LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 5.057 502 505 512 rBV 82844 93636 4._.20% 0.314%
2 5.487 574 578 593 rBY 2023066 1942440 87.10% 6.511%
3 6.498 746 750 765 rBY 2025254 1869988 83.86% 6.268%
4 6.628 769 772 782 rVV 1974629 1758289 78.85% 5.893%
5 6.857 807 811 817 rBVY 1095440 981311 44.00% 3.289%
6 7.010 833 837 841 rBVY 1583838 1323814 59.36% 4_437%
7 7.416 902 906 917 rVB 1304572 1253060 56.19% 4 _.200%
8 8.139 1025 1029 1031 rBvY 1670800 1473002 66.05% 4_.937%
9 8.157 1031 1032 1041 rVB 164601 136685 6.13% 0.458%
10 8.851 1147 1150 1153 rBV 49220 44333 1.99% 0.149%
11 8.951 1164 1167 1171 rBvV2 38639 42145 1.89% 0.141%
12 9.210 1207 1211 1221 rBV 2630359 2230020 100.00% 7.474%
13 9.292 1221 1225 1227 rVV3 29821 30514 1.37% 0.102%
14 9.363 1233 1237 1242 rVBS8 33724 49991 2.24% 0.168%
15 9.481 1253 1257 1262 rBV5 25667 40310 1.81% 0.135%
16 9.528 1262 1265 1266 rBV3 47586 38087 1.71% 0.128%

17 9.551 1266 1269 1272 rVV 375279 296721 13.31% 0.995%
18 9.604 1275 1278 1282 rVB 215065 206980 9.28% 0.694%

19 9.651 1282 1286 1288 rBV2 86618 86130 3.86% 0.289%
20 9.751 1301 1303 1307 rBv4 20171 30762 1.38% 0.103%
21 9.804 1310 1312 1314 rBV2 39707 29012 1.30% 0.097%

22 9.892 1321 1327 1330 rBV2 1797449 1675771 75.15% 5.617%
23 9.922 1330 1332 1336 rVB2 209748 194139 8.71% 0.651%
24 9.963 1337 1339 1342 rVB2 42223 42176 1.89% 0.141%
25 10.016 1342 1348 1352 rBV4 183052 270529 12.13% 0.907%

26 10.098 1359 1362 1365 rVB2 101964 90323 4._05% 0.303%
27 10.186 1374 1377 1379 rBV2 61456 47615 2.14% 0.160%
28 10.322 1394 1400 1403 rBV3 38611 57833 2.59% 0.194%
29 10.439 1417 1420 1425 rBV 123206 109207 4_90% 0.366%
30 10.533 1433 1436 1439 rBv4 82241 79121 3.55% 0.265%
31 10.563 1439 1441 1444 rVB2 96140 85437 3.83% 0.286%
32 10.598 1444 1447 1448 rBV2 34502 30078 1.35% 0.101%

33 10.681 1458 1461 1465 rBV 1274040 1248457 55.98% 4.184%
34 10.804 1478 1482 1488 rVB4 100985 153681 6.89% 0.515%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 11.039 1520 1522 1525 rBV4 31830 35019 1.57% 0.117%
36 11.098 1529 1532 1534 rBV3 34115 34674 1.55% 0.116%
37 11.186 1544 1547 1550 rBV2 39209 37531 1.68% 0.126%
38 11.275 1560 1562 1568 rVB2 84132 86916 3.90% 0.291%

39 11.380 1576 1580 1582 rBV 1658942 1425166 63.91% 4.777%
40 11.404 1582 1584 1587 rVvVv 955089 779917 34.97% 2.614%

41 11.428 1587 1588 1590 rVvV 136138 93384 4._.19% 0.313%
42 11.457 1590 1593 1596 rVvVv 236846 196983 8.83% 0.660%
43 11.492 1596 1599 1600 rVv2 39470 42524 1.91% 0.143%
44 11.516 1600 1603 1605 rVB 97324 78499 3.52% 0.263%
45 11.592 1613 1616 1617 rBV3 48617 51289 2.30% 0.172%
46 11.610 1617 1619 1623 rVB 84636 89055 3.99% 0.298%

