LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092919.D

Acq On : 13 Feb 2017 15:43

Operator : SJ/MA

Sample - PB96883BL

Misc :

ALS Vial : 4 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-BF013017 .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 5.070 258 261 271 rVB 1295768 1581478 40.69% 5.292%
2 5.493 295 298 300 rBvV 2558892 2488289 64.02% 8.326%
3 6.521 385 388 390 rBV 2045530 2512210 64.64% 8.406%
4 6.647 397 399 402 rBV 2513519 2301623 59.22% 7.702%
5 6.876 417 419 422 rBVY 692964 806390 20.75% 2.698%

7.036 431 433 436 rBV 2867966 2627544 67.60% 8.792%
7.447 466 469 471 rBV 2286255 2250080 57.89% 7.529%
8.167 529 532 534 rBV 1281698 1138162 29.28% 3.809%
3917552 3886614 100.00% 13.005%
9.916 683 685 688 rBV 1397720 1243117 31.98% 4._.160%
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11 10.705 751 754 757 rBV 1590688 1481246 38.11% 4_957%
12 11.402 813 815 817 rBV 1544686 1294462 33.31% 4_.332%
13 12.991 951 954 956 rBV 3869113 3821485 98.32% 12.788%
14 14.042 1043 1046 1048 rBV 1116341 1225280 31.53% 4_.100%

15 14.419 1073 1079 1084 rBV4 11830 53025 1.36% 0.177%

16 15.482 1169 1172 1175 rBV 788215 1046639 26.93% 3.502%

17 15.882 1199 1207 1208 rBV6 12014 44951 1.16% 0.150%

18 16.191 1229 1234 1241 rVB2 21825 81882 2.11% 0.274%
Sum of corrected areas: 29884477
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LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF021317\

Data Path :

Data File : BF092919.D

Acq On : 13 Feb 2017 15:43
Operator : SJ/MA

Sample - PB96883BL

Misc :

ALS Vial : 4

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092919.D

Acq On : 13 Feb 2017 15:43

Operator : SJ/MA

Sample - PB96883BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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.

5.07 39.22 ng 1581480 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 261 (5.070 min): BF092919.D (-258) (-) m/z 43.05 100.00%
a3
59
5000
1o 480 500 520 540
sl e &8 | 259 10 56.840
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 17 .24%
15 31 101
\ 25,77 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.64%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 A
Abundance #8114: 3-Hexanol, 4-methyl- e
59 480 5.00 5.20 5.40
m/z 41.10 8.78%
5000 41
31
| T
"'I'}é'l"'hl "'Jiﬂ"'|§?uk"' 'ﬂi""l'"MI"'Q?I""I' R A L S I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092919.D

Acq On : 13 Feb 2017 15:43

Operator : SJ/MA

Sample - PB96883BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 2 unknown6.65 Concentration Rank 2

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

6.65 57.08 ng 2301620 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 399 (6.647 min): BF092919.D (-397) (-) m/z 132.10 100.00%
5000 68
0 54 || o 9|6 o " 640 6.60 6.80 7.00
AN W - N | N — m/z 68.10  46.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL U IR I
6.40 6.60 6.80 7.00
m/z 134.10 32.54%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 28.97%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e A P
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.81%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN | T U
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092919.D

Acq On : 13 Feb 2017 15:43

Operator : SJ/MA

Sample - PB96883BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.07 39.2 ng 1581480 1 6.88 806390 20.0
unknown6 .65 6.65 57.1 ng 2301620 1 6.88 806390 20.0
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