LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110111.D

Aca On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample : J5610-06

Misc :

ALS Vial : 10 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-BF102318.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 2.310 33 38 45 rVB 463065 614446 14.82% 1.642%
2 3.593 254 256 264 rBV 21753 49783 1.20% 0.133%
3 5.210 527 531 540 rVB 149373 190097 4 _.58% 0.508%
4 5.593 590 596 599 rBY 3761616 3648762 87.98% 9.749%
5 6.593 760 766 779 rVB2 3501415 4147117 100.00% 11.081%
6 6.740 786 791 794 rBVY 3704773 3804424 91.74% 10.165%
7 6.963 826 829 833 rBVY 1215998 1101258 26.55% 2.943%
8 7.122 852 856 860 rBY 3235225 2931579 70.69% 7.833%
9 7.528 920 925 928 rBVY 2284715 2324459 56.05% 6.211%
10 8.251 1044 1048 1051 rBV 1491299 1328304 32.03% 3.549%

11 9.322 1225 1230 1234 rBV 3944792 3734104 90.04% 9.977%
12 9.716 1293 1297 1301 rVB 638454 530483 12.79% 1.417%
13 9.869 1319 1323 1326 rBvV 84773 77383 1.87% 0.207%
14 10.010 1343 1347 1350 rBV 1555286 1262307 30.44% 3.373%
15 10.798 1477 1481 1485 rBV 1988925 1763105 42.51% 4.711%

16 11.504 1597 1601 1603 rBV 1112511 1087433 26.22% 2.906%
17 11.522 1603 1604 1609 rVB 426647 346401 8.35% 0.926%
18 11.575 1609 1613 1617 rBV 109228 104895 2.53% 0.280%
19 12.010 1683 1687 1689 rBv2 157708 174927 4.22% 0.467%

20 12.033 1689 1691 1694 rVB 76118 67622 1.63% 0.181%
21 12.116 1702 1705 1707 rBV2 64514 71538 1.73% 0.191%
22 12.327 1738 1741 1747 rVB3 40859 45803 1.10% 0.122%
23 12.639 1791 1794 1798 rBV 49120 50667 1.22% 0.135%

24 12.716 1804 1807 1811 rBV 712362 578130 13.94% 1.545%
25 12.951 1840 1847 1852 rBV 551436 650879 15.69% 1.739%

26 13.086 1866 1870 1873 rBV 2966963 2547909 61.44% 6.808%

27 13.645 1962 1965 1967 rBV2 65976 70908 1.71% 0.189%
28 13.780 1986 1988 1993 rVB 73025 59785 1.44% 0.160%
29 13.969 2018 2020 2032 rVB4 255994 374164 9.02% 1.000%
30 14.110 2042 2044 2046 rBVZ2 87627 65252 1.57% 0.174%

31 14.151 2046 2051 2053 rVV2 1049282 1248578 30.11% 3.336%
32 14.174 2053 2055 2059 rVB 282183 237222 5.72% 0.634%
33 14.286 2072 2074 2077 rVB2 112816 99603 2.40% 0.266%
34 14.598 2124 2127 2129 rVB 127588 113850 2.75% 0.304%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110111.D

Aca On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample : J5610-06

Misc :

ALS Vial : 10 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-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.216 2230 2232 2239 rVV 183241 299678 7.23% 0.801%
36 15.268 2239 2241 2249 rVB 186673 236197 5.70% 0.631%
37 15.604 2295 2298 2305 rBV 182456 291919 7.04% 0.780%

38 15.674 2306 2310 2314 rBV2 652729 844700 20.37% 2.257%
39 16.139 2386 2389 2393 rVB 180910 250226 6.03% 0.669%

Sum of corrected areas: 37425897
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110111.D

Aca On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample : J5610-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF102318_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110111.D

Aca On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample : J5610-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.31 11.16 ng 614446 1,4-Dichlorobenzene-d4 6.97
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 38 (2.310 min): BF110111.D (-33) (-) m/z 73.05 100.00%
7B
5000 43
55 87
37| o7 220 240  2.60 '
o S 7 1N O PP 1 K — m/z 43.00 40.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 N L B
43 220 240  2.60
55 87 m/z 55.05 28.57%
0 FF 35 1] 67 ||, 80
mz> %0 3 4 % 6 70 80 % 100 110 130 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol \
7B
87 T T T T

220 240  2.60
5000 55 m/z 87.10 24 _54Y%

Jd

79 | 97 112 129
0.,”.w.”.“.”,”.w.” T P . o S
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- i
73 220 2.40 2.60
m/z 41.05 13.73%
5000 43
58
0 A1 il I
R e R B o B A R RARE L B B o e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2 20 240 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110111.D

