LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 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-BF071317.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 4.663 468 472 486 rVB 242237 364951 12.26% 1.293%
2 5.122 545 550 568 rBY 2571257 2739308 92.05% 9.708%
3 6.181 725 730 741 rBVY 2639744 2975815 100.00% 10.547%
4 6.286 744 748 752 rBVY 2803871 2819132 94.73% 9.991%
5 6.510 783 786 795 rVB 877384 830268 27 .90% 2.943%
6 6.598 797 801 806 rBV 37649 33592 1.13% 0.119%
7 6.669 809 813 817 rBVY 2212250 2102654 70.66% 7.452%
8 7.080 878 883 886 rBY 1914865 1839690 61.82% 6.520%
9 7.798 1001 1005 1008 rVB 1154542 1059833 35.61% 3.756%
10 8.874 1183 1188 1191 rBvV 2788108 2656882 89.28% 9.416%

11 9.269 1252 1255 1261 rVB 304058 261131 8.78% 0.925%
12 9.539 1296 1301 1305 rBV2 1150391 1024717 34.43% 3.632%
13 9.998 1376 1379 1381 rBV 66857 55137 1.85% 0.195%
14 10.216 1410 1416 1418 rBV 31715 42649 1.43% 0.151%
15 10.327 1428 1435 1438 rBV 1455965 1379771 46.37% 4 _.890%

16 10.469 1455 1459 1465 rBV2 148196 203539 6.84% 0.721%
17 10.521 1465 1468 1471 rVV 227454 216988 7.29% 0.769%
18 10.557 1471 1474 1477 rVV2 254964 296901 9.98% 1.052%
19 10.586 1477 1479 1482 rVvv2 229337 246842 8.29% 0.875%
20 10.610 1482 1483 1486 rVVv 121905 99600 3.35% 0.353%

21 10.657 1486 1491 1495 rVv2 96154 188503 6.33% 0.668%
22 10.698 1495 1498 1502 rVV3 175705 221158 7.43% 0.784%
23 10.739 1502 1505 1510 rVvVv 240283 298348 10.03% 1.057%
24 10.774 1510 1511 1516 rVB 123754 107726 3.62% 0.382%
25 10.910 1529 1534 1538 rBV3 51030 65568 2.20% 0.232%

26 11.016 1545 1552 1555 rBV 962912 848137 28.50% 3.006%
27 11.533 1635 1640 1644 rBV2 108341 125772 4.23% 0.446%
28 11.574 1644 1647 1653 rVB2 308605 292009 9.81% 1.035%

29 12.221 1754 1757 1760 rBV 59349 55254 1.86% 0.196%
30 12.268 1762 1765 1772 rVV8 38751 63472 2.13% 0.225%
31 12.351 1777 1779 1786 rBV5 56700 85771 2.88% 0.304%

32 12.445 1791 1795 1799 rBV 117479 121461 4.08% 0.430%
33 12.486 1799 1802 1806 rBV 141829 152461 5.12% 0.540%
34 12.598 1817 1821 1825 rBV 1757925 1671932 56.18% 5.926%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 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-BF071317_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.080 1900 1903 1905 rVB 57279 47767 1.61% 0.169%
36 13.145 1912 1914 1916 rBV2 42699 39022 1.31% 0.138%

37 13.515 1974 1977 1982 rVB2 188736 248424 8.35% 0.880%
38 13.639 1994 1998 2001 rBV 768260 749819 25.20% 2.657%
39 13.839 2029 2032 2035 rBV 72839 71720 2.41% 0.254%
40 14.145 2081 2084 2093 rBV 206582 323967 10.89% 1.148%

41 14.433 2131 2133 2140 rBV3 82997 119168 4._00% 0.422%
42 14.727 2180 2183 2185 rBVY 204315 231991 7.80% 0.822%

43 14.998 2225 2229 2235 rVB 498645 549292 18.46% 1.947%
44 15.415 2296 2300 2304 rBVY 179258 287604 9.66% 1.019%

Sum of corrected areas: 28215746
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097011.D

512 6.1629

2500000
6.67

2000000 7.08
1500000

1000000 6.51

[ el

e e L S L L

T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097011.D
8|87

500000

2500000

2000000 12.60

1500000 10.33

.80 9.54

11.02

1000000

500000

O e e A e e

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: BF097011.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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.

