LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On : 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 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-BF061918 .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 5.178 480 483 496 rBV 89099 103466 6.86% 0.651%
2 5.590 549 553 565 rBV 907534 830642 55.04% 5.224%
3 6.590 719 723 734 rBV 929199 860148 56.99% 5.409%
4 6.725 742 746 750 rBVY 1054656 877935 58.17% 5.521%
5 6.948 781 784 788 rBV 530823 458054 30.35% 2.880%
6 7.107 807 811 814 rBV 843126 709949 47 .04% 4 .465%
7 7.513 876 880 890 rBV 607406 539754 35.76% 3.394%
8 8.237 999 1003 1014 rBV 612646 585751 38.81% 3.684%
9 9.307 1181 1185 1188 rBvY 1283088 1069566 70.87% 6.726%
10 9.372 1193 1196 1199 rVB 16644 15626 1.04% 0.098%
11 9.701 1246 1252 1258 rBV 188085 186611 12.36% 1.174%
12 9.901 1283 1286 1289 rVB 46559 32664 2.16% 0.205%
13 9.995 1298 1302 1306 rBV 656122 621224 41.16% 3.907%
14 10.301 1352 1354 1358 rBVv4 11756 20175 1.34% 0.127%
15 10.401 1368 1371 1373 rVB 82933 58691 3.89% 0.369%
16 10.619 1404 1408 1411 rBV 49205 54705 3.62% 0.344%

17 10.783 1432 1436 1445 rBV 616758 586646 38.87% 3.689%
18 10.872 1448 1451 1461 rVB 90500 144430 9.57% 0.908%

19 11.160 1498 1500 1504 rVB5 15593 16039 1.06% 0.101%
20 11.201 1504 1507 1509 rBV3 17687 16452 1.09% 0.103%
21 11.325 1525 1528 1530 rBV 85047 67576 4.48% 0.425%
22 11.354 1530 1533 1536 rVB 50945 49893 3.31% 0.314%
23 11.483 1549 1555 1558 rBV 634990 571097 37.84% 3.591%
24 11.507 1558 1559 1563 rVvVv 82568 59266 3.93% 0.373%
25 11.560 1566 1568 1572 rVB2 19849 19752 1.31% 0.124%
26 11.595 1572 1574 1578 rVB3 17826 15799 1.05% 0.099%
27 11.636 1578 1581 1585 rBV3 12997 15387 1.02% 0.097%
28 11.701 1590 1592 1595 rVv2 17062 16641 1.10% 0.105%
29 11.748 1598 1600 1603 rVV 86817 64977 4_.31% 0.409%
30 11.854 1615 1618 1621 rVB 635623 475350 31.50% 2.989%
31 11.913 1621 1628 1633 rBV9 12669 21907 1.45% 0.138%
32 11.989 1638 1641 1643 rBV2 15433 17535 1.16% 0.110%
33 12.013 1643 1645 1649 rVB3 19779 17551 1.16% 0.110%
34 12.101 1657 1660 1662 rBV2 21342 20199 1.34% 0.127%

8270-BF061918_.M Fri Jun 29 12:56:47 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On : 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 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-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.160 1667 1670 1673 rBV 70660 64452 4.27% 0.405%
36 12.313 1693 1696 1702 rVB7 13544 21126 1.40% 0.133%

37 12.548 1731 1736 1737 rBV 1508114 1509222 100.00% 9.491%
38 12.566 1737 1739 1746 rVB2 1361014 1179686 78.17% 7.418%
39 12.648 1749 1753 1756 rVvVv 350852 297653 19.72% 1.872%
40 12.701 1759 1762 1766 rBVY 132773 112257 7.44% 0.706%

41 12.866 1788 1790 1792 rBV2 21249 19240 1.27% 0.121%
42 12.936 1796 1802 1807 rVB2 117350 185736 12.31% 1.168%
43 13.066 1817 1824 1827 rBV 1041968 928400 61.52% 5.838%

