LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 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-BF011619.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 5.063 502 506 519 rVB 98109 115713 3.20% 0.306%
2 5.487 575 578 592 rBVY 2095256 2172023 60.07% 5.738%
3 6.504 747 751 764 rBVY 1849659 1836956 50.80% 4 .853%
4 6.633 769 773 781 rVV 2389363 2135170 59.05% 5.641%
5 6.857 807 811 818 rBVY 1382540 1126192 31.15% 2.975%
6 7.004 831 836 852 rVB2 2805934 3615700 100.00% 9.552%
7 7.416 902 906 917 rVB 1428059 1240248 34.30% 3.277%
8 8.139 1025 1029 1032 rBV 1996193 1623517 44.90% 4.289%
9 9.210 1207 1211 1221 rBvV 2788289 2442195 67 .54% 6.452%
10 9.292 1221 1225 1227 rVVv3 55501 68200 1.89% 0.180%
11 9.327 1227 1231 1233 rVVv3 31081 46887 1.30% 0.124%
12 9.363 1233 1237 1242 rVB4 53211 89464 2.47% 0.236%
13 9.486 1253 1258 1262 rBV5 26850 46484 1.29% 0.123%
14 9.527 1262 1265 1267 rBvV2 85682 83756 2.32% 0.221%

15 9.551 1267 1269 1272 rVV 521712 435515 12.05% 1.151%

16 9.604 1275 1278 1282 rVV 355639 321056 8.88% 0.848%
17 9.651 1283 1286 1288 rVV 138988 115350 3.19% 0.305%
18 9.692 1291 1293 1298 rVV 246321 210375 5.82% 0.556%
19 9.898 1324 1328 1331 rBV 1755660 1738136 48.07% 4_.592%
20 9.922 1331 1332 1336 rVB2 175789 125770 3.48% 0.332%

21 9.969 1337 1340 1343 rVB2 53470 55937 1.55% 0.148%
22 10.016 1343 1348 1352 rBV3 284699 361108 9.99% 0.954%
23 10.098 1359 1362 1365 rBV2 111885 99768 2.76% 0.264%
24 10.186 1374 1377 1380 rBV3 83375 61927 1.71% 0.164%
25 10.321 1394 1400 1402 rVB3 51239 72223 2.00% 0.191%
26 10.439 1417 1420 1424 rVB 88687 86659 2.40% 0.229%

27 10.539 1434 1437 1439 rVV2 119400 120170 3.32% 0.317%
28 10.569 1439 1442 1444 rVV 146321 131094 3.63% 0.346%

29 10.598 1444 1447 1449 rVVv2 47316 55368 1.53% 0.146%
30 10.616 1449 1450 1453 rVB3 53309 41907 1.16% 0.111%
31 10.663 1453 1458 1459 rBv4 49970 86681 2.40% 0.229%
32 10.686 1459 1462 1471 rVV 1633774 1641557 45.40% 4_337%
33 10.751 1471 1473 1476 rVB2 54693 45000 1.24% 0.119%

34 10.804 1478 1482 1486 rBv4 128387 163409 4._.52% 0.432%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 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-BF011619.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.863 1489 1492 1494 rBV 50176 54859 1.52% 0.145%
36 10.927 1500 1503 1506 rBV5 46946 45247 1.25% 0.120%
37 11.045 1520 1523 1526 rBV3 65929 71285 1.97% 0.188%
38 11.098 1530 1532 1534 rVVv2 53360 45558 1.26% 0.120%
39 11.121 1534 1536 1538 rVB 51183 38780 1.07% 0.102%
40 11.186 1545 1547 1550 rVB 48575 40120 1.11% 0.106%
41 11.239 1554 1556 1560 rVV3 53784 64751 1.79% 0.171%
42 11.280 1560 1563 1568 rVB2 65881 82058 2.27% 0.217%

43 11.380 1577 1580 1583 rBV 1567326 1532293 42.38% 4.048%
44 11.404 1583 1584 1587 rVvV 787816 650814 18.00% 1.719%
45 11.427 1587 1588 1591 rVV 202268 165848 4_59% 0.438%

