LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 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-BF092317.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 2.175 10 15 20 rvB 46847 61503 2.30% 0.256%
2 5.098 509 512 527 rBV 301987 411384 15.40% 1.714%
3 5.492 574 579 583 rBY 2350370 2442881 91.44% 10.176%
4 6.504 745 751 764 rBV2 2260114 2671616 100.00% 11.129%
5 6.639 769 774 777 rBV 2625909 2447086 91.60% 10.194%
6 6.863 809 812 816 rBV 681449 548224 20.52% 2.284%
7 7.022 835 839 842 rBVY 2334474 2025769 75.83% 8.439%
8 7.428 903 908 911 rBVY 1261244 1227228 45.94% 5.112%
9 7.516 918 923 929 rBV5 16089 33291 1.25% 0.139%
10 8.145 1026 1030 1034 rVB 833047 669470 25.06% 2.789%

11 9.222 1208 1213 1216 rBV 2912718 2541108 95.12% 10.586%
12 9.610 1275 1279 1286 rBV 413710 342643 12.83% 1.427%
13 9.898 1325 1328 1332 rBV 666858 615800 23.05% 2.565%
14 10.692 1459 1463 1471 rBV 1234133 1106659 41.42% 4.610%

15 10.798 1477 1481 1487 rBV2 46085 57047 2.14% 0.238%
16 11.386 1578 1581 1584 rBV 623408 553339 20.71% 2.305%
17 11.604 1613 1618 1623 rBV3 34533 41898 1.57% 0.175%
18 11.910 1661 1670 1674 rBvV4 37785 71689 2.68% 0.299%
19 12.433 1754 1759 1762 rBV3 17814 30440 1.14% 0.127%
20 12.604 1785 1788 1791 rBV 94422 82021 3.07% 0.342%
21 12.833 1821 1827 1830 rBV 98903 96116 3.60% 0.400%
22 12.974 1846 1851 1854 rBV 2237511 1992513 74.58% 8.300%
23 13.527 1941 1945 1948 rBV2 29373 40267 1.51% 0.168%
24 13.651 1963 1966 1972 rVB3 55862 59869 2.24% 0.249%
25 13.857 1997 2001 2008 rBV 209067 225817 8.45% 0.941%
26 13.980 2020 2022 2026 rBV3 23568 29547 1.11% 0.123%
27 14.027 2026 2030 2033 rVvVv 590920 571611 21.40% 2.381%
28 14.057 2033 2035 2038 rVB 42536 34971 1.31% 0.146%
29 14.115 2043 2045 2051 rVB2 81268 83001 3.11% 0.346%
30 14.174 2052 2055 2057 rBV2 40671 39477 1.48% 0.164%
31 14.298 2074 2076 2079 rVB2 61852 49054 1.84% 0.204%
32 14.486 2104 2108 2114 rBV 241605 300137 11.23% 1.250%
33 14.604 2126 2128 2131 rBV4 25937 28237 1.06% 0.118%
34 14.686 2140 2142 2147 rVB5 33347 40089 1.50% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 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-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.739 2147 2151 2154 rBV 89143 88379 3.31% 0.368%
36 14.857 2169 2171 2174 rVB2 31559 28836 1.08% 0.120%
37 14.927 2180 2183 2188 rVB 153571 170525 6.38% 0.710%
38 15.074 2205 2208 2211 rBV 29527 38328 1.43% 0.160%

39 15.121 2212 2216 2218 rVV 96788 101392 3.80% 0.422%
40 15.151 2218 2221 2228 rVB2 86549 107097 4._.01% 0.446%

41 15.380 2256 2260 2264 rBVY 50363 65406 2.45% 0.272%
42 15.439 2266 2270 2274 rVB2 108814 137076 5.13% 0.571%
43 15.504 2277 2281 2286 rBV2 290918 379447 14.20% 1.581%
44 15.704 2311 2315 2320 rVB 109940 145512 5.45% 0.606%
45 15.851 2338 2340 2346 rVB5 38970 58048 2.17% 0.242%

