LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 5.098 508 512 521 rBV 235577 306403 17.16% 1.483%
2 5.493 575 579 583 rBY 1669363 1712213 95.91% 8.290%
3 6.498 745 750 753 rBVY 1541505 1737862 97.35% 8.414%
4 6.640 770 774 778 rBVY 1769859 1785149 100.00% 8.643%
5 6.869 810 813 817 rBB 607207 525807 29.45% 2.546%
6 7.028 836 840 843 rBVY 1497679 1267456 71.00% 6.136%
7 7.434 904 909 912 rBV 1122869 1063883 59.60% 5.151%
8 7.939 989 995 1006 rBV 21839 58711 3.29% 0.284%
9 8.151 1027 1031 1035 rBV 815135 678839 38.03% 3.287%
10 9.228 1209 1214 1217 rBvY 1875688 1551433 86.91% 7.511%
11 9.286 1221 1224 1229 rVVv3 18363 20864 1.17% 0.101%
12 9.622 1277 1281 1284 rBV 498176 424769 23.79% 2.057%
13 9.781 1305 1308 1311 rBvV2 21930 18035 1.01% 0.087%
14 9.910 1325 1330 1333 rBV 849783 757505 42.43% 3.667%
15 10.022 1343 1349 1352 rBVv4 18088 18461 1.03% 0.089%
16 10.057 1352 1355 1358 rVB 19585 18677 1.05% 0.090%
17 10.098 1358 1362 1368 rBV5 16575 22023 1.23% 0.107%
18 10.551 1435 1439 1442 rBvV 16807 19171 1.07% 0.093%
19 10.698 1455 1464 1467 rBV 1125449 1069850 59.93% 5.180%
20 10.728 1467 1469 1473 rVB2 38378 32663 1.83% 0.158%
21 10.816 1478 1484 1490 rVB5 56355 99037 5.55% 0.479%
22 10.869 1490 1493 1495 rBV 32204 26593 1.49% 0.129%
23 10.904 1495 1499 1502 rVvVv2 26919 30436 1.70% 0.147%
24 10.939 1502 1505 1507 rvVv 26607 22219 1.24% 0.108%
25 11.045 1521 1523 1527 rVB3 32100 32742 1.83% 0.159%
26 11.086 1527 1530 1533 rBV 37205 30190 1.69% 0.146%
27 11.280 1560 1563 1569 rVB3 26783 31729 1.78% 0.154%

28 11.392 1579 1582 1585 rBV 776844 722728 40.49% 3.499%
29 11.416 1585 1586 1589 rVB 200151 121422 6.80% 0.588%

30 11.504 1598 1601 1607 rBV5 15496 20907 1.17% 0.101%
31 11.622 1619 1621 1625 rVB2 18764 19230 1.08% 0.093%
32 11.839 1655 1658 1662 rBv4 24074 30054 1.68% 0.146%
33 11.910 1665 1670 1675 rBV2 108860 136495 7.65% 0.661%
34 12.004 1684 1686 1689 rBV2 29276 29953 1.68% 0.145%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.086 1698 1700 1705 rBV5 20984 23400 1.31% 0.113%
36 12.604 1785 1788 1792 rBV 320148 294294 16.49% 1.425%
37 12.645 1792 1795 1798 rVV 84196 71600 4.01% 0.347%
38 12.692 1801 1803 1806 rBV3 43492 41247 2.31% 0.200%
39 12.763 1813 1815 1818 rVB2 30598 26801 1.50% 0.130%

40 12.833 1821 1827 1830 rBVY 235738 278226 15.59% 1.347%

41 12.974 1847 1851 1858 rVB 1119880 1008138 56.47% 4_.881%

42 13.227 1892 1894 1898 rBV2 34940 47804 2.68% 0.231%
43 13.445 1928 1931 1935 rVB 170679 161737 9.06% 0.783%
44 13.786 1987 1989 1991 rBV3 50551 40627 2.28% 0.197%
45 13.833 1995 1997 1999 rBVY 37028 33164 1.86% 0.161%

46 13.863 1999 2002 2006 rVB3 144567 171890 9.63% 0.832%
47 14.004 2023 2026 2028 rBVY 193928 191001 10.70% 0.925%
48 14.033 2028 2031 2033 rVV 575050 558308 31.28% 2.703%
49 14.057 2033 2035 2039 rVB 127147 104330 5.84% 0.505%
50 14.480 2104 2107 2108 rBV 133624 145158 8.13% 0.703%

