LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080918\
Data File : BF108059.D
Aca On : 9 Aug 2018 18:17 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22Ie - J4362-04 JTY-SB-03-04-05-1-11
ALS Vial : 21 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-BF080818 .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 5.254 489 496 508 rBV 933923 1237596 18.48% 2.132%
2 5.643 556 562 565 rBY 6338049 6303830 94.14% 10.861%
3 6.631 724 730 733 rBVY 6441035 6696418 100.00% 11.538%
4 6.660 733 735 745 rVB 66468 70709 1.06% 0.122%
5 6.784 751 756 760 rBVY 6583653 6530289 97.52% 11.251%
6 7.019 792 796 799 rVB 2015154 1787715 26.70% 3.080%
7 7.172 818 822 826 rVB 5311582 4569484 68.24% 7.873%
8 7.578 886 891 894 rVB 4363988 4087459 61.04% 7.043%
9 8.301 1009 1014 1017 rBV 2439455 2166240 32.35% 3.732%
10 9.372 1191 1196 1200 rBV 6256973 6055904 90.43% 10.434%

11 9.766 1259 1263 1266 rBV 1149868 913866 13.65% 1.575%
12 10.066 1309 1314 1317 rBV 2151587 2079808 31.06% 3.583%
13 10.854 1443 1448 1462 rBV 3880307 3374620 50.39% 5.814%
14 11.560 1564 1568 1571 rBV 2230940 1867421 27.89%% 3.217%
15 11.930 1628 1631 1635 rVB 119146 91942 1.37% 0.158%

16 12.060 1650 1653 1657 rBV 123669 136948 2.05% 0.236%
17 12.624 1746 1749 1750 rBV 312290 236268 3.53% 0.407%
18 12.642 1750 1752 1760 rVB 521839 474128 7.08% 0.817%
19 12.942 1800 1803 1809 rBV 146970 130993 1.96% 0.226%
20 13.148 1834 1838 1841 rBV 6204511 5473669 81.74% 9.431%

21 14.036 1986 1989 1999 rBV 180213 316609 4.73% 0.546%
22 14.213 2015 2019 2023 rBV 2107747 1997298 29.83% 3.441%
23 15.777 2280 2285 2291 rVB 1091689 1440360 21.51% 2.482%

Sum of corrected areas: 58039574
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108059.D

Aca On : 9 Aug 2018 18:17

Operator : JU/SJ

Sample = J4382-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108059.D

Aca On : 9 Aug 2018 18:17

Operator : JU/SJ

ﬁ?ggle i J4382-04 JTY-SB-03-04-05-1-11
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.25 13.85 ng 1237600 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 495 (5.248 min): BF108059.D (-489) (-) m/z 43.05 100.00%
43.0
5000 59.1
| a0 0 o | b0 5o Sk 3R
R R L R I [ e o I R m/z 59.10 47 .02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL UL I
59.0 500 520 540 5.60
m/z 58.10 15.91%
270 ‘| g3.0 1010
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
" 500 520 540 5.60
5000 m/z 101.10 13.02%
58.0
2710 ‘ 101.0
"'w't“'b“'“|"7%q"'J'“'|"'w""|“"|"'w""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime B o R ma
43.0 5.00 5.20 5.40 5.60
m/z 41.05 7.45%
5000
101.0
15.0 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108059.D

Aca On : 9 Aug 2018 18:17

Operator : JU/SJ

ﬁ?ggle i J4382-04 JTY-SB-03-04-05-1-11
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1

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

6.78 73.06 ng 6530290 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108059.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sy || e oh0 650 o0 760 720
el b et 1 880 1150 WL Tm/z  68.10  48.51%
m/z--> 10 20 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 R
5000 UL LR UL L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 66.10 33.04%
'w'“'w'“J“Jh'L'w'“l”'h'“'v'“l”'w'“'w'“l“”l"'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 134.00 32.94%
150 280 390 520 830 770 900 1040 .., ||
mz> 10 % 30 40 50 6 70 80 00 100 110 130 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 19.95%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T AR SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108059.D

