LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102817\

Data File : BF099926.D

Aca On : 28 Oct 2017 19:22 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 16146-01 AU-06-102517-A

ALS Vial : 18 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-BF102317.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 5.004 493 496 514 rBV 139377 213644 14.48% 1.313%
2 5.410 562 565 588 rBVY 1244330 1390744 94.26% 8.544%
3 6.428 735 738 757 rBVY 1260319 1409399 95.52% 8.659%
4 6.557 757 760 772 rVB 1633544 1469034 99.56% 9.025%
5 6.787 796 799 809 rBV 604237 549193 37.22% 3.374%
6 6.940 821 825 841 rBVY 1297360 1151892 78.07% 7.077%
7 7.357 892 896 908 rBV 881323 854635 57.92% 5.251%
8 8.069 1013 1017 1034 rVB 825966 751557 50.94% 4.617%
9 8.628 1109 1112 1121 rBV 42185 40673 2.76% 0.250%
10 9.139 1195 1199 1202 rBV 1831440 1475464 100.00% 9.065%

11 9.469 1251 1255 1257 rBV 150813 132109 8.95% 0.812%
12 9.539 1263 1267 1277 rVB 274985 226697 15.36% 1.393%
13 9.786 1305 1309 1311 rBV 55906 45069 3.05% 0.277%
14 9.822 1311 1315 1325 rVB 945831 790618 53.58% 4._.857%
15 10.533 1433 1436 1442 rBV 154620 126988 8.61% 0.780%

16 10.616 1447 1450 1461 rBV 740264 662426 44 .90% 4_.070%
17 11.310 1565 1568 1572 rBV 673383 649185 44 .00% 3.988%
18 11.686 1629 1632 1636 rBV 103944 86065 5.83% 0.529%
19 11.827 1652 1656 1663 rBV3 48970 58640 3.97% 0.360%
20 12.374 1745 1749 1751 rBV 196519 174516 11.83% 1.072%

21 12.392 1751 1752 1761 rVB 140790 124285 8.42% 0.764%

22 12.480 1764 1767 1769 rVB 57843 41424 2.81% 0.254%
23 12.533 1772 1776 1779 rBV 48265 42477 2.88% 0.261%
24 12.763 1810 1815 1823 rVB 37908 44183 2.99% 0.271%

25 12.892 1833 1837 1841 rBV 1119112 935200 63.38% 5.746%

26 13.092 1868 1871 1876 rVB4 15747 21432 1.45% 0.132%
27 13.657 1963 1967 1970 rBV 381509 299872 20.32% 1.842%
28 13.774 1983 1987 1994 rBV2 100251 110443 7.49% 0.679%
29 13.916 2008 2011 2015 rVB 42713 31075 2.11% 0.191%
30 13.963 2015 2019 2022 rVV 560982 514582 34.88% 3.161%

31 13.986 2022 2023 2028 rVB 22993 19591 1.33% 0.120%
32 14.321 2074 2080 2083 rBV7 11778 28416 1.93% 0.175%
33 14.404 2090 2094 2101 rBV3 25065 43596 2.95% 0.268%
34 14.698 2141 2144 2148 rBV 21049 21717 1.47% 0.133%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099926.D

Aca On - 28 Oct 2017 19:22

Operator : SJ/JU

3?22'6 i 16146-01 AU-06-102517-A
ALS Vial : 18 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.021 2193 2199 2202 rBV2 84394 125411 8.50% 0.770%

36 15.051 2202 2204 2209 rVB4 21102 26816 1.82% 0.165%
37 15.304 2244 2247 2255 rBV 13685 19875 1.35% 0.122%
38 15.386 2255 2261 2264 rVV2 70104 113440 7.69% 0.697%
39 15.421 2264 2267 2277 rVB 416525 535559 36.30% 3.290%
40 15.804 2328 2332 2338 rVB 116264 167354 11.34% 1.028%

41 15.863 2338 2342 2349 rVB9 12485 23041 1.56% 0.142%
42 16.292 2409 2415 2422 rBVY 101841 179750 12.18% 1.104%
43 16.857 2504 2511 2518 rBVY 81988 167791 11.37% 1.031%
44 17.362 2592 2597 2604 rBV6 20307 46939 3.18% 0.288%
45 17.527 2618 2625 2632 rVB3 63767 142385 9.65% 0.875%

