LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 5.063 502 506 515 rVB 98440 114274 4.15% 0.290%
2 5.487 574 578 593 rBVY 2426131 2302509 83.66% 5.853%
3 6.498 746 750 758 rBVY 2579099 2403013 87.31% 6.108%
4 6.628 769 772 780 rVB 2960313 2599583 94.45% 6.608%
5 6.851 807 810 819 rBVY 1624077 1474256 53.56% 3.747%
6 7.010 833 837 847 rBVY 2425778 2012607 73.12% 5.116%
7 7.410 901 905 917 rBVY 1562489 1551313 56.36% 3.943%
8 8.139 1020 1029 1032 rBvY 1762488 1667778 60.59% 4_.239%
9 9.210 1207 1211 1220 rBvV 3280881 2752372 100.00% 6.996%
10 9.292 1221 1225 1228 rvVvVv2 50323 54109 1.97% 0.138%
11 9.363 1233 1237 1242 rVB6 44789 69653 2.53% 0.177%
12 9.469 1253 1255 1262 rBV6 22606 37552 1.36% 0.095%
13 9.527 1262 1265 1266 rBvV2 65590 56765 2.06% 0.144%

14 9.551 1266 1269 1272 rVV 445767 377539 13.72% 0.960%
15 9.598 1274 1277 1282 rVV 256215 284178 10.32% 0.722%

16 9.645 1282 1285 1291 rVB2 115488 134324 4._.88% 0.341%
17 9.804 1310 1312 1314 rBV2 55747 42053 1.53% 0.107%
18 9.892 1323 1327 1330 rBV 2264847 1966010 71.43% 4_.997%
19 9.922 1330 1332 1335 rVB2 139214 126127 4._.58% 0.321%

20 9.963 1336 1339 1342 rVB2 46398 59809 2.17% 0.152%
21 10.010 1342 1347 1352 rBV3 251369 344434 12.51% 0.876%
22 10.092 1358 1361 1365 rBV2 72082 78275 2.84% 0.199%
23 10.186 1374 1377 1379 rBV 78651 62627 2.28% 0.159%
24 10.304 1393 1397 1398 rBv4 33101 38136 1.39% 0.097%
25 10.439 1417 1420 1424 rBV 81761 74075 2.69% 0.188%
26 10.533 1433 1436 1439 rBV3 110368 97982 3.56% 0.249%
27 10.563 1439 1441 1444 rVB 127849 100980 3.67% 0.257%
28 10.616 1448 1450 1453 rVB2 50282 40218 1.46% 0.102%
29 10.657 1453 1457 1458 rBvV4 55383 69315 2.52% 0.176%
30 10.680 1458 1461 1465 rVV 1553953 1464892 53.22% 3.724%
31 10.716 1465 1467 1471 rVB2 50282 49343 1.79% 0.125%
32 10.798 1477 1481 1486 rBV3 113191 154734 5.62% 0.393%
33 11.098 1529 1532 1533 rBV3 38188 33439 1.21% 0.085%
34 11.239 1553 1556 1559 rBV3 46815 56173 2.04% 0.143%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 11.274 1559 1562 1568 rVB2 73344 90543 3.29% 0.230%

36 11.380 1576 1580 1582 rBV 1948925 1649885 59.94% 4.194%
37 11.404 1582 1584 1586 rVvVv 867212 663220 24.10% 1.686%
38 11.427 1586 1588 1590 rVvVv 159241 135349 4.92% 0.344%
39 11.457 1590 1593 1596 rVvVv 177757 155061 5.63% 0.394%

40 11.486 1596 1598 1600 rVv2 54084 52931 1.92% 0.135%
41 11.510 1600 1602 1605 rVB 103948 99417 3.61% 0.253%
42 11.592 1613 1616 1617 rBV3 50887 54829 1.99% 0.139%
43 11.610 1617 1619 1623 rVV 87258 91992 3.34% 0.234%
44 11.669 1626 1629 1632 rBV2 43493 46502 1.69% 0.118%

45 11.721 1635 1638 1641 rBVY 132257 123714 4._.49% 0.314%

46 11.863 1659 1662 1667 rBV2 228730 342488 12.44% 0.871%
47 11.904 1667 1669 1671 rVV2 548416 532241 19.34% 1.353%
48 11.927 1671 1673 1677 rVV 506763 464208 16.87% 1.180%
49 11.992 1681 1684 1687 rBV2 164378 193553 7.03% 0.492%