4._.66 8.79 ng 364951 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 471 (4.657 min): BF097011.D (-468) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 440 4.60 4.80 5.00
il SO 880 | "m/z 59.00  52.17%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L R
59.0 440 460 480 500
m/z 58.00 14 .85%
w0 !0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500
5000 41.0 m/z 101.10 12 .50%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LA LA L N B
59.0 4.40 4.60 4.80 5.00
m/z 41.00 7.73%
5000
410 101.0
Ase O Lol 80 wo
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.29 Concentration Rank 1

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

6.29 67.91 ng 2819130 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (6.292 min): BF097011.D (-744) (-) m/z 132.10 100.00%
130.1
5000 68.1
0o et " 6% om0 oo
SRMENESSY THIVAY RSP SN PRRSMINR AL 2 RN | M m/z 68.10 37.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS A L
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 34.14%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
600 620 6.40 6.60
5000 m/z 66.00 24 .91%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 Al
Abundance #52379: Tranylcypromine-propiony! I e N EEmEsm e
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.05 14 .25%
74.0
5000 ggo 1160
||||||||||||‘|‘|‘|‘| |‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| I EEE AR
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl10.47 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.47 4.80 ng 203539 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetamidotropone 163 C9HINO2 006422-12-4 27
2 Hexadecane 226 C16H34 000544-76-3 25
1-(2-Methvlenecvclopentvl)-1-phe... 202 C14H180 1000195-45-2 22
4 Tetracosane 338 C24H50 000646-31-1 18
5 Heneicosane 296 C21H44 000629-94-7 18
Abundance Scan 1459 (10.469 min): BF097011.D (-1455) (-) m/z 57.05 100.00%
5%.0 121.1
5000
85.0 163.1 e Wt A AN
39 10.20 10.40 10.60 10.80
030 4.2 m/z 121.05 87.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33136: 2-Acetamidotropone
121.0
5000
163.0 10.20 10.40 10.60 10.80
43.0 93.0 m/z 43.05 72.06%
150 | %60 L1450 |
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance
57.0
110.20 10.40 10.60 10.80
5000 85.0 m/z 71.10 47 .05%
29.0
113.0 141 0 169 0 197.0 226.0
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #62758: 1-(2- Methylenecyclopentyl) 1-phenylethanol Ll B B e
43.0 21.0 10.20 10.40 10.60 10.80
m/z 107 .05 45 .64%
5000
77.0
260 | |, | ‘m 1030 | 141 0 165.0184.0
m/z--> 25 Jo éo éo 160 150 140 1éo 180 260 250 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.52 5.12 ng 216988 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Hexestrol 270 C18H2202 000084-16-2 72
3 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 64
4 1.3-Benzenediol. o-(2-furov)-o0"... 338 C19H1406 1000330-77-5 64
5 Benzoic acid, 4-methoxy-, diethy... 220 C12H17B03 146681-61-0 64
Abundance Scan 1468 (10.521 min): BF097011.D (-1465) (-) m/z 135.05 100.00%
135.1
5000
41.0 107.1 10.20 10.40 10.60 10.80
77.0
e et et e e 222 e || M7z 107.10  12.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.20 10.40 10.60 10.80
m/z 136.10 10.19%
290 570770 1070 175.0 mm
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0
10.20 10.40 10.60 10.80
5000 m/z 41.05 8.44%
107.0
410 770 165.0 2120 270.0 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 hMyﬁ/bVunJ
Abundance #23805: Phenol, 2-methyl-5-(1-methylethyl)- e