44 13.142 1834 1837 1840 rBV4 12682 15970 1.06% 0.100%
45 13.172 1840 1842 1846 rVB2 36835 36244 2.40% 0.228%
46 13.213 1846 1849 1851 rBV3 39411 38154 2.53% 0.240%
47 13.277 1858 1860 1862 rVB2 29274 21900 1.45% 0.138%
48 13.301 1862 1864 1867 rVB3 30811 24777 1.64% 0.156%
49 13.372 1873 1876 1879 rBvV2 55561 51324 3.40% 0.323%
50 13.489 1892 1896 1900 rVB3 79540 77865 5.16% 0.490%
51 13.572 1906 1910 1914 rVvB4 32322 43145 2.86% 0.271%
52 13.619 1914 1918 1920 rBV2 33360 32625 2.16% 0.205%
53 13.748 1936 1940 1942 rBV5 17534 26224 1.74% 0.165%
54 13.807 1947 1950 1953 rVB4 19916 24125 1.60% 0.152%
55 13.948 1971 1974 1978 rVB3 51331 51498 3.41% 0.324%
56 14.042 1987 1990 1996 rBV2 45104 54965 3.64% 0.346%
57 14.136 2001 2006 2009 rvVv 659685 681638 45.16% 4.287%
58 14.160 2009 2010 2015 rVB 76249 55445 3.67% 0.349%
59 14.577 2078 2081 2084 rBV3 29732 30399 2.01% 0.191%
60 14.895 2133 2135 2137 rVB2 27402 20520 1.36% 0.129%
61 14.977 2146 2149 2153 rVB2 31559 38014 2.52% 0.239%
62 15.213 2186 2189 2192 rBV 62571 78746 5.22% 0.495%
63 15.248 2192 2195 2199 rVB2 52104 56027 3.71% 0.352%
64 15.536 2241 2244 2249 rVB 34658 46230 3.06% 0.291%
65 15.601 2252 2255 2260 rVB 57220 71319 4.73% 0.448%
66 15.671 2261 2267 2272 rBV 429235 562826 37.29% 3.539%
67 16.389 2386 2389 2397 rVB4 57742 99466 6.59% 0.625%
68 16.636 2428 2431 2438 rBV3 28736 49269 3.26% 0.310%
69 16.848 2464 2467 2474 rVB3 43624 74023 4 _.90% 0.465%
Sum of corrected areas: 15901968
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF106932.D
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Abundance TIC: BF106932.D
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1200000
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Abundance TIC: BF106932.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 8

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

5.18 4.52 ng 103466 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 64
2 3-Hexanol 102 C6H140 000623-37-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 483 (5.178 min): BF106932.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R UL L LR
| 83.0 | 4.80 5.00 520 5.40 5.60
S o Nt M m/z 59.00 61.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS L LR
4.80 5.00 520 5.40 5.60
59.0 m/z 101.00 19.28%
2f0 | 510 ‘ 690 80010 10
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 310 430 73.0 m/z 58.00 15.40%
51.0 84.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R B o
43.0 4.80 5.00 520 5.40 5.60
m/z 41.00 8.76%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 3

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

6.72 38.33 ng 877935 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.719 min): BF106932.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 9.0 640 6.60 6.80 7.00
o m/z 68.10 44 _25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 R RS RS AR SARRE
6.40 6.60 6.80 7.00
104.0 m/z 134.00 30.50%
) 510 66.0 ‘
7.0 1l | i 89.0 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 TH oh ok 750
5000 9go 1160 m/z 66.00 25.97%
158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180 \
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine E mam s e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.18%
97.0
5000
70.0
31.0
oot L weo |
m/z--> 20 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\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.87 5.06 ng 144430 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1451 (10.872 min): BF106932.D (-1448) (-) m/z 57.00 100.00%

