LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108422.D

Aca On : 23 Aug 2018 12:47

Operator : JU/SJ

Sample : PB112242BL

Misc :

ALS Vial : 5 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 2.449 11 19 25 rvB 91534 142189 2.74% 0.364%
2 5.272 492 499 509 rBV 121580 178413 3.44% 0.457%
3 5.637 556 561 564 rBY 3580200 3825461 73.76% 9.790%
4 6.625 722 729 732 rBVY 3693446 4029971 77.70% 10.313%
5 6.772 749 754 757 rBVY 4018450 4038887 77.87% 10.336%

7.001 789 793 796 rBV 1007162 949397 18.30% 2.430%
7.154 814 819 823 rBV 3170320 3219674 62.08% 8.240%
7.560 882 888 892 rBV 2264516 2713999 52.33% 6.946%
8.283 1005 1011 1014 rBV 1258444 1196263 23.06% 3.061%
9.360 1187 1194 1197 rBV 4907347 5153961 99.37% 13.190%

=
QO ~NO®

11 10.042 1304 1310 1320 rBV2 1481527 1452420 28.00% 3.717%
12 10.842 1439 1446 1463 rBV 3019794 3238900 62.45% 8.289%
13 11.542 1559 1565 1568 rBV 1663491 1549423 29.87% 3.965%
14 13.130 1830 1835 1838 rBV 5417235 5186586 100.00% 13.273%
15 14.195 2012 2016 2024 rBV 1130275 1093679 21.09% 2.799%

16 15.748 2272 2280 2290 rVB 573026 848926 16.37% 2.173%

17 16.201 2352 2357 2362 rBV2 59050 91588 1.77% 0.234%

18 16.753 2445 2451 2458 rVB2 49352 97284 1.88% 0.249%

19 17.401 2555 2561 2569 rVB2 30766 68005 1.31% 0.174%
Sum of corrected areas: 39075026
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108422.D

Aca On : 23 Aug 2018 12:47

Operator : JU/SJ

Sample : PB112242BL

Misc :

ALS Vial : 5 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: BF108422.D

5000000

6.77
4000000
5.64 6.62

7.15
3000000

7.56
2000000

1000000 7.00

2.45 5.27

AN
T T

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

Abundance TIC: BF108422.D

5000000 9.36

4000000

3000000 10.84

2000000 11.54
10.04 i

1000000

L

T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF108422.D

T
13.00

5000000

4000000

3000000

2000000

14.19

1000000
15.75

16.20 16.75 17.40

O r——
Time--> 13.50

I
17.50

= L =TT
18.00

™ T
14.50 15.00

1 1
15.50 16.00 16.50 17.00

T
18.50

8270-BF080818.M Fri Aug 24 12:21:49 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108422.D

Aca On : 23 Aug 2018 12:47

Operator : JU/SJ

Sample : PB112242BL

Misc :

ALS Vial : 5 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.45 3.00 ng 142189 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 19 (2.449 min): BF108422.D (-11) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 871

| ‘ 2.40 2.50 2.60 2.70 2.80 2.90
e e e e e e || M7z 43,05 43.28%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 | BRI BN N LN BN L BN
43.0 2.40 2.50 2.60 2.70 2.80 2.90
5580 87.0 m/z 55.05 29.42%
29.0
Ottt e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 B E s R s s R
2.40 2.50 2.60 2.70 2.80 2.90
5000 41.0 550 m/z 87.10 25.39%
29.0
o U, ‘ IX w ‘ 97.0 112.0 129.0
R o R o R B e R AR RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol e
73.0 2.40 2.50 2.60 2.70 2.80 2.90
0
550 m/z 41.10 14.62%
43.0
5000
27 0
150 ||, H
0.w.”w.”l“.”,”.w.”.“.”,m.w.”.“.”,”.w.”.“.”,”.
m/z--> 10 30 40 50 70 80 90 100 110 120 130 2.40 2.50 2.60 2.70 2.80 2.90
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108422.D

Aca On : 23 Aug 2018 12:47

Operator : JU/SJ

Sample : PB112242BL

Misc :