51 14.498 2108 2110 2115 rVV 271221 276020 15.46% 1.336%
52 14.563 2118 2121 2124 rVB 203653 182256 10.21% 0.882%
53 15.074 2205 2208 2211 rBV 108829 142983 8.01% 0.692%
54 15.139 2215 2219 2221 rBV 236086 276613 15.50% 1.339%
55 15.163 2221 2223 2229 rVB2 145140 171018 9.58% 0.828%

56 15.380 2258 2260 2267 rVB 72639 92946 5.21% 0.450%
57 15.439 2268 2270 2276 rVV 74249 104221 5.84% 0.505%
58 15.510 2277 2282 2294 rVB 473870 684094 38.32% 3.312%
59 15.727 2315 2319 2324 rVB2 86407 127834 7.16% 0.619%
60 15.957 2354 2358 2362 rVB 145023 199911 11.20% 0.968%

61 16.010 2363 2367 2374 rBV2 113280 201798 11.30% 0.977%
62 16.762 2491 2495 2502 rVB4 75628 142324 7.97% 0.689%
63 17.568 2628 2632 2644 rVB10 82980 217666 12.19% 1.054%
64 18.151 2726 2731 2739 rVBS8 52664 115731 6.48% 0.560%
65 18.392 2768 2772 2780 rVBS8 36679 78231 4_.38% 0.379%

Sum of corrected areas: 20654880
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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:\HPCHEMI\BNA F\DATA\BF112117\
BF100782.D

21 Nov 2017 16:05

SJ/Ju

16340-11

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF100782.D
6.64
5.49

6.50 7.03

6.87

5.10

7.43

0
Time-->

5.00

5.50

Abundance

1500000

1000000

500000

V.94

8.15

TIC: BF100782.D

12.97
10.70

9.91

11.39

9.62

105#-

B.29 1000260

0

T
Time--> 8.00

13.00

12.00

12.50

10.50 11.00 11.50

9.50

10.00

8.50

9.00

13.50

Abundance

1500000

1000000

500000

TIC: BF100782.D

14.03

18.1518.39
I\ A\

18.00 18.50

17.50

17.00

16.00 16.50

15.50

14.50 15.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown5.10 Concentration Rank 3

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

5.10 11.65 ng 306403 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 512 (5.098 min): BF100782.D (-508) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 III|IIII|IIII|IIII|IIII
| 83.0 | 4.80 5.00 5.20 5.40
o) EEEEEEESROY 1 FEISSOES | FRSERESSScs ChSME HEMRSS m/z 59.10 55.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 U L UL
4.80 5.00 5.20 5.40
29.0 101.0 m/z 101.00 19.77%
0 180 | 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
0
5000 50.0 m/z 58.00 15.40%
15.0 310 630 101.0
e S S S SULIULS SURIIL IS IULILS IULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime L e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000
101.0
150 310 | %80 g5  ge0 AR
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.64 Concentration Rank 1

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

6.64 67.90 ng 1785150 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 774 (6.640 min): BF100782.D (-770) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 50 || g0 % ioro ok ok oho 7o
o T A .- D £ IR | N m/z 68.10 40.00%
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
5000 B RS S L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.72%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .90%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LANLIL I L L L  L B B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.48%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF110817.M Wed Nov 22 15:06:40 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl10.82 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.74 ng 99037 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.8-Methano-4H-3.1-benzoxazine-2... 183 C9H13NOS 1000142-76-7 22
2 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 11
3 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 10
4 Tetradecane 198 C14H30 000629-59-4 10
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 10
Abundance Scan 1485 (10.822 min): BF100782.D (-1478) (-) m/z 121.05 100.00%
1201
57.0
5000
85.0 16311631
| ‘ i 116-0 " | 10.60 10.80 11.00 11.20
o o LA e I Tm/z 57.05  77.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48283: 5,8-Methano-4H-3,1-benzoxazine-2-thione, 1,2,4a-re...
183.0
5000 LR LN SR UL B
66.0 118.0 mmmmnmnm
41.0 1.0 : m/z 71.05 49 .93%
o ' 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
rl{\1'"'l""l""l""l"'
10.60 10.80 11.00 11.20
5000 m/z 107.10 44 .80%
29.0 850 1130
o 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129508: Hexadecane, 2,6,11,15-tetramethy!-
57.0 10.60 10.80 11.00 11.20
m/z 43.10 41 .60%
5000
85.0
113.0 169.0
bl 340 | 1970 267.0
m/z--> 2'0 4'0 60 80 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 10. 60 10 80 11. oo 11'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Tridecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.91 3.78 ng 136495 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 78
Abundance Scan 1670 (11.910 min): BF100782.D (-1665) (-) m/z 73.00 100.00%
431  73.0
5000 1291
97.1 213.1
157.1 1851 256.3 11.60 11.80 12.00 12.20
(o} m/z 43.10 95.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0

