LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 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 2.257 24 29 35 rvB 400269 518198 34.63% 3.195%
2 5.181 523 526 533 rBV 49501 56075 3.75% 0.346%
3 5.575 589 593 609 rVB 1083480 1023819 68.42% 6.312%
4 6.575 759 763 776 rBVY 1280260 1216812 81.32% 7.501%
5 6.722 784 788 792 rBVY 1375247 1175522 78.56% 7.247%
6 6.951 824 827 831 rBV 589095 507508 33.92% 3.129%
7 7.110 850 854 857 rBY 1068178 911127 60.89% 5.617%
8 7.516 918 923 933 rBV 850428 797127 53.27% 4.914%
9 8.239 1041 1046 1064 rBV 608812 665444 44 _47% 4.102%
10 9.310 1223 1228 1237 rBV 1679432 1496292 100.00% 9.224%
11 9.375 1237 1239 1244 rVB2 15587 18880 1.26% 0.116%
12 9.698 1288 1294 1301 rVB 178821 189389 12.66% 1.168%
13 9.904 1325 1329 1334 rBV3 19761 21679 1.45% 0.134%
14 9.992 1341 1344 1348 rBV 673424 646271 43.19% 3.984%
15 10.027 1348 1350 1356 rVB 27798 25948 1.73% 0.160%
16 10.192 1375 1378 1382 rBv2 15072 18845 1.26% 0.116%
17 10.404 1410 1414 1418 rBvV2 30276 26008 1.74% 0.160%
18 10.545 1435 1438 1443 rVB2 13712 18726 1.25% 0.115%
19 10.627 1447 1452 1454 rVV5 14173 17791 1.19% 0.110%
20 10.786 1475 1479 1490 rBV 872267 831157 55.55% 5.124%
21 10.880 1492 1495 1503 rBV3 33825 51612 3.45% 0.318%
22 11.216 1548 1552 1555 rBV5 9198 17372 1.16% 0.107%
23 11.327 1568 1571 1573 rBV 31056 24981 1.67% 0.154%
24 11.357 1573 1576 1578 rVB3 16831 16889 1.13% 0.104%

25 11.486 1595 1598 1600 rBV 628695 543130 36.30% 3.348%

26 11.510 1600 1602 1606 rVvVv 242490 210120 14.04% 1.295%

27 11.563 1606 1611 1616 rVB 45096 49848 3.33% 0.307%
28 11.721 1633 1638 1641 rBV3 16073 26106 1.74% 0.161%
29 11.751 1641 1643 1646 rVB 23616 21479 1.44% 0.132%
30 11.827 1651 1656 1659 rBV2 39839 47901 3.20% 0.295%
31 11.992 1681 1684 1686 rBV 57857 58715 3.92% 0.362%
32 12.021 1686 1689 1694 rVB2 49346 69135 4.62% 0.426%
33 12.104 1700 1703 1705 rBVZ2 39427 41674 2.79% 0.257%
34 12.127 1705 1707 1710 rVB 20072 16713 1.12% 0.103%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 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\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.163 1710 1713 1716 rVB2 22175 18510 1.24% 0.114%
36 12.280 1731 1733 1736 rBV 20256 20316 1.36% 0.125%
37 12.316 1736 1739 1744 rVB6 18462 21070 1.41% 0.130%
38 12.533 1774 1776 1777 rBV 21379 16865 1.13% 0.104%
39 12.627 1788 1792 1795 rBV2 21012 25617 1.71% 0.158%

40 12.704 1801 1805 1808 rBV 339174 304022 20.32% 1.874%

41 12.933 1838 1844 1850 rBVY 323951 366193 24.47% 2.257%

42 12.980 1850 1852 1858 rVB4 19140 22333 1.49% 0.138%
43 13.068 1863 1867 1870 rBV 1497602 1257328 84.03% 7.751%
44 13.145 1877 1880 1884 rBV3 22071 29467 1.97% 0.182%
45 13.257 1893 1899 1901 rBV3 29158 54157 3.62% 0.334%
46 13.363 1914 1917 1920 rBV2 27375 29212 1.95% 0.180%
47 13.492 1936 1939 1943 rBV2 24309 28821 1.93% 0.178%
48 13.615 1958 1960 1963 rBV 19369 17546 1.17% 0.108%
49 13.774 1984 1987 1989 rVB 29769 24823 1.66% 0.153%
50 13.880 2003 2005 2008 rBV2 19455 18170 1.21% 0.112%