46 15.933 2350 2354 2359 rVB 133293 192433 7.20% 0.802%
47 16.733 2486 2490 2497 rVB2 69504 128507 4._.81% 0.535%
48 17.127 2551 2557 2566 rVB2 183837 395419 14.80% 1.647%
49 17.892 2681 2687 2695 rBVS 64060 172535 6.46% 0.719%
50 18.115 2720 2725 2732 rBV5 96349 224444 8.40% 0.935%

Sum of corrected areas: 24005186
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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\BF101017\
BF099327.D
11 Oct 2017

SJ3/J

U

15749-01

25

3:57

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF099327.D

5.49

5.10

6.64

6.50 7.02

7.43

6.86

Time-->

5.00 5.50 6.00 6.50 7.00 7.50

Abundance

2500000

2000000

1500000

1000000

500000

8.15

9.61

9.90

TIC: BF099327.D

10.69

11.39

0.80 [L 11.60 11.91 1243760128

12.97

13.88.¢

0
Time--> 8.00

10.50 11.00 11.50

12.00 12.50 13.00 1

3.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF099327.D

14.50

15.00

15.50

16.00

16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 20

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

2.18 2.24 ng 61503 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 16 (2.181 min): BF099327.D (-10) (-) m/z 73.05 100.00%
73.0
5000 430 J\
55.0 87.1
| 220 2.30 2.40 2.50 2.60
o) 17DV ARSI A P m/z 43.00 36.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HUA NS UGURE IR U AR
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 27.42%
29.0 ‘
0 N ‘ ‘ ‘ !
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'
m/z--> 10 20 30 70 80 90 100 110 120
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
0,
5000 550 m/z 87.10 27 .24%
43.0
27.0
o 15.0 83.0 980 115.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7506: 2-Methyl-5-hexen-3-ol R e e e
73.0 2.20 2.30 2.40 2.50 2.60
550 m/z 71.10 14 .83%
43.0
5000
270
15.0 M\ “
0"w'“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“'w'“l“
m/z--> 10 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 15.01 ng 411384 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (5.098 min): BF099327.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R mmma e
| 83.0 | 4.80 5.00 5.20 5.40
S 1 1 IEMENSVTH | NS SR NS SN m/z 59.00 57.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 HRDE S LR UL
480 5.00 5.20 5.40
59.0 m/z 101.00 20.62%
27\0\ 1] H 71.0 83.0 10%.0
) R R SN AN ARAR RRARA RARSA AN AARAN LALA SALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 16.60%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e
43.0 480 5.00 5.20 5.40
m/z 41.10 8.59%
5000 101.0
28.0 59.0
84.0
...,%‘?5(.),..:‘M....q‘.:..,.:‘l:‘i....ﬁ.'(.).,.‘l..,....,;...,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 3 unknown6.64 Concentration Rank 1

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

6.64 89.27 ng 2447090 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 774 (6.639 min): BF099327.D (-769) (-) m/z 132.00 100.00%
13p.0
5000 681
200 ®o gk 6ko 650 7b0
o} ' I B e B B m/z 68.10 35.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " MR T
410 70 m/z 134.00 33.10%
S I—. ,‘,\‘, TN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 5k 5k ok 70
5000 9go 1160 m/z 66.00 22.33%
0 158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #14491: 5-Aminoindole A m L A R
130.0 6.40 6.60 6.80 7.00
m/z 96.00 14.27%
5000
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl11.91 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.59 ng 71689 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 35
2 n-Decanoic acid 172 C10H2002 000334-48-5 22
3 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 18
4 Pentanedioic acid. 3-ethvl-3-met... 202 C10H1804 007445-19-4 10
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 10
Abundance Scan 1670 (11.910 min): BF099327.D (-1661) (-) m/z 73.00 100.00%
43.1 730
5000 129.0
11.60 11.80 12.00 12.20
0 m/z 43.10 83.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61117: Dodecanoic acid
73.0
43.0
5000 R A SN SR SRR
129.0 nmnmnmnm
2700 ‘ 1010 157.0 200.0 m/z 55.00 79.52%
0 ...|....|....... M ..H‘luu‘lulu.‘..‘i“....‘l..‘.}??P..l‘....l
m/z--> 200 40 60 100 120 140 160 180 200
Abundance
60.0
o 11160 1180 1200 1220
5000 129.0 m/z 57.00 68.88%
87.0
oL15.0 112,0 155.0172.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12837: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- A REEREEaSS
43.0 60.0 11.60 11.80 12.00 12.20
‘ m/z 60.00 67.38%
129.0
5000
‘ 8.0 4120
0"'I""I“"""‘IH"''I"""I"'l‘.'l''h"l'"'I""I""I""I
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF092317.M Wed Oct 11 15:17:59 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 6 1-Heneicosanol