50 12.057 1692 1695 1696 rBV2 58229 65029 2.36% 0.165%
51 12.074 1696 1698 1704 rVB4 161449 158654 5.76% 0.403%
52 12.174 1713 1715 1717 rVB 69949 52951 1.92% 0.135%
53 12.204 1717 1720 1725 rVB2 131681 123722 4_50% 0.314%
54 12.263 1728 1730 1733 rVB3 97403 76697 2.79% 0.195%
55 12.304 1734 1737 1739 rBvV4 75081 95025 3.45% 0.242%
56 12.357 1743 1746 1748 rBV2 93047 85106 3.09% 0.216%

57 12.427 1754 1758 1759 rBV4 92396 125900 4._.57% 0.320%
58 12.451 1759 1762 1764 rVVv2 215615 271685 9.87% 0.691%
59 12.468 1764 1765 1770 rVB2 252306 202621 7.36% 0.515%
60 12.516 1770 1773 1777 rBV2 707367 655204 23.81% 1.665%

61 12.598 1783 1787 1793 rBV 1431976 1629350 59.20% 4.142%
62 12.686 1800 1802 1806 rBV3 117759 121198 4._.40% 0.308%
63 12.827 1820 1826 1832 rVB 1105972 1265113 45.96% 3.216%
64 12.874 1832 1834 1839 rVB2 98051 102578 3.73% 0.261%
65 12.963 1845 1849 1852 rBV 2075218 1762460 64.03% 4._.480%

66 13.151 1879 1881 1885 rVB 181021 204830 7.44% 0.521%
67 13.392 1920 1922 1926 rVB3 228050 227066 8.25% 0.577%
68 13.857 1998 2001 2007 rVB2 402644 521364 18.94% 1.325%
69 14.027 2025 2030 2032 rBV2 1513256 1862642 67.67% 4_.735%
70 14.051 2032 2034 2037 rVB 546200 417658 15.17% 1.062%

71 15.074 2205 2208 2211 rBV 284651 381837 13.87% 0.971%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 15.127 2214 2217 2220 rBV 299262 318555 11.57% 0.810%
73 15.504 2278 2281 2293 rVB 839283 1167052 42.40% 2.967%

Sum of corrected areas: 39340677
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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

Abundance TIC: BF112214.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 Area Relative to ISTD R.T.

6.63 35.27 ng 2599580 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF112214.D (-769) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 ISEBUASENE SRS LS S
400 540 | 6.20 6.40 6.60 6.80 7.00
..,....,....,....,".'...,:'...,::.-.|,..l:.,?‘?:?,..!.,.’fﬂ?,"....,....,-'...,.. m/z 68.05 39.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 n L
5000 A I R IR N
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.81%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 |
DU SRR S
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95 25.89%
41.0 97.0
53.0
“I“'W'”'P'“I“'W'”'P'”I”Ti?”'P'”I”'W?i?ﬁ'”I"W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L B | l\‘l T T T T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.09%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 _alfa.-Copaene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.01 3.50 ng 344434 Acenaphthene-d10 9.89

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .alfa.-Copaene 204 C15H24 1000360-33-0 90
2 Copaene 204 C15H24 003856-25-5 70
3 .aamma.-Muurolene 204 C15H24 030021-74-0 64
4 cis-muurola-3.5-diene 204 C15H24 1000365-95-4 60
5 _alpha.-Cubebene 204 C15H24 017699-14-8 55
Abundance Scan 1347 (10.010 min): BF112214.D (-1342) (-) m/z 161.10 100.00%

119.1 H
91.0
5000 134.1
41.0 204.2
65.0 189.1 9.60 9.80 10.00 10.20 10.40

m/z 119.05 79.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64283: .alfa.-Copaene
119.0 161.0

5000
9.60 9.80 10.00 10.20 10.40

204.0 m/z 105.05 61.19%

189.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64250: Copaene
119.0 161.0