135.0 10.20 10.40 10.60 10.80
m/z 43.00 6.25%
5000
91.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl1l0.56 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.56 7.00 ng 296901 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 49
2 Acetamide. N-(2-methvIiphenvl)- 149 C9H11NO 000120-66-1 43
3 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 43
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 38
5 Acetamide, N-(4-methylphenyl)- 149 C9H11NO 000103-89-9 30
Abundance Scan 1475 (10.563 min): BF097011.D (-1471) (-) m/z 135.10 100.00%
136.1
5000
107.1
41.0 10.20 10.40 10.60 10.80
77.0 191.1
202 107,10 28.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)-
135.0
107.0
5000
10.20 10.40 10.60 10.80
m/z 149.10 15.95%
41.0 770
-1-5-?-‘---‘.‘--‘?-E‘.Q-‘---“.--‘-“-.-i-‘-.---l.-l-?'-o.---- I
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
107.0
10.20 10.40 10.60 10.80
5000 m/z 121.10 13.62%
149.0
43.0
15.0 7o 130.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23637: Acetamide, N-(3-methylphenyl)-
107.0 10.20 10.40 10.60 10.80
m/z 41.05 9.22%
5000 149.0
43.0 770
|
m/z--> 20 4'0 6|O 8|0 1(')0 120 140 160 180 200 220 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl10.59 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.59 5.82 ng 246842 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neodihvdrocarveol 154 C10H180 018675-34-8 35
2 Hexestrol. O-acetvl- 312 C20H2403 1000374-87-8 35
3 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 27
4 Acetamide. N-(2-methviphenvI)- 149 C9H11NO 000120-66-1 27
5 4-Methyl-2-tert-octylphenol 220 C15H240 004979-46-8 25
Abundance Scan 1480 (10.592 min): BF097011.D (-1477) (-) m/z 135.10 100.00%
136.1
5000
107.1
41.0
77.0 101 2 220 1 10.20 10.40 10.60 10.80 11.00
e ...!,..|.1.6?.?. et || M/z 121.05 29.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26678: Neodihydrocarveol
AL0 79.0 107.0/136.0
5000
10.20 10.40 10.60 10.80 11.00
m/z 107 .05 27.31%
‘i.h.ﬂnh..”.”..”w”..nnlnnp.npn.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 149.10 20.10%
107.0
150 430 770 176.0 2110 241.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23629: Acetamide, N-(3-methylphenyl)-
107.0 10.20 10.40 10.60 10.80 11.00
m/z 41.05 10.92%
5000
149.0
43.0
150 | 100
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 240 260 2éo 3(')0 ' 10 20 10. 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.66 4.45 ng 188503 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. N-T1l.1l-bis(triflu... 413 C19H25F6N0O2 296242-69-8 72
2 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 72
3 Hexestrol 270 C18H2202 000084-16-2 50
4 5-Bromovaleric acid. l1l-adamantvl... 328 C16H25Br02 1000299-98-2 50
5 m-Anisic acid, tridec-2-ynyl ester 330 C21H3003 1000292-59-9 50
Abundance Scan 1492 (10.663 min): BF097011.D (-1486) (-) m/z 135.10 100.00%
135.1
5000 107.1 163.1
57.0
l 3 10.40 10.60 10.80 11.00
..,....,...'.,~.~.--|..' bt A bt e e || M7z 107.10 48 28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135.0

5000
10.40 10.60 10.80 11.00
m/z 121.05 48.14%
107.0
410 770 175.0 2060231025602810 315.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135.0
10.40 10.60 10.80 11.00
5000 m/z 163.10 41 .64%
300 g5 M0
WWWWTWTWTWTWTWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119446: Hexestrol
135.0 10.40 10.60 10.80 11.00
107.0 m/z 57.00 22 .34%
5000
77.0
51.0 » 165018902120 240.0 2700

