LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106659.D

Aca On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample : J3584-11

Misc :

ALS Vial : 10 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 5.195 482 486 495 rVB 156867 188425 8.53% 0.984%
2 5.601 551 555 559 rBY 1899847 1811492 81.99% 9.459%
3 6.607 721 726 737 rVB 1887894 1947514 88.15% 10.169%
4 6.737 744 748 751 rBVY 2001877 1902420 86.11% 9.933%
5 6.960 782 786 789 rBV 668975 526345 23.82% 2.748%
6 7.119 808 813 816 rBVY 1701557 1523046 68.93% 7.953%
7 7.525 877 882 885 rBY 1356661 1290736 58.42% 6.740%
8 8.242 1000 1004 1017 rBV 843479 686989 31.09% 3.587%
9 9.319 1182 1187 1190 rBV 2529236 2209403 100.00% 11.536%
10 9.707 1249 1253 1258 rBV 300535 243251 11.01% 1.270%
11 9.913 1284 1288 1291 rBV 42212 32883 1.49% 0.172%
12 10.001 1299 1303 1307 rBvV2 923091 764275 34.59% 3.991%
13 10.413 1370 1373 1376 rVB 62129 45990 2.08% 0.240%
14 10.713 1421 1424 1429 rBvV 37467 28135 1.27% 0.147%
15 10.795 1434 1438 1441 rBVY 1545144 1431568 64.79% 7.475%
16 10.883 1450 1453 1464 rVB 56737 64851 2.94% 0.339%
17 11.336 1526 1530 1532 rBvV 29906 25645 1.16% 0.134%

18 11.495 1553 1557 1560 rBV 834188 727606 32.93% 3.799%
19 13.077 1822 1826 1829 rBV 2206814 2093889 94.77% 10.933%

20 13.630 1917 1920 1923 rBV 27205 33055 1.50% 0.173%
21 13.960 1973 1976 1986 rVB 79986 90161 4.08% 0.471%
22 14.148 2004 2008 2013 rBV 735073 666333 30.16% 3.479%
23 14.289 2029 2032 2034 rBV 34663 30552 1.38% 0.160%
24 14.607 2083 2086 2090 rBV3 53344 50343 2.28% 0.263%
25 14.924 2137 2140 2144 rBV2 44376 44909 2.03% 0.234%
26 15.283 2198 2201 2204 rVB 40050 44439 2.01% 0.232%
27 15.689 2265 2270 2278 rVB 418630 565878 25.61% 2.955%
28 16.148 2345 2348 2352 rVB2 28730 39067 1.77% 0.204%
29 16.683 2435 2439 2445 rBV4 21801 42534 1.93% 0.222%
Sum of corrected areas: 19151734
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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\BF062118\

- BF106659.D

- 21 Jun 2018 14:05

- JU/SJ

- J3584-11

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106659.D

Aca On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample : J3584-11

Misc :

ALS Vial : 10 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.

5.20 7.16 ng 188425 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 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 487 (5.201 min): BF106659.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S SR N AR
| 83.0 4.80 5.00 5.20 5.40 5.60
Obrrr e e e m/z 59.00 60.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SR UL AR
480 5.00 5.20 5.40 5.60
59.0 m/z 101.00 20.27%
27\0\ 1] H 71.0 83.0 1o
) R R SN AN ARAR RRARA RARSA AN AARAN LALA SALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 410 m/z 58.00 17.07%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- e e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.18%
5000
101.0
15.0
27.0 56.0 71.0 ‘
0"W'mW'“mh'”ﬂl”I”LI“'W”'Wﬁqﬂ”'d”'W'”W'”W'”W'“'I S S UL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106659.D

Aca On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample : J3584-11

Misc :

ALS Vial : 10 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 72.29 ng 1902420 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 16
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF106659.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 rrrrrrTyTTrrTTTT T T T T
400 540 6.40 6.60 6.80 7.00
o....,...:p:...,::..,::l-.',..7.53'?....,...|.,?1?‘?'.°,....,....,-'...,.. m/z 68.10  36.19%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 M
5000 AR S S AR
6.40 6.60 6.80 7.00
210 510 m/z 134.00 34 .04%
ol 790 ‘
e R RS AR AR RS RARRS RSN WSS REALN SRS RS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
97.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.28%
70.0
52.0
81.0 86.0 116.0
G R RS AR AR RS RARRS RS WSS REAR SRS RS R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .32%
5000
104.0
65.0
S S B N2 NN [ | I | S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062118\
Data File : BF106659.D

Aca On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample : J3584-11

Misc :

ALS Vial : 10 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 Octacosyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.96 2.71 ng 90161 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 72
2 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 72
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 72
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 68
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 64
Abundance Scan 1976 (13.960 min): BF106659.D (-1973) (-) m/z 57.00 100.00%
57.0
5000
111.1 —
163.1 229.0 13.60 13.80 14.00 14.20
O m/z 43.00 80.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241205: Octacosy! heptafluorobutyrate
57.0
5000 AU BN SUU
111.0 13.60 13.80 14.00 14.20
m/z 55.00 64.12%
ol \\ “‘ |1 1690 23602020 3920 588.0
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 660 eéo
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.05 59.04%
111.0
0 167.0222.0 278.0 334.0 390.0 448.0 644.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate R BE T
57.0 13.60 13.80 14.00 14.20
m/z 83.05 58.94%
5000
111.0
ol J [167.0222.0 278.0334.0390.0  476.0 672.0
m/z--> 55 160 1%0 200 250 300 350 400 4%0 560 550 660 eéo 13k0 13%0 1&00 1450 '

8270-BF061918_.M Fri Jun 22 10:56:04 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062118\
Data File : BF106659.D

Acq On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample - J3584-11

Misc :

ALS Vial : 10 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... 5.20 7.2 ng 188425 1 6.96 526345 20.0
unknown6 .74 6.74 72.3 ng 1902420 1 6.96 526345 20.0
Octacosyl heptafl... 13.96 2.7 ng 90161 5 14.15 666333 20.0
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