51 13.945 2013 2016 2020 rBV2 134307 149445 9.99% 0.921%
52 14.133 2043 2048 2051 rBV2 651403 732421 48.95% 4_.515%
53 14.157 2051 2052 2060 rVB 151878 122555 8.19% 0.756%

54 14.239 2064 2066 2068 rBV 25718 23696 1.58% 0.146%
55 14.262 2068 2070 2073 rBV2 43747 42575 2.85% 0.262%
56 14.568 2119 2122 2128 rBV2 66358 76986 5.15% 0.475%
57 14.886 2173 2176 2180 rVB2 82482 84034 5.62% 0.518%

58 15.204 2226 2230 2233 rBV 119778 178817 11.95% 1.102%
59 15.233 2233 2235 2240 rVB2 127293 145382 9.72% 0.896%
60 15.521 2281 2284 2289 rVB 75899 95597 6.39% 0.589%

61 15.592 2292 2296 2300 rVvV 103778 127685 8.53% 0.787%
62 15.656 2300 2307 2311 rBV2 374182 601735 40.22% 3.710%

63 16.092 2377 2381 2386 rVB2 80992 120618 8.06% 0.744%
64 16.621 2467 2471 2475 rBV3 54550 86913 5.81% 0.536%

Sum of corrected areas: 16221202
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

Abundance TIC: BF110407.D

1500000
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Abundance TIC: BF110407.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.26 20.42 ng 518198 1,4-Dichlorobenzene-d4 6.95
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 29 (2.257 min): BF110407.D (-24) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 87.1
| 2.202.30 2.40 2.50 2.60 2.70
Obrrrrrrrr e e e e e e e e | M/z 43.05 0 41.53%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.202.30 2.40 2.50 2.60 2.70
" 550 87.0 m/z 55.00 29.89%
29.0
0 L MA
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 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
2.202.30 2.40 2.50 2.60 2.70
5000 41.0 55.0 m/z 87.10 27 .22%
29.0 ‘
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.05 13.33%
5000
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.18 2.21 ng 56075 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Nonanone 142 C9H180 000821-55-6 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 526 (5.181 min): BF110407.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AN RN RN LR
| 83.1 | 480 5.00 5.20 5.40 5.60
O e et e e e e e m/z 59.00 57.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LN I LS
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 19.91%
: 83.0
0 Tl i . .
R SO SULILL SURELIN IUR LIS IR JULEL JULIL UL L B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 280 5b0 520 540 560
5000 m/z 58.10 13.97%
29.0 101.0
Y P ALl 730 830
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #19930: 2-Nonanone A R AR
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.98%
5000
58.0
71.0
O |""H ERARN ”lhu' "'\M' "|§?R?'|"' '|"%qgf9"'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 46.33 ng 1175520 1,4-Dichlorobenzene-d4 6.95
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-methyvl-2-pentenal 132 C6H9CIO 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 788 (6.722 min): BF110407.D (-784) (-) m/z 132.00 100.00%
13%.0
5000 68.1
%0 540 ®0 T o8 ko 760
0 - R B m/z 68.10 39.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LRSS AR AR

6.40 6.60 6.80 7.00
m/z 134.00 31.41%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R EEE
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.97%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B E e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.16%
74.0
5000 98.0 116.0
o i L D a0 amo
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\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 5 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.16 ng 58715 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 64
2 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 60
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 55
4 la.9b-Dihvdro-1H-cvclopropalalan... 192 C15H12 006109-24-6 55
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 53