ALS Vial : 5 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 3.76 ng 178413 1,4-Dichlorobenzene-d4 7.00
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. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 499 (5.272 min): BF108422.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 | 5.00 520 5.40 5.60
o} N 1 PSSO NS S — m/z 59.10 53.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U UL UL IR
59.0 500 520 540 5.60
m/z 101.10 16.92%
) 830 1970
s R AR LA SRR AN RARA KRR LA REAAS SRR LAASN SARAS LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
500 520 540 560
5000 1.0 m/z 58.00 14 .63%
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e A e
43.0 5.00 520 5.40 5.60
m/z 41.10 9.76%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108422.D

Aca On : 23 Aug 2018 12:47

Operator : JU/SJ

Sample : PB112242BL

Misc :

ALS Vial : 5 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 unknown6.77 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.77 85.08 ng 4038890 1,4-Dichlorobenzene-d4 7.00
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 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 754 (6.772 min): BF108422.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 541 ‘ %1 6.40 6.60 6.80 7.00 7.20
o.,....,....'I'!...,!.'..,.-!.'.|,..7.5?,1....,..J.,%??.?.l.l.??....,"...,.. m/z 68.10  46.52%
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 USRI SRS AR SRR N

640 6.60 6.80 7.00 7.20
m/z 134.00 33.54%

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
e e S R E e
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.61%
33.0 44.0 0.0 105.0
699 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
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e e e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.60%
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 B R S B o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108422.D

Aca On : 23 Aug 2018 12:47

Operator : JU/SJ

Sample : PB112242BL

Misc :

ALS Vial : 5 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:\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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.20 2.16 ng 91588 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2357 (16.201 min): BF108422.D (-2352) (-) m/z 57.10 100.00%
57.1
5000
l Jgg-l 15.80 16.00 16,20 16.40 16.60
141.1 183.2 . . . . .
o...-.,.‘.':-.i|,.-'.d.~.',-.-..~.,....,.2]8.1'.1,....,....,...., m/z 43.05 62.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LR U SRR BRI B
15.80 16.00 16.20 16.40 16.60
m/z 71.10 52.66%
o lll 141.0 1830 225.0 267.0 309.0 351.0 437.0
m/z--> 55 160 150 200 250 300 350 400 '
Abundance #202661: Heptacosane
57.0
15.80 16.00 16,20 16.40 16.60
5000 m/z 85.05 41.11%
9.0
0259 . Il ||y 1410 1830 2250 267.0 309.0 380.0
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #141426: Heneicosane
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.00 18.96%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> 50 100 150 200 250 300 350 400 ' 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108422.D

Aca On : 23 Aug 2018 12:47

Operator : JU/SJ

Sample : PB112242BL

Misc :

ALS Vial : 5 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.75 2.29 ng 97284 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2450 (16.748 min): BF108422.D (-2445) (-) m/z 57.10 100.00%
57.1
99.0 NN SN
,| || I 411 190 9 16.40 16.60 16.80 17.00
ol *-"'- e e T ] m/z 43.10 64.72%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 A UL BN BUA B
16 40 16. 60 16. 80 17.00
99.0 m/z 71.10 63.44%
240 LAy d | J0 pes0 om0 a0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.05 45 _.77%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #141426: Heneicosane
57.0 16.40 16.60 16.80 17.00
m/z 55.00 21.31%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 1640 1660 1680 1700 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
Data File : BF108422.D

Acq On : 23 Aug 2018 12:47

Operator : JU/SJ

Sample : PB112242BL

Misc :

ALS Vial : 5 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:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.45 3.0 ng 142189 1 7.00 949397 20.0
2-Pentanone, 4-hy... 5.27 3.8 ng 178413 1 7.00 949397 20.0
unknown6.77 6.77 85.1 ng 4038890 1 7.00 949397 20.0
Hentriacontane 16.20 2.2 ng 91588 6 15.75 848926 20.0
Eicosane 16.75 2.3 ng 97284 6 15.75 848926 20.0
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