LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089764.D

Aca On 17 Aug 2016 15:49

Operator : UM/SJ

Sample : H4476-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing

Sampling

Start Thrs: 0.2
Stop Thrs - O

- ON Filtering: 5

-1 Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method

Title

Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY
1 1.667 6 7 16 rvv
2 1.793 16 18 64 rvB
3 4.844 282 285 292 rBvVY
4 5.279 320 323 325 rBvV
5 6.330 412 415 417 rBVY

=
QO ~NO®

11 7.908 551 553 557 rBvV
12 7.988 557 560 562 rVB
13 8.262 581 584 586 rvVB
14 9.073 652 655 657 rvB
15 9.462 686 689 691 rBvV

16 9.736 710 713 715 rBV
17 10.525 777 782 784 rBV
18 11.211 839 842 844 rBV
19 11.531 868 870 876 rBvV
20 11.759 888 890 892 rBV

21 12.548 957 959 965 rBV
22 12.811 978 982 984 rBV
23 13.862 1071 1074 1076 rVvVv
24 15.314 1198 1201 1203 rBV

Sum of corrected areas:

8270-BF081616.M Thu Aug 18 17:21:

peak
heiaht
1656133
12766119
1157266
8157595
5175512

12662020
4444675
188113
14107476
10115304

241588
4983112

614747
18187426
1073311

6786001

10708773

6731432
139537
508413

390261
15454650
4162128
3085829

01 2016

corr. corr.
area % max.
2921125 9.19%
31800102 100.00%
1675371 5.27%
8028582 25.25%
5239749 16.48%
15316008 48.16%
3728273 11.72%
327370 1.03%
13234659 41.62%
11650372 36.64%
430916 1.36%
5235671 16.46%
674589 2.12%
21734743 68.35%
880397 2.77%
6052249 19.03%
12891269 40.54%
5881683 18.50%
320173 1.01%
523469 1.65%
472404 1.49%
19424013 61.08%
5440881 17.11%
4241993 13.34%
178126061

% of

total

1.640%
17.853%
0.941%
4_.507%
2.942%

8.598%
2.093%
0.184%

7.430%

6.541%

0.242%
2.939%
0.379%
12.202%
0.494%

3.398%
7.237%
3.302%
0.180%
0.294%

0.265%
10.905%
3.055%
2.381%
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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\BF081716\
: BF0O89764.D

: 17 Aug 2016 15:49

: UM/SJ

: H4476-09

34 Sample Multiplier: 1

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance TIC: BF089764.D
1.5e+07 6.86
179 6.47
1le+07 2
5.28
6.33]
5000000 6.70
1.67
4.84
L 6'#, L
O I L o e e e e o e e e e e T L e e o e e S s s s o e e |
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089764.D
9|07
12.81
1.5e+07
10.52
1le+07
9.74 11.21
5000000 .99
9.46 J
8.26 11.76
DL/ | S0y iU | N R | S | U N - . . | W
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089764.D
1.5e+07
1le+07
5000000 13.86
15.31
OFr—=r—TT T T T T e e T T ——— T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089764.D

Aca On 17 Aug 2016 15:49

Operator : UM/SJ

Sample : H4476-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.84 8.99 ng 1675370 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 285 (4.844 min): BF089764.D (-282) (-) m/z 43.00 100.00%
43
59
5000
il Tk ek 5k 5%
83 : : : :
o....,....','-...~.'|,..7.1.,-....~,....,....,....,....,....,.295?. m/z 59.10 57.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L I R R
59 460 480 500 520
m/z 101.00 22 .15%
15 4 101
83
Ol e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520
5000 m/z 58.00 17.29%
29 101
0 15 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.60 4.80 5.00 5.20
m/z 41.05 8.18%
5000 41
o Wyl |7 126 147
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089764.D

Aca On 17 Aug 2016 15:49

Operator : UM/SJ

Sample : H4476-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.47 Concentration Rank 2

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

6.47 82.16 ng 15316000 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 427 (6.467 min): BF089764.D (-424) (-) m/z 132.00 100.00%
132
5000 68
| % " 620 640 6.60 6.80
40 54 . . .
Obrrriprris82 L4218 w75 aes 281 m/z 134.00 37.24%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R A A
6.20 6.40 6.60 6.80
2 ‘ m/z 68.10 35.74%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 132
74 " 620 640 6.60 6.80
5000 gg 116 m/z 66.10 22.76%
0 158 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e
132 6.20 6.40 6.60 6.80
m/z 96.00 14 _.47%
5000 67
41 97
117
0....,..%4,...., ...,.”.... R RARR R R R R s E s Ry T e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089764.D

Aca On 17 Aug 2016 15:49

Operator : UM/SJ

Sample : H4476-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Benzothiazole Concentration Rank 6

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

8.26 2.58 ng 674589 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 90
3 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 78
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 72
5 Adenine 135 C5H5N5 000073-24-5 64

Abundance Scan 584 (8.262 min): BF089764.D (-581) (-) m/z 135.00 100.00%
135
5000
108
© w . | TTab0 820 840 560
45 58 )
Ol Ll 98 L 297 77 108.00  30.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15455:; Benzothiazole
135
5000 108 800 8. zb' 840 860
m/z 69.00 13.96%

45 58‘
0 H‘\H\‘ L L ‘\
,,,,,,,,,,
m/z--> 20 100 120 140 160 180 200
Abundance
135

8.00 8.20 8.40 8.60

5000 41 m/z 136.00 8.91%
108
54 69 120
oL 15 27 go %t 149 176
i o e B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15459: 1,2-Benzisothiazole e
135 8.00 8.20 8.40 8.60
m/z 82.00 8.43%
5000
69 108
45 58 ‘ 9‘1
ob b L L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081716\
Data File : BF089764.D

Acq On 17 Aug 2016 15:49

Operator : UM/SJ

Sample - H4476-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616.M
Quant Title : 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]
2-Pentanone, 4-hy... 4.84 9.0 ng 1675370 1 6.70 3728270 20.0
unknown6 .47 6.47 82.2 ng 15316000 1 6.70 3728270 20.0
Benzothiazole 8.26 2.6 ng 674589 2 7.99 5235670 20.0
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