LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\

Data File : BF098655.D

Aca On : 20 Sep 2017 12:58 Instrument :
Operator : SJ/JU BNA_F

Sample 1 15292-01 2X ClientSampleld :
Misc i BU-01-091817
ALS Vial : 3 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-BF091117.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 4.781 455 458 469 rBV 144418 180883 1.59% 0.436%
2 5.222 530 533 553 rBV 942077 1136842 9.97% 2.739%
3 6.275 708 712 724 rBVY 1087582 1199319 10.52% 2.889%
4 6.392 728 732 740 rVB 1331857 1200109 10.53% 2.891%
5 6.616 767 770 776 rBV 762071 658270 5.77% 1.586%
6 6.775 793 797 807 rBV 947240 954450 8.37% 2.299%
7 7.186 864 867 875 rBV 849773 755436 6.63% 1.820%
8 7.904 983 989 992 rBV 952278 921259 8.08% 2.219%
9 8.975 1167 1171 1175 rBV 1553685 1401136 12.29% 3.375%
10 9.380 1237 1240 1243 rVV 427209 346579 3.04% 0.835%

11 9.651 1279 1286 1290 rBV 1119383 999340 8.77% 2.408%
12 10.086 1352 1360 1363 rBV2 147271 190289 1.67% 0.458%
13 10.198 1375 1379 1385 rBV2 88898 116881 1.03% 0.282%
14 10.310 1394 1398 1403 rBVv3 108931 120097 1.05% 0.289%
15 10.439 1417 1420 1424 rVB 758654 668575 5.86% 1.611%

16 10.563 1437 1441 1449 rVB 170213 252886 2.22% 0.609%
17 11.133 1535 1538 1541 rBV 1054050 965806 8.47% 2.327%
18 11.539 1601 1607 1610 rBV 4917029 4575927 40.14% 11.024%
19 11.680 1625 1631 1633 rBV2 174657 190321 1.67% 0.459%
20 11.839 1653 1658 1666 rVB3 89231 143747 1.26% 0.346%

21 12.233 1718 1725 1727 rBV 7529650 11399996 100.00% 27.464%
22 12.257 1727 1729 1734 rVB 7706663 6644353 58.28% 16.007%
23 12.327 1737 1741 1744 rBV 2374704 1990066 17.46% 4._.794%
24 12.721 1804 1808 1811 rVB 1147018 980400 8.60% 2.362%
25 13.051 1860 1864 1866 rBV 206423 190067 1.67% 0.458%

26 13.204 1886 1890 1894 rVB4 65272 116158 1.02% 0.280%
27 13.474 1932 1936 1940 rVB2 187661 251851 2.21% 0.607%
28 13.715 1974 1977 1980 rBV 190246 181614 1.59% 0.438%
29 13.774 1980 1987 1993 rVB 778906 1001650 8.79% 2.413%
30 14.174 2052 2055 2059 rBv4 85725 166754 1.46% 0.402%

31 14.215 2059 2062 2075 rVB5 214243 480925 4.22% 1.159%
32 14.404 2091 2094 2100 rVB2 114268 190159 1.67% 0.458%
33 15.168 2220 2224 2233 rVB 531204 702578 6.16% 1.693%
34 15.762 2322 2325 2339 rVB10 96463 234538 2.06% 0.565%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 41509261
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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: BF098655.D
7000000
6000000
5000000
4000000
3000000
2000000

6.253°
1000000 5.22 i 6.65: 77 7.19
4.78 A¥

L R

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: BF098655.D

7000000
6000000
5000000 11.54
4000000

3000000

2.33

2000000
12.72

1000000¢

13.0?3.20 13.47
04

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: BF098655.D

10.09.20.31/10.56

7000000
6000000
5000000
4000000
3000000
2000000
10000004377

15.17
J2 1441224.40 15.76

T T e e T T T T e e e e T e 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\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 9

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

4.78 5.50 ng 180883 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 458 (4.781 min): BF098655.D (-455) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A SARRARAREE AR LR
| 82.9 | 440 460 4.80 5.00 5.20
N 1 1M | SN N NS m/z 59.00 54.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S L I L
59.0 440 460 480 500 520
0
150 4, 1010 m/z 101.00 17.86%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 500 5.20
5000 41.0 m/z 58.10 15.20%
29.0
87.0
ol 150 71.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A R e
54.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.88%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.39 Concentration Rank 5