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10 60 10. 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 2-Methyl-4-hydroxybenzoxazole Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.70 5.22 ng 221158 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
2 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 64
3 Acetamide. N-(4-methvilphenvl)- 149 C9H11NO 000103-89-9 47
4 Phenol. 4-(2-methvilpropvl)- 150 C10H140 004167-74-2 46
5 Phenol, 4-(1,1-dimethylethyl)-2-___. 164 C11H160 000098-27-1 38

Abundance Scan 1498 (10.698 min): BF097011.D (-1495) (-) m/z 149.05 100.00%
149.1
107.1
5000
55.0 L DU LA B UL
77.0 - 1rrl1 920.2 10.40 10.60 10.80 11.00
b b B2LA L 22020 Thso7107 100 77.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000 A AR SRR I
10.40 10,60 10.80 11.00
0
‘570 770 m/z 121.10 46.13%
\ \ il ‘\ ! Al
m/z--> ﬁo ' b 80 100 120 140 160 180 200 220
Abundance
107.0
10.40 10.60 10.80 11.00
5000 149.0 m/z 55.05 17.16%
43.0 770
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23631: Acetamide, N-(4-methylphenyl)- R A
107.0 10.40 10.60 10.80 11.00
m/z 177.10 12.56%
5000 149.0
43.0 7.0
15.0 ! ‘ N I Al 132.0 1
m/z--> 20 40 6|0 80 1(')0 120 140 160 180 200 220 10.40 10.60 10.80 11.00

8270-BF071317.M Tue Jul 25 15:48:20 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexestrol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.74 7.04 ng 298348 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Hexestrol 270 C18H2202 000084-16-2 72
3 Butane. 1.3-dibromo- 214 C4H8Br2 000107-80-2 64
4 1.3-Benzenediol. o-(2-furov)-o0"... 338 C19H1406 1000330-77-5 64
5 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 64
Abundance Scan 1505 (10.739 min): BF097011.D (-1502) (-) m/z 135.10 100.00%

135.1
5000
107.1

41.1 10.40 10.60 10.80 11.00
77.0
S /(RN UYL Sk S m/z 107.05 14_47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0

5000 ST ey
10.40 10.60 10.80 11.00

m/z 136.10 9.76%

57.0 107.0
29.0 | 770 T | 175.0 2060
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0

10.40 10.60 10.80 11.00

5000 m/z 41.10 7.42%
107.0
4.0 770 165.0 2120 270.0
R B B A EREREG S S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 W
Abundance #72943: Butane, 1,3-dibromo- R A REEER R
55.0 135.0 10 40 10.60 10.80 11.00

m/z 95.05 4_20%

5000
107.0 216.0
81.0 i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10 80 11. 00

8270-BF071317.M Tue Jul 25 15:48:20 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Myristoleic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.53 2.97 ng 125772 Phenanthrene-d10 11.02

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristoleic acid 226 C14H2602 000544-64-9 91
2 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 91
3 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 91
4 Palmitoleic acid 254 C16H3002 000373-49-9 90
5 Z-8-Methyl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 90

Abundance Scan 1639 (11.527 min): BF097011.D (-1635) (-) m/z 55.00 100.00%

5000

%

175.1192.1 11.20 11.40 11.60 11.80
m/z 41.00 64 .36%

139.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #82760: Myristoleic acid
55.0
5000 L LR B TTT T T

11. 20 11. 40 11. 60 11.80
83.0 m/z 43.00 41.87%

110.0
T O
m/z--> 40 0 lOO 120 140 160 180 200 220 240
Abundance
55.0
e R S
11.20 11.40 11.60 11.80
5000 m/z 69.05 41.09%
83.0
110.0 137.0 166.0 190 0208 0226.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #105682: Hexadecenoic acid, Z-11-  BARE AR T S
55.0 11.20 11.40 11.60 11.80
m/z 83.05 35.60%
5000
83.0
I n ‘H‘\ L ZE 1380 1050 1620 21802807540 | | e YO

m/z--> 40 0 100 120 140 160 180 200 220 240 11. 20 11. 40 11. 60 11. 80

8270-BF071317.M Tue Jul 25 15:48:22 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.57 6.89 ng 292009 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1646 (11.568 min): BF097011.D (-1644) (-) m/z 43.05 100.00%