46 18.321 2753 2760 2776 rVB4 35255 127662 8.65% 0.784%
47 19.268 2913 2921 2928 rBV6 22056 64103 4_.34% 0.394%

Sum of corrected areas: 16276967
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099926.D

Aca On - 28 Oct 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 16146-01 AU-06-102517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF099926.D
6.56
1500000
5.41 6.43 6.94
1000000
7.36
6.79
500000
5.00
O L e e o e T A e e e e e T e B e T L e e e e e S e I B o e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF099926.D
9|14
1500000
12.89
1000000 9.82
8.07
10.62
11.31
500000 134
9.54
e o Hg i
) 9./19 ' 11.83 312.7
I . | S 1 I AN U Y| G GO onc | I
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF099926.D
1500000
1000000
13.96
500000 15.42
15.80 16.29
13. 16.86
5820 1a3m0 1470 Tols 15357 15.86 N N 17.387;53 18.32 19.27
0 B e e e e e T e e e e e T — T — = " e
Time--> 14.00 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\BF102817\

Data File : BF099926.D

Aca On - 28 Oct 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 16146-01 AU-06-102517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.00 7.78 ng 213644 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF099926.D (-493) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 460 4.80 5.00 5.20 5.40
ottty m/z 59.00 60.31%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I UL I I
59.0 460 480 500 520 540
m/z 101.00 17.14%
31.0 ‘ 830 o30 1010
77—
O S S A A A T I
Abundance
59.0
410 460 480 500 520 5.40
5000 m/z 58.00 16.17%
86.0
51.0 69.0 101.0 }k
S L S L LIS SR LI I S LI BURBLIL
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4417 3-Hexanol LI I
59.0 460 480 500 520 540
m/z 41.00 9.48%
5000 310 430 73.0
0 \‘\ ‘ ‘\ N 510 \‘ ! | 840 1010 1
m/z--> 20 40 50 60 70 80 9 100 ' 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099926.D

Aca On - 28 Oct 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 16146-01 AU-06-102517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 1

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

6.56 53.50 ng 1469030 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 760 (6.557 min): BF099926.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
960 """"""""""
400 540 6.20 6.40 6.60 6.80
o....,....:n:...,.:..,.:l.',..7.55,0....,..!.,.1??.?....,...., | | m/z 68.10 35.05%
m/z--> 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 R
5000 SRR U SN
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.64%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 21.07%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e ,k. EAmaE
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.75%
97.0
5000 0.0
31.0 52.0
0 ‘ I} [ L 86.0 | 107011§0 l
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099926.D

Aca On - 28 Oct 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 16146-01 AU-06-102517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Bicyclo[5.2.0]nonane, 2-met... Concentration Rank 14

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

9.47 3.34 ng 132109 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 95
2 Carvophvllene 204 C15H24 000087-44-5 94
3 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 000118-65-0 91
4 Bicvclol7.2.0Tundec-4-ene. 4.11.... 204 C15H24 013877-93-5 62
5 Cyclohexane, 1,5-diethenyl-3-met... 162 C12H18 074742-35-1 50

Abundance Scan 1255 (9 469 min): BF099926D(1251)() m/z 93.10 100.00%
133.
5000
9.20 9.40 9.60 9.80
o m/z 133.10 90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64421: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
93.0
133.0
5000 4.0 690
161.0 9.20 9.40 9.60 9.80
189.0 m/z 69.10 85.76%
NI &
0..w.muhﬁm“,huﬂm. H“MI\ ﬂh.m.ﬂu.J”%ﬁﬂ
m/z--> 20 40 60 80 100 140 160 180 200
Abundance
93.0 133.0
41.0 69.0
9.20 9.40 9.60 9.80
5000 m/z 91.00 77.06%
161.0
109.0 189.0
0L15.0 205.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64478: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
41.0 69.0 9.20 9.40 9.60 9.80
T 930 m/z 79.10 74.09%
133.0
5000
161.0
189.0
o) M— = l — \‘I il . I H mu ‘\\ H\ I - 2|0.5.0.
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF102317.M Mon Oct 30 13:27:17 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099926.D