9.60 9.80 10.00 10.20 10.40
5000 93.0 m/z 91.00 60.21%

204.0
77.
A O

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

Abundance #64338: .gamma.-Muurolene L B n ol e
161.0 9.60 9.80 10.00 10.20 10.40
m/z 132.10 56.33%
5000 %0 1100
41.0 '
77'T a0 204.0
’ 189.0
s 1 sroll Wb g T ) 190 |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 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 : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 Isophytol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.86 4_.15 ng 342488 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophvtol 296 C20H400 000505-32-8 87
2 Sulfurous acid. octvl 2-pentvl e... 264 C13H2803S 1000309-15-7 59
3 Propanoic acid. 2-methvl-., 2.2-d... 216 C12H2403 074367-33-2 59
4 Fumaric acid. undecvl tetrahvdro... 354 C20H3405 1000330-58-5 53
5 6-Methyl-hept-2-en-4-ol 128 C8H160 083212-30-0 53
Abundance Scan 1662 (11.863 min): BF112214.D (-1659) (-) m/z 71.10 100.00%
711
5000
43.1 e N U A
950 123.1 257.2 11.60 11.80 12.00 12.20
O g 2L 1730 20012261 T 2891 o430 23.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141398: Isophytol
71.0
5000 L S B SULRULN I
43.0 11,60 11.80 12.00 12.20
m/z 55.10 13.94%
15.0 |J Iyl 950 1230 152 0 1790 207.0 2360 2780
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280
Abundance #113724: Sulfurous acid, octyl 2-pentyl ester
71.0
11,60 11.80 12,00 12.20
5000 43.0 m/z 41.05 11.85%
‘ 113.0
...,.‘.‘..*,‘...l,.h.,.‘...,...‘.,....,...???.9.,.1.9?9... SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro... e  RRRaE Bam s
71.0 11.60 11.80 12.00 12.20
m/z 57.10 10.98%
43.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.90 6.45 ng 532241 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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1668 (11.898 min): BF112214.D (-1667) (-) m/z 43.10 100.00%

431 730
5000
g71 1291
213.2 A B R S I
‘ 157.1 185.2 35,1 256.3 1160 11,80 12.00 12.20
e e m/z 73.00 96.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0

11.60 11.80 12.00 12.20

83.0 -
1570 1g5 213.0 256.0 m/z 41.10 84.12%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730
R B RAREE RS
11.60 11.80 12.00 12.20
5000 m/z 60.00 83.85%
129.0
214.0
[l A
SN 1 1 P PR (S SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid N R e R A
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.05 71.94%
5000 129.0
50 1| Lm
AR B N EEARE maE S

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 : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 6 1,3,6,10-Cyclotetradecatetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.93 5.63 ng 464208 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6.10-Cvclotetradecatetraene.... 272 C20H32 001898-13-1 98
2 Bicvclol4.3.01nonane. 7-methvlen... 204 C15H24 1000156-11-9 49
3 Bicvclol5.2.01nonane. 4-methvlen... 204 C15H24 1000159-38-2 46
4 Guaia-1(10).11-diene 204 C15H24 1000374-19-7 43
5 Cyclohexene, 1l-methyl-4-(1,5,9-t... 272 C20H32 056248-11-4 35
Abundance Scan 1673 (11.927 min): BF112214.D (-1671) (-) m/z 93.10 100.00%
93.1
>0 T MJV\\/\W
11,60 11.80 12,00 12.20
Ferpree m/z 105.10 85.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #121356: 1,3,6,10-Cyclotetradecatetraene, 3,7,11-trimethyl...
41. .
5000 2299 272.0 S DU BN BN SN
11.60 11.80 12.00 12.20
m/z 91.05 83.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64419: Bicyclo[4.3.0]nonane, 7-methylene-2,4,4-trimethyl-...
81.0

-

11.60 11.80 12.00 12.20
m/z 107.10  77.50%

5000

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64420: Bicyclo[5.2.0]nonane, 4-methylene-2,8,8-trimethyl-... e
81.0 11.60 11.80 12.00 12.20

m/z 81.10 76.18%

5000

3

I I T I
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 : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

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

11.99 2.35 ng 193553 Phenanthrene-d10 11.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70

2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 62

3 Benzene. 1.1"-(1.2-propadienvlid... 192 C15H12 014251-57-1 25

4 Benzene. 1.1"-(2-cvclopropen-1-v... 192 C15H12 022825-21-4 22

5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 20
Abundance Scan 1684 (11.992 min): BF112214.D ( 1681) (-) m/z 190.10 100.00%

5000

11.60 11.80 12.00 12.20 12.40
214.9 243.2
e 22 Tm/z 189.05  98.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
19

11.60 11.80 12.00 12.20 12.40

m/z 192_.10 62 .85%

115.0 137.0 163.0
e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
11.60 11.80 12.00 12.20 12.40
m/z 191.10 53.67%
5000
94.0
163.0 |
N R o s RARAR!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54761: Benzene, 1,1'-(1,2-propadienylidene)bis- PR T e
192.0 11.60 11.80 12.00 12.20 12.40

m/z 94.50 25.43%

5000

165.0

94.0 115.0

39.0 63.0 139.0

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

8270-BF011619.M Fri Jan 25 02:56:37 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 9,12-Octadecadienoic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.45 3.29 ng 271685 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 80
2 (R)-(-)-14-Methvl-8-hexadecvn-1-ol 252 C17H320 064566-18-3 76
3 Methvl 2-octvlcvclopropene-1-hep... 294 C19H3402 005026-66-4 76
4 6-Dodecvne 166 C12H22 006975-99-1 68
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 64
Abundance Scan 1762 (12.451 min): BF112214.D (-1759) (-) m/z 81.10 100.00%
55.1
5000 109.1 137.1
' 12.20 12.40 12.60 12.80
B m/z 67.00 94 .80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 LR U BRI SURRIN SR
1220 12.40 12,60 12.80
m/z 95.10 75.73%
123.0 149.0
A 178.0 262.0 294.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104165: (R)-(-)-14-Methyl-8-hexadecyn-1-ol
.0
" 12.20 12.40 12.60 12.80
5000 m/z 55.10 68.19%