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

6.39 36.46 ng 1200110 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 732 (6.392 min): BF098655.D (-728) (-) m/z 132.00 100.00%
13R.0
5000 68.0
96.0 NSNS SRR
400 540 || 8.0 | 1060 6.00 6.20 6.40 6.60 6.80
Obr el bl 89 L 80l Tm/z 68.00  40.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 RSN SRR
6.00 6.20 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.00 32.37%
o 60.0 0.0 ‘ 115.0 ‘
AR RS AR RARRS RARAN RARS AR RN LSS SNSS SRS SRR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 6.00 620 6.40 6.60 6.80
5000 m/z 66.00 26.19%
39.0 910
270 . 510 650 770 105.0
O e T T T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine A e ERR
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 16.61%
5000
104.0
10 S0 TP T8O 910 | yirg
OIIIIIIIIIIIII\IIIII\III T |||||||||||||||||||| ||||| T — T - T T —r
m/z--> 20 30 40 50 60 70 8|0 9 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.09 3.81 ng 190289 Acenaphthene-d10 9.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 5-Ethvldecane 170 C12H26 017302-36-2 87
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 1361 (10.092 min): BF098655.D (-1352) (-) m/z 57.00 100.00%
57.0
5000 85.0
39 113.1 1551 9.80 10.00 10.20 10.40
0 ...,....'i...| el el g 232 R0 1810 m/z 43.00 75.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38318: Dodecane
57.0
5000 LRI IR BN UL B
85.0 9. 80 10 00 10. 20 10 40
29.0 m/z 71.05 57 .55%
1 ‘ . \‘ | 1130 1410 1700
0|||||||||||||‘||||||‘||||||||||||||||||||||||||||
m/z--> 5 b éo éo 160 120 140 160 180 260 250
Abundance
57.0
"'9.80 10.00 10.20 1040
5000 m/z 85.00 39.03%
85.0
29.0
o 1130 1410 1690 226.0
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #38319: 5-Ethyldecane L e e
57.0 9.80 10.00 10.20 10.40
m/z 40.95 35.87%
5000
880 140.0
1120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Diphenylamine Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.31 2.40 ng 120097 Acenaphthene-d10 9.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvlamine 169 C12H11N 000122-39-4 60
2 4-(4-MethvlphenvD)pvridine 169 C12H11N 004423-10-3 49
3 Pvridine. 4-(phenvimethvl)- 169 C12H11IN 002116-65-6 49
4 1.17-Biphenvl1-2-amine 169 C12H11N 000090-41-5 46
5 3-Methyl-5-phenylpyridine 169 C12H11N 010477-94-8 43

Abundance Scan 1398 (10.310 min): BF098655.D (-1394) (-) m/z 57.00 100.00%
. 169.1

5000
85'0 rryrrrryrrrryrrrryrroTr
98.0 113.1 - 114101551 184.1 10.00 10.20 10.40 10.60

0 m/z 169.05  88.84%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #37561: Diphenylamine

169.0
5000

10.00 10.20 10.40 10.60
51.0 84.0 m/z 167.95 48.57%

65.0
0 38T0 \‘\ MH Hu“ ! 102'011\5.0 1‘\1%.0154'0 | ‘
e e o A m A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
169.0
10.00 10.20 10.40 10.60
5000 m/z 43.00 41.78%
91.0 115.0 141.0
51.0 65.0 Y154.0
Ot bl il D WLl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37582: Pyridine, 4-(phenylmethy!l)- R B B B
169.0 10.00 10.20 10.40 10.60
m/z 71.00 33.64%
5000
91.0
51.0 65.0 115.0
270 | [ 14105540 ||
O e e e et R
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Tridecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.56 5.24 ng 252886 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
2 Dodecane 170 C12H26 000112-40-3 83
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 83
4 Tridecane 184 C13H28 000629-50-5 80
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 80
Abundance Scan 1441 (10.563 min): BF098655.D (-1437) (-) m/z 57.00 100.00%
57.0
5000
39‘3 113.1 184.0 10.20 10.40 10.60 10.80
I j342 100 2004 w7z 43.00 63.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59893: Tridecane, 2-methyl-
43.0
5000 UL AR AR UL B
71.0 10,20 10,40 10.60 10.80
m/z 71.00 52.73%
m/z--> 20 45 eb éo 160 120 150 160 1éo 200 220 240
Abundance
57.0
10.20 1040 10,60 10.80
5000 m/z 85.05 34 .25%
85.0
29.0
113.0 1410 1700
O R o LA o B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94356: Tetradecane, 2,6,10-trimethyl- B mEa s S
57.0 10.20 10.40 10.60 10.80
m/z 41.00 29.78%
5000 85.0
113.0 155.0
o et 4350 2830 20702250
m/z--> 20 40 eb éo 160 120 140 160 180 200 220 240 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.54 94.76 ng 4575930 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 90