Aca On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample : J5610-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.21 3.45 ng 190097 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Butanamide. 2-hvdroxv-2.N-dimethvl- 117 C5H11NO2 039961-72-3 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 531 (5.210 min): BF110111.D (-527) (-) m/z 43.00 100.00%
43
59
5000
o 480 500 520 540 5.60
0...,....,....,....','!:..5,%.'!'1,....,....,E.;?..,...:,|....,....,... m/z 59.00 55.39%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS SR LR
59 480 5.00 520 5.40 5.60
m/z 101.10 19.12%
15 31 101
0 25n. in 53.| 83 |
R SO I SR UL UL IULIL IR UL UL SR B B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540 5.60
5000 m/z 58.00 15.52%
101
oL 1 2531 || 5158 6 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8513: Butanamide, 2-hydroxy-2,N-dimethyl-
59 480 5.00 520 5.40 5.60
m/z 41.00 9.00%
5000
81 43 89
o H\‘ ‘M‘ 53 || 65 72 ‘ 102 117
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110111.D

Aca On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample : J5610-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF102318_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 unknown6.74 Concentration Rank 1

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

6.74 69.09 ng 3804420 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 791 (6.740 min): BF110111.D (-786) (-) m/z 131.95 100.00%
5000 68
40 | % J 6.40 6.60 6.80 7.00
54 : : : :
o ol {787 L apsus o hn/z 68.05  38.78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LSRR SRR SRR SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.85%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
LSRR SRR SR SRR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.34%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R B BEEAE e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 15.38%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110111.D

Aca On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample : J5610-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.22 ng 174927 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1687 (12.010 min): BF110111.D (-1683) (-) m/z 73.00 100.00%

60 78
5000 129 192
14 11.60 11.80 12.00 12.20 12.40
0 m/z 60.00 97 .69%
20 40 60

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 W
11.60 11.80 12.00 12.20 12.40
m/z 43.05 95.05%
213
Ju 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73
43 BERE R S e
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 57.10 70.93%
29
o 15 “‘.‘l‘.‘.l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid A B o
60 73 11.60 11.80 12.00 12.20 12.40
m/z 41.10 68.07%
43
5000
129
29 ‘ T7 115 171185 214
o1 |
o..1.5,.‘:..\,‘.‘..‘l\“.w“.‘.,“‘l‘..?ﬂ‘,u.ww‘;,.‘.‘..,‘.l.?f..;.,.\..1.98...‘.....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110111.D

Aca On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample : J5610-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 6 1-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.99 ng 374164 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 94
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
4 1-Docosene 308 C22H44 001599-67-3 93
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 90
Abundance Scan 2020 (13.969 min): BF110111.D (-2018) (-) m/z 57.10 100.00%
g7
5000 83 VﬂgﬁﬂJwﬁmﬁwa\~JAVAPMA~””“
1360 1380 1400 1420
3 140 163 197 234 : : : :
I | Lo 200 00 297260270290 319 349 1 sz 43.10  87.66%
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene
57 g3
5000 SRR AR UM UM B
111 anmmmmm
29 m/z 55.05 70.33%
oL 4 1130169 196 224 250 294 322
m/z--> 55 100 1éo 260 2%0 360 3§o
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
13.60 13.80 14.00 14.20
5000 m/z 71.10 50.98%
29 ’ 111
168 196
o Ii} \ ‘}%g.l A ?%7| 258 S
m/z--> 50 150 200 250 300 350
Abundance #163019: 9-Tricosene, (Z)- L LI L L L N BN B
55 13.60 13.80 14.00 14.20
m/z 69.10 50.20%
5000 WA&#fﬂkuMzwwwﬂk”whfwmthwuv
29
322
0 }i ‘ I ,1?9\167 195 222 262 294 |
m/z--> % 2m ﬁ) ﬁo 3% anmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110111.D

Aca On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample : J5610-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 7 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.14 5.92 ng 250226 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Nonacosane 408 C29H60 000630-03-5 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83

Abundance Scan 2389 (16.139 min): BF110111.D (-2386) (-) m/z 57.10 100.00%

g7
85
5000

15.80 16.00 16.20 16.40

141169 216 265 298327 396 444
0 ,UJ g GA6 200 208327 365396 444472 506 | 7o 71.10  63.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57
5000 LA L L L L L L |
85 15.80 16.00 16.20 16.40
m/z 43.10 58.31%
29
0 18141169197 225 253281 323351 380
L e I o o e e e BLARAR AN e o o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215180: Nonacosane
R R REE
15.80 16.00 16.20 16.40
5000 m/z 85.10 53.55%

141 169197 205 253281 309337 365 408

HeiE

04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane B e A
15.80 16.00 16.20 16.40
m/z 55.00 24 .80%
5000

| 113141 169197 225 253 282
m/z--> 50 100 150 200 250 300 350 400 450 500 15.:80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102418\
Data File : BF110111.D

Acq On : 24 Oct 2018 13:31

Operator : JU/SJ

Sample - J5610-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
Quant Title : 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... 2.31 11.2 ng 614446 1 6.97 1101260 20.0
2-Pentanone, 4-hy... 5.21 3.5 ng 190097 1 6.97 1101260 20.0
unknown6.74 6.74 69.1 ng 3804420 1 6.97 1101260 20.0
n-Hexadecanoic acid 12.01 3.2 ng 174927 4 11.50 1087430 20.0
1-Tricosene 13.97 6.0 ng 374164 5 14.15 1248580 20.0
Heptacosane 16.14 5.9 ng 250226 6 15.67 844700 20.0
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