i
¢

5000 129.0 R ma e e mama
11.60 11.80 12.00 12.20

m/z 60.00 84 .99%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 81.28%
83.0
157.0 1850 213.0 256.0
400 110.0 '
Ot T T T e T T T T T T T T T T T T T T W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid I E  EREEEEEaES A
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 55.05 78 .44%
5000 129.0
o9 Lﬂ
- IIIIIIIIIIIIIIIIIII
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:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.86 6.16 ng 171890 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate
2 Tricosvl heptafluorobutvrate

452 C21H35F702
536 C27H47F702

959085-66-6 93
1000351-83-4 90

3 17-Pentatriacontene
4 1-Heptacosanol
5 Heptafluorobutyric acid,

491 C35H70
396 C27H560
n-octad. .. 466 C22H37F702

006971-40-0 87
002004-39-9 87
000400-57-7 87

Abundance Scan 2002 (13.863 min): BF100782.D (-1999) (-) m/z 57.05 100.00%
57.0
7.1
5000
241 "T2160 1350 1410 130
154.1 315.3 : : : :
O LA LT3 L S | M/Z 43.10  89.05%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
5000 LIS L L L LB L B
13. 60 13. 80 14. 00 14. 20
m/z 55.10 68 .57%
0 \‘ \‘\ “ ‘ ‘\ ‘\ ‘ H ]\-6‘90 ! 23‘80 2830
I T ..........w...w..”,..”,.”.,.”
m/z--> 50 200 250 300 350 400 450 500
Abundance
57.0
R S REEmE s
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 60.83%
. 139.0 141 0222.0265.0 322.0 367.0 518.0 ,\N*‘WNA“/\'WWM
L o e L B B B e T AL I e i s o o o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene i T I
43.0 13.60 13.80 14.00 14.20
m/z 69.10 55.05%
25.0
. YJ 1259167.0 2100 267.0307.0 490.0
.”,....,”..,....“...,........,.”.,....“...,... R S REEmE s
m/z--> 50 100 150 200 250 300 350 400 450 500 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 7H-Furo[3,2-g][1]benzopyran... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.48 5.20 ng 145158 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Furol3.2-allllbenzopvran-7-on... 274 C15H1405 054087-32-0 70
2 1-(p-TolvDbenzlcdlindol-2(1H)-one 259 C18H13NO 001710-21-0 46
3 9-Methvl-3-phenvl-9H-pvridazino(... 259 C17H13N3 003980-90-3 43
4 Benzonitrile. 3-(2-methvl-3-indo... 259 C17H13N3 303769-21-3 38
5 2,4-Dimethyl-3,5-diphenylpyridine 259 C19H17N 1000370-39-7 38
Abundance Scan 2107 (14.480 min): BF100782.D (-2104) (-) m/z 259.15 100.00%
259.1
5000 571
' 215.1
o a1 3202 14.20 14.40 14.60 14.80
1 1491 - - - -
o 2552 BL1 /7 274.20  62.50%
m/z--> 50 100 150 200 250 300 350
Abundance #122556: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydroxy-1...
259.0
5000 L DAL AL B SRR
43.0 14.20 14.40 14.60 14.80
216.0 m/z 57.10 36.17%
0 11| 8%‘) 11?9\ 1\4.\50 1??0” \u“. M “u |
m/z--> 50 100 150 200 250 300 350
Abundance
259.0
14.20 14.40 14.60 14.80
5000 m/z 215.10 28.49%
39.0 e 228.0
0 129.0 162.0189'0 ’
m/z--> 50 100 150 200 250 300 350
Abundance #110038: 9-Methyl-3-phenyl-9H-pyridazino(3,4-b)indole L B o e
259.0 14.20 14.40 14.60 14.80
m/z 229.10 28.14%
5000
216.0
oL 300 770 MO 1550 1890 |,
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.50 9.89 ng 276020 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 2110 (14.498 min): BF100782.D (-2108) (-) m/z 83.10 100.00%
55.1 83.1
139.1 254.1 14.20 14.40 14.60 14.80
— 1822 201 0018812 ' “n/z 55.10 92.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 UL A B B B
14.20 14.40 14.60 14.80
29.0 m/z 57.10 85.74Y%
o L] 1390167.0 106.0  238.0 266.0294.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
14:20 14.40 14.60 14.80
5000 111.0 m/z 97.10 82.80%
29.0 139.0
o 167.0 195.0222.0 250.0 280.0 308.0 336.0 W\/WAVWM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R R R
55,0 83.0 14.20 14.40 14.60 14.80
m/z 43.10 80.51%
29.0
o b Al 1390 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 14.I 20 14.'40 14.I 60 14.|80