Abundance Scan 1607 (11.539 min): BF098655.D (-1601) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 DAL BN BN SN
97.0 185.1 227.2 11.20 11.40 11.60 11.80
0 ...,....-,|'...‘:||,.-.|". G tery | asspt$OL T 2102 L teT 00 74, 96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester
74.0
5000 U AL BN UL IR
11.20 11.40 11.60 11.80
43.0 143.0 185.0 m/z 43.05 34 .08%
diso, | il M0 | T a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11.20 11.40 11.60 11.80
5000 m/z 55.00 29.36%
43.0
1430 227.0 270.0
01150 90 1210 | 16501850 ' '
mewwwwm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester R EE e N EEEay
74.0 11.20 11.40 11.60 11.80
m/z 41.05 25.98%
5000 43.0

‘ 97.0 118 143.0 185 0 227 0 270.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.68 3.94 ng 190321 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1631 (11.680 min): BF098655.D (-1625) (-) m/z 43.00 100.00%
43.0 | 73.0
5000 129.0
97.0 157.1 213.1 L DL B B BN R
185.1 256.2 11,40 11,60 11.80 12.00
o/ B— m/z 59.95 96.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R B B BRI B
83.0 11.40 11.60 11.80 12.00
Ji 1570 1geo 2130 260 | M/Z 72.95  89.84%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
430 730

11.40 11.60 11.80 12.00

5000 129.0 m/z 57.00 82.17%
171.0
97.0
150 152, O 214.0

O AL I e o e o e e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

43.0 73.0 11.40 11.60 11.80 12.00

m/z 41.00 80.02%

5000 129.0

e Lﬂ

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\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Tetradecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.84 2.98 ng 143747 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Pentadecane 212 C15H32 000629-62-9 72
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64

Abundance Scan 1658 (11.839 min): BF098655.D (-1653) (-) m/z 57.00 100.00%
57.0
5000
1271 208.1 11.60 11.80 12.00 12.20
(o} m/z 43.00 68.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59882: Tetradecane
57.0
5000 R U UL R S
11.60 11.80 12.00 12.20
m/z 71.05 51.33%
‘ “ 13.0 198.0
I
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
11.60 11.80 12.00 12.20
5000 m/z 85.00 40.37%
113.0 212 0
oy e e
m/z--> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241527: Tetratetracontane
57.0 11.60 11.80 12.00 12.20
m/z 41.00 28.75%
5000
o 113.0 169.0 225, 028103370 3930 4630 5610 6150
R R L R B L R R R LR L R SRR ot

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

11.60 11.80 12.00 12.20

8270-BF091117.M Thu Sep 21 13:15:58 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.23 236.07 ng 11400000 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 1724 (12.227 min): BF098655.D (-1718) (-) m/z 67.00 100.00%
67.0
41.1 A&
5000
1231 1501 ' 12.00 12.20 12.40 12,60
178.1 263.2
Obprrrrhlerd 220.2 2942 'm/z 81.05 82.59%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 LB UL SULIULN BN B
12.00 12.20 12.40 12.60
m/z 55.00 64 .90%
ol 123.0 1490 4759 2620 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
41.0 95.0 ' 12.00 12.20 12.40 12,60
5000 m/z 95.05 55.20%
294.0
123.0
150.0 1750 220.0 263.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- e
a0 670 12.00 12.20 12.40 12.60
m/z 41.10 51.98%
5000 95.0

;izzzggz,

123.0 150.0 294.0
\ “ TR ,178.0 220.0 263.0 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12. 40 12 60

o

8270-BF091117.M Thu Sep 21 13:15:59 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.26 137.59 ng 6644350 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99

