LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\
Data File : BF093375.D
Aca On : 3 Mar 2017 22:51 Instrument :
Operator : SJ/MA EﬁAfs el

- _ lentosampleld :
3?2?:'6 - 12086-07 SRI-MW-X-20170302
ALS Vial : 14 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 2.212 8 11 18 rVvB2 29922 60214 1.02% 0.153%
2 4.933 248 249 257 rBV 214746 313065 5.28% 0.796%
3 5.378 286 288 298 rBVY 2033966 2716289 45.85% 6.906%
4 6.430 377 380 388 rBY 1738144 1837338 31.01% 4.671%
5 6.556 388 391 393 rBY 3757381 4405539 74.36% 11.201%

6 6.784 408 411 413 rBV 1083213 1172754 19.80% 2.982%
7 6.933 422 424 427 rBV 2742736 3785716 63.90% 9.625%
8 7.356 458 461 464 rBV 3204710 3359705 56.71% 8.542%
9 8.064 521 523 526 rBV 1096206 1552600 26.21% 3.947%
10 9.150 614 618 620 rBV 4928371 5924447 100.00% 15.063%
11 9.539 650 652 654 rBvY 108306 115875 1.96% 0.295%
12 9.745 669 670 674 rBvV 47996 91811 1.55% 0.233%
13 9.813 674 676 679 rVV 1294347 1742047 29.40% 4._.429%
14 10.248 712 714 716 rVB 92764 77550 1.31% 0.197%

15 10.613 743 746 748 rBV 2789559 3059315 51.64% 7.778%

16 10.716 754 755 760 rVB 114461 140258 2.37% 0.357%
17 11.162 792 794 796 rBV 77456 88783 1.50% 0.226%
18 11.299 804 806 809 rBV 1613351 1661319 28.04% 4.224%
19 12.888 942 945 948 rBV 4127349 4423365 74.66% 11.246%
20 13.779 1020 1023 1027 rBV 80946 107887 1.82% 0.274%

21 13.939 1035 1037 1040 rBV 1607474 1506788 25.43% 3.831%
22 15.357 1158 1161 1172 rVB 896414 1188699 20.06% 3.022%

Sum of corrected areas: 39331364
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF030317\
Data File : BF093375.D

Aca On : 3 Mar 2017 22:51

Operator : SJ/MA

Sample : 12086-07

Misc :

ALS Vvial : 14 Sample Multiplier: 1

: Z:\HPCHEM1I\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

SRI-MW-X-20170302

Abundance TIC: BF093375.D
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Library Search Compound Report

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

Data File : BF093375.D

Aca On : 3 Mar 2017 22:51

Operator : SJ/MA

ﬁ?ggle i 12086-07 SRI-MW-X-20170302
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 5.34 ng 313065 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 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 249 (4.933 min): BF093375.D (-248) (-) m/z 43.00 100.00%
43.0
59.1
5000
| mo W0 450 50 5k
SRR SSMSOY 1 SN S| PSS MM m/z 59.10 55.47%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN UL R
59.0 460 4.80 5.00 5.20
0
150 a0 1010 m/z 101.10 15.11%
"'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 15.04%
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 #8164: Propane, 2-methyl-2-(1-methylethoxy)- e e an m
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.32%
5000
41.0
RN |""”|“' --“l‘ﬂ-§9'9-¢ AR 7?3q '|'§q'9|' "'I""' N ISR SRS SR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093375.D

Aca On : 3 Mar 2017 22:51

Operator : SJ/MA

Sample : 12086-07

Misc :

ALS Vial : 14 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 75.13 ng 4405540 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 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 391 (6.556 min): BF093375.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.1
096.1 rrrrTyTTTT T T T T T
40.0 54.1 6.20 6.40 6.60 6.80
O‘M.'?}-?. N | — m/z 68.10 37.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS A S
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.75%
‘ 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 24 .25%
41.0 97.0
117.0
54,0 81.0
mz-> 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 69.10 14 ._.75%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l RN A G |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF093375.D

Acq On : 3 Mar 2017 22:51

Operator : SJ/MA

ﬁ?ggle i 12086-07 SRI-MW-X-20170302
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : 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 5.3 ng 313065 1 6.78 1172750 20.0
unknown6 .56 6.56 75.1 ng 4405540 1 6.78 1172750 20.0
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