R.T. EstConc Area

13.86 7.90 ng 225817 Ch

Hit# of 5 Tentative ID

1 1-Heneicosanol

2 Nonadecvl pentafluoropropionate
3 17-Pentatriacontene

4 Heptadecvl heptafluorobutvrate
5 Hexacosyl heptafluorobutyrate

Concentration Rank 10

Relative to ISTD R.T.

rysene-di12 14.03

MW  MolForm CAS# Qual

312 C21H440
430 C22H39F502
491 C35H70

452 C21H35F702
578 C30H53F702

015594-90-8 92
1000351-88-8 91
006971-40-0 90
959085-66-6 89
1000351-83-3 87

Abundance Scan 2002 (13.862 min): BF099327.D (-1997) (-) m/z 57.10 100.00%
57.1
97.1
5000
R REREEEE e w
39.1 183.1 2340 281.0 13.60 13.80 14.00 14.20
0 .”.,P..q.w.*fﬁﬂ D B R Buma o e m/z 43.10 73.04%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55.0
5000 TT T[T T T T[T T rrrrrrr1
13. 60 13. 80 14. 00 14. 20
m/z 55.05 69.45%
- . = B IR I I B o o o o B
m/z--> 0 50 250 300 350 400 450
Abundance
57.0 979
R N REE
13.60 13.80 14.00 14.20
5000 m/z 97.10 65.11%
139.0
0 182.0222.0 266.0 311.0 412.0
LI B i o i o o e e R A s e e R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene B R B R R B S
43.0 13.60 13.80 14.00 14.20
m/z 71.10 62.71%
- I VJJJLJMM
25.0
. “ 125046702100 267.0307.0 490.0
e e e e e e e R AR ma
m/z--> 0 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Decene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.90 ng 83001 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 60
2 1-Tridecene 182 C13H26 002437-56-1 52
3 Cvclotridecane 182 C13H26 000295-02-3 51
4 Erucic acid 338 C22H4202 000112-86-7 49
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 46

Abundance Scan 2046 (14.121 min): BF099327.D (-2043) (-) m/z 55.05 100.00%

5000

138.0
166.1 1929 221.2 2480 ., 13.80 14.00 14.20 14.40
m/z 69.10 85 .35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17936: 1-Decene

13.80 14.00 14.20 14.40
m/z 41.00 79.71%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
69.0 USRS S RN RS
13.80 14.00 14.20 14.40
5000 97.0 m/z 83.10 59.96%
5150 125.0 1540 182.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47268: Cyclotridecane A B
41.0 13.80 14.00 14.20 14.40