46 11.457 1591 1593 1596 rVB 223882 174789 4._.83% 0.462%

47 11.486 1596 1598 1600 rBV3 45191 46043 1.27% 0.122%
48 11.516 1600 1603 1606 rVvB2 150091 129078 3.57% 0.341%
49 11.592 1613 1616 1618 rBV3 80550 94139 2.60% 0.249%
50 11.668 1627 1629 1632 rBV3 34400 37375 1.03% 0.099%

51 11.727 1636 1639 1642 rVB 162673 140966 3.90% 0.372%
52 11.868 1659 1663 1667 rBV2 359087 411406 11.38% 1.087%
53 11.910 1667 1670 1677 rVB2 659587 639006 17.67% 1.688%
54 11.998 1682 1685 1687 rBV 124241 134266 3.71% 0.355%

55 12.057 1692 1695 1696 rBV3 57365 57325 1.59% 0.151%
56 12.080 1696 1699 1702 rBV2 169238 168137 4._.65% 0.444%
57 12.210 1718 1721 1723 rVB3 74956 71432 1.98% 0.189%
58 12.268 1728 1731 1734 rVB3 97232 84467 2.34% 0.223%
59 12.304 1734 1737 1739 rBV2 89497 101794 2.82% 0.269%
60 12.357 1744 1746 1749 rBV2 67766 73429 2.03% 0.194%

61 12.445 1755 1761 1764 rBV3 129228 281570 7.79% 0.744%
62 12.521 1770 1774 1784 rBV 804517 856719 23.69% 2.263%
63 12.598 1784 1787 1793 rBV 1041918 1075199 29.74% 2.841%
64 12.692 1800 1803 1806 rBV3 94061 101525 2.81% 0.268%
65 12.827 1821 1826 1832 rVB 818790 861403 23.82% 2.276%

66 12.880 1833 1835 1840 rVB4 108704 105405 2.92% 0.278%
67 12.962 1845 1849 1858 rVB 1922834 1847024 51.08% 4 _880%
68 13.398 1920 1923 1927 rVB3 391498 345528 9.56% 0.913%
69 13.468 1933 1935 1941 rVB 233253 204516 5.66% 0.540%
70 13.857 1998 2001 2007 rVB3 429880 487889 13.49% 1.289%

71 13.945 2014 2016 2020 rBV 147882 177267 4_.90% 0.468%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 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-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 14.027 2026 2030 2033 rBV2 1400722 1527506 42.25% 4_.035%
73 14.486 2106 2108 2114 rVB2 293182 301539 8.34% 0.797%
74 14.862 2170 2172 2178 rVB 534317 551670 15.26% 1.457%
75 15.127 2215 2217 2220 rBV 383935 410577 11.36% 1.085%

76 15.509 2278 2282 2287 rBV 746964 950292 26.28% 2.511%

Sum of corrected areas: 37852409
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112218.D

2500000 6.63
5.49

2000000 6.50
1500000 6.86 7.42

1000000

500000

e L UL

e e L

T
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: BF112218.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 17

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

5.06 2.05 ng 115713 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 505 (5.057 min): BF112218.D (-502) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
83.1 4.80 500 5.20 5.40
e e 2Ol 888 e+ 'm/z 59.10 63.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U L R R I
4.80 500 5.20 5.40
59.0 1010 m/z 101.10 22.34%
210 | 510 || 69.0 830910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 5.00 520 540
5000 m/z 58.00 15.64%
20.0 101.0
o1 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R L i Emams me
43.0 4.80 500 5.20 5.40
m/z 41.05 11.55%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown6.63 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.63 37.92 ng 2135170 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
Abundance Scan 772 (6.628 min): BF112218.D (-769) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
00 541 %t 520 o) Gbo 680 700
: B E e m/z 68.10 40.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 LR SRR S A

6.I20 6.40 6.60 6.80 7.00
m/z 134.00  31.93%

31.0 510
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R  ARRR R L
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 27.68%
41.0 97.0
‘ ‘ 117.0
oo L W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R ARE REEmE T S
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.20%
74.0
5000 98.0 116.0
SR O TN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 1H-3a,7-Methanoazulene, 2,3... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.55 5.01 ng 435515 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. 2.3.4.7.... 204 C15H24 000469-61-4 96
2 .beta.-curcumene 204 C15H24 1000374-17-4 87
3 Di-epi-.alpha.-cedrene 204 C15H24 050894-66-1 70