43.0
73.0
5000
129.1

o7.1 : e Sttt
157.1 g5 2132 11.20 11.40 11.60 11.80

256.1
el m/z 57.10 82.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L LB L

11.20 11.40 11.60 11.80

83.0 -
157.0 g5 2130 256.0 m/z 60.00 82.29%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
T A e
11.20 11.40 11.60 11.80
5000 129.0 m/z 55.00 73.15%
97.0 199.0
157.0 242.0
15.0 177.0
R R B o o e e e o R EaRa s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid R AR R
43.0 73.0 11.20 11.40 11.60 11.80
m/z 73.00 71.71%
5000 129.0
ol 41
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80

8270-BF071317.M Tue Jul 25 15:48:22 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 4,4"-Bis(tetrahydrothiopyran) Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.44 3.24 ng 121461 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4"-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 94
2 Pvrene 202 C16H10 000129-00-0 78
3 Fluoranthene 202 C16H10 000206-44-0 78
4 4.5-Dihvdronaphtho(2.1-d)thiazol... 202 C11H10N2S 034176-49-3 38
5 Benzene, 1,1"-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 38

Abundance Scan 1794 (12.439 min): BF097011.D (-1791) (-) m/z 202.05 100.00%
200.1
5000
1011 llllllllllerlllllll
m/z 56.00 52.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62325: 4,4'-Bis(tetrahydrothiopyran)
202.0
169.0 e L e
5000 141.0 12.20 12.40 12,60 12.80
‘ ‘ ‘ m/z 43.00 24 .45%
o \ ‘H ‘\H‘ ‘HH\MH H‘H\M‘MH \HI ‘\‘ lluu‘u“uluuuu “l::: R ARE
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance
202.0
1220 12.40 12,60 12.80
5000 m/z 57.10 23.25%
101.0
20,0 510 750 1polm01mo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62828: Fluoranthene b RREmE EE e
202.0 12.20 12.40 12.60 12.80
m/z 200.10 22 .25%
5000
101.0
270 500 750 , | 1220 150.0 174.0 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80

8270-BF071317.M Tue Jul 25 15:48:23 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.49 4.07 ng 152461 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 94
2 2.2-Bis-(4-hvxroxvphenv)-butane 242 C16H1802 000077-40-7 59
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
4 9-Propanovl-1.2.3.4.5.6.7.8-octa... 242 C17H220 1000255-01-4 53
5 Imidazole, 5-trifluoromethyl-2-(... 213 C9H6F3N3 033468-83-6 50
Abundance Scan 1803 (12.492 min): BF097011.D (-1799) (-) m/z 213.10 100.00%
218.1
5000 J\‘jL
119.1 SN A N
91.1
39.0 650 165.1 12.20 12.40 12.60 12.80
,....,....,....,....,...~.|i...1.4,1.?..,...???.1..,....,.I..,???;? m/z 119.05 23.85%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 AR BN SN SR
1220 12.40 12,60 12.80
119.0 m/z 228.10 15.85%
65.0 91"0 165.0 ‘
| I I l I ) "
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
213.0
12.20 12.40 12,60 12.80
5000 m/z 214.20 15.02%
119.0 242.0
390 650 910 141.0 169.0 194.0

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

Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl-
213.0 12.20 12.40 12.60 12.80

