LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108331.D

Aca On : 21 Aug 2018 11:43

Operator : JU/SJ

Sample : J4521-03

Misc :

ALS Vial : 7 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 3.196 141 146 154 rVB 50106 80611 1.14% 0.165%
2 4.684 395 399 406 rBV 158750 174507 2.46% 0.357%
3 5.272 494 499 509 rvB 715305 988725 13.95% 2.025%
4 5.654 558 564 567 rBVY 4445052 4630923 65.31% 9.485%
5 6.637 724 731 733 rBVY 3974450 4477371 63.15% 9.171%

6.784 750 756 759 rBV 4770286 5144222 72.55% 10.537%
7.007 790 794 797 rBV 1168713 969855 13.68% 1.987%
7.166 816 821 824 rBV 4364451 4050229 57.12% 8.296%
7.572 884 890 893 rBV 3188686 3537606 49.89% 7.246%
8.289 1007 1012 1015 rBV 1220610 1196541 16.88% 2.451%

=
QO ~NO®

11 9.366 1188 1195 1198 rBV 6097485 6355312 89.64% 13.017%
12 10.048 1306 1311 1315 rBV2 1492824 1412410 19.92% 2.893%
13 10.848 1440 1447 1450 rBV 4212273 4317746 60.90% 8.844%
14 11.548 1560 1566 1569 rBV 1759154 1557483 21.97% 3.190%
15 12.930 1798 1801 1804 rBV 192944 146743 2.07% 0.301%

16 13.136 1829 1836 1840 rBV 6192510 7090157 100.00% 14.523%
17 13.636 1918 1921 1925 rBV 127830 105917 1.49% 0.217%
18 14.201 2012 2017 2020 rBV 1507831 1343928 18.95% 2.753%
19 15.324 2204 2208 2214 rVB 57161 74905 1.06% 0.153%
20 15.754 2274 2281 2288 rVB 669819 964905 13.61% 1.976%

21 16.212 2355 2359 2368 rVB 67569 107278 1.51% 0.220%
22 16.771 2448 2454 2459 rVB 48259 94038 1.33% 0.193%

Sum of corrected areas: 48821412
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108331.D

Aca On : 21 Aug 2018 11:43

Operator : JU/SJ

Sample : J4521-03

Misc :

ALS Vial : 7 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

Abundance TIC: BF108331.D
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Library Search Compound Report

Data Path :

Data File : BF108331.D

Aca On - 21 Aug 2018 11:43
Operator : JU/SJ

Sample : J4521-03

Misc :

ALS Vial :

Quant Method
Quant Title

7 Sample Multiplier: 1

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

LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

4.68 3.60 ng 174507 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 80
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80

Abundance Scan 398 (4.678 min): BF108331.D (-395) (-) m/z 55.10 100.00%
54.1 83.1
5000 43.0
98.1
‘ | 671 440 4.60 4.80 5.00
) SVt Y YU PE RS £/ SESRAN [ PR m/z 83.10 83.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L R L I L
20,0 43.0 98.0 440 460 480 500
m/z 43.00 39.34%
.|.‘ 1L Il | | 67.0 75.0 L
0 ”I""I”"I'"'P"'I"”I""I'”'I""P"'I"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83.0
250 USRS R R A
43.0 4.40 4.60 4.80 5.00
5000 m/z 39.00 30.31%
29.0
98.0
| A o 69.0 |
S S S U S S UL SIS SUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3352: 2-Pentene, 3,4-dimethyl-
55.0 440 4.60 4.80 5.00
m/z 98.10 28.66%
83.0
5000 41.0
27.0 98.0
so [l o
0 “|'””l"“|'"Wl"w“"w"'w""w*"w"'w"' USSR U L L
m/z--> 10 40 50 60 70 80 90 100 440 4.60 4.80 5.00

8270-BF080818.M Wed Aug 22 16:16:08 2018

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108331.D

Aca On : 21 Aug 2018 11:43

Operator : JU/SJ

Sample : J4521-03

Misc :

