LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108749.D

Aca On > 4 Sep 2018 19:00

Operator : JU/SJ

Sample : J4764-01

Misc :

ALS Vial : 17 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-BF083018 .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 5.219 486 490 500 rBV 236641 256261 21.09% 2.253%
2 5.631 556 560 588 rBV 79029 390988 32.18% 3.438%
3 6.625 725 729 749 rBV 248847 822583 67.70% 7.233%
4 6.760 749 752 779 rVB 502176 1004413 82.67% 8.832%
5 6.995 788 792 810 rBV 200030 431137 35.48% 3.791%
6 7.142 814 817 852 rVB 521776 811189 66.76% 7.133%
7 7.560 884 888 910 rBV 169330 565987 46.58% 4_.977%
8 8.272 1006 1009 1028 rBV 294169 536773 44.18% 4_.720%
9 9.342 1188 1191 1206 rBV 755653 1003626 82.60% 8.825%
10 9.736 1252 1258 1268 rBV 208157 239403 19.70% 2.105%
11 10.030 1305 1308 1325 rBV2 538905 628330 51.71% 5.525%
12 10.436 1374 1377 1380 rVB 23875 20543 1.69% 0.181%
13 10.654 1410 1414 1417 rBvV2 12757 12391 1.02% 0.109%
14 10.830 1440 1444 1455 rBvV 133019 256236 21.09% 2.253%
15 10.907 1455 1457 1467 rVB2 33410 60631 4 _.99% 0.533%
16 11.360 1529 1534 1536 rBvV 33417 29127 2.40% 0.256%
17 11.389 1536 1539 1541 rVB 15991 16182 1.33% 0.142%
18 11.530 1559 1563 1575 rBvV 440563 729778 60.06% 6.417%
19 11.613 1575 1577 1584 rVVve6 22416 48524 3.99% 0.427%
20 11.666 1584 1586 1590 rVB2 11492 14081 1.16% 0.124%
21 11.789 1603 1607 1610 rBV 34181 31804 2.62% 0.280%
22 12.036 1643 1649 1650 rBvV4 9666 14582 1.20% 0.128%
23 12.066 1652 1654 1660 rVV3 18764 30296 2.49% 0.266%
24 12.148 1664 1668 1670 rVvVv4 13552 21186 1.74% 0.186%
25 12.195 1674 1676 1680 rVB 35994 27800 2.29% 0.244%
26 12.477 1719 1724 1727 rBV5 9715 12299 1.01% 0.108%
27 12.583 1739 1742 1748 rBV 41389 45241 3.72% 0.398%
28 12.754 1767 1771 1781 rBV 116895 179647 14.79% 1.580%
29 12.960 1803 1806 1807 rBV 36009 35543 2.93% 0.313%

30 12.983 1807 1810 1816 rVB 111725 140852 11.59% 1.239%

31 13.113 1828 1832 1843 rBV 1044314 1215016 100.00% 10.684%

32 13.313 1863 1866 1870 rVB 39225 32887 2.71% 0.289%
33 13.654 1922 1924 1927 rBV 27074 25057 2.06% 0.220%
34 13.983 1978 1980 1983 rBV2 26987 22212 1.83% 0.195%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108749.D

Aca On > 4 Sep 2018 19:00

Operator : JU/SJ

Sample : J4764-01

Misc :

ALS Vial : 17 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.036 1984 1989 1996 rVB5 53074 113697 9.36% 1.000%

36 14.124 2001 2004 2007 rBV 39133 34381 2.83% 0.302%
37 14.183 2010 2014 2024 rBV2 466945 750532 61.77% 6.600%
38 14.930 2138 2141 2144 rVB 43796 48291 3.97% 0.425%

39 15.289 2197 2202 2211 rVB2 84442 168714 13.89% 1.484%
40 15.742 2274 2279 2291 rVB 218224 424261 34.92% 3.731%
41 16.159 2347 2350 2356 rVB 72400 119926 9.87% 1.055%

Sum of corrected areas: 11372407
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\

BF108749.D

4 Sep 2018 19:00

JussJ

J4764-01

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108749.D

Aca On : 4 Sep 2018 19:00

Operator : JU/SJ

Sample : J4764-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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.

