LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\
Data File : BF093370.D
Aca On : 3 Mar 2017 20:34 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?2?:'6 - 12086-02 SRI-MW-6-20170302
ALS Vial : 9 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-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 heiaht area % max. total
1 4.933 247 249 256 rVB 256024 320983 6.23% 0.854%
2 5.379 286 288 297 rBVY 1879165 2561231 49.73% 6.817%
3 5.927 333 336 339 rBV 55017 55200 1.07% 0.147%
4 6.430 378 380 388 rBVY 1815385 1951005 37.88% 5.193%
5 6.556 388 391 393 rBVY 3620985 4168763 80.94% 11.096%
6 6.784 408 411 413 rBV 1105476 1105786 21.47% 2.943%
7 6.944 422 425 427 rBV 2674502 3585393 69.62% 9.543%
8 7.356 459 461 464 rBV 2841587 3104835 60.29% 8.264%
9 8.076 521 524 526 rBVY 1498036 1549409 30.08% 4.124%
10 9.150 615 618 620 rBY 4885644 5150181 100.00% 13.708%
11 9.539 650 652 654 rBV 88273 122270 2.37% 0.325%
12 9.756 668 671 674 rBV 44134 80012 1.55% 0.213%
13 9.825 674 677 679 rBVY 1485255 1610782 31.28% 4.287%
14 10.225 710 712 713 rBV 47107 51886 1.01% 0.138%
15 10.248 713 714 716 rVB 86369 67291 1.31% 0.179%

16 10.613 743 746 749 rBV 2657371 2806738 54.50% 7.471%
17 10.716 754 755 762 rVB2 90919 145103 2.82% 0.386%
18 11.162 792 794 800 rvB2 74158 118017 2.29% 0.314%
19 11.299 804 806 809 rBv2 1453009 1613977 31.34% 4._.296%

20 11.528 823 826 830 rBv4 49597 86179 1.67% 0.229%
21 11.596 830 832 834 rBvV 89873 99045 1.92% 0.264%
22 11.996 865 867 869 rBvV 75811 64111 1.24% 0.171%

23 12.888 942 945 948 rBV 3937526 4583475 89.00% 12.200%
24 13.779 1020 1023 1027 rBV 87239 118402 2.30% 0.315%
25 13.939 1035 1037 1040 rVB 1446027 1398951 27.16% 3.724%

26 15.357 1158 1161 1168 rBV 835894 1050587 20.40% 2.796%

Sum of corrected areas: 37569612
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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\BF030317\

BF093370.D

3 Mar 2017 20:34

SJ/MA

12086-02

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

SRI-MW-6-20170302
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093370.D

Aca On : 3 Mar 2017 20:34

Operator : SJ/MA

3?22 le 12086-02 SRI-MW-6-20170302
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 5.81 ng 320983 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 249 (4.933 min): BF093370.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
| 61 1°|“ 460 480 500 520
L L e R I A L o m/z 59.10 57.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- L
43.0
5000 L L I L L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 16.07%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 14.41%
410 101.0
15.0 310 77 500 69.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: l—Propen—Z—oI, acetate L L L BB B
43.0 4.60 4.80 5.00 5.20
m/z 41.10 7.79%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093370.D

Aca On : 3 Mar 2017 20:34

Operator : SJ/MA

Sample : 12086-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.56 Concentration Rank 1

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

6.56 75.40 ng 4168760 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 391 (6.556 min): BF093370.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 rrrrTyTTTT T T T T T T
40.1 54.0 6.20 6.40 6.60 6.80
M.'?}-?. TR | — m/z 68.10 36.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SSURE A E
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.41%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 23.80%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.10 14 .25%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN |
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\

Data File : BF093370.D

Acq On : 3 Mar 2017 20:34

Operator : SJ/MA

3?22 le 12086-02 SRI-MW-6-20170302
ALS Vial : 9 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... 4.93 5.8 ng 320983 1 6.78 1105790 20.0
unknown6 .56 6.56 75.4 ng 4168760 1 6.78 1105790 20.0
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