571.0
5000 85.1

13.1 10.60 10.80 11.00 11.20
b d g st e 7z 43.08 70.20%

m'z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA L L L L L LB L
85.0 10,60 10.80 11.00 11.20
m/z 71.10 68.86%
290
L |, A130 15501830 22502530 295.0323.0  380.0
s I I e L =L L= et
mz--> 50 100 150 200 250 300 350
Abundance
57.0
e
10.60 10.80 11.00 11.20
5000 m/z 85.10 43.04%
85.0
29.0
113.0 155.0183.0 226.0
T [ T T e T T
mz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane L L o B
57.0 10.60 10.80 11.00 11.20
m/z 41.00 31.68%
5000
85.0
290
130
} 155.0183.0  225.0253.0282.0

m/z--> 100 150 200 250 300 350 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.32 2.37 ng 67576 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetracosane 338 C24H50 000646-31-1 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1527 (11.319 min): BF106932.D (-1525) (-) m/z 57.10 100.00%
57.1
5000 85.1
,,I,','“,‘,,l,sgo, e || M/z 43.00  66.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57.0
85.0
5000 UL UL UL B IULRE
11.00 11.20 11.40 11.60
29.0 m/z 71.10 65.89%
‘ ‘ | 11? ° 141.0 169.0 197.0 240 0
m/z--> 20 4'0 60 80 100 120 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57.0
11,00 11.20 11.40 11.60
5000 85.0 m/z 85.10 43.05%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

mﬁwﬁw‘wﬁrwwwﬁwﬁwﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane N B B
57.0 11.00 11.20 11.40 11.60

m/z 41.00 28.63%

5000 85.0

29.0

h | 1130141.0160.0 197.0 225.0253.0 281.0309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.28 ng 64977 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 1600 (11.748 min): BF106932.D (-1598) (-) m/z 57.10 100.00%
57.1
5000 85.0 J
1131 1140 1160 11.80 12.00
141.1
,,I,|,'"|,J,,,1Eﬁ31 e || M7z 71.10  70.51%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #175557: Tetracosane
57.0 \J
5000 L BN BRI BN SIS B
85.0 1140 11,60 11.80 12.00
29.0 m/z 43.00 67.68%
113.0
‘ | | 7Y 141.0169.0 197.0 225 0 253 0 281.0309.0 338.0
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57.0
650 1140 1160 11.80 12.00
5000 ‘ m/z 85.05 46 .03%
29.0 113.0
141.0169.0 197.0 225.0253.0  296.0
A LR R L L LA L L AN LA KRN LN KLY KoL LR RARA RARAR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83023: Hexadecane A B Al R ARE
57.0 11.40 11.60 11.80 12.00
m/z 41.00 24 .86%
5000 85.0
29.0
L A180141.0169.0 197.0 226.0
m/z--> %45&%mmmmﬁmmmnmmmwmm@ﬁo 1ﬁmmmmmmol
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.85 16.65 ng 475350 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1617 (11.848 min): BF106932.D (-1615) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 A SN U B B
97.0 1851 227.2 11.60 11.80 12.00 12.20
,....,...|.|',.-.'. Ay e 292 Th7z 87.00  68.48%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 LI B SULILILN BN SRR
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.00 33.68%
‘H\_@0 ‘ 1710 199.0 227.0 270.0
mz-> % 40 60 80 100 120 140 160 180 200 230 240 260
Abundance
74.0
" 11.60 11.80 12.00 12,20
5000 43.0 m/z 55.00 26 .53%
97.01479 1430 1850 227 0 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate e e
74.0 11,60 11.80 12.00 12.20

m/z 41.00 24 .21%

5000
43.0
143.0
I | 1000129330 4704 1090 2420

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.16 2.26 ng 64452 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane 310 C22H46 000629-97-0 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1670 (12.160 min): BF106932.D (-1667) (-) m/z 57.10 100.00%
57.1
5000 85.0 R
1131 11:80 12,00 12.20 12.40
141.1 169.1 243 2
...,....,'...J,..|:.,1!...‘,...J.,.'...,'....,..-.. SNt m/z 71.05 63.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0 Jd
5000 L BN BN BRI B B
nmnmnmnm
0.0 1130 m/z 43.00 62 .54%
0 | Mo 1690 1970 2250 2530 2960
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 260 2éo 360
Abundance
57.0
11.80 12,00 12.20 12.40
5000 85.0 m/z 85.05 50.24%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 310.0

wmmm‘wwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane R B
57.0 11.80 12.00 12.20 12.40
m/z 41.00 27.09%

5000 85.0

29.0

|| 1130 1410 169 o 196.0 240 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.55 52.85 ng 1509220 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 98
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 96
Abundance Scan 1736 (12.548 min): BF106932.D (-1731) (-) m/z 67.05 100.00%