47 11.722 1635 1638 1642 rBV2 95581 109300 4_90% 0.366%
48 11.869 1659 1663 1664 rBVY 207554 207398 9.30% 0.695%
49 11.904 1667 1669 1676 rVB2 364349 418328 18.76% 1.402%
50 11.998 1681 1685 1687 rBV 127085 146669 6.58% 0.492%

51 12.075 1696 1698 1703 rVB4 131656 119242 5.35% 0.400%

52 12.204 1718 1720 1723 rVB2 70727 67643 3.03% 0.227%
53 12.263 1728 1730 1733 rVB4 54665 42448 1.90% 0.142%
54 12.310 1735 1738 1739 rBV2 54236 59918 2.69% 0.201%
55 12.357 1743 1746 1748 rBV2 67910 75759 3.40% 0.254%

56 12.516 1770 1773 1778 rBV 532573 501870 22.51% 1.682%
57 12.598 1783 1787 1791 rBV 1002436 978891 43.90% 3.281%
58 12.686 1800 1802 1806 rBV5 78582 93693 4._.20% 0.314%
59 12.827 1820 1826 1832 rVB 809264 906354 40.64% 3.038%
60 12.963 1845 1849 1852 rBV 1903052 1595309 71.54% 5.347%

61 13.392 1920 1922 1926 rVB2 287783 275359 12.35% 0.923%
62 13.857 1998 2001 2007 rVB2 256477 314711 14.11% 1.055%
63 14.027 2025 2030 2032 rBV2 1403453 1548919 69.46% 5.192%
64 14.051 2032 2034 2037 rVB 333992 251393 11.27% 0.843%
65 15.127 2215 2217 2220 rBV 263897 229231 10.28% 0.768%

66 15.510 2278 2282 2286 rBV 714310 900353 40.37% 3.018%

Sum of corrected areas: 29835342
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\

BF112216.D

24 Jan 2019 18:38

JussJ

K1223-04 2X

13 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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0
Time-->

13.00

12.00

12.50

10.50

T
9.50 10.00 11.00 11.50

Abundance

2500000

2000000

1500000

10000008.

500000

TIC: BF112216.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 unknown6.63 Concentration Rank 1

R.T. EstConc Relative to ISTD

1758290 1,4-Dichlorobenzene-d4

MW  MolForm

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 772 (6.628 min): BF112216.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.0 L
I o e S R
40.1 9.0 115.0 6.20 6.40 6.60 6.80 7.00
. T m/z 68.05 38.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 [vrrrprirrrrrr[prrroryprors
6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 134.00 32.28%
m/z--> 20 40 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 L
I o e S S IR
74.0 6.20 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.10 25.96%
SESSRSISSSY R VIR 1 N M
m/z--> 20 40 100 120 140 160 180 M
Abundance #14079. Benzene, 1-ethenyl-3,5-dimethyl- B o e B RRE
132.0 6.20 6.40 6.60 6.80 7.00
117.0 m/z 69.05 16.80%
5000
39.0 65.0 o0
wo o 0, L
m/z--> 20 40 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 : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 3.54 ng 296721 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 99
2 .beta.-curcumene 204 C15H24 1000374-17-4 83
3 Tricvclol5.4.0.0(2.8)1undec-9-en... 204 C15H24 005989-08-2 62
4 Benzene. 1-(1.5-dimethvlhexvI)-4... 204 C15H24 001461-02-5 55
5 Di-epi-.alpha.-cedrene 204 C15H24 050894-66-1 45

Abundance Scan 1269 (9.551 min): BF112216.D (-1266) (-) m/z 119.05 100.00%
1

5000

b 189-220T'2 9.20 9.40 9.60 9.80

PRI Y 8 b N m/z 93.05 41.77%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64558: 1H-3a,7-Methanoazulene, 2,3,4,7,8,8a-hexahydro-3,6...