8270-BF110817.M Wed Nov 22 15:06:43 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Naphthalene, 2-(phenylmethyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1456 6.53ng 182256  Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. 2-(phenvimethvid- 218 C17H14 000613-59-2 53

2 2.4-Diethoxvauinazoline

218 C12H14N202

3 5H-DibenzIb.flazepine-5-carbonit... 218 C15H10N2
4 1.4-Naphthoauinone. 6-ethvl-2.5-... 218 C12H1004
5 Naphtho[1,2-b]furan-2(3H)-one, 5... 274 C19H1402

000611-65-4 43
042787-75-7 43
013378-87-5 38
077573-41-2 38

m/z 218.10 100.00%

14.20 14.40 14.60 14.80

m/z 274.15 58.05%

14.20 14.40 14.60 14.80

m/z 219.10 23.22%

14.20 14.40 14.60 14.80

m/z 202.10 21.23%

14.20 14.40 14.60 14.80

Abundance Scan 2121 (14.563 min): BF100782.D (-2118) (-)
218.1
5000
o 45.0 75.0 101.0 126.0149.9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75992: Naphthalene, 2-(phenylmethyl)-
218.0
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
146.0 218.0
119.0 174.0
5000
90.0
29.0 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75874: 5H-Dibenz[b,flazepine-5-carbonitrile
178.0 218.0
5000
0 63.0 96.0 152.0
LT SO O ol LTow s U W S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 275.20 12 _.86%

14.20 14.40 14.60 14.80

8270-BF110817.M Wed Nov 22 15:06:43 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.14 8.09 ng 276613 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2219 (15.139 min): BF100782.D (-2215) (-) m/z 57.10 100.00%
57.1
990 14150 1500 1550 15140
141.1 : . . -
ol LIy 2L o72omp 2682 33 L TS0 6o 71w
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L DA SR SR SRR
14.80 15.00 15.20 15.40
99.0 m/z 43.10 59.97%
o 27,0, ‘ | ||, 1410 183.0 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350 '
Abundance
57.0
14,80 15.00 15.20 15.40
5000 m/z 85.10 47 . 75%
99.0
27.0 141.0 183.0 225.0 266.0296.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #105885: Octadecane R A REER R
57.0 14.80 15.00 15.20 15.40
m/z 55.10 20.17%
>0 N*““M”thMwwjA&ww«hAmwﬁm~\
99.0
oL 210 Ly L | ) 1410 1830 22402540
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 14.I80 15.'00 15.'20 15.'40

8270-BF110817.M Wed Nov 22 15:06:44 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.16 5.00 ng 171018 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 58
2 Cvclohexadecane 224 C16H32 000295-65-8 53
3 Cvclopentane. 1l-butvl-2-pentvl- 196 C14H28 061142-52-7 53
4 1-Hexadecanol 242 C16H340 036653-82-4 46
5 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 46

Abundance Scan 2223 (15.163 min): BF100782.D (-2221) (-) m/z 97.10 100.00%

55.0 91.1

%

5000
125.1 Trrrrr|yrrrryrrrryrrrr[|r
| 158.1 196.1 226.1249.2 287.3 14.80 15.00 15.20 15.40
o T RN O O OO T o N S T oI PR e m/z 83.10 97.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58280: Cyclotetradecane
.0
83.0
5000 LA L L L L L B
14.80 15.00 15.20 15.40
m/z 55.05 84.21%
139.0 168.0 196.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 830
R e N EmER
14.80 15.00 15.20 15.40
5000 m/z 69.10 81.25%
29.0 111.0