Abundance Scan 1684 (11.992 min): BF110407.D (-1681) (-) m/z 192.05 100.00%

199.1

5000

11.60 11.80 12.00 12.20 12.40

0 m/z 191.10 74.84%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000

11.60 11.80 12.00 12.20 12.40
0
010 165.0 m/z  73.00 46.31%

39.0 63.0 115.0 139.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene
192.0
A IIIIIIIIIIII
11.60 11.80 12.00 12.20 12.40
5000 m/z 189.10 40.31%
165.0
oL 280440 630 %0 1150 1300 | I
L B T e T o B B e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54740: Anthracene, 1-methyl- . LY. A s
192.0 11.60 11.80 12.00 12.20 12.40
m/z 43.00 38.49%
5000
82.0 165.0
ol 180 390 63.0 | 9801150 139.0 Nl
R L Fa e o e il BB M m e s R EEEREREEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 6 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.55 ng 69135 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 55
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 55
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 55
4 3.4-Dihvdro-4.4-dimethvlthiocoum... 192 C11H120S 091587-25-6 52
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 49
Abundance Scan 1689 (12.021 min): BF110407.D (-1686) (-) m/z 149.00 100.00%
14 192.1
5000
41.0 76.0 946 1210 166.1 223.0 11.80 12.00 12.20 12.40
Ol "l:,!'...,".'...,..'..,'."...'I.': m/z 192.10 79.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
19%.0
5000

11.80 12.00 12.20 12.40
m/z 191.10 51.28%

165.0
o 39.0 63.0 960 115.0 139.0 )
L o o L o e LA AL B i o o o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54740: Anthracene, 1-methyl-
192.0
11.80 12.00 12.20 12.40
5000 m/z 189.00 24 .93%
82.0 165.0
180 39.0 630 | | 1150 1390 Al
L i o B B LA I o o o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 190.10 17.94%
5000
165.0
0 39.0 63.0 | ‘\ 115.0 1390 I . \H
L L B o o LA I o o o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 7 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.94 4.08 ng 149445 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 76
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 76
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 70
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 70

Abundance Scan 2015 (13.939 min): BF110407.D (-2013) (-) m/z 57.10 100.00%
- 1560 1550 1700 1420 |
0 e Ao o m/z 55.00 90.19%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 AR A SRR U
13.60 13.80 14.00 14.20
m/z 43.10 89.35%
) 27.0 1 iLZF 0 169 0 202 0 238 0 Le30
m/z--> 50 100 150 200 2%0 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
13.60 13.80 14.00 14.20
5000 97.0 m/z 41.00 61.19%
27,0 2 1960
N S e O W
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e e e e A
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.00 60.45%
oL 280 li ‘ | ‘W'O. 1680 20002380 2830 3840
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 8 Tricosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.10 ng 76986 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 64
2 Eilcosane 282 C20H42 000112-95-8 64
3 Hexacosane 366 C26H54 000630-01-3 58
4 Heneicosane 296 C21H44 000629-94-7 58
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 58
Abundance Scan 2122 (14.568 min): BF110407.D (-2119) (-) m/z 57.10 100.00%
57.1
5000
1301415 1831 92012581 14120 1440 1460 1480
0! m/z 43.10 66 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57.0
5000 85.0 L B B B SR B
14.20 14.40 14.60 14.80
200 1130 m/z 71.10 61.68%
324.0
o0 4 ot ca70225 02530030 0
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
14.20 14140 14.60 14.80
5000 m/z 85.10 48.28%
85.0
29.0
o ‘ | ‘Pwmmm%mmnm%m%m
m/z--> 160 1éo 260 250 300 3éo
Abundance #194493: Hexacosane L LI L L N BN B
57.0 14.20 14.40 14.60 14.80
m/z 55.00 24 .56%
5000 85.0
. 290 L | | [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 35'30 14'20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 9 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.29 ng 84034 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Dodecane., 2-methvl- 184 C13H28 001560-97-0 74
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 2177 (14.892 min): BF110407.D (-2173) (-) m/z 57.10 100.00%
57.1
5000
0 aa 14,60 14.80 15.00 15.20
184.0 245.1 . . . .
ot .*l Ll s 102820 1 "m/z 71.10 64.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
5000 LN LU B SUMRLE B
14.60 14.80 15.00 15.20
9. m/z 43.10 51.80%
Ozsk) | J J }4}0 183.0 225.0 267.0 338.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #185535: Heptadecane, 9-octyl-
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 44 _63%
99.0
oL 1] J | | 1410 1830 239 2810 3230
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane AR EEREE L
57.0 14.60 14.80 15.00 15.20
m/z 99.05 17.63%
5000
99.0
ol | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 11 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.09 4.01 ng 120618 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
Abundance Scan 2381 (16.092 min): BF110407.D (-2377) (-) 57.10 100.00%
51.1
5000 85.1 j\—m]\w
114, 1169 12011 2511 286.1 1580 16,00 16.20 16,40 _
o....|~,J.l.1'llnf’L e e o m/z 71.05 60.98%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA L L L L L LB

