LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083722.D

Aca On : 12 Dec 2015 3:57

Operator : UM/I1Z

Sample : 6G4648-06

Misc :

ALS Vial : 25 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-BF121115.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 5.116 262 265 272 rVB 477566 724152 17 .45% 2.236%
2 5.527 298 301 304 rBVY 2529169 3547601 85.50% 10.953%
3 6.544 387 390 393 rBVY 2673783 3219897 77 .60% 9.941%
4 6.693 400 403 405 rBVY 3449994 3673340 88.53% 11.341%
5 6.922 421 423 425 rVB 944459 777121 18.73% 2.399%

6 7.082 434 437 439 rBV 3123744 2811563 67.76% 8.681%
7 7.482 469 472 474 rBV 2256599 2216843 53.42% 6.844%
8 8.202 533 535 538 rvB 867801 982420 23.68% 3.033%
9 9.288 627 630 632 rVB 3561076 4149450 100.00% 12.811%
10 9.676 661 664 666 rBvV 638360 629900 15.18% 1.945%
11 9.905 682 684 686 rBvV 47296 46618 1.12% 0.144%
12 9.962 686 689 691 rBV 1099977 1103120 26.58% 3.406%
13 10.396 726 727 729 rVB 67786 60135 1.45% 0.186%
14 10.739 755 757 760 rBV 2062052 2282517 55.01% 7.047%
15 10.876 767 769 773 rBV 46661 88387 2.13% 0.273%

16 11.436 816 818 820 rBV 1281309 1073004 25.86% 3.313%
17 13.025 954 957 959 rBV 3382341 3543524 85.40% 10.940%
18 14.065 1045 1048 1050 rBV 988329 888278 21.41% 2.743%
19 15.505 1171 1174 1177 rBV 484487 571478 13.77% 1.764%

Sum of corrected areas: 32389348
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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\BF121115\

BF083722.D
12 Dec 2015
umziz
G4648-06

25

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

3:57

Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083722.D

Aca On : 12 Dec 2015 3:57

Operator : UM/I1Z

Sample : 6G4648-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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.

5.12 18.64 ng 724152 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 265 (5.116 min): BF083722.D (-262) (-) m/z 43.10 100.00%
a3
59
5000
101 SRR SRR U LR
51 | o7 83 | 4.80 5.00 5.20 5.40
e A S m/z 59.10 52.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AL R R I
59 480 500 520 540
m/z 58.10 18.96%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 101.10 17.37%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime A RmE e EARES
43 4.80 5.00 5.20 5.40
m/z 41.10 8.44%
5000
101
15 31 | %8 g9 gp
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083722.D

Aca On : 12 Dec 2015 3:57

Operator : UM/I1Z

Sample : 6G4648-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 2 unknown6.69 Concentration Rank 1

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

6.69 94 .54 ng 3673340 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 403 (6.693 min): BF083722.D (-400) (-) m/z 132.10 100.00%
132
5000 68
40 | ¥ 640 6.60 6.80 7.00
54 75 104 . . .
..,....,....,....,".'..7.,::..??...'....,..f.‘?,....,....,.1.1.5.,....,"...,.. m/z 68.10 38.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ERDNUMARSE U L A
6.40 6.60 6.80 7.00
78 m/z 134.10 33.97%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 24.99%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole S Ammanns L e
132 6.40 6.60 6.80 7.00

m/z 96.10 16.21%

5000
104
51 66 77
14 27 37 44°-58 | 89 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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121115\
Data File : BF083722.D

Acq On : 12 Dec 2015 3:57

Operator : UM/1Z

Sample - G4648-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121115_.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... 5.12 18.6 ng 724152 1 6.92 777121 20.0
unknown6 .69 6.69 94.5 ng 3673340 1 6.92 777121 20.0
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