Abundance Scan 1730 (12.263 min): BF098655.D (-1727) (-) m/z 79.00 100.00%

79.0

5000

\

12. OO 12 20 12. 40 12. 60

149.1173.1 1gg o 2222

0 m/z 93.00 57.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
5000 LIS L L L L L LB BB
12.00 12.20 12.40 12.60
29.0 264.0 m/z 108.10 35.50%
111.0
138.0 180.0 222.0 206.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
B o e  EERmE
12.00 12.20 12.40 12.60
5000 83.0 m/z 80.00 34.07%
29.0
110.0 264.0
137.0 180.0 222.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester A B i o
.0 12.00 12.20 12.40 12.60

m/z 91.00 33.40%

5000

29.0 264.0

111.0

138.0 180.0 222.0

296.0
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

8270-BF091117.M Thu Sep 21 13:16:00 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.33 41.21 ng 1990070 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1741 (12.327 min): BF098655.D (-1737) (-) m/z 74.00 100.00%
74.0
5000 43.0
12,00 12.20 12.40 12,60
o} m/z 86.95 76 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12.00 12.20 12.40 12.60
143.0 -
43.0 wo 0 m/z 43.05 39.43%
|

o

97.0 ‘ ‘
so | UL amo | amo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0

12.00 12.20 12.40 12.60

5000 m/z 55.00 31.61%
255.0
143.0 298.0
97.0 199.0
0 171.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107597: Pentadecanoic acid, methyl ester T T T T T
74.0 12. 00 12. 20 12. 40 12. 60

m/z 41.05 26.70%

5000
43.0
150\‘ \H M\ J\ \\\98\\0 \14‘30 1850 21\30\ 2560

o

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

8270-BF091117.M Thu Sep 21 13:16:01 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Hexadecanoic acid, 15-methy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.05 3.80 ng 190067 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
3 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 91
4 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
Abundance Scan 1864 (13.051 min): BF098655.D (-1860) (-) m/z 73.95 100.00%
74.0
5000
143.1
1 171.0 199.1 227.2 955 o 2833 3 12.80 13.00 13.20 13.40
S 91 : : : m/z 87.00 82.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 UV SRR SRR B
43.0 12.80 13.00 13.20 13.40
143.0 a1 284.0 m/z 43.00 49_.23%
I 0 . L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
" 12:80 13.00 13.20 13.40
5000 m/z 55.00 34.17%
43.0
284.0
101.0 143.0 185.0 213.0 241.0
o} :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methy| 18-methylnonadecanoate I a  BREEEEES B
74.0 12.80 13.00 13.20 13.40
m/z 57.00 32.23%
5000 43.0
143.0
326.0
m/z--> i&ﬂ%mmmmmmmmmnmmmmmmﬁ 12.80 13.00 13.20 13.40

8270-BF091117.M Thu Sep 21 13:16:02 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknownl3.47 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.47 5.03 ng 251851 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 27
2 4-Ethvl-2-hexvnal 124 C8H120 071932-97-3 27
3 5-Octen-2-vn-4-ol 124 C8H120 1000196-87-1 25
4 Bicvclol2.2.11Theptane. 2-ethvl- 124 C9H16 002146-41-0 22
5 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 20
Abundance Scan 1935 (13.468 min): BF098655.D (-1932) (-) m/z 81.00 100.00%

%

5000
27703082 3601 13.20 13.40 13.60 13.80
0 : m/z 95.00 98.80%
m/z--> 50 100 150 200 250 300 350
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81.0
43.0
5000 LA L L L L L LB

13.20 13.40 13.60 13.80
m/z 55.00 58.61%

e
I uHm

50 308.0
o L L)Ll I i L R
m/z--> 50 OO 200 250 300 350
Abundance
67.0 95.0
41.0 R EEEEE RS
13.20 13.40 13.60 13.80
5000 m/z 151.10 48.90%
123.0
o il phoill wp oo o
m/z--> 50 100 150 200 250 300 350
Abundance #10487: 5-Octen-2-yn-4-ol B R e e
95.0 13.20 13.40 13.60 13.80
m/z 41.00 43 .31%
5000 67.0
41.0
ol l.i ,M.ﬂ’.i.ﬂ.i,i‘.l"‘.?'.o. e —
m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13. 60 13. 80