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58315: Cyclopentane, 1-butyl-2-pentyl- R AR EEEEE T
. 14.80 15.00 15.20 15.40

m/z 111.10 67.76%

5000

Is

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. OO 15. 20 15. 40

8270-BF110817.M Wed Nov 22 15:06:44 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzo[e]pyrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.38 2.72 ng 92946 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Benzolklfluoranthene 252 C20H12 000207-08-9 89
4 Pervlene 252 C20H12 000198-55-0 89
5 Benzo[a]pyrene 252 C20H12 000050-32-8 76
Abundance Scan 2260 (15.380 min): BF100782.D (-2258) (-) m/z 252.10 100.00%
250.1
5000
41.0 749 97.1 125.1 153.1174.0 198.1 224.1 283.0 15.00 15.20 15.40 15.60
o} : ' : : : : m/z 250.10 28.36%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 18.01%
ol 50.0 74.0 %O”‘H1%01M02m02mo ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.10 12.36%
126.0
0139.0 74.0 100.0 150.0 174.0 2000 2240
RN R R RN SRR LR BN RN BRREY B BRARE BRE R BEREY B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[K]fluoranthene A B o
252.0 15.00 15.20 15.40 15.60
m/z 251.10 9.17%
5000
126.0
0 740 99.0 ‘H 200.0 224.0 J
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF110817.M Wed Nov 22 15:06:46 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Oxirane, heptadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.73 3.74 ng 127834 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Octadecanal 268 C18H360 000638-66-4 90
3 Heptadecanal 254 C17H340 1000376-70-0 90
4 16-Heptadecenal 252 C17H320 1000144-57-9 76
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74
Abundance Scan 2319 (15.727 min): BF100782.D (-2315) (-) m/z 57.00 100.00%
57.0
5000 96.1
3653 rTyrrrryrrrryrrrTrTrTTT
2411611 1021 2361 2661 329.2 1540 15.60 15.80 16.00
o—— B B m/z 82.05 77 .25%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43.0 820
5000 U DML UL UL UL
1540 15.60 15.80 16.00
kmo m/z 55.10 69.98%
138.0
oLl L | %0ue0t0a0 2ozt
m/z--> 50 150 200 250 300 350
Abundance
430 820
15.40 15.60 15.80 16.00
5000 m/z 43.10 67.76%
109.0
137.0 166,0194.0222.0250.0
O T s e e e S S T S e B
m/z--> 50 100 150 200 250 300 350
Abundance #105849: Heptadecanal R AEmEEEE L
430 o0 15.40 15.60 15.80 16.00
: m/z 83.10 60.03%
5000
09.0
mz-> 50 100 150' i 'zéo' B0 AN~ NN " 15.40 15.60 15.80 16.00

8270-BF110817.M Wed Nov 22 15:06:46 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.96 5.84 ng 199911 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2359 (15.962 min): BF100782.D (-2354) (-) m/z 57.10 100.00%
51.1
5000 LA*A/\\M
991 15.60 15.80 16.00 16.20
141.1 : : : .
0..!,‘.'...‘“ @822 2242 2011 3012 ' 'm/z 71.10 65.66%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 R DRI S UL BRI B
15.60 15.80 16.00 16.20
m/z 43.10 51.59%
ol “\ |y 1410 1830 %80 3080 3520
m/z--> 50 100 150 200 2éo 300 350
Abundance
57.0
15,60 15.80 16.00 16,20
5000 m/z 85.10 46.43%
99.0
0280 141.0 183.0 2250 267.0 309.0  365.0394.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R AR EEEEE T
57.0 15.60 15.80 16.00 16.20
m/z 55.05 20.55%
2000 “MJ\AWA/LMM
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20

8270-BF110817.M Wed Nov 22 15:06:47 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl16.01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.01 5.90 ng 201798 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 43
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 38
3 Allvidimethvl(prop-1-vnvD)silane 138 C8H14Si 1000281-75-1 30
4 Triacontvl acetate 480 C32H6402 041755-58-2 30
5 1-Heptacosanol 396 C27H560 002004-39-9 30
Abundance Scan 2367 (16.010 min): BF100782.D (-2363) (-) m/z 83.10 100.00%
57.1 '
5000
157.1 UL BN B B
207.0 2502  297.3 397, 15.60 15.80 16.00 16.20 16.40
Obrrrrelbe A 27 m/z 97.10 76.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 AR AR R AR B
mmmmmmmmmm
29.0 m/z 57.10 72.13%
ok H“ ‘H 15401820 22402520 297.0 3480
miz--> 20 Jo 60 85 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
91.0 15,60 15.80 16.00 16.20 16.40
5000 m/z 43.10 63.77%
29.0 125.0