005989-08-2 59
001461-02-5 55

4 Tricvclol5.4.0.0(2.8)1undec-9-en... 204 C15H24
5 Benzene, 1-(1,5-dimethylhexyl)-4... 204 C15H24

Abundance Scan 1269 (9.551 min): BF112218.D (-1267) (-) m/z 119.05 100.00%
1
5000
9.20 9.40 9.60 9.80
0 m/z 93.05 43.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64556: 1H-3a,7-Methanoazulene, 2,3,4,7,8,8a-hexahydro-3,6...
119.0
93.0 \AA._]\/\/\_»A//\J\J\\
5000
41.0 69.0 9.20 9.40 9.60 9.80
' 161.0 204.0 m/z 105.05 30.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64308: .beta.-curcumene
119.0
41.0 9.20 9.40 9.60 9.80
5000 : 93.0 m/z 91.10 26.34%
69.0
134 161.0 204.0
w\ S B
m/z--> 20 40 100 120 140 160 180 200
Abundance #64362. Di-epi-.alpha.-cedrene R R AR AR
119.0 9.20 9.40 9.60 9.80
m/z 41.10 22 .72%
5000 93.0
41.0 69.0
161.0
204.0
1 6 0 189.0
m/z--> 20 40 100 120 140 160 180 200 9. 20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Cyclodecane Concentration Rank 13

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

9.69 2.42 ng 210375 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecane 140 C10H20 000293-96-9 94
2 Decvl trifluoroacetate 254 C12H21F302 000333-88-0 91
3 Cvclododecane 168 Cl1l2H24 000294-62-2 91
4 1-Undecanol 172 C11H240 000112-42-5 91
5 1-Dodecanol 186 C12H260 000112-53-8 91

Abundance Scan 1293 (9.692 min): BF112218.D (-1291) (-) m/z 55.10 100.00%

55.1

5000

F

9.40 9.60 9.80 10.00
m/z 43.05 93.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17937: Cyclodecane

o)
I3:1
o

5000 83.0 L L L B
29.0 9.40 9.60 9.80 10.00
1110 1400 m/z 69.10 89.41%
R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105158: Decy! trifluoroacetate
55.0
L L s At
83.0 9.40 9.60 9.80 10.00
5000 : m/z 41.05 87 .65%
29.0 111.0
ﬂ ‘ ﬂ‘ ‘ ‘ 140.0  157,0185.0 2070 236.0
.”,.”.,”.. ,.” ,”....”,.”. T T T
m/z--> 20 100 120 140 160 180 200 220 240
Abundance #36738: Cyclododecane R R
55.0 9.40 9.60 9.80 10.00
83.0 m/z 83.05 74.76%
5000
23.0 111.0
\‘ \‘ | ‘ | | | 100 0
" | I L |
S EmmmmaE T R B B B e e
m/z--> 20 40 60 100 120 140 160 180 200 220 240 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 _alfa.-Copaene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.02 4.16 ng 361108 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alfa.-Copaene 204 C15H24 1000360-33-0 66
2 cis-muurola-3.5-diene 204 C15H24 1000365-95-4 60
3 Benzene. 1-(1.5-dimethvl-4-hexen... 202 C15H22 000644-30-4 55
4 Naphthalene. 1.2.3.5.6.8a-hexahyv... 204 C15H24 000483-76-1 51
5 _gamma.-Muurolene 204 C15H24 030021-74-0 50
Abundance Scan 1349 (10.022 min): BF112218.D (-1343) (-) m/z 132.00 100.00%
13p.0