W RUVEN

9.20 9.40 9.60 9.80
m/z 105.10 30.42%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64308: .beta.-curcumene
119.0 ﬁ

410 920 9.40 9.60 9.80
5000 ' 93.0 m/z 91.05 25.69%

69.0
204.0
“ 1340 1610 94

5000

m/z--> 20 40 100 120 140 160 180 200
Abundance #64466: Tr|cyc|o[5.4.0.0(2,8)]undec—9—ene, 2,6,6,9-tetrame... A e e R
119.0 9.20 9.40 9.60 9.80
m/z 41.05 21.16%
5000
93.0
41.0
69.0 204.0 LARHNMMMWUUK
ol b 1%“’ 0 w0
.‘,‘...‘l‘, el SN NS D sl W Rt
m/z--> 20 40 120 140 160 180 200 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 : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 Benzene, 1-(1,5-dimethyl-4-__._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.02 3.23 ng 270529 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1.5-dimethvl-4-hexen... 202 C15H22 000644-30-4 90
2 Benzene. 1l-methvl-4-(1.2.2-trime... 202 C15H22 016982-00-6 89
3 Naphthalene. 1.2.3.5.6.8a-hexahv... 204 C15H24 000483-76-1 89
4 _alpha.-Cubebene 204 C15H24 017699-14-8 52
5 _alfa.-Copaene 204 C15H24 1000360-33-0 52
Abundance Scan 1349 (10.022 min): BF112216.D (-1342) (-) m/z 132.10 100.00%
13R.1
5000
9.80 10.00 10.20 10.40
m/z 121.05 74 .40%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #62807: Benzene, 1-(1,5-dimethyl-4-hexenyl)-4-methyl-
.0
5000 2020 "5k 10100 1020 1040
m/z 119.10 63.39%
159 0 187.0
mz> 20 4 6 8 100 120 140 1o 180 2o
Abundance #62812: Benzene, 1-methyl-4-(1,2,2-trimethylcyclopentyl)-,...
132.0
9.80 10.00 10.20 10.40
5000 m/z 136.10 58.57%
41.0 105.0 202.0
s B d & s'o 0o 1% 10 16 10 2bo
Abundance #64485: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimethyl-1...
119.0 161.0 9.80 10.00 10.20 10.40
41.0 91.0 m/z 133.10 56.54%
134.0
5000 204.0
Ll bagad ol
||‘|‘|||“||h“||‘i“|‘::‘i||l“| ‘H Hl‘ulHl‘ul“umuuu‘l‘uuu||||||||‘|| S R
miz-> 20 40 60 80 120 140 160 180 200 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 : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 5 Naphthalene, 1,6-dimethyl-4__._. Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.80 2.16 ng 153681 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 83
2 6-l1sopropvl-1.4-dimethvlnaphthalene 198 C15H18 000489-77-0 58
3 Azulene. 1.4-dimethvl-7-(1-methy... 198 C15H18 000489-84-9 55
4 2.3-Dihvdro-1.3-dimethvl(1H)cvcl... 198 C13H14N2 1000112-95-8 47

5 Phenol, 2-(1-phenylethyl)- 198 C14H140 004237-44-9 43
Abundance Scan 1481 (10.798 min): BF112216.D (-1478) (-) m/z 183.10 100.00%
188.1
5000
57.1
8 153.1
39 1 11001280 b07.1 230 | 1040 10.60 10.80 11.00 11.20
: m/z 198.10 37.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59914: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-
188.0
5000
10.40 10.60 10.80 11.00 11.20
153.0 m/z 57.10 33.36%
28.0 128.0 '
510 830499 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59907: 6-1sopropyl-1,4-dimethylnaphthalene
183.0
e ERREE BEE e
10.40 10.60 10.80 11.00 11.20
5000 m/z 168.10 30.85%
153.0
39.0 63.0 Hg]\- 0 128 0 L. ‘\ H\ f
LA B L o B B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59912: Azulene, 1,4-dimethyl-7-(1- methylethyl)
88.0 10.40 10.60 10.80 11.00 11.20
m/z 71.10 29.11%
5000
153.0
270 510 780 990 1280 | | | 2010
L L B e RAMA BT e ERREE BEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 5.87 ng 418328 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 49

