LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084389.D

Acq On : 11 Jan 2016 19:40

Operator : SJ/UM

Sample : H1065-02

Misc :

ALS Vial : 19 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 5.024 256 257 266 rvVB 852066 1199002 11.80% 1.575%
2 5.459 293 295 298 rBV 5904352 5520433 54.34% 7.253%
3 6.499 383 386 388 rBvV 2890178 3998898 39.36% 5.254%
4 6.624 394 397 399 rBvV 8933564 8408531 82.77% 11.048%
5 6.853 415 417 419 rBV 2938205 2474427 24_.36% 3.251%

7.013 428 431 433 rVB 8395445 8151852 80.24% 10.710%
7.425 464 467 469 rBV 6940360 7522030 74.04% 9.883%
8.145 527 530 532 rBV 2757264 3140500 30.91% 4.126%
9.219 621 624 627 rBY 10421108 10159162 100.00% 13.348%
9.608 656 658 660 rBvV 218108 209086 2.06% 0.275%

=
QO ~NO®

11 9.893 681 683 686 rBVY 3862593 3340313 32.88% 4 _.389%
12 10.328 718 721 723 rBV2 149590 167294 1.65% 0.220%
13 10.682 749 752 755 rBV 5549093 6155816 60.59% 8.088%
14 10.796 761 762 767 rVB 140499 203853 2.01% 0.268%
15 11.379 810 813 815 rBV 3268777 3012749 29.66% 3.958%

16 11.596 830 832 837 rBV 71711 106644 1.05% 0.140%
17 12.968 949 0952 954 rBV 8389097 8393348 82.62% 11.028%
18 13.882 1029 1032 1038 rBV 73138 192495 1.89% 0.253%
19 14.008 1041 1043 1046 rBV 1844653 2009607 19.78% 2.640%
20 15.437 1165 1168 1171 rBV 1324407 1744817 17.17% 2.292%

Sum of corrected areas: 76110857
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084389.D

Acq On : 11 Jan 2016 19:40

Operator : SJ/UM

Sample : H1065-02

Misc :

ALS Vvial : 19 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: BF084389.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084389.D

Acq On : 11 Jan 2016 19:40

Operator : SJ/UM

Sample : H1065-02

Misc :

ALS Vial : 19 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 9.69 ng 1199000 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 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 257 (5.024 min): BF084389.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 ISR S RS U
4.60 4.80 5.00 5.20 5.40
e 3t B30 88 | 59,05 56.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR S RN UL
4.60 4.80 5.00 5.20 5.40
m/z 101.10 16.13%
15 31 101
\ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 58.10 15.38%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.32%
5000 41
31
| [
"'I'}é'I"'MI""MIM"IéﬁlL""'i""l""I' '??I""I' ISR N SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 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 : BF084389.D

Acq On : 11 Jan 2016 19:40

Operator : SJ/UM

Sample : H1065-02

Misc :

ALS Vial : 19 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 2 unknown6.62 Concentration Rank 1

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

6.62 67.96 ng 8408530 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 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 397 (6.624 min): BF084389.D (-394) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 640 6.60 6.80 7.00
7 . . . .
Ter lysus |l es 10 47 50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I I L
6.20 6.40 6.60 6.80 7.00
21 78 m/z 134.00 35.51%
I'J'NllJl'l'l"l""lﬂ"'l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 30.41%
92
65
o7 39 51 77 105 .4
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e B B
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 19.37%
5000 og 116
N ..,....,.?g II¥Q7 ‘ 158 ..,.1??. RN AU | GRS
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 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 : BF084389.D

Acq On : 11 Jan 2016 19:40

Operator : SJ/UM

Sample : H1065-02

Misc :

ALS Vial : 19 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 9.7 ng 1199000 1 6.85 2474430 20.0
unknown6 .62 6.62 68.0 ng 8408530 1 6.85 2474430 20.0
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