LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094175.D

Aca On : 4 Apr 2017 18:58

Operator : SJ/MA

Sample : 12516-03

Misc :

ALS Vial : 8 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-BF032217.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 4.016 358 362 370 rVB 616040 575973 11.05% 1.849%
2 4.410 425 429 433 rBY 1103604 1007008 19.31% 3.233%
3 4.798 492 495 502 rvB 58537 56325 1.08% 0.181%
4 5.469 605 609 616 rVB 763443 704019 13.50% 2.260%
5 5.616 630 634 638 rBY 2182929 1993025 38.23% 6.398%
6 5.875 674 678 682 rBY 1115544 1022234 19.61% 3.281%
7 6.051 703 708 712 rBVY 2934628 3208662 61.54% 10.300%
8 6.522 782 788 792 rBVY 2299501 2932240 56.24% 9.413%
9 7.375 928 933 937 rBVY 1248588 1397697 26.81% 4_487%
10 8.704 1152 1159 1162 rBV 4422713 5213760 100.00% 16.737%

11 9.516 1291 1297 1302 rVB 1347990 1555476 29.83% 4._.993%
12 10.345 1434 1438 1442 rBV 128464 125083 2.40% 0.402%
13 10.492 1456 1463 1466 rBV 1615222 1714705 32.89%% 5.504%
14 10.698 1493 1498 1506 rVB 43984 63151 1.21% 0.203%
15 11.345 1601 1608 1611 rBV 1413456 1560393 29.93% 5.009%

16 13.327 1937 1945 1949 rBV2 3880123 4925538 94.47% 15.811%

17 14.486 2138 2142 2153 rBV4 29298 62626 1.20% 0.201%
18 14.598 2155 2161 2164 rBV 1258744 1425331 27.34% 4_575%
19 15.986 2394 2397 2403 rBV 52665 54162 1.04% 0.174%

20 16.221 2432 2437 2445 rVB 874985 1083075 20.77% 3.477%

21 16.345 2454 2458 2465 rVB 84889 97793 1.88% 0.314%
22 16.745 2522 2526 2534 rVB 68814 107305 2.06% 0.344%
23 17.203 2600 2604 2611 rVB2 70416 117678 2.26% 0.378%

24 17.739 2691 2695 2701 rVB2 39720 66291 1.27% 0.213%
25 18.362 2796 2801 2810 rVB5 32632 82358 1.58% 0.264%
Sum of corrected areas: 31151908
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF040417\

BF094175.D

4 Apr 2017 18:58

SJ/MA

12516-03

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094175.D

Aca On : 4 Apr 2017 18:58

Operator : SJ/MA

Sample : 12516-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

4.02 11.27 ng 575973 1,4-Dichlorobenzene-d4 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
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 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 363 (4.022 min): BF094175.D (-358) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 NSNS & S
3.60 3.80 4.00 4.20 4.40
83.0
Ol et 2 e 8 e | m/Zz 59.10  59.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LR UL RS I
59.0 360 3.80 4.00 420 4.40
m/z 101.10 22.81%
31.0 83.0 93010‘10
O T B I A T e e e B R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 360 3.80 4.00 4.20 4.40
5000 m/z 58.10 14 .87%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 \
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e ERaay R e )
59.0 3.60 3.80 4.00 4.20 4.40
m/z 41.05 9.68%
5000
41.0
29.0 101.0
0 ‘\‘ | | \‘ 50.0 il 73.0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.60 3.80 4.00 4.20 4.40

8270-BF032217.M Wed Apr 05 13:11:37 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094175.D

Aca On : 4 Apr 2017 18:58

Operator : SJ/MA

Sample : 12516-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 2 unknown5.62 Concentration Rank 2

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

5.62 38.99 ng 1993030 1,4-Dichlorobenzene-d4 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 635 (5.622 min): BF094175.D (-630) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 N a0 RO B RO AN
401 540 5.20 5.40 5.60 5.80 6.00
o..,....,....,....,....,.:..,..I-.'...'..,?‘?.9,..!.,.-:..,1.1.4..9,....,-'...,.. m/z 68.05  34.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 S L UL SR
5.20 5.40 5.60 5.80 6.00
2.0 510 m/z 134.00 33.62%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580 6.00
5000 67.0 m/z 66.00 20.50%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T Bmar ]
132.0 5.20 5.40 5.60 5.80 6.00

m/z 69.10 13.03%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 5.60 5.80 6.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094175.D

Aca On : 4 Apr 2017 18:58

Operator : SJ/MA

Sample : 12516-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 4 10-Methylnonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.20 2.17 ng 117678 Perylene-di12 16.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 87
2 Nonacosane 408 C29H60 000630-03-5 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2604 (17.203 min): BF094175.D (-2600) (-) m/z 57.10 100.00%
57.1
5000
99.0 LRSI DRI SRS R B
|J “ mlmn”“ 267.0 16.80 17.00 17.20 17.40 17.60
ol bl e ol d v et S m/z 71.10 70.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107656: 10-Methylnonadecane
57.0
5000 R B BRI BRI BN
16.80 17.00 17.20 17.40 17.60
99.0  154.0 m/z 43.05 66.35%
OZIZJIO\I |"“H‘ I\“\I\‘\‘I IM A I“' T |2|67|0| ; T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
16.80 17.00 17.20 17.40 17.60
5000 m/z 85.10 53.45%
99.0
0l27.0 1410 183.0 225.0 267.0 309.0 351.0  408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane A ma e e  ARA R
57.0 16.80 17.00 17.20 17.40 17.60
m/z 41.10 17.47%
5000
27,0 9.0 4410
olZOL Ly i, 1410 1830 2250 267.0 3230  380.0 N —
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040417\
Data File : BF094175.D

Acq On : 4 Apr 2017 18:58

Operator : SJ/MA

Sample - 12516-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.02 11.3 ng 575973 1 5.87 1022230 20.0
unknown5.62 5.62 39.0 ng 1993030 1 5.87 1022230 20.0
10-Methylnonadecane 17.20 2.2 ng 117678 6 16.23 1083080 20.0
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