61.0

so00] 440

1782 2202 2632 2943 12.20 12.40 12.60 12.80
m/z 81.10 90.32%

1231 1501

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

5000 LA LI L L L L L LB LB B}
12.20 12.40 12.60 12.80
m/z 55.05 65.55%
I L] 123.0 149.0 1750 262.0 294.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 ST T PR
95.0 12. 20 12. 40 12 60 12.80
5000 m/z 95.05 61.35%
123.0
1500 1780 930 2630 2940
mmmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate R E e AR ERERE R
12. 20 12. 40 12 60 12. 80
m/z 41.05 50.37%
5000

294.0
123.0 150.0 178.0 220.0 262.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80

8270-BF061918_.M Fri Jun 29 12:56:53 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 10 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.57 41_.31 ng 1179690 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 93
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 91
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 91
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91

Abundance Scan 1740 (12.572 min): BF106932.D (-1737) (-) m/z 74.00 100.00%

) 26

5000
41.0 12.20 12.40 12.60 12.80
RARaREaEay m/z 87.00 93.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester
55.0

12.20 12.40 12.60 12.80
m/z 264.25  92.14%

5000

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
S A W—
12.20 12.40 12.60 12.80
5000 630 m/z 97.10  85.49%
29.0 264.0
111.0
1380 180.0 2220 296.0

WWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141306: 9-Octadecenoic acid, methyl ester, (E)- B ABARREEE S S e
12.20 12.40 12.60 12.80

m/z 84.05 75.31%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12 60 12.80

8270-BF061918_.M Fri Jun 29 12:56:53 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.65 10.42 ng 297653 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
Abundance Scan 1753 (12.648 min): BF106932.D (-1749) (-) m/z 74.00 100.00%
74.0
5000
430 143.1
o1 | o182 22 1580 1200
...,....,...ul,..h..,'.!..l,l..'..,..'..,|....,1.7.1..1....|,....22]?.1. bt Tm/z 87.00  78.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12,40 12,60 12:80 13.00
143.0 -
43.0 2550 m/z 43.00 30.95%

199.0

97.0 ‘ ‘
150, L b Wb e 720, L2200 L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0

12.40 12. 60 12. 80 13.00

5000 m/z 55.00 25.86%
255.0
143.0 298.0
97.0 199.0
171.0 227.0

mﬁmmwmmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95862: Methyl tetradecanoate N EBERREREEN L S

74.0 12. 40 12. 60 12. 80 13 00

m/z 143.10 21.51%

5000

43.0
143.0
199.0  242.0
150, || | ] 1010 a0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl13.49 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.28 ng 77865 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nicotinic acid. 2-ethvl-1.6-dihv... 211 C10H13NO4 001433-76-7 35
2 BH-1.2.4-Triazolol4.3-b1lI1.2.41t. .. 153 C6H11N5 062170-16-5 22
3 2.4.4-Trimethvl-3-(3-methvlbutvl... 208 C14H240 088725-82-0 14
4 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 12
5 1-Oxa-2-sila-5-boracyclopent-3-e... 208 C11H21BOSi 111869-78-4 11
Abundance m/z 55.00 100.00%

5000

m/z--> 20 40 60

80

Scan 1896 (13.489 min): BF106932.D (-1892) (-)

100 120 140 160 180 200 220 240

13.20 13.40 13.60 13.80

Abundance

69.0
5000
41.0

137.0 165.0

109.0

183.0
\ |

#70068: Nicotinic acid, 2-ethyl-1,6-dihydro-4-hydroxy-6-ox...