Abundance Scan 1668 (11.898 min): BF112216.D (-1667) (-) m/z 43.10 100.00%

431 730

5000

:

129.1

97.0 157.0 1851 3L ol 11.60 11.80 12.00 12.20
" m/z 73.05 92.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41/0
5000 1290 L LI B L TT T T

11,60 11.80 12.00 12.20
256.0 m/z 41.10 80.98%

157.0 1g50 213.0

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

%

Abundance #72647: Tridecanoic acid
73.0
R N ELmEE
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 77.61%
171.0
% .
T £
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 57.10 67.22%
5000 1290
185.0 228.0
97.0
LA 1660 |
IIII‘I‘I‘II H H‘ I‘I“III‘I‘III‘IIIIIIIIIIIII‘IIIIIIIIIIIIIIII TT UL L UL TT 1T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

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

12.00 2.06 ng 146669 Phenanthrene-d10 11.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 68

2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 53

3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 45

4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 38

5 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8CI204 1000331-34-4 33

Abundance Scan 1685 (11.998 min): BF112216.D (-1681) (-) m/z 190.10 100.00%
1

5000

Ve

11.60 11.80 12.00 12.20 12.40
m/z 189.05  99.28%

95

0
51.0 74.0 1231144, 01851 219.1 243.2 2742

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
19

11,60 11.80 12.00 12,20 12.40
m/z 192.05  44.05%

5000

115.0137.0 163.0
.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl

45.0 19p.0

146.0

11.60 11.80 12.00 12.20 12.40
m/z 191.10 36.62%

5000

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

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene R o e e AR Al
189.0 11.60 11.80 12.00 12.20 12.40
m/z 187.00 19.59%
5000
94.0
163.0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 Isophytol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.52 7.04 ng 501870 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophvtol 296 C20H400 000505-32-8 64
2 Phvtol 296 C20H400 000150-86-7 64
3 Sulfurous acid. hexadecvl 2-pent... 376 C21H4403S 1000309-16-5 52
4 Sulfurous acid. octadecvl 2-pent... 404 C23H4803S 1000309-16-6 50
5 Butyric acid, 3-pentadecyl ester 298 C19H3802 1000280-57-3 50
Abundance Scan 1774 (12.522 min): BF112216.D (-1770) (-) m/z 71.10 100.00%
71.1

:

5000
43.0
0 7 204.1 550 1240 1260 1760
176.0 . . . .
150.0 249.1 278.4 308.1 m/z 43.05 30.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141400: Isophytol
71.0
5000 LA L L L L L L LB L |
12.20 12.40 12.60 12.80
m/z 41.10 25.22%
43.0 95.0 123.0

b 152 0 179 0 207 o 237.0 278 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141393: Phytol
71.0

%

12.20 12.40 12.60 12.80
5000 m/z 57.05 25.18%

43.0
123.0

95.0

151.0 196.0221.0 249.0 278.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200450: Sulfurous acid, hexadecyl 2-pentyl ester T
71.0 12.20 12.40 12.60 12.80
m/z 55.10 25.13%

3

5000

%

43.0
97.0
41270 1550 1830 2250

‘ H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.39  3.56 ng 275359  Chrysene-diz 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 55