154.0 182.0 210.0 238.0 283.0 334.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #17476: Allyldimethyl(prop-1-ynyl)silane A EEE TS
97.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 63.09%
e MM
43.0
‘ . 6‘9 0 123.0
o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 60 15. 80 16. 00 16. 20 16. 40

8270-BF110817.M Wed Nov 22 15:06:47 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 16 unknownl6.76 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.76 4.16 ng 142324 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 49
2 2-Cvclohexenone. 5.5-dimethvl-3-... 236 C14H24N20 332144-70-4 38
3 1-Dodecen-1-ol. acetate 226 Cl1l4H2602 056438-08-5 38
4 Octadecanal 268 C18H360 000638-66-4 35
5 7-Azabicyclo[4.1.0]heptane, 1-me... 111 C7H13N 025022-25-7 35
Abundance Scan 2495 (16.762 min): BF100782.D (-2491) (-) m/z 57.05 100.00%
57.0
82.1
5000
109.1 T
142.0 1802 207.1p290 263.2 292.1 16.40 16.60 16.80 17.00
0 m/z 43.10 82.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
43.0 82.0
5000 AR LS R R
16. 40 16 60 16. 80 17.00
110.0 m/z 82.10 78.11%
. 1 1380 1660 1040  236.0 264.0
miz--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82.0
16.40 16.60 16.80 17.00
5000 m/z 83.05 53.84Y%
56.0 1050 1540
ol 340 104.0 180.0 060 2300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82772: 1-Dodecen-1-ol, acetate R AR EEEEE T
43.0 16.40 16.60 16.80 17.00
m/z 96.10 52.91%
5000
82.0
m/z--> 25 45 éo éo 160 120 150 1éo 180 200 220 240 2éo 2éo ' 1640 1660 1680 1700

8270-BF110817.M Wed Nov 22 15:06:48 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 _gamma.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.57 6.36 ng 217666 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 96
2 _beta.-Sitosterol 414 C29H500 000083-46-5 89
3 Stiamastan-3-en-6-ol 414 C29H500 1000214-19-7 14
4 17-(1.5-DimethvlhexvI)-10.13-dim... 414 C29H500 1000210-86-9 11
5 Pyrimidine, 2,4-diamino-6-ethyl-._. 214 C12H14N4 027653-49-2 11
Abundance Scan 2632 (17.568 min): BF100782.D (-2628) (-) m/z 43.10 100.00%
43.1
145.1
81.1
5000
255.2 3293 38144144
17.20 17.40 17.60 17.80
o m/z 57.10 98.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 AL SR B SRR B
145.0 414.0 17.20 17.40 17.60 17.80
2130 e 3030 3810 m/z 145.05  67.76%
78.0
ok \‘I h I“' ! “l“. \‘\H‘ H\ \H ‘h \H‘ I" .“‘. . I‘L' : #4:2'9' : M
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
17.20 17.40 17.60 17.80
5000 m/z 55.10 60.44%
107.0 414.0
1450 213.0
77.0 1780 <77 2550 3030 3810
O T o A o ol LA e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #217436: Stigmastan-3-en-6-ol A BT o e
43.0 17.20 17.40 17.60 17.80
m/z 213.10 55.15%
5000
‘ 950 o 359.0 399.0
Oyl ‘ LMN L\“Lu s “‘:llq“3.(‘). I21|i?|0| ?550%99?|3|2?9| L — ILL e
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 18 unknownl18.15 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.15 3.38 ng 115731 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 44
2 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 42
3 1.10-Dimethvl-2-methvlene-trans-... 178 C13H22 1000103-97-8 22
4 Lonaifolenaldehvde 220 C15H240 019890-84-7 15
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 15
Abundance Scan 2731 (18.151 mm) BF100782.D (-2726) (-) m/z 205.20 100.00%
5000
17.80 18.00 18.20 18.40
0 m/z 109.10 73.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64551: 1,4-Methano-1H-indene, octahydro-1,7a-dimethyl-4-(...
95.0
161.0
5000 204.0 R REEEE e
41.0 17.80 18.00 18.20 18.40
m/z 55.05 69.69%
ol U .‘“‘-“‘- \H .-JJM?. Lo ‘ 8
m/z--> 50 100 150 200 250 300 350 400
Abundance
109.0 o0, 2040
41.0 17.80 18.00 18.20 18.40
5000 m/z 95.10 67 .44%
770
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #44126: 1,10-Dimethyl-2-methylene-trans-decalin R B .
109.0 17.80 18.00 18.20 18.40
m/z 123.10 58.19%
67.0
5000
149.0
e
miz--> 50 100 '1éo' 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100782.D