5000

9.80 10.00 10.20 10.40
m/z 119.10 60.75%

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

Abundance #64283: .alfa.-Copaene
119.0 161.0
5000
91.0 9.80 10.00 10.20 10.40
41.0 204.0 m/z 161.05 58.26%
69.0 | 136.0 189.0
:.%J.Mﬂ,ﬂ%..ln..,.ﬂ..“n.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64358: cis-muurola-3,5-diene
105.0 161.0
9.80 10.00 10.20 10.40
5000 81.0 m/z 121.05 54 _.42%
204.0
43.0 “ 120.0
— ..,h Al W yeso | ase0 |
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #62808. Benzene, 1-(1,5-dimethyl-4-hexenyl)-4-methyl- L B e
132.0 9.80 10.00 10.20 10.40
m/z 105.05 51.69%
5000 105.0
41.0 202.0
83.0 ‘ ‘ ‘
6
m/z--> 20 40 100 120 140 160 180 200 9. 80 10 00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 6 Naphthalene, 1,6-dimethyl-4__._. Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.13 ng 163409 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 98
2 Azulene. 1.4-dimethvl-7-(1-methy... 198 C15H18 000489-84-9 91
3 6-1sopropvl-1.4-dimethvInaphthalene 198 C15H18 000489-77-0 78
4 Phenol. 2-(1l-phenvlethvl)- 198 C14H140 004237-44-9 58
5 Phenol, 4-(1-phenylethyl)- 198 C14H140 001988-89-2 50
Abundance Scan 1481 (10.798 min): BF112218.D (-1478) (-) m/z 183.10 100.00%
188.1
5000 570
85.1 153.1
39 115.0 1351 . 10.40 10.60 10.80 11.00 11.20
2P0 2 7 57.05  40.11%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59916: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-
188.0
5000 LRI LR DA SN B
10.40 10.60 10.80 11.00 11.20
83.0 153.0 m/z 198.10 37 .49%
39.0 630 , | ,102.0 1280 200.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59910: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 168.10 34 .04%
153.0
40 630 128.0 ‘
e I‘.\I |“|”| I\I.wl |‘l‘8|%|.?‘|]:0|2|.(|)| ‘: | I\I\I I\I‘hl |‘Hl | IM\I ; le : |2||p.|0| R ma
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59908: 6-1sopropyl-1,4-dimethylnaphthalene
183.0 10.40 10.60 10.80 11.00 11.20
m/z 43.05 32.21%
5000
720 153.0
280 510 | 990 1200 PP | agno

T T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00 11.20

8270-BF011619.M Fri Jan 25 02:58:04 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 3-Methyl-1-hexen-3-ol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.87 5.37 ng 411406 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-1-hexen-3-o0l 114 C7H140 055145-28-3 64
2 Fumaric acid. undecvl tetrahvdro... 354 C20H3405 1000330-58-5 64
3 Propanamide. N-tetrahvdrofurfury... 191 C8H14CINO2 1000307-22-4 59
4 1-Hexadecen-3-ol. 3.5.11.15-tetr... 296 C20H400 1000262-55-5 53
5 Isophytol 296 C20H400 000505-32-8 53
Abundance Scan 1663 (11.868 min): BF112218.D (-1659) (-) m/z 71.10 100.00%
711
5000
43.1
95.1 123.1 257.2 11.60 11.80 12.00 12.20
0 ...,....,'I...ll,.-.' i oy (1981 2292 U 2832 Tm/z 43.10  22.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7505: 3-Methyl-1-hexen-3-ol
71.0
5000 LR B UM LR B
43.0 11,60 11.80 12.00 12.20
m/z 55.10 12.88%
99.0
150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #186535: Fumaric acid, undecyl tetrahydrofurfuryl ester
71.0
11,60 11.80 12,00 12.20
5000 m/z 41.10 12.11%
43.0
1, 4 1000 1560 1530 201.0 2250 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53958: Propanamide, N-tetrahydrofurfuryl-3-chloro- A RN BE S
71.0 11.60 11.80 12.00 12.20
m/z 57.10 10.69%
5000
43.0
121.0
I J L) 930 | 1480 192.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11,60 11.80 12.00 12.20