m/z 97.10 54 .25%

5000

1250 Lo, 0 1820

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 80 14. 00 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptafluorobutyric acid, n-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.49 10.50 ng 300137 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 2109 (14.492 min): BF099327.D (-2104) (-) m/z 57.10 100.00%
5%.1 97.0
o1 s "I41%0 1440 1460 1480
oy, m/z 97.05 96.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester
57.0
5000 LI I UL S B
1420 14.40 14.60 14.80
m/z 83.10 95.15%
ol L. \\“ ‘“ | 1310 2% 2100 2520 2970 448.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 14.20 14.40 14.60 14.80
5000 m/z 55.05 86.58%
o 169.0 238.0 283.0 434.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane AR EEREE L
57.0 14.20 14.40 14.60 14.80
97.0 m/z 43.10 80.44%
5000
015qj 1. | 1390 1960  269.0 3200
miz--> '"'s'o'"'160'"1%6"'266"'2%6"566"'3%6"Ado'"héo’ 14:20 14.40 14.60 14.80

8270-BF092317.M Wed Oct 11 15:18:02 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 E-7-Octadecene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.74 3.09 ng 88379 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 93
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 83
3 3-Octadecene. (B)- 252 C18H36 007206-19-1 76
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 70
5 1-Octadecanol 270 C18H380 000112-92-5 70

Abundance Scan 2151 (14.739 min): BF099327.D (-2147) (-) m/z 55.10 100.00%

5.1

5000
166.1 99112411 5575 366.3 14.40 14.60 14.80 15.00
o Ak m/z 69.10 69.91%
m/z--> 50 100 150 200 250 300 350
Abundance #104185: E-7-Octadecene
43.0
83.0
5000 LA L L L L L L |
11.0 14.40 14.60 14.80 15.00
' 252.0 m/z 41.00 60.37%
0 Il M i “\ 139.0168.0196.0224.0 |
—— e e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
R R REE
14.40 14.60 14.80 15.00
5000 83.0 m/z 43.05 58.49%
111.0
| 2mo 151.0180.0 2220 2040
e I e o e B o e e B LA B o B B o B B o B
m/z--> 50 100 150 200 250 300 350
Abundance #104188: 3-Octadecene, (E)- L B e o e e e
41.0(69.0 14.40 14.60 14.80 15.00
m/z 83.10 53.86%
97.0
5000
125.0
o \‘ LI ‘\ | 15401820 224.0252.0
— et e R R R RS e e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF092317.M Wed Oct 11 15:18:03 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.93 8.99 ng 170525 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 17-Octadecenal 266 C18H340 056554-86-0 87

Abundance Scan 2183 (14.927 min): BF099327.D (-2180) (-) m/z 57.00 100.00%

51.0 820

5000

100.1 B
m/z 43.10 84 .82%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117616: Oxirane, hexadecyl-

55.

5000

14.60 14.80 15.00 15.20
m/z 82.05  83.23%

166.0 194.0 222.0 250.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43.0
R RN R
82.0 14.60 14.80 15.00 15.20
5000 m/z 55.05 66.22%
110.0
18.0 137.0 166.0 194.0 222.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- R AEmEEEE L
14.60 14.80 15.00 15.20

m/z 83.10 60.40%

5000

166.0 194.0 236.0 264.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20

8270-BF092317.M Wed Oct 11 15:18:04 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Behenic alcohol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.15 5.64 ng 107097 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Z-8-Hexadecene 224 C16H32 1000130-87-5 93
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 2221 (15.151 min): BF099327.D (-2218) (-) m/z 97.10 100.00%
55.1 91.1
5000
125.1 N
153.2 18509061 237.0 268.1 14.80 15.00 15.20 15.40
0 m/z 83.00 94 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55,0
5000 U S UL B B B
Mmmmmmmm
9.0 m/z 55.10 84 .34Y%
0 5ol 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0
wo o 1480 1500 15,20 1540
5000 ‘ ' m/z 57.10 82.23%
125.0
153.0  196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95987: 1-Hexadecanol R B .
14.80 15.00 15.20 15.40