Aca On : 28 Oct 2017 19:22

Operator : SJ/JU

Sample : 16146-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.53 3.21 ng 126988 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1.2.4-Trioxolane. 3.3.5-triphenvl- 304 C20H1603 023246-12-0 64
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
4 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 43
5 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 43
Abundance Scan 1435 (10.528 min): BF099926.D (-1433) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
5L.0 BRI BN SRR SRR
152.0 10.20 10.40 10.60 10.80
O e b e e m/z 77.00 61.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 U SRR R AR
10,20 10.40 10.60 10.80
51.0 m/z 182.10 39.90%
o ‘ 126.0 152 0 H
m/z--> 20 40 60 éo 100 120 140 1éo 180 200 220 240 260
Abundance
105.0
o BRI BN SRR SRR
10.20 10.40 10.60 10.80
0,
5000 182.0 m/z 51.00 22 .94%
28.0 S0
ok 127.0 152.0 272.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27530: Acetophenone, 2-chloro- R RRE!
105.0 10.20 10.40 10.60 10.80
m/z 181.10 9.25%
77.0
5000
51.0
ol 27.0 . | 125.0 1540
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 240 260 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099926.D

Aca On : 28 Oct 2017 19:22

Operator : SJ/JU

Sample : 16146-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hexadecanoic acid, methyl e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.65 ng 86065 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 87
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1633 (11.692 min): BF099926.D (-1629) (-) m/z 74.00 100.00%
74.0
5000
43.0 143.1 A BRI B SRR SR
|| || 97.1 185.1 221.2 270.2 11.40 11.60 11.80 12.00
0...,....,....',.-.'..,-':-..-.'-,'..--..,..'..,.... by || M7z 87.00  72.79%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 R R IR I B
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 24 .49%
mzs 20 4 6 80 100 130 140 160 '1'86' pipeny '2'216' pog
Abundance
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.00 21.45%
. 970 1180 430 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methy! ester A I B S M S
74.0 11.40 11.60 11.80 12.00
m/z 41.05 19.63%
5000
430 143.0
TN e T 1 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099926.D

Aca On - 28 Oct 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 16146-01 AU-06-102517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9,12-Octadecadienoic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.37 5.38 ng 174516 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 98
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 95
5 12,15-0Octadecadienoic acid, meth... 294 C19H3402 057156-97-5 93

Abundance Scan 1748 (12.369 min): BF099926.D (-1745) (-) m/z 67.00 100.00%

67.0

5000

A
LI I B B I I I I

12.00 12.20 12.40 12.60

0 m/z 81.00 82.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0
5000
12.00 12.20 12.40 12.60
1230 m/z 95.10 59.38%
. w1500 1780 p3p 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 670
12.00 12.20 12.40 12.60
5000 95.0 m/z 55.05 58.66%
294.0
. 1230 150.0 1780 2200  263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- T T T e T T T

12,00 12.20 12.40 12.60
m/z 41.05 49.17%

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12. 20 12. 40 12. 60

5000

123.0 149.0 1789

262.0 294.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099926.D

Aca On - 28 Oct 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 16146-01 AU-06-102517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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-Octadecenoic acid (Z)-, m... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.39 3.83 ng 124285 Phenanthrene-d10 11.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 83
3 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 76
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 74
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 70

Abundance Scan 1752 (12.392 min): BF099926.D (-1751) (-) m/z 55.00 100.00%

5000

:

12.00 12.20 12.40 12.60 12.80
m/z 83.10 74 .31%

180.2 222.2 264.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

-

5000
12.00 12.20 12.40 12.60 12.80
m/z  69.00 68.94%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
L B A L e G
12.00 12.20 12.40 12.60 12.80
5000 83.0 m/z 74.00 65.62%
29.0
110.0 264.0
137.0 180.0 222.0 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester T B B e
12.00 12.20 12.40 12.60 12.80
m/z 41.10 64.51%
5000
180.0 2220 2640 ...
o e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099926.D