8270-BF011619.M Fri Jan 25 02:58:05 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 8.34 ng 639006 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1670 (11.910 min): BF112218.D (-1667) (-) m/z 73.00 100.00%
431 730
5000 129.1
11.60 11.80 12.00 12.20
(o} m/z 43.10 85.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
5000 129.0 UL BRI SULRLILN UL B
83.0 11.60 11.80 12.00 12.20
J‘“ 1570 150 2130 2560 m/z 60.00 81.92%
|
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ,; 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 72 .52%
m/z--> 20 40"60 80 100 120 140 160 180 200 220 240 260 280 ﬂwwﬂﬁkﬂwﬂ\,ﬂﬂ\\ﬁjvuuwﬁfww
Abundance #95851: Pentadecanoic acid R A REEEEEas
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 55.10 69.79%
5000 129.0 JM#\dAwN~¢h/ﬂﬂ\qﬁlﬂnwvﬁd\Nﬂﬂ
}ﬁgh“wt' U DA IR BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

8270-BF011619.M Fri Jan 25 02:58:05 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 17-Norkaur-15-ene, 13-methy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.08 2.19 ng 168137 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Norkaur-15-ene. 13-methvl-. (... 272 C20H32 003564-54-3 95
2 3a.6-Methano-3aH-indene. 2.3.4.5... 134 C10H14 098640-10-9 30
3 2H-1-Benzopnvran. 3.4-dihvdro- 134 C9H100 000493-08-3 30
4 Bicvclopentvl-1.1"-diene 134 C10H14 000934-02-1 25
5 3,9-Epoxy-p-mentha-1,8(10)-diene 150 C10H140 1000111-14-8 18

Abundance Scan 1699 (12.080 min): BF112218.D (-1696) (-) m/z 134.10 100.00%

105.1 134.1

5000

11.80 12.00 12.20 12.40
m/z 135.10  97.04%

59.1
243.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #121339: 17-Norkaur-15-ene, 13-methyl-, (8.beta.,13.beta.)-
.0

11:80 12.00 12.20 12.40
m/z 105.05  85.70%

5000

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

Abundance #14935: 3a,6-Methano-3aH-indene, 2,3,4,5,6,7-hexahydro-
105.0
R EERERE SRS R
11.80 12.00 12.20 12.40
5000 134.0 m/z 91.00 80.01%
390 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15341: 2H-1-Benzopyran, 3,4-dihydro- R R R
134.0 11.80 12.00 12.20 12.40
m/z 93.05 62.96%
5000
78.0
51.0 | \10?0\ |
[ b1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40

8270-BF011619.M Fri Jan 25 02:58:06 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknownl2.44 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.44 3.68 ng 281570 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Amino-3-phenvilcoumarin 237 C15H11NO2 004108-61-6 38
6-(Salicvlideneamino)benzimidazole 237 C14H11N30 1000225-65-4 38
3 Coumarin-6-ol. 3.4-dihvdro-4.4-d... 237 C11H11NO5 1000126-61-0 38
4 9-Methyl-10-nitroanthracene 237 C15H11NO2 084457-22-7 32
5 N-(3,4,5-Trimethoxybenzylidine) ... 237 C13H19NO3 035967-21-6 32
Abundance Scan 1760 (12.439 min): BF112218.D ( 1755) (-) m/z 206.05 100.00%

237.2
5000
39.1 63.0 1111 141.0 2771 12.20 12.40 12.60 12.80
m/z 191.10 64.41%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91511: 7-Amino-3-phenylcoumarin
2371.0
5000 209.0 M G i
12.20 12. 40 12. 60 12. 80
104.0 180.0 m/z 237.15 53.15%
77.0 152.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91457: 6-(Salicylideneamino)benzimidazole
23f.0
12.20 12.40 12.60 12.80
39.0 m/z 189.00 33.05%
5000 630 900 117.0
144.0 181.0 207.0

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

Abundance #91225: Coumarin-6-ol, 3,4-dihydro-4,4-dimethyl-7-nitro- T
237.0 12.20 12.40 12.60 12.80

m/z 205.15 28.27%
195.0
5000
| 53\.0 u | 1% 1200 1480 L]
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12. 40 12. 60 12. 80