m/z 69.10 75.08%

5000 111.0

140.0 168.0 196.0 224.0
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40

8270-BF092317.M Wed Oct 11 15:18:05 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 9-Octadecene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.44 7.23 ng 137076 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 89
2 E-7-Octadecene 252 C18H36 1000130-92-0 64
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 58
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 55
5 Perylene 252 C20H12 000198-55-0 46
Abundance Scan 2270 (15.439 min): BF099327.D (-2266) (-) m/z 55.00 100.00%
%50 252.1
5000
39.01681 2070 376.3 15,20 15.40 15.60 15.80
0! P m/z 252.10 78 .48%
m/z--> 50 100 150 200 250 300 350
Abundance #104187: 9-Octadecene, (E)-
55.0
97.0
5000
15.20 15.40 15.60 15.80
m/z 69.10 61.17%
ool || )| 4250 see0 2520
m/z--> 50 100 150 200 250 300 350 '
Abundance
43.0
83.0 15,20 15.40 15.60 15.80
5000 m/z 43.10 53.66%
125.0 252.0
0 "154.0 196.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #104188: 3-Octadecene, (E)- b RREmE EE e
69.0 15.20 15.40 15.60 15.80
m/z 83.00 51.06%
5000
29.0 11.0
0 J L \l 1 { 140.0 182.0 252.0
m/z--> 50 100 150 200 250 300 350 ' 15.20 15.40 15.60 15.80

8270-BF092317.M Wed Oct 11 15:18:05 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.70 7.67 ng 145512 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Hexadecanal 240 C16H320 000629-80-1 87
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 7Z-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-34-6 86
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 83
Abundance Scan 2314 (15.698 min): BF099327.D (-2311) (-) m/z 57.00 100.00%
5000
110.1 e e e e e
1370 1661 1041 2311 o731 15.40 15.60 15.80 16.00
0! m/z 43.05 88.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117607: Octadecanal
43.0 82.0
5000 L AR SULRULE S SURR
15. 40 15. 60 15. 80 16. oo
m/z 82.00 87.78%
137.0 1660 1940 2220 250.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 82.0
15.40 15.60 15.80 16.00
5000 m/z 83.05 57.63%
110.0
137.0 166.0 196.0 2220
O o R o o o R AARRR R RS
m/z--> 20 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 '
Abundance #117617: Oxirane, hexadecyl- R R e R
43.0 82.0 15.40 15.60 15.80 16.00
m/z 71.10 55.61%
5000
109.0
N 138.0 1660  208.0298.0250.0270 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 40 15. 60 15. 80 16. oo

8270-BF092317.M Wed Oct 11 15:18:06 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl5.85 Concentration Rank 17

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

15.85 3.06 ng 58048 Perylene-di12 15.51

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.2.41Triazolol3.4-b1l1.3.41thi... 317 C13H11N50S2 1000351-26-1 25
2 N-I3-(3-Bromo-propoxv)-phenvll-a... 271 C11H14BrNO2 1000300-93-3 12
3 4.6.10.10-Tetramethvl-5-oxatricy... 208 C13H2002 097371-50-1 10

4 _alpha.-Bisabolol 222 C15H260 000515-69-5 10
5 Acetic acid, 1-[2-(2,2,6-trimeth... 250 C16H2602 077143-23-8 10

