LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084406.D

Acq On : 12 Jan 2016 4:08

Operator : SJ/UM

Sample : H1067-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 height area % max. total
1 5.024 255 257 266 rvVB 757082 1134639 11.38% 1.623%
2 5.459 293 295 298 rBV 4201077 4176977 41.89%% 5.974%
3 6.487 383 385 388 rBvV 2175091 2481416 24.89% 3.549%
4 6.624 394 397 399 rBV 8263845 7644055 76.67% 10.932%
5 6.853 415 417 419 rBV 2660634 2249667 22.56% 3.217%

7.013 428 431 433 rVB 8532374 8220003 82.44% 11.756%
7.425 463 467 469 rBV 6744200 7418739 74.41% 10.610%
8.145 527 530 532 rBV 2308471 2836308 28.45% 4_.056%
9.219 621 624 627 rBVY 10051353 9970410 100.00% 14.259%
9.893 680 683 685 rBvY 3570087 3098076 31.07% 4.431%

=
QO ~NO®

11 10.682 749 752 755 rBV 5368434 5913830 59.31% 8.458%
12 11.379 810 813 815 rBV 3018522 2765890 27.74% 3.956%
13 11.596 829 832 835 rBvV 155206 243020 2.44% 0.348%
14 12.751 930 933 935 rBvV 119091 191396 1.92% 0.274%
15 12.785 935 936 938 rvv2 123352 133752 1.34% 0.191%

16 12.968 949 0952 954 rBV 7364325 7734179 77.57% 11.061%
17 13.871 1029 1031 1035 rBV 67104 108872 1.09% 0.156%

18 14.008 1041 1043 1046 rBV 1781495 1918738 19.24% 2.744%
19 15.437 1165 1168 1171 rBV 1274494 1682335 16.87% 2.406%

Sum of corrected areas: 69922302
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084406.D

Acqg On : 12 Jan 2016 4:08

Operator : SJ/UM

Sample : H1067-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084406.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084406.D

Acq On : 12 Jan 2016 4:08

Operator : SJ/UM

Sample : H1067-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.02 10.09 ng 1134640 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 257 (5.024 min): BF084406.D (-255) (-) m/z 43.10 100.00%
a3
59
5000
101 ISR S SRR UL
460 4.80 5.00 5.20 5.40
el sell ee & | h/7 59.10  56.5%%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR S SRR UL
460 4.80 5.00 5.20 5.40
m/z 58.10 15.43%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 101.10 15.37%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T EEaEE B EE
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.45%
5000 41
31
| T
T |'%§' |"'M| ""‘iH"' |§§HL e '|"'9?|"' T [rrrr T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084406.D

Acq On : 12 Jan 2016 4:08

Operator : SJ/UM

Sample : H1067-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.62 Concentration Rank 2

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

6.62 67.96 ng 7644060 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 397 (6.624 min): BF084406.D (-394) (-) m/z 132.00 100.00%
5000 68
20 54 % J 620 6.40 6.60 6.80 7.00
7 . . . . .
ol e \sus o h77 68.10  46.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR LA RS AR L
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 34.92%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 29.75%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- e B mEE R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.29%
5000
63 81
31 59 ! ‘\‘ w72\ ‘\ 92 10\1‘ 1:!-\2 |
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\BF011116\
Data File : BF084406.D

Acq On : 12 Jan 2016 4:08

Operator : SJ/UM

Sample : H1067-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.02 10.1 ng 1134640 1 6.85 2249670 20.0
unknown6 .62 6.62 68.0 ng 7644060 1 6.85 2249670 20.0
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