m/z 91.10 12._.12%

10 M
63.0 86.0 128.0 ‘ |

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

5000

T

8270-BF071317.M Tue Jul 25 15:48:23 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Z-5-Nonadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.52 6.63 ng 248424 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 96
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 1978 (13.521 min): BF097011.D (-1974) (-) m/z 57.05 100.00%
57.0
5000
149.1 189, 250 1 13.20 13.40 13.60 13.80
- ,..-..L,nll.ﬂ.:-,..1.3.9,1....;..2}9.3,'0....,....,....,...., m/z 43.10 68.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115907: Z-5-Nonadecene
55.0 97.0
5000 LR NN DAL BN B
Bmmmnmnm
266.0 m/z 71.10 42 .63%
| \H \\ 4 39? 182.0 2240 |
m/z--> 56 o 260 250 360 3éo 460 4%0 '
Abundance
43.0
83.0 13.20 13.40 13.60 13.80
5000 m/z 55.05 40.04%
125.0
168.0 210.0 252.0
m/z--> 56 160 1éo 260 2éo 360 3éo 460 4%0 '
Abundance #235928: Octacosyl trifluoroacetate A e R Ra
57.0 13.20 13.40 13.60 13.80
m/z 85.10 32.93%
97.0
5000
39.0
‘ | 4 177 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> 56 160 1éo 260 2éo 360 3éo 460 4%0 ' 1320 1340 1360 1380 '

8270-BF071317.M Tue Jul 25 15:48:26 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Nonadecane, 1l-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.14 8.64 ng 323967 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 90
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 90
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 89
4 1-Octadecanesulphonvl chloride 352 C18H37Cl102S 1000342-70-4 83
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
Abundance Scan 2083 (14.139 min): BF097011.D (-2081) (-) m/z 57.10 100.00%
57.1
5000 851
13.1 167.2 13.80 14.00 14.20 14.40
— =| A, \ AR, 1072 2151 2601 2052 34313122 TS 0T 6o oy
m/z--> 50 100 150 200 250 300 350
Abundance #146523: Nonadecane, 1-chloro-
57.0
5000 U UL B SRR
13. 80 14. oo 14.20 14.40
29.0 850 m/z 71.10 48.33%
J I J \MLﬁ%??ﬁl4701750203023102590 302.0
m/z--> §0 150 260 250 300 3éo
Abundance
57.0
13.80 14.00 14.20 14.40
5000 97.0 m/z 55.00 36.52%
29.0 125.0
154.0182.0210.0 25202800
m/z--> §0 160 150 200 250 300 3éo
Abundance #127771: 3-Eicosene, (E)- U DL DU DU B
57.0 13.80 14.00 14.20 14.40
m/z 85.10 35.96%
97.0
5000
29.0
‘ ‘ Pzao
Il | 1 Iy | 153.0182.0210.0 252.0280.0
m/z--> 50 1(')0 1&1;0 2(')0 25'30 300 3éo 13. 80 14. oo 14 20 14'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Eicosane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.43 4.34 ng 119168 Perylene-d12 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 72
2 Heptadecane 240 C17H36 000629-78-7 70
3 Tetracosane 338 C24H50 000646-31-1 64
4 Octacosane 394 C28H58 000630-02-4 64
5 Docosane 310 C22H46 000629-97-0 58
Abundance Scan 2133 (14.433 min): BF097011.D (-2131) (-) m/z 57.10 100.00%
51.1
253.2
91 1431 1450 1440 14580 1430
178. 2 219 1 310.1 ) : : : :
— ,l b 282 Z0 T B0L 508 L hzz 43.10 0 70.44%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141430: Eicosane, 2-methyl-
57.0
5000 LB SRS I I S
1420 14.40 14.60 14.80
99.0 253.0 m/z 71.10 54 _.99%
2?‘%0“\‘ Ll 1410 1830 | 2960
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0
1420 14.40 14,60 14.80
5000 m/z 85.10 41.76%
99.0
27.0 141.0 182. 0 240.0 M
m/z--> 0 50 100 150 200 250 300 350
Abundance #175559: Tetracosane e RARREEE RS
57.0 14.20 14.40 14.60 14.80
m/z 253.20 32.86%
5000
99.0
200 | | | | 4 M0 1830 2250 338.0
m/z--> 0 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:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 6

Peak Number 19 Tricosane

R.T. EstConc Area Relative to ISTD R.T.
14.73 8.45 ng 231991 Perylene-di12 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87

