LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106632.D

Aca On : 20 Jun 2018 21:01

Operator : JU/SJ

Sample = J3554-08

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.213 485 489 498 rBV 188340 233078 7 .50% 0.977%
2 5.613 553 557 561 rBY 2241852 2206731 71.01% 9.251%
3 6.613 723 727 731 rBVY 2056150 2291854 73.75% 9.608%
4 6.743 744 749 752 rBVY 2399820 2287987 73.63% 9.592%
5 6.960 782 786 789 rBV 733452 568780 18.30% 2.384%
6 7.119 808 813 816 rBVY 1976367 1857728 59.78% 7.788%
7 7.525 877 882 885 rBVY 1552605 1611778 51.87% 6.757%
8 8.242 1000 1004 1007 rBV 870707 726379 23.37% 3.045%
9 9.319 1182 1187 1190 rBvV 2753068 2615725 84.17% 10.966%
10 9.707 1250 1253 1258 rBV 389821 316763 10.19% 1.328%
11 9.913 1285 1288 1293 rBvV2 36997 37242 1.20% 0.156%
12 10.001 1299 1303 1307 rBV2 1052096 883727 28.44% 3.705%
13 10.131 1323 1325 1330 rBvV 39126 39689 1.28% 0.166%
14 10.413 1371 1373 1376 rVB 67367 47252 1.52% 0.198%
15 10.801 1434 1439 1442 rBV 1982225 2028936 65.29% 8.506%
16 10.883 1450 1453 1460 rBvV 62350 60169 1.94% 0.252%
17 11.495 1553 1557 1560 rBY 1184783 1013742 32.62% 4 ._.250%
18 12.001 1640 1643 1649 rBvV2 53460 60091 1.93% 0.252%

19 13.083 1822 1827 1830 rBV 3003720 3107586 100.00% 13.028%
20 13.954 1972 1975 1981 rBV 102346 107550 3.46% 0.451%

21 14.142 2003 2007 2011 rBV 977727 888114 28.58% 3.723%

22 14.595 2082 2084 2089 rBv4 42368 43699 1.41% 0.183%

23 15.266 2196 2198 2202 rVB2 32846 31115 1.00% 0.130%

24 15.677 2263 2268 2273 rBV 562256 730905 23.52% 3.064%

25 16.124 2342 2344 2351 rVB3 35175 56901 1.83% 0.239%
Sum of corrected areas: 23853521
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\

BF106632.D

20 Jun 2018 21:01

JussJ

J3554-08

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106632.D

Aca On : 20 Jun 2018 21:01

Operator : JU/SJ

Sample = J3554-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.21 8.20 ng 233078 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 488 (5.207 min): BF106632.D (-485) (-) m/z 42.95 100.00%
43.0
59.0
5000
1011 SRS DS LR B
| 831 | 4.80 5.00 520 5.40 5.60
Obrrrprrrrprrer et e e m/z 59.00 60.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR UL L UL B
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 19.39%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 16.28%
29.0
87.0
ol 150 71.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester P e
59.0 4.80 5.00 520 5.40 5.60
m/z 41.00 9.49%
5000 41.0
o T O =Y 1260 1420 ||,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106632.D

Aca On : 20 Jun 2018 21:01

Operator : JU/SJ

Sample = J3554-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 80.45 ng 2287990 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 749 (6.743 min): BF106632.D (-744) (-) m/z 132.10 100.00%
13p.1
5000 68.1
40.0 54.0 | | 811 el 115.0 J '640 6.60 680 7.00
O e B o I e m/z 68.10 40.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 LRSS R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.26%
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
57.0 132.0
740 Tk 5k om0 7o
5000 98.0 116.0 m/z 66.00 25.75%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.54%
97.0
5000 0.0
3Lo0 520 116.0
0"t'ly'b'y"bﬂl"'”P"ll""I""I""I"" AR S LR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106632.D

Aca On : 20 Jun 2018 21:01

Operator : JU/SJ

Sample = J3554-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.95 2.42 ng 107550 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Cyclotetracosane 336 C24H48 000297-03-0 90

Abundance Scan 1974 (13.948 min): BF106632.D (-1972) (-) m/z 55.00 100.00%
590
5000 /MLV
1521 2151 265.0 13.60 13.80 14.00 14.20
(o} m/z 57.00 99.01%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 RIS AL BN B I
13.60 13.80 14.00 14.20
‘ ‘ m/z 43.00 83.49%
169.0 238.0
oL, .“. ‘.“ ‘.“.‘ ! l‘\lﬁlqoldl e — .‘. |2|8|3'|O| e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 UL SR BN BRI B
13.60 13.80 14.00 14.20
5000 m/z 83.10 71.71%
0 1310 299 2100 2520 2970 448.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R R A A EEEEmEma e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.00 64 .05%
olt5.0 J L ‘ ||1390 2100 550 356.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0 13b0 13%0 1&00 1450 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
Data File : BF106632.D

Acq On : 20 Jun 2018 21:01

Operator : JU/SJ

Sample - J3554-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.21 8.2 ng 233078 1 6.96 568780 20.0
unknown6 .74 6.74 80.5 ng 2287990 1 6.96 568780 20.0
Heptadecyl heptaf... 13.95 2.4 ng 107550 5 14.14 888114 20.0
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