LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062618\
Data File : BF106837.D
Aca On : 26 Jun 2018 21:39 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J3570-02 20180372-COMPOSITE-CS-1B
ALS Vial : 25 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

5.207 484 488 498 rBB 63864 78211 7.93% 0.880%
5.613 552 557 560 rBvV 912167 928505 94.10% 10.447%
rBv 872320 986774 100.00% 11.102%
6.742 744 749 752 rBV 1009463 964395 97.73% 10.851%
6.960 783 786 789 rBV 313059 234477 23.76% 2.638%
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7.119 809 813 816 rBV 913983 773913 78.43% 8.707%
7.525 877 882 885 rBvV 620179 606217 61.43% 6.821%
rBv 317619 267526 27.11% 3.010%
9.319 1182 1187 1195 rBV 936872 912275 92.45% 10.264%
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1 9.707 1249 1253 1259 rVB 109780 94053 9.53% 1.058%
11 9.907 1284 1287 1292 rBV2 13352 13183 1.34% 0.148%
12 10.001 1300 1303 1311 rvB2 308517 272018 27.57% 3.061%
13 10.407 1370 1372 1375 rVB 18373 14411 1.46% 0.162%
14 10.795 1434 1438 1442 rBvV 609442 556166 56.36% 6.258%
15 10.883 1450 1453 1455 rBvV 13198 13027 1.32% 0.147%
16 10.907 1455 1457 1462 rVB 11762 12316 1.25% 0.139%
17 11.495 1553 1557 1560 rBV 345706 292360 29.63% 3.289%
18 11.519 1560 1561 1565 rVB 40202 23526 2.38% 0.265%
19 11.995 1640 1642 1645 rBV2 13042 13895 1.41% 0.156%
20 12.024 1645 1647 1651 rVB 13765 12110 1.23% 0.136%
21 12.107 1658 1661 1663 rBV2 10157 10824 1.10% 0.122%
22 12.130 1663 1665 1668 rVB 11117 10093 1.02% 0.114%
23 12.442 1713 1718 1720 rBV6 6900 12697 1.29% 0.143%
24 12.548 1733 1736 1739 rBV2 14111 13943 1.41% 0.157%
25 12.713 1761 1764 1767 rBV 40941 31338 3.18% 0.353%
26 12.924 1797 1800 1801 rBV2 13625 12698 1.29% 0.143%
27 12.942 1801 1803 1809 rVB 38970 46815 4.74% 0.527%
28 13.077 1822 1826 1830 rBV 978689 956117 96.89% 10.757%
29 13.471 1890 1893 1894 rBV 15131 12911 1.31% 0.145%
30 13.501 1896 1898 1901 rBV2 20934 27095 2.75% 0.305%
31 13.624 1917 1919 1922 rVB 14540 12885 1.31% 0.145%
32 13.960 1973 1976 1980 rVB 72669 76613 7.76% 0.862%
33 14.154 2005 2009 2011 rBV 336390 340773 34.53% 3.834%
34 14.283 2029 2031 2034 rVB 26819 18448 1.87% 0.208%

8270-BF061918_.M Wed Jun 27 15:44:59 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106837.D

Aca On : 26 Jun 2018 21:39

Operator : JU/SJ

ﬁ?ggle : J3570-02 20180372-COMPOSITE-CS-1B
ALS Vial : 25 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.695 2267 2271 2281 rVB 157775 235346 23.85% 2.648%

Sum of corrected areas: 8887954
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106837.D

Aca On : 26 Jun 2018 21:39

Operator : JU/SJ

ﬁ?ggle : J3570-02 20180372-COMPOSITE-CS-1B
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106837.D
1000000 6|74
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Abundance TIC: BF106837.D
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Abundance TIC: BF106837.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106837.D

Aca On : 26 Jun 2018 21:39

Operator : JU/SJ

ﬁ?ggle : J3570-02 20180372-COMPOSITE-CS-1B
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6.67 ng 78211 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 488 (5.207 min): BF106837.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRS DS LR B
| | 83.0 480 500 520 5.40 5.60
e e e e e e e e m/z 59.00 62.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA UL LS I
59.0 480 500 5.20 540 5.60
m/z 101.10 21.16%
"W"”I'”ﬁt?'ﬁw'”I”*lP"W"“?%Q'P'}ﬂ%H'I“"P"W'”'I”'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 17.61%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e Eaam pam R
43.0 480 500 520 5.40 5.60
m/z 41.00 9.88%
5000 101.0
28.0 59.0 640
”'ﬁﬁngM'”wm'ﬂﬁhm”'ﬂi?ﬂj;l””ﬂ'”v”'P“W'“W“'W A RAE SRS LR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106837.D

Aca On : 26 Jun 2018 21:39

Operator : JU/SJ

ﬁ?ggle : J3570-02 20180372-COMPOSITE-CS-1B
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 82.26 ng 964395 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 749 (6.742 min): BF106837.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
rrrrrrTyTTTrTTTT T T T T
40.0 54.0 | | 97'1 1150 J 6.40 6.60 6.80 7.00
e e o S I i B B m/z 68.10 37 .43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i o el T T
40 T o m/z 134.00 33.58%
Sm— .S:Lr.ol...?’:ll.?...l. — "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7o
5000 ggo 1160 m/z 66.00 22.65%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene R R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.06%
5000
63.0 81.0
3]\-0 SQO ! ‘\‘ L | ‘\ | 99\0 ‘11%0 |
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\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106837.D

Aca On : 26 Jun 2018 21:39

Operator : JU/SJ

ﬁ?ggle : J3570-02 20180372-COMPOSITE-CS-1B
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 4.50 ng 76613 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 87
3 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 87
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 87
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 87
Abundance Scan 1976 (13.960 min): BF106837.D (-1973) (-) m/z 57.10 100.00%
57.1
5000 i1
167.1 13.60 13.80 14.00 14.20
....,...,h.,...nuw. L0 e || M7z 43.00 79 74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235928: Octacosy! trifluoroacetate
57.0
5000 AR SRR UM B
111.0 13.60 13.80 14.00 14.20

m/z 83.05 66 .00%

! \ ‘167 0 222.0 2780 _ 364.0 437.0483.0
o

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
B B e o R
13.60 13.80 14.00 14.20
5000 m/z 55.00 62.24%
111.0
169.0 595 o 2780 3360 532.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242008: Tetratriacontyl pentafluoropropionate R e o e N EEmee
57.0 13.60 13.80 14.00 14.20
m/z 69.10 60.61%
5000
111.0
| 11670 222.0 2780 334.0 390.0  476.0 622.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062618\

Data File : BF106837.D

Acq On : 26 Jun 2018 21:39

Operator : JU/SJ

ﬁ?ggle - J8570-02 20180372-COMPOSITE-CS-1B
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6.7 ng 78211 1 6.96 234477 20.0
unknown6 .74 6.74 82.3 ng 964395 1 6.96 234477 20.0
Octacosyl trifluo... 13.96 4.5 ng 76613 5 14.15 340773 20.0
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