Abundance Scan 2184 (14.733 min): BF097011.D (-2180) (-) m/z 57.10 100.00%
57.1
5000 j F~NMAj&+JLm~wn\vvwm,M/\mx,A
1411 252.1 14.40 14.60 14.80 15.00
i vl J “ ol ML 2000, R 2981332236323%64 ) sz 43.10  59.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164579: Tricosane
57.0
5000 L L B B I
14.40 14.60 14.80 15.00
99.0 20 m/z 71.10 50.01%
: 4.
27,0 .h- by ARG 2970 | 2580 geso” T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 35.38%
99.0
27.0 141.0 183.0 2250 267.0 309.0 366.0 NMHMAAVVAﬂWWﬂ\»Wvayﬂwvmm
m/z--> " 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R R mEEE
57.0 14.40 14.60 14.80 15.00
m/z 55.10 21.79%
5000
99.0
2@0‘ I L ‘ , 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097011.D

Aca On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample : 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.42 10.47 ng 287604 Perylene-di12 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 87
4 Behenvl chloride 344 C22H45CI 042217-03-8 87
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2301 (15.421 min): BF097011.D (-2296) (-) m/z 57.10 100.00%
51.1
J 9.1 "' 1520 15.40 15.60 15.80
411 1912 2311 : : : :
g g 1912 28112661 3241 36523984 T i0 63.03%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57.0
5000 LR UL UL UL R
mmmmmmmm
99.0 324.0 m/z 71.10 56.22%
141 0 :
Ll 10 130 g0 2o T[T
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
"' 1520 15.40 15.60 15.80
5000 m/z 85.10 41 .41%
99.0
26.0 141.0 183. 0 225.0 281.0 337.0 394.0 JNJ\\\A‘
miz--> 0 55 160 1éo 200 250 360 3%0 460
Abundance #175564: Tricosane, 2-methyl- N B B !
43.0 15.20 15.40 15.60 15.80
m/z 55.00 22.78%
5000
85.0
13,0J | )] |, 1270 1600 2110 2530 290 3389
miz--> 0 5'0 1(')0 1&'30 2(')0 251;0 3(')0 350 4(')0 15'20 15. 40 15. 60 15. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF072417\
Data File : BF097011.D

Acq On : 25 Jul 2017 3:17

Operator : SJ/JU

Sample - 14360-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.66 8.8 ng 364951 1 6.52 830268 20.0
unknown6 .29 6.29 67.9 ng 2819130 1 6.52 830268 20.0
unknown10.47 10.47 4.8 ng 203539 4 11.02 848137 20.0
Phenol, 4-(1,1,3,... 10.52 5.1 ng 216988 4 11.02 848137 20.0
unknown10.56 10.56 7.0 ng 296901 4 11.02 848137 20.0
unknown10.59 10.59 5.8 ng 246842 4 11.02 848137 20.0
Carbamic acid, N-... 10.66 4.5 ng 188503 4 11.02 848137 20.0
2-Methyl-4-hydrox... 10.70 5.2 ng 221158 4 11.02 848137 20.0
Hexestrol 10.74 7.0 ng 298348 4 11.02 848137 20.0
Myristoleic acid 11.53 3.0 ng 125772 4 11.02 848137 20.0
n-Hexadecanoic acid 11.57 6.9 ng 292009 4 11.02 848137 20.0
4,4"-Bis(tetrahyd... 12.44 3.2 ng 121461 5 13.64 749819 20.0
Phenol, 4,4"-(1-m... 12.49 4.1 ng 152461 5 13.64 749819 20.0
Z-5-Nonadecene 13.52 6.6 ng 248424 5 13.64 749819 20.0
Nonadecane, 1-chl... 14.14 8.6 ng 323967 5 13.64 749819 20.0
Eicosane, 2-methyl- 14.43 4.3 ng 119168 6 15.00 549292 20.0
Tricosane 14.73 8.4 ng 231991 6 15.00 549292 20.0
Octacosane 15.42 10.5 ng 287604 6 15.00 549292 20.0
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