LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098586.D

Acq On : 15 Sep 2017 23:22

Operator : SJ/JU

Sample - 15120-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF091117_.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 height area % max. total
1 4.169 350 354 364 rBvY 127215 195965 4_.69% 0.541%
2 4.834 464 467 483 rBY 277666 465614 11.15% 1.286%
3 5.263 535 540 549 rBV 3940131 3901596 93.41% 10.774%
4 6.304 711 717 732 rBV 3407507 4053099 97.03% 11.193%
5 6.416 732 736 739 rBV 3997582 3849074 92.15% 10.629%
6 6.640 771 774 783 rBV 1051017 930068 22.27% 2.568%
7 6.798 797 801 804 rBV 3255041 2890637 69.20% 7.982%
8 7.216 866 872 875 rBvV 2270573 2253986 53.96% 6.224%
9 7.928 988 993 999 rBV 1417039 1272218 30.46% 3.513%
10 9.004 1170 1176 1179 rBV 4045945 4177059 100.00% 11.535%

11 9.404 1239 1244 1247 rBV 412845 351321 8.41% 0.970%
12 9.681 1284 1291 1295 rBV 1343155 1263148 30.24% 3.488%
13 10.469 1420 1425 1429 rBV 2153883 2246439 53.78% 6.203%
14 10.586 1442 1445 1454 rVB 72075 83650 2.00% 0.231%
15 11.033 1517 1521 1524 rBV2 58879 53112 1.27% 0.147%

16 11.163 1538 1543 1545 rBV 1548562 1311732 31.40% 3.622%
17 11.186 1545 1547 1550 rVvVv 135412 114276 2.74% 0.316%
18 11.239 1550 1556 1559 rVvB2 35615 54884 1.31% 0.152%
19 12.251 1725 1728 1733 rVB3 34641 55262 1.32% 0.153%
20 12.374 1743 1749 1755 rBV 211365 213663 5.12% 0.590%

21 12.598 1779 1787 1790 rBV 182482 221624 5.31% 0.612%

22 12.651 1794 1796 1802 rVB3 48379 49134 1.18% 0.136%
23 12.751 1808 1813 1816 rBV 3352380 3147003 75.34% 8.690%
24 12.980 1847 1852 1857 rBV5 36019 57223 1.37% 0.158%
25 13.227 1889 1894 1899 rBV 110798 193976 4.64% 0.536%
26 13.310 1906 1908 1912 rVB3 34449 47261 1.13% 0.131%
27 13.521 1941 1944 1947 rBvV4 33356 45701 1.09% 0.126%
28 13.645 1962 1965 1971 rBV2 206971 235948 5.65% 0.652%
29 13.698 1971 1974 1979 rVB 103674 98942 2.37% 0.273%
30 13.798 1985 1991 1994 rBV 1014755 1072565 25.68% 2.962%
31 14.627 2130 2132 2135 rVB 61983 52629 1.26% 0.145%
32 14.804 2160 2162 2171 rVB 81891 139387 3.34% 0.385%
33 15.139 2217 2219 2225 rVB 79217 95675 2.29% 0.264%

34 15.204 2225 2230 2241 rVB 714684 934236 22.37% 2.580%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098586.D

Acq On : 15 Sep 2017 23:22

Operator : SJ/JU

Sample - 15120-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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 > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF091117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.427 2266 2268 2272 rVB3 72055 84451 2.02% 0.233%

Sum of corrected areas: 36212558
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098586.D

Acq On : 15 Sep 2017 23:22

Operator : SJ/JU

Sample - 15120-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098586.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098586.D

Acq On : 15 Sep 2017 23:22

Operator : SJ/JU

Sample - 15120-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.17 4.21 ng 195965 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 354 (4.169 min): BF098586.D (-350) (-) m/z 55.00 100.00%
56 83
5000 43
98
3.80 4.00 4.20 4.40 4.60
0...,....,....,..?7:|i':..‘.1£f':|.:.,..(.37.,...77.,....,....,.... m/z 83.00 96.40%
m/z--> 10 20 30 50 60 70 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SNSRI
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.00 40.48%
0 \‘\‘ 37\‘\\\ 49\ ‘ | 61 67 7 | 89 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
a1 380 4.00 4.20 4.40 4.60
5000 m/z 98.10 31.22%
27 98
15 69
o 34 49 63 77 91
LI FUELEL SN FULELEL UL SR SURELE UL SURLLI IURLE B
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #3157: 3-Hexen-2-one e e
83 3.80 4.00 4.20 4.40 4.60
4 55 m/z 39.10 24.74%
5000
29
98
0 ﬂ 37y\‘ 49 || 62 69
m/z--> 10 ' ' 4 50 ' 70 8 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098586.D