8270-BF011619.M Fri Jan 25 02:58:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Phytol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.52 11.18 ng 856719 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phvtol 296 C20H400 000150-86-7 90
2 Isophvtol 296 C20H400 000505-32-8 53
3 Butvric acid. 3-pentadecvl ester 298 C19H3802 1000280-57-3 50
4 Sulfurous acid. hexadecvl 2-pent... 376 C21H4403S 1000309-16-5 50
5 Sulfurous acid, 2-pentyl tridecy... 334 C18H3803S 1000309-16-2 50
Abundance Scan 1774 (12.521 min): BF112218.D (-1770) (-) m/z 71.10 100.00%
71.1
5000
43.1
1231 I B B L e B BN
97.1 204.0 12.20 12.40 12.60 12.80
176.0
o 150.1 242.9 278.3306.2 339.2 n/z 43.10 33.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141395: Phytol
71.0
5000 SR SRR BN N SR
43.0 1220 12.40 12,60 12.80
970123.0 m/z 57.10 27 .24%
' 151.0  196.0 278.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141398: Isophytol
71.0
12.20 12.40 12.60 12.80
5000 m/z 55.05 25.91%
43.0
15.0, | [, 497-0123.0 152, 017902070 236.0 2780
m/z--> 2'0 40 6|O 80 1(')0 12'0 140 160 180 200 220 240 260 280 300 320 340
Abundance #143165: Butyric acid, 3-pentadecy! ester e AREEEEEaSEE
71.0 12.20 12.40 12.60 12.80
m/z 41.10 24 .76%
43.0
o JMW\AJ\/W
g, 970 1290456 187 9 2100 269.0
m/z--> %&eo%mmmmmmmmnmmmwmmﬁmo 12.20 12.40 12,60 12.80

8270-BF011619.M Fri Jan 25 02:58:08 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.40 4.52 ng 345528 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 86
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 328 C22H3202 015340-82-6 68
3 Silane. dimethvl(2-chlorophenoxyv... 286 C14H23Cl102Si 1000347-07-3 27
4 13-I1sopropvlpodocarpen-12-ol-20-al 300 C20H2802 024035-37-8 25
5 Oxazole, 2-(1-naphthalenyl)-5-ph... 271 C19H13NO 000846-63-9 18
Abundance Scan 1923 (13.398 min): BF112218.D (-1920) (-) m/z 175.10 100.00%
. 271.2
5000 ng/ﬁ\/v-~aﬁ
TTTTTTT T T T T T T T T
13.00 13.20 13.40 13.60 13.80
o 3259 4831 sz 271.20  95.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271.0
175.0 \
5000
13.00 13.20 13.40 13.60 13.80
m/z 201.10 68.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #167984: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 189.10 35.14%
175.0
43.0 328.0
| ‘830 :!.2‘8‘.(‘)\‘ el ‘\l { \22\9()\ { ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #132418: Silane, dimethyl(2-chlorophenoxy)hexyloxy- R S e e S L S
271.0 13.00 13.20 13.40 13.60 13.80
m/z 286.25 31.26%
5000
151.0185.0 1
93.0
"'4%?”"“JM T 'A' i F}?q L AL SUL AL UL WA AR TN RN B
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60 13.80

8270-BF011619.M Fri Jan 25 02:58:08 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 9,10-Anthracenedione, 2-ami... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.68 ng 204516 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione. 2-amino-3-... 239 C14H9NO3 000117-77-1 72
2 Methvl dehvdroabietate 314 C21H3002 001235-74-1 70
3 2-(2-Methoxvethoxv)ethvl 3.5-din... 314 C12H14N208 1000378-31-0 47
4 Imidazolol2.1-blthiazole. 5-(3-i1... 239 C13H9N3S 327097-37-0 45
5 Pyrano[3,2-c]chromene-3-carbonit... 361 C19H11N305 177028-91-0 40
Abundance Scan 1935 (13.468 min): BF112218.D (-1933) (-) m/z 239.20 100.00%
239.2
5000
1411 197.1 299.2 13.20 13.40 13.60 13.80
ol At 90 L AEOLT | 2670788293652 | 77 240.20  19.79%
m/z--> 50 100 150 200 250 300 350
Abundance #93137: 9,10-Anthracenedione, 2-amino-3-hydroxy-
230.0
5000
13.20 13.40 13.60 13.80
1540 211.0 m/z 299.20 8.37%
m/z--> 50 100 150 200 250 300 350
Abundance #156720: Methy| dehydroabietate
230.0
| 13.20 13.40 13.60 13.80
5000 m/z 141.05 5.95%
43.0 141.01 g9 0197.0 2390
——r I\lllul v Ig:llw-? IHIw ” ‘,‘lll'ﬂze‘%.?”, Lll' - |2|67|0| T
m/z--> 50 100 150 200 250 300 350
Abundance #155792: 2-(2-Methoxyethoxy)ethyl 3,5-dinitrobenzoate R EEEEE RS
230.0 13.20 13.40 13.60 13.80
450 195.0 m/z 128.10 4.99%
5000
750 149.0
103.0 \
¥5PU s J' T 'H ""JI T 'l = T T SR UL SN UGN SR
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF011619.M Fri Jan 25 02:58:09 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.86 6.39 ng 487889 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate

2 Pentafluoropropionic acid. hepta...
3 Pentafluoropropionic acid. penta...
4 Nonadecvl pentafluoropropionate

5 Heptafluorobutyric acid, pentade...

452 C21H35F702
402 C20H35F502
374 C18H31F502
430 C22H39F502
424 C19H31F702

959085-66-6 94
959218-78-1 94
959092-08-1 94
1000351-88-8 94
959261-23-5 94

Abundance Scan 2002 (13.862 min): BF112218.D (-1998) (-) m/z 57.10 100.00%
517.1
5000 VANJJ\“¢hWNM,JAVW#Aw,NVANva\
234.0 I e o R
30. 1 179 1 3282 3902 13.60 13.80 14.00 14.20
- .-.. .} b 2802 3282 3902 4621 77743710 81.76%
m/z--> 50 150 200 250 300 350 400 450
Abundance #227401 Heptadecy! heptafluorobutyrate
570
5000 TT T[T T T T[T T rrrrrrr1
13. 60 13. 80 14. 00 14. 20
m/z 71.10 67.43%
238.0
] 1}3301690 7 283.0
...w....,. 'w"" "'W""I"'W""I"'W"
m/z--> 50 100 150 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
R N REE
or.0 13.60 13.80 14.00 14.20
5000 m/z 55.10 58.53%
L] 13390 1800 2380 2830 384.0 AWLJ
"'W""I"'W""I"'W""I"'W""I"'W"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R REEEEmEm e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.05 56.11%
- /th
15.0 | 1[39 0 2100 2550 356.0
L o o o L A B o o e e o O B R N REE
m/z--> 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. 00 14. 20

8270-BF011619.M Fri Jan 25 02:58:10 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 15 9-Hydroxy-2-methylpyrido[l,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.32 ng 177267 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hvdroxv-2-methvlpvridoll.2-alp... 176 C9H8N202 1000311-37-2 52
2 s-Triazolol4.3-alpvrazine. 3-eth... 176 C9H12N4 019848-81-8 52
3 2.4-Diamino-7-methvlpteridine 176 C7H8NG6 004215-07-0 47
4 13-Berbinol. 9.10-dimethoxv-2.3-... 355 C20H21NO5 100101-07-3 47
5 2,4(1H,3H)-Quinazolinedione, 3-m... 176 C9H8N202 000607-19-2 47
Abundance Scan 2015 (13.939 min): BF112218.D (-2014) (-) m/z 176.10 100.00%
176.1
081 1231 234.1 13.60 13.80 14.00 14.20
270.1303.1 347.0 383.3416.3 > 161.10 55 079
m/z--> 50 100 150 200 250 300 350 400
Abundance #43098: 9-Hydroxy-2-methylpyrido[1,2-a]pyrimidin-4-one
76.0
5000 UL BN U
13.60 13.80 14.00 14.20
120.0 m/z 163.10 26.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #43017: s-Triazolo[4,3-a]pyrazine, 3-ethyl-5,8-dimethyl-
53.0 176.0
13.60 13.80 14.00 14.20
5000 m/z 69.10 16.48%
M T \AMJLNMMN
"J'M!wl'}"l'y" | ALY SN DU BN UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #42899: 2,4-Diamino-7-methylpteridine R A REER R
176.0 13.60 13.80 14.00 14.20
m/z 177.10 16.43%
5000
43.0 135.0
_Bo.o .
m/z--> 50 100 150 200 250 300 350 400 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 16 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.49 3.95 ng 301539 Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 70
2 Hexadecane 226 C16H34 000544-76-3 70
3 Octadecane 254 C18H38 000593-45-3 62
4 Tetradecane 198 C14H30 000629-59-4 58
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 52

