LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098384.D

Aca On : 9 Sep 2017 14:29

Operator : SJ/JU

Sample : 15178-04

Misc :

ALS Vial : 9 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-BF081517.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 4.863 468 472 487 rVB 158060 237344 8.79% 1.014%
2 5.292 540 545 560 rBY 2291759 2373254 87.92% 10.144%
3 6.333 716 722 732 rBVY 2360890 2699369 100.00% 11.538%
4 6.451 737 742 745 rBVY 2591762 2401664 88.97% 10.265%
5 6.675 776 780 784 rBV 797599 648088 24.01% 2.770%
6 6.833 802 807 810 rBVY 2036749 1792720 66.41% 7.663%
7 7.245 872 877 880 rBVY 1609323 1589220 58.87% 6.793%
8 7.957 994 998 1001 rBY 1042979 841166 31.16% 3.595%
9 9.033 1176 1181 1184 rBvV 2737106 2444965 90.58% 10.450%
10 9.427 1243 1248 1252 rBV 184341 145831 5.40% 0.623%

11 9.704 1291 1295 1299 rBV 948118 889566 32.95% 3.802%
12 10.421 1411 1417 1419 rBvV 34520 32403 1.20% 0.138%
13 10.498 1425 1430 1433 rBV 1468456 1351857 50.08% 5.778%
14 11.186 1543 1547 1550 rBV 926572 813637 30.14% 3.478%
15 11.210 1550 1551 1554 rVB 101153 55439 2.05% 0.237%

16 12.398 1749 1753 1756 rBV 131517 114971 4.26% 0.491%
17 12.598 1784 1787 1789 rBV 178610 150362 5.57% 0.643%

18 12.621 1789 1791 1794 rVB 107236 96188 3.56% 0.411%
19 12.774 1812 1817 1820 rBV 1889827 1783965 66.09% 7.625%
20 12.957 1837 1848 1850 rBV6 19367 41721 1.55% 0.178%
21 13.257 1893 1899 1904 rBV 1058426 1085384 40.21% 4_.639%
22 13.304 1904 1907 1910 rVvVv 93083 81580 3.02% 0.349%
23 13.333 1910 1912 1917 rVB3 21037 29945 1.11% 0.128%

24 13.668 1966 1969 1976 rBV 90213 106241 3.94% 0.454%
25 13.821 1990 1995 1998 rBV 752062 742926 27 .52% 3.175%

26 13.845 1998 1999 2007 rVB 64140 49349 1.83% 0.211%
27 14.827 2164 2166 2172 rVB 56792 86598 3.21% 0.370%
28 15.168 2221 2224 2229 rBV 46128 55948 2.07% 0.239%

29 15.227 2229 2234 2241 rVB 527682 654149 24.23% 2.796%

Sum of corrected areas: 23395850
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098384.D

Aca On : 9 Sep 2017 14:29

Operator : SJ/JU

Sample : 15178-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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: BF098384.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098384.D

Aca On : 9 Sep 2017 14:29

Operator : SJ/JU

Sample : 15178-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4

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

4._86 7.32 ng 237344 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 471 (4.857 min): BF098384.D (-468) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 R B
| 83.0 | 4.60 4.80 5.00 5.20
SRS 1 NSESMIMRUTY 1 ESEMNERSSES b hSMTS m/z 59.10 59.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL AL I
59.0 460 480 500 5.20
m/z 101.10 21.77%
ettt e e 300300
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
" 460 480 5.00 520
5000 m/z 58.00 16.05%
101.0
15.0 31.0 580 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4083: Morpholine, 4—methy|— LA LA L L B
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.86%
5000
101.0
71.0
15.0
"'I""I"?%?""I”"'I'§%?I""i""l'gqpl""k""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098384.D

Aca On : 9 Sep 2017 14:29

Operator : SJ/JU

Sample : 15178-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.45 Concentration Rank 1

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

6.45 74.12 ng 2401660 1,4-Dichlorobenzene-d4 6.67
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 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 742 (6.451 min): BF098384.D (-737) (-) m/z 132.10 100.00%
13p.1
5000 68.1
101 %1 J Tolo a0 68 680
.1 54,0 . . .
S S I .2 | m/z 68.10 45.29%
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 U LS L LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.62%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 ek a0 5k ok
5000 ggo 1160 m/z 66.10 27.35%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon LA L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17 .25%
5000
66.0
'"'I""I“u"l""I""I'l" T N SN IERSEUAEE RAREE RN A
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098384.D