1350 166.0 1950 223.0 252.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139710: Methyl 2-octylcyclopropene-1-heptanoate I a  BREEEEES B
. 12.20 12.40 12.60 12.80

m/z 41.10 55.07%

5000

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

8270-BF011619.M Fri Jan 25 02:56:37 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 9-Octadecenoic acid, methyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.47 2.46 ng 202621 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
2 8-Octadecenoic acid. methvl este... 296 C19H3602 026528-50-7 90
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 89
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 87
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 83
Abundance Scan 1765 (12.468 min): BF112214.D (-1764) (-) m/z 55.10 100.00%
54.1
5000
205.2 3972 365.2 1220 12,40 12.60 12.80
m/z 69.10 78.87%
m/z--> 50 100 150 200 250 300 350
Abundance #141310: 9-Octadecenoic acid, methyl ester, (E)-
55.0
83.0
5000 LRI BN SURSN S B
1220 12.40 12.60 12.80
11.0 1s00 2220 2640 m/z 74.00 72.38%
27,0 3&ﬂld : 1 296.0
m/z--> 50 100 150 200 250 300 350
Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)-
55.0
264.0 12.20 12.40 12.60 12.80
83.0 0
5000 m/z 87.00 54 .69%
m/z--> 50 100 150 200 250 300 350
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- e e T
55.0 12.20 12.40 12.60 12.80
m/z 97.10 52 .54%
5000 3.0
264.0
27,0 222.0
38.0 180.0
II}ILIHI!I‘ ’rl}ﬁ|tllxl ||=J‘||||‘| I2I9\6|.OIIIIIII LA s
m/z--> 50 100 150 200 250 300 350 1220 12.40 12.60 12.80

8270-BF011619.M Fri Jan 25 02:56:38 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

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

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

Concentration Rank 3

Peak Number 10 Phytol

R.T. EstConc Area Relative to ISTD R.T.
12.52 7.94 ng 655204 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 Sulfurous acid. hexadecvl 2-pent... 376 C21H4403S 1000309-16-5 50
4 Butvric acid. 2-pentadecvl ester 298 C19H3802 107853-73-6 50
5 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 50

Abundance Scan 1774 (12.521 min): BF112214.D (-1770) (-) m/z 71.10 100.00%
711
5000
1 123.1 204.1 R TR AR AR AR
176.0 12.20 12.40 12.60 12.80
o 233 212l m/z 43.10 32.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141394: Phytol
71.0
5000 SR SRR BN RN SR
43.0 12.20 12.40 12,60 12.80
950-930 m/z 57.10 27 .61%
17.0 151.0 196.0 2220 263.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141399: Isophytol
71.0
12.20 12.40 12.60 12.80
5000 m/z 55.05 24 _.87%
43.0
‘mhﬁﬁﬁmomﬁn% 2220 2780
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200450: Sulfurous acid, hexadecyl 2-pentyl ester T
71.0 12.20 12.40 12.60 12.80
m/z 41.10 24 .11%
43.0
5000
97.0
b e 20 1550 2830 200
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-BF011619.M Fri Jan 25 02:56:39 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 Pyrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.15 2.20 ng 204830 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 91
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 87
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 83
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
Abundance Scan 1881 (13.151 min): BF112214.D (-1879) (-) m/z 216.10 100.00%
216.1
390 691 ‘080 149, 187 253.2 9g5 33141 355.2 12.80 13.00 13.20 13.40
< : : : e m/z 215.10 81.73%
m/z--> 50 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl-
T U\}L_N\/\/\i
5000 PN SRR B
12.80 13.00 13.20 13.40
95.0 m/z 213.10 24 _.31%
270 630 |, 1500 1870 ||
m/z--> 50 100 150 200 250 300 350
Abundance #74422: 11H-Benzo[b]fluorene
216.0
12:80 13.00 13.20 13.40
5000 m/z 217.10 20.96%
108.0
510 .| 10 1870 4
m/z--> 50 100 150 200 250 300 350 rry
Abundance #74413: Pyrene, 2-methyl- e
216.0 12.80 13.00 13.20 13.40
m/z 107 .95 12.05%
5000 95.0
53.0 ‘| 150.0 187.0 |
m/z--> 50 100 150 200 250 300 350 12:80 13.00 13.20 13.40