Abundance Scan 2109 (14.492 min): BF112218.D (-2106) (-) m/z 69.10 100.00%

9.1

:

5000 11.1
254.1
l 1691131 | | 33013765 4465 4993 14.20 14.40 14.60 14.80
— hw----m.'.i..u.~.,....,.-.'..a,....'-,....,...., m/z 57.10 99.14%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane
5000 LA L L L L L LB

14.20 14.40 14.60 14.80
m/z 43.10 92.75%

141.0183.0 240.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500

z

Abundance #83025: Hexadecane

14.20 14.40 14.60 14.80
5000 m/z 83.10 86.27%

%

| F90141018302260

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105884: Octadecane I AEEREE TS
14.20 14.40 14.60 14.80
m/z 97.10 83.40%

5000

if

254.0

141.0183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112218.D

Aca On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 17 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.86 11.61 ng 551670 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 trans-Geranylgeraniol 290 C20H340 024034-73-9 64
Abundance Scan 2172 (14.862 min): BF112218.D (-2170) (-) m/z 69.10 100.00%
6d.1
5000 \
| 137'1177 1217.1259.1299.1341.2380.1  449.2 5245 1450 1480 15,00 1520 _
Ob b b g 20 2l o1 200.1209.1 31 23801 4492 924°1 "m/z 81.10 50.52%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215930: Squalene
69.0
5000 LI BRI B UL IR
14,60 14.80 15.00 15.20
m/z 41.10 22 .37%
137.0
L1 4, 191.0231.0273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 450 500 VVw/\MAVWMNvArAwhvv#_JM&MM“AA
Abundance #215928: Supraene
69.0
14,60 14.80 15.00 1520
5000 m/z 95.10 14.79%
137.0 va\A/\/\M/\M
29$‘\ \ |,y 1, 191.0231.0273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- B EERR Bam e L
69.0 14.60 14.80 15.00 15.20
m/z 68.10 12.68%
5000
136.0
2%' | . 177.0 2480
m/z--> 50 1(')0 1%0 200 250 300 350 400 450 500 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012419\
Data File : BF112218.D

Acq On : 24 Jan 2019 19:33

Operator : JU/SJ

Sample : K1223-06 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619._.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... 5.06 2.0 ng 115713 1 6.86 1126190 20.0
unknown6 .63 6.63 37.9 ng 2135170 1 6.86 1126190 20.0
1H-3a,7-Methanoaz. .. 9.55 5.0 ng 435515 3 9.89 1738140 20.0
Cyclodecane 9.69 2.4 ng 210375 3 9.89 1738140 20.0
-alfa.-Copaene 10.02 4.2 ng 361108 3 9.89 1738140 20.0
Naphthalene, 1,6-... 10.80 2.1 ng 163409 4 11.38 1532290 20.0
3-Methyl-1-hexen-... 11.87 5.4 ng 411406 4 11.38 1532290 20.0
n-Hexadecanoic acid 11.91 8.3 ng 639006 4 11.38 1532290 20.0
17-Norkaur-15-ene... 12.08 2.2 ng 168137 4 11.38 1532290 20.0
unknownl12 .44 12.44 3.7 ng 281570 4 11.38 1532290 20.0
Phytol 12.52 11.2 ng 856719 4 11.38 1532290 20.0
2-Phenanthrenol, ... 13.40 4.5 ng 345528 5 14.03 1527510 20.0
9,10-Anthracenedi... 13.47 2.7 ng 204516 5 14.03 1527510 20.0
Heptadecyl heptaf... 13.86 6.4 ng 487889 5 14.03 1527510 20.0
9-Hydroxy-2-methy... 13.94 2.3 ng 177267 5 14.03 1527510 20.0
Heptadecane 14.49 4.0 ng 301539 5 14.03 1527510 20.0
Squalene 14.86 11.6 ng 551670 6 15.51 950292 20.0
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