Aca On : 9 Sep 2017 14:29

Operator : SJ/JU

Sample : 15178-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.26 29.22 ng 1085380 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 94
2 Undecanamide. 1l-bromo- 263 C11H22BrNO 005875-26-3 47
3 2-Ethoxvethvl heptanoate 202 C11H2203 1000367-02-0 43
4 Octanamide 143 C8H17NO 000629-01-6 43
5 2,2-Dimethyl-tetrahydro-[1,3]dio... 190 C8H1405 1000194-40-4 38
Abundance Scan 1900 (13.262 min): BF098384.D (-1893) (-) m/z 59.00 100.00%
54.0

5000

13.00 13.20 13.40 13.60
m/z 72.10 81.88%

154.1 184.2207.1 238.2 264.3 302.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128446: 9-Octadecenamide, (2)-
59.0

5000

13. OO 13.20 13.40 13.60
83.0 126.0 m/z 55.10 35.95%

| 1540 18402070 2380 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59.0

13.00 13 20 13. 40 13.60

5000 m/z 41.05 28.74%
184.0
29.0 86.0 114.0 142.0 2200  263.0
mﬁwwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62437: 2-Ethoxyethyl heptanoate T T T
72.0 13. OO 13 20 13. 40 13. 60

m/z 43.05 22.62%

43.0 113.0
5000
19, 157.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. OO 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098384.D

Aca On : 9 Sep 2017 14:29

Operator : SJ/JU

Sample : 15178-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5 unknownl13.30 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.20 ng 81580 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nipecotic acid 129 C6H11NO2 000498-95-3 43
2 Butvl mvristate 284 C18H3602 000110-36-1 38
3 7-Methvl-octadecan-7-ol 284 C19H400 1000194-50-8 25
4 4-t-Butvlcvclohexvlamine 155 C10H21N 005400-88-4 22
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 22
Abundance Scan 1906 (13.298 min): BF098384.D (-1904) (-) m/z 56.05 100.00%
56.0
5000

s

13.00 13.20 13.40 13.60

153.1 185.1p0g0 241.2
m/z 57.10 67.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12841: Nipecotic acid
5000 LA L L L L L L L L LB
30.0 84.0 13.00 13.20 13.40 13.60
129.0 m/z 43.05 42.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
B EEREEREEE SRR TS e
13.00 13.20 13.40 13.60
m/z 73.00 35.31%
5000 229.0
129.0
185.0 284.0
830 157.0 255.0
mﬁmﬁmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 |
Abundance #131395: 7-Methyl-octadecan-7-ol
57.0 . 13.00 13.20 13.40 13.60

m/z 41.00 31.83%

5000

L 238.0 269.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098384.D

Aca On : 9 Sep 2017 14:29

Operator : SJ/JU

Sample : 15178-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 6 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.86 ng 106241 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 90
Abundance Scan 1969 (13.668 min): BF098384.D (-1966) (-) m/z 69.10 100.00%
69.1
5000 ,ﬁJLA-~,~M_A~Jk~.~,.~‘,—vw~A
| 13.40 13.60 13.80 14.00
m/z 83.10 95.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
o J wa\.,._ww
5000 SR AR SUNILR SR B
13.40 13.60 13.80 14.00
oo m/z 57.05 93.49%
2600 | || \‘ | | 13807 2100 650 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 SR AR SUNILR SR SR
13.40 13.60 13.80 14.00
5000 m/z 55.00 85.52%
169.0
26.0 138.0 199.0 241.0 392.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R EREEEE e
57.0 13.40 13.60 13.80 14.00
97.0 m/z 43.05 74 .69%
5000 vJAKWHWM_M~J\v-hMUwa“M
26l0] | || ‘ | |[189:0 17702100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090917\
Data File : BF098384.D

Acq On : 9 Sep 2017 14:29

Operator : SJ/JU

Sample - 15178-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4.86 7.3 ng 237344 1 6.67 648088 20.0
unknown6 .45 6.45 74.1 ng 2401660 1 6.67 648088 20.0
9-Octadecenamide, ... 13.26 29.2 ng 1085380 5 13.82 742926 20.0
unknown13.30 13.30 2.2 ng 81580 5 13.82 742926 20.0
Heptafluorobutyri... 13.67 2.9 ng 106241 5 13.82 742926 20.0
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