3 Phosphoric acid. dibutvl phenvl ... 286 C14H2304P 002528-36-1 38

4 2.2-Bis(4"-methoxvphenvl)-2-etho... 286 C18H2203 1000283-53-7 27

5 4H-Benzo[Ff]pyrrolo[l,2-a][1,4]di... 354 C22H30N202 1000302-50-6 14
Abundance Scan 1922 (13.392 min): BF112216.D (-1920) (-) m/z 175.10 100.00%

175.1

5000

13.00 13.20 13.40 13.60 13.80
m/z 271.20 86.18%

99.1329.2 365.1

m/z--> 50 100 150 200 250 300 350
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 67 .70%

41.0 69.0

115.0145- 22?0
A () Lo
A
m/z--> 50 100 150 200 250 300 350
Abundance #167984: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271.0
T
13.00 13.20 13.40 13.60 13.80
5000 m/z 189.10 34.88%
175.0
43.0 328.0
15.0 | ) ‘830 11.5'q14§.(?l L m‘ P1\50\24\30 { ‘ |
= et b b e e

m/z--> 50 100 150 200 250 300 350
Abundance #132426: Phosphoric acid, dibutyl pheny! ester B B o
175.0 13.00 13.20 13.40 13.60 13.80

m/z 286.25 27 .97%
5000 94.0
41.0 2300  286.0

e L 820 by e ) L
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60 13.80

8270-BF011619.M Fri Jan 25 02:57:21 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112216.D

Aca On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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 Hexacosyl pentafluoropropio... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 4.06 ng 314711 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 83
2 Oxalic acid. allvl tetradecvl ester 326 C19H3404 1000309-24-2 83
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 83
4 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 83
5 Cyclooctacosane 392 C28H56 000297-24-5 83
Abundance Scan 2002 (13.863 min): BF112216.D (-1998) (-) m/z 57.10 100.00%
57.1
5000 71 /\‘/\“/M
234.1 SRS R PR SN I
141.1 191.1 352.2 13.60 13.80 14.00 14.20
..-.,...l..A.u.,--....'-,...L=k,-.-..2?7,'.2...~,-.~..-.f}.lf".z.,....,.... m/z 43.10 84.72%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237739: Hexacosy! pentafluoropropionate
57.0
97.0
5000 L SN SR SULRUL I
13.60 13.80 14.00 14.20
m/z 71.10 64 .86%
| ,,hmmnmzmmmwmwwo 510.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #165885: Oxalic acid, allyl tetradecy! ester
41.0
13.60 13.80 14.00 14,20
5000 m/z 85.10 54 .36%
3.0
Wl lzme 2o
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #238675: Heptacosy| pentafluoropropionate e  RRRaE Bam s
57.0 13.60 13.80 14.00 14.20
m/z 83.10 49_20%
97.0
5000
| H 181 0222 0264.0306.0  378.0 423.0 524.0
m/z--> 50 160 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20

8270-BF011619.M Fri Jan 25 02:57:22 2019

Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012419\
Data File : BF112216.D

Acq On : 24 Jan 2019 18:38

Operator : JU/SJ

Sample : K1223-04 2X

Misc :

ALS Vial : 13 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]
unknown6 .63 6.63 35.8 ng 1758290 1 6.86 981311 20.0
1H-3a,7-Methanoaz. .. 9.55 3.5 ng 296721 3 9.89 1675770 20.0
Benzene, 1-(1,5-d... 10.02 3.2 ng 270529 3 9.89 1675770 20.0
Naphthalene, 1,6-... 10.80 2.2 ng 153681 4 11.38 1425170 20.0
n-Hexadecanoic acid 11.90 5.9 ng 418328 4 11.38 1425170 20.0
4H-Cyclopenta[def... 12.00 2.1 ng 146669 4 11.38 1425170 20.0
Isophytol 12.52 7.0 ng 501870 4 11.38 1425170 20.0
2-Phenanthrenol, ... 13.39 3.6 ng 275359 5 14.03 1548920 20.0
Hexacosyl pentafl... 13.86 4.1 ng 314711 5 14.03 1548920 20.0
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