ALS Vial : 7 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.27 20.39 ng 988725 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 499 (5.272 min): BF108331.D (-494) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 IRRRERARES SAREE REREE R
5.00 5.20 5.40 5.60
O SLOLNL 72O 881 | 7759710 51.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL AR L L
59.0 500 520 540 560
m/z 101.10 15.78%
31|.o 830 g30 1010
O o . e e e B T L e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
500 520 540 560
5000 41.0 m/z 58.10 14.78%
31.0
69.0 87.0
15.0 M L sty 98.0
S S U U I UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LA L L L L L LB N L
59.0 5.00 5.20 5.40 5.60
m/z 41.05 9.29%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108331.D

Aca On : 21 Aug 2018 11:43

Operator : JU/SJ

Sample : J4521-03

Misc :

ALS Vial : 7 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 3 unknown6.78 Concentration Rank 1

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

6.78 106.08 ng 5144220 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 755 (6.778 min): BF108331.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 UM S SRR
400 540 ‘ 6.40 6.60 6.80 7.00 7.20
0 .,....,....'!'!...,!!..,-!.'.|,..7.5.‘,1....,..J.,%??.?.l.l.??...., b | m/z 68.10  47.92%
m/z--> 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 N
5000 UL AL IR R

6.40 6.60 6.80 7.00 7.20
m/z 134.00 33.29%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R R o B EmEE
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.31%
33.0 44.0 0.0 105.0
690 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.69%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R R R o Rmma
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108331.D

Aca On : 21 Aug 2018 11:43

Operator : JU/SJ

Sample : J4521-03

Misc :

ALS Vial : 7 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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.93 2.18 ng 146743 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 43
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35
Abundance Scan 1801 (12.930 min): BF108331.D (-1798) (-) m/z 56.05 100.00%
56.0
5000
83.1 129 1 2513 AN I BN B
h ”| h. o 157.1 1852 213.1 \ 124 12.60 12.80 13.00 13.20
Ottty . L,””“”.“”w””,””“”u.”:””“”.“”w m/z 57.10 53.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 AR R
29.0 12 60 12. 80 13. oo 13.20
830 129 m/z 43.10 43 .00%
m/z--> 25 45 eb 85 100 150 140 160 180 200 220 240 260 2éo 360
Abundance #154930: Hexadecanoic acid, butyl ester
56.0
12:60 12,80 13.00 13.20
5000 m/z 41.05 40.08%
29.0 630 129.0 257.0
oo o e [ smonmozso || o, sz
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester A B
57.0 12.60 12.80 13.00 13.20
m/z 55.05 32.45%
5000
239.0
29.0
0 h‘ ‘H HH 8?‘0\” 1\129 ° 157 0 185 0 21\3 0 ‘\ H 282.0 312 0 WFWJMMM
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 ' 12 60 12. 80 13. oo 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108331.D

Aca On : 21 Aug 2018 11:43

Operator : JU/SJ

Sample : J4521-03

Misc :

ALS Vial : 7 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.22 ng 107278 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2359 (16.212 min): BF108331.D (-2355) (-) m/z 57.10 100.00%
57.1
5000
B2 g0 1550 1600 16,20 1640 16,60
O ”.ﬁJHrJTquh.“.”,”.w.”...”,”.w.”.“.”,”. m/z 71.10 61.26%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 AR AR B B BN

15.80 16.00 16.20 16.40 16.60
m/z 43.10 59.07%

13.0 169.0 225.0 281.0 337.0 394.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
R e RE R e
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 47.78%
13. O
O ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
R o e e o e LA R S N e Sa RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl- I EAREE R
7.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 26 .46%
5000

13.0
169.0 239 9 294.0 352.0

e M — S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16 20 16 40 16. 60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF082118\

BF108331.D

21 Aug 2018 11:43

Ju/sJ

J4521-03

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

3-Penten-2-one,

2-Pentanone, 4-hy...

unknown6.78

Hexadecanoic acid...

Octacosane

8270-BF080818.M Wed Aug 22 16:16:11 2018

4... 4.68 3.6 ng
5.27 20.4 ng
6.78 106.1 ng
12.93 2.2 ng
16.21 2.2 ng

RT EstConc Units Response

174507
988725
5144220
146743
107278

|--Internal Standard---|
| # RT Resp Conc]

1 969855 20.0
1 969855
1 7.01 969855 20.0
5 14.20 1343930 20.0
6

15.75 964905 20.0
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