Abundance Scan 2340 (15.851 min): BF099327.D (-2338) (-) m/z 43.00 100.00%
43.
81.0
5000 135.1 189.1
416.3 15.60 15.80 16.00 16.20
0 . m/z 55.00 61.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: [1,2,4]Triazolo[3,4-b][1,3,4]thiadiazole, 6-(3-€t...
43.0
109.0
5000 LA B L L L L LB
15.60 15.80 16.00 16.20
317.0 0
153.0 m/z 81.00 44 _39%
ol L1760 | | 191.0 2310 274.0
S e e T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
N R A EE
15.60 15.80 16.00 16.20
5000 109.0 m/z 109.05  43.46%
150.0
73.0 191.0 999 271.0
R T e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #67768: 4,6,10,10-Tetramethy|-5-oxatricyclo[4.4.0.0(1,4)]d... T
43.0 15.60 15.80 16.00 16.20
m/z 93.05 36.75%
109.0
5000 193.0
d 77.0h 151.0
o bbby Ly
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF092317.M Wed Oct 11 15:18:07 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.93 10.14 ng 192433 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2354 (15.933 min): BF099327.D (-2350) (-) m/z 57.10 100.00%
57.1
%0 15.60 15.80 16.00 16.20
141.1 : : : :
0 |, A L A02 2401 2821 | m/z 71.10 68.58%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LR T BN B B
15.60 15.80 16.00 16.20
m/z 43.10 55.58%
0 Hwhdm“mlmo 239.0560.0 308.0 352.0
m/z--> 50 100 150 200 2%0 300 350 '
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 51.25%
0 27.0 99.0 141.0 183.0 240.0
mz-> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane A o A MR
57.0 15.60 15.80 16.00 16.20
m/z 55.00 19.35%
- KvaﬂﬂuAquw»j\fxﬂﬂvvaﬂj\mJ
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 ' 15,60 15.80 16.00 16.20

8270-BF092317.M Wed Oct 11 15:18:08 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.73 6.77 ng 128507 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 87
2 Octadecanal 268 C18H360 000638-66-4 86
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 80
4 Dodecane. 5-cvclohexvl- 252 C18H36 013151-85-4 43
5 Undecane, 5-cyclohexyl- 238 C17H34 013151-80-9 38
Abundance Scan 2490 (16.733 min): BF099327.D (-2486) (-) m/z 57.00 100.00%

5000
111.0 I B e
138.0 166.1 195.12151 259.1 283.0 16.40 16.60 16.80 17.00
0 : m/z 82.05 87.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal
43.0

82.0

16.'40 16.'60 16.'80 17.'00
109.0 m/z 43.10 74 .91%

137'0158.0180-0 208.0 236.0

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
R RERREEEE RS RSy
16.40 16.60 16.80 17.00
5000 m/z 83.05 60.29%
109.0

. 1370 1660 1940 2220 2500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl- e EREmEmEE T
16.40 16.60 16.80 17.00

m/z 96.10 58.66%

5000

208.0228.0250.0

166.0
R e e E  RAEEEmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

8270-BF092317.M Wed Oct 11 15:18:08 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.13 20.84 ng 395419 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 86
2 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 015798-13-7 62
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 52
4 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 50
5 Aciphyllene 204 C15H24 087745-31-1 49
Abundance Scan 2558 (17.133 mm) BF099327.D (-2551) (-) m/z 204.20 100.00%
5000
269.2301.3
4254 16.80 17.00 17.20 17.40
0 m/z 135.10 68.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204.0
108.0
5000 LSRR JARR SO B
161.0 16.80 17.00 17.20 17.40
41.0 m/z 133.00 62.04%
ol ..MJ...,.... N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
121.0 175.0
316.0 RN BN SUNR SRR
16.80 17.00 17.20 17.40
5000 81.0 2570 m/z 121.05 59.09%
41.0
221.0
e L L A WL L L LB WU
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... e BB mEmEE T
204.0 16.80 17.00 17.20 17.40
m/z 55.05 50.45%
5000
95.0 161.0
41.0
0 ‘%‘9\,.'...,{.... T R A RREREEEEEESEEE
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF092317.M Wed Oct 11 15:18:09 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.89 9.09 ng 172535 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 83
2 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 55
3 2-(3-Methoxvphenvl)cvclohexanone 204 C13H1602 015547-89-4 51
4 Alloaromadendrene 204 C15H24 025246-27-9 42
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 42
Abundance Scan 2687 (17.892 min): BF099327.D ( 2681) (-) m/z 204.15 100.00%
950 1350 20k
55.0
5000 1751 287.2
231200 4
17.60 17.80 18.00 18.20
of m/z 135.00 87.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
410 161.0 204.0