Aca On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample : 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 19 unknownl18.39 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
18.39 2.29 ng 78231 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.5-dimethvl-2.3-di... 164 C12H20 1000149-80-4 38
2 Spirol5.51Tundec-2-ene. 3.7.7-tri... 204 C15H24 018431-82-8 30
3 Pvridine. 3-methvl-. l-oxide 109 C6H7NO 001003-73-2 25
4 Cvclohexane. 1.5-diethenvl-2.3-d... 164 C12H20 074806-57-8 22
5 Propanoic acid, 2-bromo-, ethyl ... 180 C5H9BrO2 000535-11-5 22

Abundance Scan 2772 (18.392 min): BF100782.D (-2768) (-) m/z 189.10 100.00%
107.1 189.1
67.0
147.1
5000
20.1
257.3 3153 411.2 B e e T ST
| " || | 18.00 18.20 18.40 18.60 18.80
0 ] N D m/z 107.10 83.80%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #33773: Cyclohexane, 1,5-dimethyl-2,3-divinyl-
41.0 107.0
5000 LA U IR UL B
1 49.0 18.00 18.20 18.40 18.60 18.80
' m/z 109.10 74.83%
0 L L UL L UL WU B
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance
93.0 189.0
41.0 R RAREemaa
18.00 18.20 18.40 18.60 18.80
0,
5000 133.0 m/z 67.00 66 .54%
L e A L L WL L L B
mz--> 0 50 100 150 200 250 300 350 400
Abundance #5581: Pyridine, 3-methyl-, 1-oxide T
109.0 18.00 18.20 18.40 18.60 18.80
m/z 121.10 62.02%
so00] 390
O 'l"NIH'J{7JO' | LI SR SURLELE SN BN SR SU LA URIRN L BN I
m/iz--> 0 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80

8270-BF110817.M Wed Nov 22 15:06:50 2017

Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112117\
Data File : BF100782.D

Acq On : 21 Nov 2017 16:05

Operator : SJ/JU

Sample - 16340-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
unknown5.10 5.10 11.7 ng 306403 1 6.87 525807 20.0
unknown6 .64 6.64 67.9 ng 1785150 1 6.87 525807 20.0
unknown10.82 10.82 2.7 ng 99037 4 11.39 722728 20.0
Tridecanoic acid 11.91 3.8 ng 136495 4 11.39 722728 20.0
Heptadecyl heptaf... 13.86 6.2 ng 171890 5 14.03 558308 20.0
7H-Furo[3,2-g][1]--- 14.48 5.2 ng 145158 5 14.03 558308 20.0
1-Heneicosanol 14.50 9.9 ng 276020 5 14.03 558308 20.0
Naphthalene, 2-(p... 14.56 6.5 ng 182256 5 14.03 558308 20.0
Octacosane 15.14 8.1 ng 276613 6 15.51 684094 20.0
Cyclotetradecane 15.16 5.0 ng 171018 6 15.51 684094 20.0
Benzo[e]pyrene 15.38 2.7 ng 92946 6 15.51 684094 20.0
Oxirane, heptadecyl- 15.73 3.7 ng 127834 6 15.51 684094 20.0
Heptadecane, 9-oc... 15.96 5.8 ng 199911 6 15.51 684094 20.0
unknownl16.01 16.01 5.9 ng 201798 6 15.51 684094 20.0
unknownl6.76 16.76 4.2 ng 142324 6 15.51 684094 20.0
-gamma.-Sitosterol 17 .57 6.4 ng 217666 6 15.51 684094 20.0
unknown18.15 18.15 3.4 ng 115731 6 15.51 684094 20.0
unknown18.39 18.39 2.3 ng 78231 6 15.51 684094 20.0
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