97 7.97 87.3 ng 11214700 1 8.46 2570680 20.0
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