5.22 11.89 ng 256261 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 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 490 (5.219 min): BF108749.D (-486) (-) m/z 43.10 100.00%
431
59.1
5000 k\__
| 650 1°|1-1 480 500 520 540 5.60
O“I“”I””I”“w'“P'LP'”P'“P'“P”'P“'P”'P”'P”W'“W m/z 59.10 54.90%
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 I R LN I
59.0 480 500 520 540 5.60
m/z 101.10 16.34%
31.0 | g20 1010
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-

59.0

4.80 500 520 540 5.60
5000 41.0 m/z 58.05  13.98%

29.
87.0
15.0 ‘\‘ ‘ Tl 74).0 | 980
oL a1 S 71 Y 1IN S ke
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 T T T
59.0 4.80 5.00 520 5.40 5.60
m/z 41.10 9.31%
5000 41.0

0 I L 730 1260 1420

e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108749.D

Aca On : 4 Sep 2018 19:00

Operator : JU/SJ

Sample : J4764-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.76 Concentration Rank 1

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

6.76 46.59 ng 1004410 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.760 min): BF108749.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.0
6.40 6.60 6.80 7.00
01 m/z 68.05 44 . 74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.40 6.60 6.80 7.00
33.0 44.0 105.0 m/z 134.00 31.55%
| . 70.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.05 30.07%
104.0
ol 140 270 300 510 000 770 g90 | 1150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.53%
5000
92.0
65.0
0 p70 390 510 7 770 | 1030,
m/z--> 10 20 30 Jo 50 65 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\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108749.D

Aca On : 4 Sep 2018 19:00

Operator : JU/SJ

Sample : J4764-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknownl4.04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .04 3.03 ng 113697 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 49
2 17-Pentatriacontene 491 C35H70 006971-40-0 46
3 1-Pentadecene 210 C15H30 013360-61-7 45
4 1-Docosene 308 C22H44 001599-67-3 43
5 2-Methyl-Z-4-tetradecene 210 C15H30 1000130-78-3 42
Abundance Scan 1990 (14.042 min): BF108749.D (-1984) (-) m/z 57.05 100.00%
57.0
97.1
5000
"' 13/80 14.00 14.20 14.40
Ok m/z 55.10 90.96%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #143256: 1-Eicosanol
43.0
83.0
5000 RS A S SO IR
13.80 14.00 14.20 14.40
25.0 m/z 43.10 87.81%
0 J[ ] 1 | , 167.0 252.0
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance #234187: 17-Pentatriacontene
43.0

13.80 14.00 14.20 14.40
5000 83.0 m/z 97.10 74 .85%

25.0
1220167.0 2100 267.0307.0 490.0
L e 030 e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #69581: 1-Pentadecene EEEE BRI
43.0 13.80 14.00 14.20 14.40
m/z 83.10 67.17%
83.0
5000
25.0
oL B a0 e
mz-> 0 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108749.D

Aca On : 4 Sep 2018 19:00

Operator : JU/SJ

Sample : J4764-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.16 5.65 ng 119926 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2350 (16.159 min): BF108749.D (-2347) (-) m/z 57.10 100.00%
57.1
5000 l
411 224.1 2692 300.3341.1 15.80 16.00 16.20 16.40
oA} \“ ' LR Arst, 2l 2602 80984l 477 43,10 68.91%
m/z--> 50 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 L BN SO B B B

15.80 16.00 16.20 16.40
m/z 71.10 64.80%

27}0|

99.0
o2 Ly }410 183.0 225.0 2670 309.0338.0
e B s e B e L
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0
o o
15.80 16.00 16.20 16.40
5000 m/z 85.10 40.14%
99.0
ol Iy I 01700 210.0239.0268.0 309.0333 0367.0
e B : : e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R mE T o R
57.0 15.80 16.00 16.20 16.40
m/z 55.10 24 .94%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
e A T o e R o o
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF083018.M Wed Sep 05 15:12:00 2018

Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090418\
Data File : BF108749.D

Acq On : 4 Sep 2018 19:00

Operator : JU/SJ

Sample : J4764-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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... 5.22 11.9 ng 256261 1 7.00 431137 20.0
unknown6.76 6.76 46.6 ng 1004410 1 7.00 431137 20.0
unknownl14 .04 14 .04 3.0 ng 113697 5 14.19 750532 20.0
Tetracosane 16.16 5.7 ng 119926 6 15.74 424261 20.0
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