LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011617\
Data File : BF092288.D

Aca On : 16 Jan 2017 16:42

Operator : UM/SJ

Sample : PB96013BL

Misc :

ALS Vial : 37 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-BF122116.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 3.204 120 124 131 rBvV 83775 185279 3.17% 0.457%
2 4.678 251 253 265 rBV 931978 1347502 23.06% 3.320%
3 5.159 293 295 307 rBVY 2393280 2885499 49.37% 7.110%
4 6.221 386 388 396 rBY 2512904 2817685 48.21% 6.943%
5 6.336 396 398 400 rBVY 2726390 2905167 49.71% 7.158%

6.564 415 418 420 rBvV 953600 1161103 19.87% 2.861%
6.713 429 431 434 rBV 3520186 3593678 61.49% 8.855%
7.136 465 468 470 rBV 3304365 3372435 57.70% 8.310%
7.845 528 530 533 rBV 1442564 1580105 27.04% 3.893%
8.930 622 625 627 rBV 5467715 5844284 100.00% 14.400%

=
QO ~NO®

11 9.593 680 683 685 rBVY 2098436 1927958 32.99% 4_750%
12 10.382 749 752 755 rBV 1931917 1912202 32.72% 4.712%
13 11.068 810 812 815 rBV 2076291 1958143 33.51% 4._.825%
14 12.656 948 951 954 rBV 5264694 5470790 93.61% 13.480%
15 13.697 1039 1042 1044 rBV 2048198 1966173 33.64% 4._.845%

16 15.045 1157 1160 1163 rBV 1420737 1656704 28.35% 4.082%

Sum of corrected areas: 40584707
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011617\
Data File : BF092288.D

Aca On : 16 Jan 2017 16:42

Operator : UM/SJ

Sample : PB96013BL

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF092288.D

6.34

5. 16 6. 22

4.68

3.20

6.71

7.14

o=
Time-->

3.50

4.00

T
4.50 5.50

Abundance

5000000

4000000

3000000

2000000

7.84

1000000

TIC: BF092288.D

10.38 11.07

0

Time-->

8.

12.00

10.50 11.00 11.50

9.50

10.00

T
00 8.50

9.00

12.50

13.00 13.50

Abundance

5000000

4000000

3000000

B.70

2000000

1000000

TIC: BF092288.D

15.05

0
Time-->

18.00

17.00 17.50

16.50

15.50 16.00

15.00

14.00 14.50

18.50

19.00

8270-BF122116.

M Tue Jan 17 15:17:43 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011617\
Data File : BF092288.D

Aca On : 16 Jan 2017 16:42

Operator : UM/SJ

Sample : PB96013BL

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.68 23.21 ng 1347500 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 253 (4.678 min): BF092288.D (-251) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
4.40 4.60 4.80 5.00
Ob e el 890 830 m/z 59.10 58.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I L L I
59.0 440 460 480 500
0
150 1010 m/z 101.00 19.18%
e 83.0 |
e S I S SULIULS SURIL IS IULILS IULI LS SIS LI
m/z--> 10 40 50 60 70 80 90 100 110
Abundance
43.0
570 440 460 480 5.00
5000 m/z 58.10 14.71%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
54.0 4.40 4.60 4.80 5.00
m/z 41.10 9.00%
5000 41.0
31.0
69.0 87.0
15.0 M L] s0.0 ) 98.0
0"'I'”'I"”I"'W""P"'I'”'I"”I"'W'"'P"'I' IABERRAEE LR SRR UL
m/z--> 10 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011617\
Data File : BF092288.D

Aca On : 16 Jan 2017 16:42

Operator : UM/SJ

Sample : PB96013BL

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 3 unknown6.34 Concentration Rank 2

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

6.34 50.04 ng 2905170 1,4-Dichlorobenzene-d4 6.56
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 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 398 (6.336 min): BF092288.D (-396) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SRR U SR L
40.0 54.0 J 6.00 6.20 6.40 6.60
bt :|-.|.'.8,1-9. Agao W m/z 68.05 37.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SNSRI SR SRR
6.00 6.20 6.40 6.60
310 5L0 m/z 134.00 33.58%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tho 550 om0 ok
5000 ggo 1160 m/z 66.00 22.03%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal L AR Emr e
132.0 6.00 6.20 6.40 6.60
m/z 69.05 13.90%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... I
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011617\
Data File : BF092288.D

Acq On : 16 Jan 2017 16:42

Operator : UM/SJ

Sample : PB96013BL

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.68 23.2 ng 1347500 1 6.56 1161100 20.0
unknown6 .34 6.34 50.0 ng 2905170 1 6.56 1161100 20.0
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