Aca On : 28 Oct 2017 19:22

Operator : SJ/JU

Sample : 16146-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Cinnamyl cinnamate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.66 11.66 ng 299872 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 91
2 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 49
3 2-Propenoic acid. 3-phenvl-. phe... 224 C15H1202 025695-77-6 47
4 N-(p-VinvlbenzovD)-l-alanine 219 C12H13NO3 139184-60-4 47
5 trans-1-Cinnamoylimidazole 198 C12H10N20 001138-15-4 47
Abundance Scan 1968 (13.663 min): BF099926.D (-1963) (-) m/z 131.00 100.00%
131.0
5000
770 103.0 101 U | G
51.0 : ‘ 173.0 ' 13.40 13.60 13.80 14.00
Ob b b L w02 | 2641 S ETes 1. 67
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114231: Cinnamy| cinnamate
131.0
5000 L UL BRI SULRUL IR
1340 13.60 13.80 14.00
o (O30 2190 m/z 117.00 28.10%
51.0 : : 264.0
0I'”'P'”I”'W'“'P'”I”'W'”'?7%0“"'”"'”I”'W'”
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
131.0
A AR AR B R
13.40 13.60 13.80 14.00
5000 m/z 103.00 23.76%
770 103.0
410 : 188.0
0|"“|“"w'“|'“'w'“|'“'w}?nq“' RS SRS RS RS B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81146: 2-Propenoic acid, 3-phenyl-, phenyl ester, (E)- A
131.0 13.40 13.60 13.80 14.00
m/z 219.10 16.00%
5000
103.0
77.0
270 510 | | 165.0 22“10
mz-> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260 1340 13.60 13.80 14.00

8270-BF102317.M Mon Oct 30 13:27:21 2017

AU-06-102517-A

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099926.D

Aca On : 28 Oct 2017 19:22

Operator : SJ/JU

Sample : 16146-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octacosanol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.77 4.29 ng 110443 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90

Abundance Scan 1986 (13.769 min): BF099926.D (-1983) (-) m/z 57.10 100.00%
57.1
97.0
5000
226.1 LN BRI U
| l139.1 13.40 13.60 13.80 14.00
o e m/z 83.05 100.00%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
97.0
5000 LN BRI U
13.40 13.60 13.80 14.00
m/z 55.00 83.87%
27.0| | dk\ﬂ m ”‘JH3E'9‘ 181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0 (97.0
13.40 13.60 13.80 14.00
5000 m/z 69.05 82 .09%
139.0
o 27.0 181.0 222.0 264.0294.0 334.0 378.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #155046: 1-Heneicosanol T
550 oo 4 13.40 13.60 13.80 14.00
' m/z 43.05 80.29%
- &A’
RECLEN I‘ ‘ | | 130 1890 5240 2660
m/z--> 50 100 150 200 250 300 350 ' 13140 13.60 13.80 14.00

8270-BF102317.M Mon Oct 30 13:27:21 2017

AU-06-102517-A

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099926.D

Aca On - 28 Oct 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 16146-01 AU-06-102517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.02 4.68 ng 125411 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Pentacosane 352 C25H52 000629-99-2 94
3 Docosane 310 C22H46 000629-97-0 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2199 (15.021 min): BF099926.D (-2193) (-) m/z 57.10 100.00%
57.1
85.1
5000
252.1
LI L 5 09001090 1070 2260 won| | 1480 1500 1570 0
oY N 0 W S Y P Yot e = m/z 71.05 73.65%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 R UL BRI UL B
85.0 1480 15.00 15.20 15.40
29.0 m/z 85.10 53.68%
oL ‘ |y 11P01410160.0197.0 2950 2540
m/z--> §o 160 1éo 260 2éo 360 350
Abundance
57.0
"' 14.80 15.00 15.20 15.40
5000 85.0 m/z 43.10 53.45%
113.0
o220 141.0169.0  211.0239.0 267.0295.0 323.0 352.0
m/z--> §o 160 1éo 260 250 300 350
Abundance #153223: Docosane RS EmmEs o L
57.0 14.80 15.00 15.20 15.40
m/z 252.10 28.53%
5000 85.0
oL Ly TR0 18302m023002670 3100
m/z--> §o 160 1éo 260 2éo 360 350 14.80 15.00 15.20 15.40

8270-BF102317.M Mon Oct 30 13:27:22 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099926.D

Aca On - 28 Oct 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 16146-01 AU-06-102517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.80 6.25 ng 167354 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2331 (15.798 min): BF099926.D (-2328) (-) m/z 57.10 100.00%
57.1
85.0
5000 ‘
LRI DAL DAL NN BN
113.1141.1469 > 15.40 15.60 15.80 16.00 16.20
- '.l,I. .'Uli L Joys AL12L 2820 0 Thzz 71.10 75.34%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 LRI DAL DAL NN BN
15.40 15.60 15.80 16.00 16.20
290‘ 113.0 m/z 43.10 59.91%
. "“141.0
oLb— “. ‘.‘ - “U\ .‘“‘. h‘l II‘ : “. l‘ |“].-6?(.)‘1.97|0.2?5.0.25|3.0 |28|\2|0| —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
o 15140 1560 15,80 15,00 16,20
5000 m/z 85.05 59.06%
29.0 113.0
0 141.0169.0197.0225.0253.0  296.0
m/z--> éo 160 1%0 260 250 360 3éo
Abundance #185533: Pentacosane L R e R
57.0 15.40 15.60 15.80 16.00 16.20
m/z 99.00 21.71%
5000 85.0
113.0
oL 29 |y oy [ 2#10169.0  211.0239.0267.0295.0323.0 352.0
m/z--> éo 160 1%0 260 2éo 360 3éo 15.40 15.60 15.80 16.00 16.20