Acq On : 15 Sep 2017 23:22

Operator : SJ/JU

Sample - 15120-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.83 10.01 ng 465614 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 466 (4.828 min): BF098586.D (-464) (-) m/z 43.00 100.00%
43
59
5000
s o 1‘|’1 440 460 480 500 520
o) SESEREBESSNESESSEESSMMSSSESSRSY UM | PRSI S m/z 59.00 57.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S U S
59 4.40 4.60 4.80 5.00 5.20
m/z 101.00 16.23%
15 31 101
o \ 25 7 37, 53, 83
miz--> A S D A N T
Abundance
59
440 460 480 500 520
5000 41 m/z 58.00 15.62%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59 4.40 4.60 4.80 5.00 5.20

m/z 41.00 8.93%

5000
a1 101
15 1 \3\1 I ‘ | 53\\ 69 8\3
O e T T T e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098586.D

Acq On : 15 Sep 2017 23:22

Operator : SJ/JU

Sample - 15120-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
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 3 unknown6.42 Concentration Rank 1

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

6.42 82.77 ng 3849070 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 737 (6.422 min): BF098586.D (-732) (-) m/z 132.00 100.00%
5000 68
9 w0 || 7o Tyons | B a0 o0 55 oho
o AL e eS| m/z 68.00 39.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 SRS VU AR SRR R
6.00 6.20 6.40 6.60 6.80
33 44 105 m/z 134.00 33.90%
60 70 o ‘
0 P"'I'“”k"h'l'”'l"y§P'" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 640 6.60 6.80
5000 gg 116 m/z 66.00 25.63%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LIS L B L L
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 14 .94%
117
5000
29 91
A o Nl
0|'“"|"W'|m"”w"'|"'” 'P"""I""I"" [T T T T
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098586.D

Acq On : 15 Sep 2017 23:22

Operator : SJ/JU

Sample - 15120-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
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 5 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.23 3.62 ng 193976 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 64
4 Dodecanamide 199 C12H25N0 001120-16-7 59
5 Decanamide- 171 C10H21NO 002319-29-1 59

Abundance Scan 1894 (13.227 min): BF098586.D (-1889) (-) m/z 59.00 100.00%

59
5000 43

83 97 112 108 13.00 13.20 13.40 13.60

154 173 193209 232 253
o 281 m/z 72.00 60.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41
13.00 13.20 13.40 13.60
a1 m/z 55.00 43.48%
2
0 8112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R N R A EEEEsmas
13.00 13.20 13.40 13.60
5000 m/z 43.05 36 .55%

43

o 29 86 100114128142156170184198212226240255
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- R AEEmEEES L
59 13.00 13.20 13.40 13.60
m/z 41.00 35.87%
114
0 3
o | || 100 ‘ 128142156171
S | a2 —— .
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098586.D

Acq On : 15 Sep 2017 23:22

Operator : SJ/JU

Sample - 15120-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
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 6 Heptadecafluorononanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.65 4.40 ng 235948 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecafluorononanoic acid, he... 702 C26H35F1702 1000356-03-3 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87
Abundance Scan 1966 (13.651 min): BF098586.D (-1962) (-) m/z 57.10 100.00%
g7
5000 o7
1 w0 1 " 13.40 13.60 13.80 14.00
ol MM s e W/Z 43.00  80.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242889: Heptadecafluorononanoic acid, heptadecyl ester
57
238
5000 LA I B UL B
13140 13.60 13.80 14.00
131 m/z 55.00 64.16%
L | 2 s sovs s s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 " 13.40 13.60 13.80 14.00
5000 m/z 83.10 59.37%
. 131169 238 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #234187: 17-Pentatriacontene T
43 13140 13.60 13.80 14.00
m/z 69.00 58.72%
. \Jl 125 167 210 267307 490
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098586.D

Acq On : 15 Sep 2017 23:22

Operator : SJ/JU

Sample - 15120-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
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]
3-Penten-2-one, 4... 4.17 4.2 ng 195965 1 6.64 930068 20.0
2-Pentanone, 4-hy... 4.83 10.0 ng 465614 1 6.64 930068 20.0
unknown6 .42 6.42 82.8 ng 3849070 1 6.64 930068 20.0
9-Octadecenamide, ... 13.23 3.6 ng 193976 5 13.80 1072570 20.0
Heptadecafluorono... 13.65 4.4 ng 235948 5 13.80 1072570 20.0
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