79.0

107.0 135.0

17.60 17.80 18.00 18.20
m/z 95.05  81.72%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
204.0
I AEEREE TS
17.60 17.80 18.00 18.20
5000 m/z 55.00 70.46%
95.0 161.0
41.0 123.0
" 67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64097: 2-(3-Methoxyphenyl)cyclohexanone I AEEREE TS
204.0 17.60 17.80 18.00 18.20
m/z 133.05 63.35%
5000 91.0 1350 160.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099327.D

Aca On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 20 unknownl18.12 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.12 11.83 ng 224444 pPerylene-di2 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 phenol. 2.6-dimethvl-. phosphite... 394 C24H2703P 052830-49-6 35

2 3-Bromo-4-hvdroxvy-5-methoxvphenv... 241 C9H8BrNO2 081038-44-0 25
3 Crinan-1-ol. (1.alpha.)- 273 C16H19NO3 041928-89-6 25
4 Diazoxon 288 C12H21N204P 000962-58-3 14
5 Pregnan-18-ol, (5.alpha.)- 304 C21H360 056053-09-9 14
Abundance Scan 2726 (18.121 min): BF099327.D (-2720) (-) m/z 273.15 100.00%
: 278.1
425.3
5000
311.0 17.80 18.00 18.20 18.40
0 m/z 241.15 93.91%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #209438: Phenol, 2,6-dimethyl-, phosphite (3:1)
273.0
5000
105.0 17.80 18.00 18.20 18.40
394.0 m/z 95.10 92.97%
167.0
270 650 | d‘ L 2260 313.0 L
miz--> 0 55 160 1éo 260 2%0 360 3%0 460
Abundance
162.0 241.0
17.80 18.00 18.20 18.40 |
5000 63.0 119.0 m/z 81.05 78.61%
15.0
200.0
L S L L L L UL B WL UL BN
miz--> 0 50 100 150 200 250 300 350 400
Abundance #121917: Crinan-1-ol, (1.alpha.)- R EE mE
278.0 17.80 18.00 18.20 18.40
m/z 55.00 72.89%
5000
202.0
0""|""|"'w"h'!'“wj LA DAL DL UL UL BN BN B
miz--> 0 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101017\
Data File : BF099327.D

Acq On : 11 Oct 2017 3:57

Operator : SJ/JU

Sample : 15749-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.18 2.2 ng 61503 1 6.86 548224 20.0
2-Pentanone, 4-hy... 5.10 15.0 ng 411384 1 6.86 548224 20.0
unknown6 .64 6.64 89.3 ng 2447090 1 6.86 548224 20.0
unknownl1l1l.91 11.91 2.6 ng 71689 4 11.39 553339 20.0
1-Heneicosanol 13.86 7.9 ng 225817 5 14.03 571611 20.0
1-Decene 14.12 2.9 ng 83001 5 14.03 571611 20.0
Heptafluorobutyri... 14.49 10.5 ng 300137 5 14.03 571611 20.0
E-7-Octadecene 14.74 3.1 ng 88379 5 14.03 571611 20.0
Oxirane, hexadecyl- 14.93 9.0 ng 170525 6 15.51 379447 20.0
Behenic alcohol 15.15 5.6 ng 107097 6 15.51 379447 20.0
9-Octadecene, (E)- 15.44 7.2 ng 137076 6 15.51 379447 20.0
Octadecanal 15.70 7.7 ng 145512 6 15.51 379447 20.0
unknown15.85 15.85 3.1 ng 58048 6 15.51 379447 20.0
Heptadecane, 9-oc... 15.93 10.1 ng 192433 6 15.51 379447 20.0
Heptadecanal 16.73 6.8 ng 128507 6 15.51 379447 20.0
1,2,4,8-Tetrameth... 17.13 20.8 ng 395419 6 15.51 379447 20.0
Naphthalene, 1,2,... 17.89 9.1 ng 172535 6 15.51 379447 20.0
unknown18.12 18.12 11.8 ng 224444 6 15.51 379447 20.0
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