LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO70718\

Data File : BF107200.D

Aca On 7 Jul 2018 12:30 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i J3791-01 ZERSBO&EL?Z
ALS Vial : 8 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 5.184 480 484 494 rBV 131189 162374 12.20% 1.331%
2 5.590 549 553 573 rBVY 1116537 1132499 85.12% 9.285%
3 6.589 719 723 741 rBVY 1134376 1177588 88.50% 9.655%
4 6.725 741 746 749 rBVY 1189037 1165150 87.57% 9.553%
5 6.942 780 783 787 rBV 409755 344174 25.87% 2.822%
6 7.101 806 810 813 rBV 982375 883404 66.39% 7.243%
7 7.513 875 880 895 rBV 727998 760497 57.16% 6.235%
8 8.225 997 1001 1021 rBV 459398 452642 34.02% 3.711%
9 9.301 1179 1184 1187 rBV 1400430 1291042 97.03% 10.585%
10 9.695 1247 1251 1259 rBV 198726 191583 14.40% 1.571%

11 9.983 1296 1300 1308 rVB 573551 524159 39.39% 4.298%
12 10.783 1432 1436 1445 rBvV 982278 948426 71.28% 7.776%

13 11.107 1486 1491 1493 rBV 14400 13849 1.04% 0.114%
14 11.483 1551 1555 1561 rBV 549059 556661 41.84% 4._.564%
15 11.907 1623 1627 1631 rBV2 14160 14989 1.13% 0.123%
16 12.330 1696 1699 1706 rVB3 12696 13604 1.02% 0.112%
17 12.483 1722 1725 1729 rBV 27557 22010 1.65% 0.180%
18 12.530 1729 1733 1735 rBV3 11651 14058 1.06% 0.115%
19 13.066 1819 1824 1827 rBV 1364098 1330538 100.00% 10.909%
20 13.195 1843 1846 1850 rVvVv 76785 69613 5.23% 0.571%
21 13.265 1852 1858 1861 rBV3 12737 14723 1.11% 0.121%
22 13.607 1912 1916 1919 rBV 14965 14553 1.09% 0.119%

23 13.936 1969 1972 1979 rBV 104783 138306 10.39% 1.134%
24 14.130 2002 2005 2015 rVB 453120 448087 33.68% 3.674%

25 14.254 2022 2026 2029 rBV2 17128 18924 1.42% 0.155%

26 14.565 2075 2079 2080 rBV 14169 14356 1.08% 0.118%

27 15.230 2187 2192 2197 rBv4 13929 21542 1.62% 0.177%

28 15.665 2261 2266 2278 rVB 310478 420793 31.63% 3.450%

29 16.159 2346 2350 2355 rBV5 8829 15620 1.17% 0.128%

30 18.395 2724 2730 2735 rBV7 9154 20914 1.57% 0.171%
Sum of corrected areas: 12196678
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO70718\

Data File : BF107200.D

Aca On 7 Jul 2018 12:30

Operator : JU/SJ

ﬁ?ggle i J3791-01 ZER-SB-03-11-72
ALS Vial : 8 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

AbeHSé‘&& TIC: BF107200.D

6.72

1200000 5 50 6.55

1000000 7.10

800000 751
600000

400000 6.94

200000 518 L

e —h
Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abi’!;}?@é‘c?& TIC: BF107200.D

1200000
1000000 10.78
800000
600000 9.98 11.48

8.22
400000

13.19
11.11 1191 12.35%83 13.27

200000 ’\

Y | G| W A
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abi’!;}?@é‘c?& TIC: BF107200.D

1200000
1000000
800000
600000
14.13

400000 15.67

200000
13.94

1361 |\ J{1425 1457 15.23 16.16 18.39

L e e e e e e T T T T T T T
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I T
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T I
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T T T T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO70718\

Data File : BF107200.D

Aca On 7 Jul 2018 12:30

Operator : JU/SJ

ﬁ?ggle i J3791-01 ZER-SB-03-11-72
ALS Vial : 8 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.