Aca On : 9 Aug 2018 18:17

Operator : JU/SJ

ﬁ?ggle i J4382-04 JTY-SB-03-04-05-1-11
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9,12-Octadecadienoic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.62 2.53 ng 236268 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 96
4 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 94

Abundance Scan 1748 (12.619 min): BF108059.D (-1746) (-) m/z 67.10 100.00%

67.1

41.1
5000

-

12.40 12.60 12.80 13.00
m/z 81.05 84.31%

137.1

164.1185.2 211.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

:

12.I40 12.I60 12.I8O 13.IOO
m/z 55.10 82.39%

5000

123.0 149.0 1795 262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

:

41.0

12.40 12.60 12.80 13.00
m/z 41.10 57.61%

5000

123.0
1500 1780 pp30 2630 2940

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139727: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T T T
67.0 12.40 12.60 12.80 13.00
m/z 95.10 51.27%

-

5000

294.0

-

123.0 150.0 178.0 220.0 263.0

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108059.D

Aca On : 9 Aug 2018 18:17

Operator : JU/SJ

ﬁ?ggle i J4382-04 JTY-SB-03-04-05-1-11
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.64 5.08 ng 474128 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 91
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 90
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 72

Abundance Scan 1752 (12.642 min): BF108059.D (-1750) (-) m/z 55.10 100.00%

5000

:

111.1 IIIIIIIIIIIIIIIIIIIIIII
180.2 2222 264.3 12.40 12.60 12.80 13.00

m/z 41.10 66 .33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

:

12.I40 12!60 12.I8O 13.IOO
m/z 69.10 52.02%

5000

180.0 222.0 264.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0
B B
12.40 12.60 12.80 13.00
5000 m/z 74.10 50.25%

264.0

180.0 222.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester A Rl A
55.0 12.40 12.60 12.80 13.00
m/z 43.10 47.96%

5000

3

180.0  222.0 296.0

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108059.D

Aca On : 9 Aug 2018 18:17

Operator : JU/SJ

ﬁ?ggle i J4382-04 JTY-SB-03-04-05-1-11
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Z-5-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .04 3.17 ng 316609 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 97
2 E-14-Hexadecenal 238 C16H300 330207-53-9 96
3 1-Eicosene 280 C20H40 003452-07-1 95
4 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 95
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 93
Abundance Scan 1990 (14.042 min): BF108059.D (-1986) (-) m/z 55.10 100.00%
5511
83.1 MAﬁMMWMMNAWMWMmﬂMmM
5000
178.1 207.1 254.1 204.2 326.3 13.80 14.00 14.20 14.40
et m/z 57.10 96.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115907: Z-5-Nonadecene
550 83.0
5000 RS A S SRR IR
13.80 14.00 14.20 14.40
m/z 43.10 95.47%
210.0 238.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92510: E-14-Hexadecenal
43.0
"' 13.80 14.00 14.20 14.40
5000 m/z 83.10 65.82%
140.0 168.0  210.0 238.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127767: 1-Eicosene s B L R
43.0 13.80 14.00 14.20 14.40
83.0 m/z 69.10 59.14%
5000
“‘\ |‘ ' 0 2000 2520
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13)80 14100 14)20 14J40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF080918\

Data File : BF108059.D

Acg On : 9 Aug 2018 18:17

Operator : JU/SJ

3?22'6 i J4382-04 UTY-SB-03-04-05-1-11
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.25 13.9 ng 1237600 1 7.02 1787720 20.0
unknown6.78 6.78 73.1 ng 6530290 1 7.02 1787720 20.0
9,12-Octadecadien... 12.62 2.5 ng 236268 4 11.56 1867420 20.0
9-Octadecenoic ac... 12.64 5.1 ng 474128 4 11.56 1867420 20.0
Z-5-Nonadecene 14 .04 3.2 ng 316609 5 14.21 1997300 20.0

8270-BF080818.M Fri Aug 10 12:50:16 2018 Page: 8