15.80 16.00 16.20 16.40
m/z 43.10 57.66%

29.0 13.0
Lo ﬁ 14101690197022502530 295.0323.0  367.0
SR 1 W eaaes S e A LA
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
e
15.80 16.00 16.20 16.40
5000 m/z 85.10 48.47%
85.0
29.0
o ‘ ﬂ13°141016901970225025302820
. : e
miz--> 100 150 200 250 300 350
Abundance #141424: Heneicosane O e A A
57.0 15,80 16.00 16.20 16.40
m/z 55.00 23.13%
5000 85.0
. 23'0 Iy Jll 114} 0169 0197022502530 296.0
i i i it e
miz--> 50 150 200 250 300 350 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110407.D

Aca On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample : J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 12 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.89 ng 86913 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 64
2 Hexadecane 226 C16H34 000544-76-3 64
3 Eicosane 282 C20H42 000112-95-8 58
4 Tetracosane 338 C24H50 000646-31-1 58
5 Heneicosane 296 C21H44 000629-94-7 58
Abundance Scan 2471 (16.621 min): BF110407.D (-2467) (-) m/z 57.05 100.00%
57.0
5000 JAW\V¢MNﬂAA~dn/\WMWMA/VAVAW”\
133.9 169.1; 2321  279.1 16.40 16.60 16.80 17.00
Ol : m/z 43.05 68.37%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 R BN B SR
16.40 16.60 16.80 17.00
99.0 m/z 71.05 60.20%
o 2qo| Ly, 1410 183.0 2250 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #83025: Hexadecane
57.0
"' 1640 16.60 16.80 17.00
5000 m/z 85.05 46.52%
0 2000 | | JQ%O‘ 1410 1830 226.0 MVWWMMVMwwwj\mVMWmmwwwwﬁ
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #129491: Eicosane N B B !
57.0 16.40 16.60 16.80 17.00
m/z 55.05 25.17%
5000
m/z--> 55 160 1%0 260 250 360 3%0 ' 16h0 1&60 1&%0 1150
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110407.D

Acq On : 2 Nov 2018 13:02

Operator : JU/SJ

Sample - J5759-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.26 20.4 ng 518198 1 6.95 507508 20.0
2-Pentanone, 4-hy... 5.18 2.2 ng 56075 1 6.95 507508 20.0
unknown6.72 6.72 46.3 ng 1175520 1 6.95 507508 20.0
Phenanthrene, 2-m... 11.99 2.2 ng 58715 4 11.49 543130 20.0
Phenanthrene, 1-m... 12.02 2.5 ng 69135 4 11.49 543130 20.0
Heptadecyl heptaf... 13.94 4.1 ng 149445 5 14.13 732421 20.0
Tricosane 14 .57 2.1 ng 76986 5 14.13 732421 20.0
Tetracosane 14 .89 2.3 ng 84034 5 14.13 732421 20.0
Hexacosane 16.09 4.0 ng 120618 6 15.66 601735 20.0
Octacosane 16.62 2.9 ng 86913 6 15.66 601735 20.0
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