5.18 9.44 ng 162374 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (5.178 min): BF107200.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R LS S AR
| 83.0 | 4.80 500 520 5.40 5.60
Obrrr e e e m/z 59.00 60.83%
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 L L L I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 19.95%
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 410 m/z 58.00 15.90%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R R b
43.0 4.80 500 520 5.40 5.60
m/z 41.00 9.24%
5000
101.0
oL 150 310 | 80690 860
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\HPCHEM1\BNA F\DATA\BFO70718\

Data File : BF107200.D

Aca On 7 Jul 2018 12:30

Operator : JU/SJ

ﬁ?ggle i J3791-01 ZER-SB-03-11-72
ALS Vial : 8 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 unknown6.72 Concentration Rank 1

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

6.72 67.71 ng 1165150 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.719 min): BF107200.D (-741) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 BRSNS
400 540 | 6.40 6.60 6.80 7.00
Ottt el 780 | ageo W w7z 68.10 41.66%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PP
410 o o m/z 134.00 31.42%
0....,....,....,....,....,....,....,....,.1.0.7.0....|....|... -
m/z--> 30 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 24 .75%
70.0
31.0 52.0
o 86.0 107.0116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R A REEmsmsaay
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.12%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T SRR 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\HPCHEM1\BNA F\DATA\BFO70718\

Data File : BF107200.D

Aca On 7 Jul 2018 12:30

Operator : JU/SJ

ﬁ?ggle i J3791-01 ZER-SB-03-11-72
ALS Vial : 8 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 Retene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.19 3.11 ng 69613 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 94
3 1.4-Di-(4"-methviphenvbuta-1.3... 234 C18H18 1000202-17-5 80
4 Phenol. 2.6-bis(l.1-dimethvlethv... 234 C16H260 004130-42-1 52
5 Benzene, 1,3-bis(l,1-dimethyleth... 234 C16H260 001518-53-2 50
Abundance Scan 1845 (13.189 min): BF107200.D (-1843) (-) m/z 219.10 100.00%
219.1
5000
189.0 AR DU B B BN
430 TLO 101.0 12.|80 13.'00 13.'20 13.'40 13.|60
(o} : m/z 234.10 59.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89260: Retene
219.0
5000

12.80 13.00 13.20 13.40 13.60

189.0 m/z 204.10 39.91%
102 165.0
0 270 510 760 1 ‘ H\ ul 1390 ul A “H\ Ml H\‘ 2 70
A A o e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219.0
e
12.80 13.00 13.20 13.40 13.60
5000 m/z 203.10 26.47%
189.0
o 390 630 820 1020 13909 165.0 237.0
R o T B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89281: 1,4-Di-(4-methylphenyl)buta-1,3-diene A . e i i i
234.0 12.80 13.00 13.20 13.40 13.60
m/z 202.10 21.83%
105.0
5000
204.0
128.0
0...,?%owﬁ%?|J.Tﬁfnﬁ.|ﬁw.k|....m153? .%Tﬁ?JH.JM.UW..J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40 13.60

8270-BF061918_.M Mon Jul 09 15:49:39 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070718\
Data File : BF107200.D

Aca On 7 Jul 2018 12:30

Operator : JU/SJ

Sample : J3791-01

Misc :

ALS Vial : 8 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 5 Nonadecyl pentafluoropropio... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 6.17 ng 138306 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1973 (13.942 min): BF107200.D (-1969) (-) m/z 57.05 100.00%
57.0
97.0
5000
PN U AU B I
392 2071 13.60 13.80 14.00 14.20
N — .hl.}.--.,....,-....,.?8.1-.0,....,....,.. m/z 55.00 83.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
570 g70
5000 N U AU B I
13.60 13.80 14.00 14.20
5.0 m/z 43.05 80.24%
0 Z&OJ‘\H‘\yM\M\f |, 182.0 2220 2660 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 DAL UL SRR AR B
13.60 13.80 14.00 14.20
5000 m/z 83.10 78 .58%
169.0
oL.2600 131.0 2100 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.05 65.95%
5000
oL.26l0] | ‘ “ | 1390 1820 2380 2830 3340
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070718\
Data File : BF107200.D

Acq On 7 Jul 2018 12:30

Operator : JU/SJ

Sample - J3791-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 5.18 9.4 ng 162374
unknown6.72 6.72 67.7 ng 1165150
Retene 13.19 3.1 ng 69613
Nonadecyl pentafl... 13.94 6.2 ng 138306
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|--Internal Standard---|
Resp Conc]

|# RT

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

344174
344174
448087
448087

ZER-SB-03-11-72
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