8270-BF011619.M Fri Jan 25 02:56:39 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 11

R.T. EstConc Area Relative to ISTD R.T.
13.39 2.44 ng 227066 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 78
3 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 38
4 Podocarpa-8.11.13-trien-17-o0ic a... 344 C22H3203 024067-43-4 35

5 Crinan-1-one 271 C16H17NO3 098301-98-5 22
Abundance Scan 1922 (13.392 min): BF112214.D (-1920) (-) m/z 175.10 100.00%
. 271.1
5000
13.00 13.20 13.40 13.60 13.80
330.4 .
o 367.24020 Tmyz 271.15  91.08%
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
69.0 m/z 201.10 61.23%
29, 115.0 32?0
Jl | -
At
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
R R B
13.00 13.20 13.40 13.60 13.80
5000 m/z 189.10 33.36%
175.0
43.0 328.0
229.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #120153: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-0x0-2,... B B E e
201.0 271.0 13.00 13.20 13.40 13.60 13.80
m/z 286.15 27 .17%
5000
115.0
281 OM. 16|3JJ.?u l\. L ﬂ el ‘1\5\9 24]\'0 |
AL B A B a s .
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 02:56:40 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112214.D

Aca On 24 Jan 2019 17:42

Operator : JU/SJ

Sample : K1223-02 2X

Misc :

ALS Vial : 11 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 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 5.60 ng 521364 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 Cvclotriacontane 420 C30H60 000297-35-8 90
3 l-Hexacosene 364 C26H52 018835-33-1 87
4 1-Tricosene 322 C23H46 018835-32-0 87
5 1-Docosene 308 C22H44 001599-67-3 87
Abundance Scan 2002 (13.863 min): BF112214.D (-1998) (-) m/z 57.10 100.00%
51.1
5000 9r.1 wA!/JL\AVVWMﬂAuva~A~}L*“””
230.1
155.1 13.60 13.80 14.00 14.20
ol LA L 001890 1],2631206.0 3340 38634221 s S UU T 6T s gy
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
430 910
5000 LN UL B UL I
13.60 13.80 14.00 14.20
m/z 71.10 71.11%
L \ . }3?'0‘ 1820 224,0 2660
m/z--> 50 100 150 200 250 300 350 400
Abundance #219330: Cyclotriacontane
57.0
97.0 A NSRBI SUNR BN
420.0 13.60 13.80 14.00 14.20
5000 ' m/z 83.05 61.87%
| ‘ L] 11910 2280 2650 aom0 zeao WM[LW
mz> 80 100 180 20 20 0 %0 4o
Abundance #193365: 1-Hexacosene B EERR Bam e L
510 470 13.60 13.80 14.00 14.20
' m/z 55.10 54 _.99%
e )\M\/\/“/\‘W
|11 ‘ | T | 1810 2230 270 s220 |
m/z--> 50 100 150 2(')0 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF011619.M Fri Jan 25 02:56:41 2019 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012419\
Data File : BF112214.D

Acq On 24 Jan 2019 17:42

Operator : JU/SJ

Sample - K1223-02 2X

Misc :

ALS Vial : 11 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 35.3 ng 2599580 1 6.85 1474260 20.0
-alfa.-Copaene 10.01 3.5 ng 344434 3 9.89 1966010 20.0
Isophytol 11.86 4.2 ng 342488 4 11.38 1649890 20.0
n-Hexadecanoic acid 11.90 6.5 ng 532241 4 11.38 1649890 20.0
1,3,6,10-Cyclotet... 11.93 5.6 ng 464208 4 11.38 1649890 20.0
4H-Cyclopenta[def... 11.99 2.4 ng 193553 4 11.38 1649890 20.0
9,12-Octadecadien... 12.45 3.3 ng 271685 4 11.38 1649890 20.0
9-Octadecenoic ac... 12.47 2.5 ng 202621 4 11.38 1649890 20.0
Phytol 12.52 7.9 ng 655204 4 11.38 1649890 20.0
Pyrene, l-methyl- 13.15 2.2 ng 204830 5 14.03 1862640 20.0
2-Phenanthrenol, ... 13.39 2.4 ng 227066 5 14.03 1862640 20.0
1-Nonadecene 13.86 5.6 ng 521364 5 14.03 1862640 20.0
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