LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101867.D

Aca On : 3 Jan 2018 18:31

Operator : SJ/JU

Sample : 17105-03

Misc :

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-BF121417.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 5.004 493 496 512 rBV 141334 293941 7.81% 0.880%
2 5.398 560 563 597 rBVY 2647768 3762480 100.00% 11.264%
3 6.422 733 737 754 rBVY 2735802 3730914 99.16% 11.169%
4 6.545 754 758 776 rVB 3187725 3465488 92.11% 10.374%
5 6.769 793 796 806 rBV 964347 953272 25.34% 2.854%
6 6.922 818 822 842 rBVY 2514082 2737497 72.76% 8.195%
7 7.345 890 894 917 rBVY 2094517 2370781 63.01% 7.097%
8 8.051 1011 1014 1030 rBV 1254989 1274871 33.88% 3.817%
9 8.616 1107 1110 1117 rBV 50556 65039 1.73% 0.195%
10 9.128 1192 1197 1206 rBvY 3318056 3336473 88.68% 9.988%

11 9.522 1261 1264 1271 rVB 264034 241724 6.42% 0.724%
12 9.804 1309 1312 1316 rBV2 1263218 1196587 31.80% 3.582%

13 9.839 1316 1318 1324 rVB 100270 95792 2.55% 0.287%
14 10.022 1344 1349 1357 rBV 40994 57267 1.52% 0.171%
15 10.363 1400 1407 1412 rBV 70080 77292 2.05% 0.231%

16 10.522 1431 1434 1439 rVB 139969 116921 3.11% 0.350%
17 10.604 1444 1448 1460 rBV 1749425 1908397 50.72% 5.713%
18 11.133 1535 1538 1545 rVB3 26136 42834 1.14% 0.128%
19 11.298 1563 1566 1569 rBV 1147656 1107256 29.43% 3.315%
20 11.322 1569 1570 1576 rVvV 341175 303049 8.05% 0.907%

21 11.386 1578 1581 1588 rVB 67349 77830 2.07% 0.233%
22 11.551 1605 1609 1613 rBV 51194 62022 1.65% 0.186%
23 11.810 1650 1653 1656 rBV2 95698 107650 2.86% 0.322%
24 11.833 1656 1657 1663 rVB2 53795 57338 1.52% 0.172%
25 11.916 1668 1671 1674 rBV 93409 90423 2.40% 0.271%
26 12.521 1770 1774 1782 rBV 529737 525913 13.98% 1.574%
27 12.680 1797 1801 1806 rBV3 33089 43728 1.16% 0.131%
28 12.733 1806 1810 1811 rBV 95641 99390 2.64% 0.298%

29 12.751 1811 1813 1819 rVB 398190 351954 9.35% 1.054%
30 12.880 1831 1835 1838 rBV 2524894 2298425 61.09% 6.881%

31 13.086 1866 1870 1873 rVB 54536 61706 1.64% 0.185%
32 13.145 1877 1880 1883 rBV 35786 41311 1.10% 0.124%
33 13.345 1911 1914 1917 rVB3 36306 41147 1.09% 0.123%

34 13.757 1981 1984 1991 rBV3 114739 142197 3.78% 0.426%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101867.D

Aca On : 3 Jan 2018 18:31

Operator : SJ/JU

Sample : 17105-03

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.892 2004 2007 2011 rVB 383981 312728 8.31% 0.936%
36 13.951 2012 2017 2020 rBV2 893604 980125 26.05% 2.934%
37 13.980 2020 2022 2028 rVB2 115564 129147 3.43% 0.387%

38 14.998 2192 2195 2198 rBV2 107132 127497 3.39% 0.382%
39 15.421 2262 2267 2281 rVB 488112 715698 19.02% 2.143%

Sum of corrected areas: 33404104
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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:\HPCHEM1I\BNA F\DATA\BF010318\

BF101867.D

3 Jan 2018 18:31

SJ/Ju

17105-03

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101867.D

Aca On : 3 Jan 2018 18:31

Operator : SJ/JU

Sample : 17105-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.00 6.17 ng 293941 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (4.998 min): BF101867.D (-493) (-) m/z 43.00 100.00%
43.0
59.1 j
5000
| 83.0 1°|1-1 460 4.80 500 520 5.40
Ot st e e e e m/z 59.10 52.54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 500 5.20 5.40
59.0 m/z 58.10 14.73%
20 H 70 830 100
A R AR AR RS NS RN ARARA RLAAS RS SARRS SARN SRS SARRS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
4.60 4.80 500 5.20 5.40
5000 57.0 m/z 101.10 13.78%
29.0
101.0
ol 78.0
mﬂwﬁmﬁwﬁmﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T B B
59.0 4.60 4.80 500 5.20 5.40
m/z 41.00 9.34%
5000 41.0
0 LN 1L 1730 1260 1420
m/z--> 20 30 4'0 50 60 70 80 90 100 110 120 1§o 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101867.D

Aca On : 3 Jan 2018 18:31

Operator : SJ/JU

Sample : 17105-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.55 Concentration Rank 1

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

6.55 72.71 ng 3465490 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 759 (6.551 min): BF101867.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 TTTTTTTTT T T T T T T T
40.0 540 6.20 6.40 6.60 6.80
0 gL0 e — m/z 68.05 37.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BN AR RS SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.22%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 680
5000 m/z 66.05 24 .92%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
4.0 m/z 69.05 14.96%
5000 98.0 116.0
0: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101867.D

Aca On : 3 Jan 2018 18:31

Operator : SJ/JU

Sample : 17105-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Cetene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.76 2.90 ng 142197 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 70
2 17-Pentatriacontene 491 C35H70 006971-40-0 62
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 55
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 55
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 55
Abundance Scan 1985 (13.763 min): BF101867.D (-1981) (-) m/z 226.10 100.00%
57.0 22p.1
5000
2811 13.40 13.60 13.80 14.00
0 | m/z 57.05 90.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81241: Cetene
43.0
5000 AR UL DU B B
nmnmnmmm
m/z 43.05 84.97%
LU M T
m/z--> 5 200 250 300 350 400 450
Abundance
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 55.00 78.52%
. 125.0 1670 2100 267.0307.0 490.0 MJLAM
L UL AL UURLELE SARLELEL LRI UL S WU BU
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e EEmE
57.0 13.40 13.60 13.80 14.00
97.0 m/z 83.10 76.46%
- ANﬁ~wav«~wW”AL”’Awﬁﬂw\qrwN
oL ‘ 1390 1550 238.0 2830 384.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo ' 1340 1360 1380 1400 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010318\
Data File : BF101867.D

Acq On : 3 Jan 2018 18:31

Operator : SJ/JU

Sample - 17105-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 6.2 ng 293941 1 6.77 953272 20.0
unknown6 .55 6.55 72.7 ng 3465490 1 6.77 953272 20.0
Cetene 13.76 2.9 ng 142197 5 13.95 980125 20.0
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