8270-BF102317.M Mon Oct 30 13:27:23 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099926.D

Aca On : 28 Oct 2017 19:22

Operator : SJ/JU

Sample : 16146-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Triacontane Concentration Rank 5

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

16.29 6.71 ng 179750 Perylene-d12 15.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 91

Abundance Scan 2415 (16.292 min): BF099926.D (-2409) (-) m/z 57.05 100.00%
57.0
5000 l \
141.1 16,00 16.20 16.40 16.60
"+ 183.1 225.2 265.1 : : : '
0! m/z 71.05 74 .84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 LA L L L L L L L LB
16.00 16.20 16.40 16.60
99.0 m/z 85.05 62.48%
ol i h“J 1410 183.0 2250 267.0 309.0 3510 4220
e P T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
s e AR e S e
16.00 16.20 16.40 16.60
5000 m/z 43.10 51.71%
99.0
. 141.0 1830 225.0 2670 300.0 365.0
T T T T T T e e e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane e A BB AR R
57.0 16.00 16.20 16.40 16.60
m/z 99.10 20.26%
5000
99.0
o | | | 1410 183.0 2250 267.0 309.0 351.0 437.0
T T T T T T o e T e e e
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF102317.M Mon Oct 30 13:27:23 2017

AU-06-102517-A
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099926.D

Aca On : 28 Oct 2017 19:22

Operator : SJ/JU

Sample : 16146-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hentriacontane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.32 4.77 ng 127662 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Hexacosane 366 C26H54 000630-01-3 78
5 Octacosane 394 C28H58 000630-02-4 78

Abundance Scan 2760 (18.321 min): BF099926.D (-2753) (-) m/z 57.05 100.00%
57.0
113.1 B A
v | 177.0 18 00 18 20 18. 40 18 60
O i e | m/z 71.05 87.30%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane
57.0
5000 LR R LA B B
mmmmmmmm
9.0 m/z 85.10 66.38%
miz--> 0 55 100 1%0 260 250 360 3%0 460 4éo 560
Abundance
57.0
18.00 18.20 18.40 18.60
5000 m/z 43.05 55.02%
0
0150 141.0183.0 225.0 267 0309.0  380.0
miz--> 0 55 160 1%0 260 250 360 3%0 460 4éo 560
Abundance #235973: Hexatriacontane R o o o
18.00 18.20 18.40 18.60
m/z 113.10 24 .16%
5000
o 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60

8270-BF102317.M Mon Oct 30 13:27:24 2017

AU-06-102517-A
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\

Data File : BF099926.D

Acg On : 28 Oct 2017 19:22

Operator : SJ/JU

3?22'6 i 16146-01 AU-06-102517-A
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 7.8 ng 213644 1 6.79 549193 20.0
unknown6 .56 6.56 53.5 ng 1469030 1 6.79 549193 20.0
Bicyclo[5.2.0]non. .. 9.47 3.3 ng 132109 3 9.82 790618 20.0
Benzophenone 10.53 3.2 ng 126988 3 9.82 790618 20.0
Hexadecanoic acid... 11.69 2.6 ng 86065 4 11.31 649185 20.0
9,12-Octadecadien... 12.37 5.4 ng 174516 4 11.31 649185 20.0
9-Octadecenoic ac... 12.39 3.8 ng 124285 4 11.31 649185 20.0
Cinnamyl cinnamate 13.66 11.7 ng 299872 5 13.96 514582 20.0
Octacosanol 13.77 4.3 ng 110443 5 13.96 514582 20.0
Octadecane 15.02 4.7 ng 125411 6 15.42 535559 20.0
Eicosane 15.80 6.3 ng 167354 6 15.42 535559 20.0
Triacontane 16.29 6.7 ng 179750 6 15.42 535559 20.0
Hentriacontane 18.32 4.8 ng 127662 6 15.42 535559 20.0
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