LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104113.D

Aca On : 31 Mar 2018 00:25

Operator : JU/SJ

Sample : J2146-03

Misc :

ALS Vial : 22 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-BF032818.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 2.275 28 32 38 rvB 49923 62050 4_.51% 0.493%
2 5.187 524 527 534 rBV 35427 42674 3.10% 0.339%
3 5.587 592 595 624 rBV 577590 1050250 76.36% 8.346%
4 6.586 762 765 786 rBV 575591 1146426 83.35% 9.110%
5 6.728 786 789 818 rVB 985717 1345384 97.82% 10.691%

6 6.957 825 828 850 rBvV 321013 528341 38.41% 4_.199%
7 7.110 850 854 879 rVvB 869708 999016 72.64% 7.939%
8 7.522 921 924 948 rBV 354451 708978 51.55% 5.634%
9 7.675 948 950 958 rVB3 16168 19780 1.44% 0.157%
10 8.239 1042 1046 1067 rBV 545563 753166 54.76% 5.985%
11 9.310 1224 1228 1237 rBV 1213683 1375356 100.00% 10.929%
12 9.704 1291 1295 1301 rVB 51508 58966 4._.29% 0.469%
13 9.904 1326 1329 1333 rVB 27376 21669 1.58% 0.172%
14 9.992 1341 1344 1356 rBV 670035 776299 56.44% 6.169%
15 10.404 1411 1414 1417 rVB 31135 23084 1.68% 0.183%
16 10.786 1476 1479 1492 rBV 482113 687768 50.01% 5.465%
17 10.874 1492 1494 1500 rVB3 24543 31670 2.30% 0.252%
18 11.492 1595 1599 1616 rBV 515935 666238 48.44% 5.294%
19 12.945 1839 1846 1853 rBV3 17736 24539 1.78% 0.195%

20 13.074 1864 1868 1881 rBV 1027254 1126062 81.87% 8.948%

21 13.951 2014 2017 2022 rBV3 22347 29827 2.17% 0.237%
22 14.145 2046 2050 2058 rBV 482557 627719 45.64% 4.988%
23 15.680 2306 2311 2324 rVB2 280856 478738 34.81% 3.804%

Sum of corrected areas: 12584000
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF033018\

BF104113.D

31 Mar 2018 00:25

JussJ

J2146-03

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104113.D

Aca On : 31 Mar 2018 00:25

Operator : JU/SJ

Sample : J2146-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

2.27 2.35 ng 62050 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
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 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (2.269 min): BF104113.D (-28) (-) m/z 73.10 100.00%
(<} ?
5000
43
55 87
| 2.202.302.40 2.50 2.60 2.70
e bl e e b e || M7z 43.05 36 75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 2.202.302.40 2.50 2.60 2.70
55 87 m/z 55.00 29.34%
29
'w'“'w?§w'“'w'“|“§n'“'w'“|“'w'“'w'“l“'w'“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.202.30 2.40 2.50 2.60 2.70
5000 a1 55 m/z 87.10 24 .58%
29
47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 2.202.302.40 2.50 2.60 2.70
m/z 71.10 13.23%
5000
45
29
N S 67 ) 101 \ |
MU IURLE UL U UL U UL B B B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104113.D

Aca On : 31 Mar 2018 00:25

Operator : JU/SJ

Sample : J2146-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 1

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

6.73 50.93 ng 1345380 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 789 (6.728 min): BF104113.D (-786) (-) m/z 132.00 100.00%
5000 68
| o J 6.40 6.60 6.80 7.00
40 54 . . . .
et M 7 e L apsus W h/; 68.10  37.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.28%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.00%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 15.31%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SNNNNNNNNN |-
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF033018\
Data File : BF104113.D

Acq On : 31 Mar 2018 00:25

Operator : JU/SJ

Sample - J2146-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.27 2.4 ng 62050 1 6.96 528341 20.0
unknown6.73 6.73 50.9 ng 1345380 1 6.96 528341 20.0
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