LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120616\
Data File : BF091462.D

Aca On : 6 Dec 2016 16:53

Operator : UM/SJ

Sample : H5840-04

Misc :

ALS Vial : 12 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-BF112916.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

5.007 236 238 241 rBV 299906 313450 7.06% 1.209%
5.430 273 275 278 rBV 800629 880679 19.84% 3.396%
rBv 587101 581754 13.11% 2.243%
6.607 375 378 380 rBV 1704521 1878670 42.33% 7.244%
6.836 396 398 401 rBV 972825 850326 19.16% 3.279%
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6.996 409 412 414 rVB 3498624 3121581 70.33% 12.037%
7.407 444 448 450 rBV 2235124 2920444 65.80% 11.261%
8.127 508 511 513 rBV 969851 1177405 26.53% 4._.540%
9.202 602 605 607 rBV 4616096 4438362 100.00% 17.114%
9.876 661 664 666 rBVY 1558924 1465577 33.02% 5.651%

=
QO ~NO®

11 10.653 730 732 735 rBvV2 976530 1381131 31.12% 5.326%
12 11.351 791 793 796 rBV 981463 1200055 27.04% 4.627%
13 12.939 929 932 935 rBV 3491973 4200527 94.64% 16.197%
14 13.979 1021 1023 1026 rBV 635906 774638 17.45% 2.987%
15 15.408 1145 1148 1151 rBV 643354 748794 16.87% 2.887%

Sum of corrected areas: 25933393
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120616\
Data File : BF091462.D

Aca On : 6 Dec 2016 16:53

Operator : UM/SJ

Sample : H5840-04

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091462.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120616\
Data File : BF091462.D

Aca On : 6 Dec 2016 16:53

Operator : UM/SJ

Sample : H5840-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.01 7.37 ng 313450 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 238 (5.007 min): BF091462.D (-236) (-) m/z 43.00 100.00%
43
59
5000
51 | o 460 480 500 520 540
Ol prrrrperrr el Sl 88 m/Z 59.00 55.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 DS SRS AR L I
460 480 500 520 5.40
59 101 m/z 58.00 14.70%
0 21 36 | 51 ‘ 67 76 83 91 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
460 480 500 520 540
5000 m/z 101.00 12.51%
41
ol 50 73 86
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13231.: 3—Heptano|, 4—methy|— | NS B L LB B N B
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.07%
5000
27 41
83 101
0"'P"'P"'I”"I'”'?%'”I"'Tﬁ"'I'”'?%'”I"”%%?'W"}%q"' S SRR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120616\
Data File : BF091462.D

Aca On : 6 Dec 2016 16:53

Operator : UM/SJ

Sample : H5840-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 unknown6.61 Concentration Rank 2

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

6.61 44_.19 ng 1878670 1,4-Dichlorobenzene-d4 6.84
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 378 (6.607 min): BF091462.D (-375) (-) m/z 132.00 100.00%
5000 68
40 % 620 6.40 6.60 6.80 7.00
54 : : : : :
o [ | Weus W+ m/z 68.10 36.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I RS R R
620 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.16%
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 .40%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e B L e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .48%
5000 og M°
I I 89%‘;,&97,\,\",,“_ s 189 S |V | A
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091462.D

Acq On : 6 Dec 2016 16:53

Operator : UM/SJ

Sample - H5840-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.01 7.4 ng 313450 1 6.84 850326 20.0
unknown6 .61 6.61 44_.2 ng 1878670 1 6.84 850326 20.0
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