211.0

m/z 137.10

13.20 13.40 13.60 13.80

51.70%

m/z--> 20 40 60

, \Hm \\Hhm \H‘H ‘70‘\ i ;“l“‘..‘l“
80

100 120 140 160 180 200 220 240

Abundance
55.0

5000

153.0

97.0
125.0

m/z 167.20

13.20 13.40 13.60 13.80

44 _77%

m/z

69.10 44 _10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #67864: 2,4,4-Trimethyl-3-(3-methylbutyl)cyclohex-2-enone T
137.0 13.20 13.40 13.60 13.80
m/z 153.10 42 .94%
5000 109.0
41.0 81.0 ‘ 165.0
g e T
m/z--> 20 40 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80

8270-BF061918_.M Fri Jun 29 12:56:55 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 13 28-Nor-17.alpha.(H)-hopane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.39 3.53 ng 99466 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 91
2 28-Nor-17_.beta. (H)-hopane 398 C29H50 036728-72-0 72
3 1-Cvclohexene. 1.3.3-trimethvl-2._._. 206 C14H220 1000197-08-4 55
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
5 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 38
Abundance Scan 2389 (16.389 min): BF106932.D (-2386) (-) m/z 191.15 100.00%
191.2
5000 9.1
55.0
37.1 LRI RIS B SUNA
222.1 257.1286.1 383.3 16.00 16.20 16.40 16.60 16.80
m/z 95.10 51.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 109.0 16.00 16.20 16.40 16.60 16.80
49.0 m/z 177.10 45_.92%
\‘ H\ \ L \ | 260.0 35\5.0 \39\8.0
A 1l il (I 1 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 81.10 36 .54%
109.0
398.0
149.0 260.0 355.0
mz-> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... A ERE T
191.0 16.00 16.20 16.40 16.60 16.80
m/z 55.05 30.23%
50001 430
123.0
91.0
.‘.‘.‘,“.”‘.“.‘.m,‘h.‘.J‘.‘”l.i{e.]*'?u T N
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106932.D

Aca On 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 14 unknownl6.85 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.85 2.63 ng 74023 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Fluoro-3-trifluoromethvlbenzoi... 284 C14H8F402 1000357-64-3 46
2 Anthracene. 9-butvl- 234 C18H18 001498-69-7 45
3 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HON7 017539-50-3 43
4 2-Fluoro-6-trifluoromethvlbenzoi... 284 C14H8F402 1000357-69-4 43
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 43
Abundance Scan 2467 (16.848 min): BF106932.D (-2464) (-) m/z 191.15 100.00%
191.2
5000
8L0 4531
41.0 62.0 2432 285.1 398.3 16.60 16.80 17.00 17.20
m/z 81.00 32.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #130667: 2-Fluoro-3-trifluoromethylbenzoic acid, phenyl ester
191.0
5000 R BRI SO BN B
16.60 16.80 17.00 17.20
m/z 95.10 28.47%
650 113.01430 | 2840
m/z--> éo 160 1%0 200 250 360 3%0 460
Abundance
191.0
"' 16:60 16.80 17.00 17.20
5000 m/z 123.10 27.22%
234.0

39.0 gg.0 101.0 152.0

|
m/z--> 50 100 150 200 250 300

1
350

T
400

Abundance #53953: 2,4,7-Pteridinetriamine, 6-methyl- R mEEEE RS S
191.0 16.60 16.80 17.00 17.20
m/z 69.05 27.02%
5000
43.0 150.0
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106932.D

Acq On : 28 Jun 2018 20:29

Operator : JU/SJ

Sample : J3242-15 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.18 4.5 ng 103466 1 6.95 458054 20.0
unknown6.72 6.72 38.3 ng 877935 1 6.95 458054 20.0
Heptacosane 10.87 5.1 ng 144430 4 11.48 571097 20.0
Heptadecane 11.32 2.4 ng 67576 4 11.48 571097 20.0
Tetracosane 11.75 2.3 ng 64977 4 11.48 571097 20.0
Hexadecanoic acid... 11.85 16.6 ng 475350 4 11.48 571097 20.0
Heneicosane 12.16 2.3 ng 64452 4 11.48 571097 20.0
9,12-Octadecadien... 12.55 52.9 ng 1509220 4 11.48 571097 20.0
9-Octadecenoic ac... 12.57 41.3 ng 1179690 4 11.48 571097 20.0
Methyl stearate 12.65 10.4 ng 297653 4 11.48 571097 20.0
unknownl13.49 13.49 2.3 ng 77865 5 14.14 681638 20.0
28-Nor-17.alpha.(... 16.39 3.5 ng 99466 6 15.67 562826 20.0
unknownl16 .85 16.85 2.6 ng 74023 6 15.67 562826 20.0
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