8270-BF091117.M Thu Sep 21 13:16:03 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Methyl 20-methyl-heneicosan... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.63 ng 181614 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 98
2 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 95
3 Methvl stearate 298 C19H3802 000112-61-8 86
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 86
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80
Abundance Scan 1978 (13.721 min): BF098655.D (-1974) (-) m/z 73.95 100.00%
74.0
5000 43.0
13.40 13.60 13.80 14.00
0 m/z 86.95 80.27%
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methy| 20-methyl-heneicosanoate
74.0
5000 13.40 13.60 13.80 14.00
143.0 w00 g WO B0 h/z 43.00 47.91%
obr——— - \U\ I\‘\‘\:ILHI%.?\ ; \‘; . ‘:|I-7|1.|0‘| ‘ |‘2|27|0|‘ ‘: ‘:28|3.|0‘ I\ T
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
13.40 13.60 13.80 14.00 |
5000 43.0 m/z 55.00 38.75%
143.0 354.0
m/z--> o '55' ' "160" ' ﬁéo" "260" ' 550" "360" ' ééo
Abundance #143126: Methy! stearate e AREEEEEaSEE
74.0 13.40 13.60 13.80 14.00
m/z 57.00 32.48%
5000
43.0
143.0 298.0
255.0 :
ohso, | ,“. W | mo o T e e
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF091117.M Thu Sep 21 13:16:04 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknownl14.17 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14 .17 3.33 ng 166754 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Allopreanane-3.beta..7.alpha.-di... 334 C21H3403 000566-20-1 38
2 3-IsopropviltricvclolN4.3.1.1(2.5)... 206 C14H220

4-(4-Fluorophenvl)-3-morpholin-4... 318 C17H19FN203
4 3-n-Heptvl-7-methvl-9-(2.6.6-tri... 368 C26H400

151054-91-0 16

1000195-22-9 25

1000216-09-3 12

5 1-(4-(Pyridin-2-yl)piperazin-1-y... 219 C12H17N30 1000368-48-4 11

Abundance Scan 2054 (14.168 min): BF098655.D (-2052) (-) m/z 55.00 100.00%
530 107.0
159.1
5000
213.1
243.1275.1 353.3
386.2 B L o e o o e e e e
13.80 14.00 14.20 14.40
O m/z 107.00 83.48%
m/z--> 0 50 100 150 200 250 300 350
Abundance #172747: Allopregnane-3.beta.,7.alpha.-diol-20-one
43.0
5000 LA L L L L LB L
13.80 14.00 14.20 14.40
81.0 m/z 105.05 82.29%
0 ‘\ \‘\ M \H\ li \\u 13?0 178.0 2130 271.0 3160
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350
Abundance
81.0
L BT o e
41.0 145.0 13.80 14.00 14.20 14.40
5000 m/z 43.10 79.70%
188.0
115.0
Ol Mg it S A
m/z--> 0 50 100 150 200 250 300 350
Abundance #159530: 4-(4-Fluorophenyl)-3-morpholin-4-yl-1H-pyrrol-2-c... L i o
29.0 13.80 14.00 14.20 14.40
m/z 95.00 74 .54%
5000
59.0 213.0
ok w0 U g | meomgomso
m/z--> 0 50 100 150 200 250 300 350 13. 80 14. OO 14 20 14.40

8270-BF091117.M Thu Sep 21 13:16:05 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Dodecyl isobutyl carbonate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .22 9.60 ng 480925 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 53
2 Pentafluoropropionic acid. dodec... 332 C15H25F502 006222-04-4 46
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 42
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 38
5 1-Octadecene 252 C18H36 000112-88-9 38

Abundance Scan 2063 (14.221 min): BF098655.D (-2059) (-) m/z 57.00 100.00%

5000

14.00 14.20 14.40 14.60

0 m/z 43.10 83.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #132955: Dodecy! isobutyl carbonate
57.0
5000 LA B L L L L L L LB
14.00 14.20 14.40 14.60
m/z 55.00 64 .20%
o | |10 o
L AL 8 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0 g30
RS EmmEs o L
14.00 14.20 14.40 14.60
5000 m/z 285.25 53.14%
119.0 168.0
290 213.0

o 314.0

Wmmmwmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152719: Tetradecy! trifluoroacetate

14.00 14.20 14.40 14.60
m/z 71.00 48.07%

5000

29.0
140.0 168.0196.0 2410  ogp

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14. 20 14. 40 14. 60

8270-BF091117.M Thu Sep 21 13:16:05 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .40 3.80 ng 190159 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eilcosane 282 C20H42 000112-95-8 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 2093 (14.398 min): BF098655.D (-2091) (-) m/z 57.00 100.00%

57.0

5000

14.00 14.20 14.40 14.60 14.80

11301411 16811950 2321 2731

(o} m/z 43.00 66.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane
57.0
5000 | NI LI L L L LB LB L

85.0 14.00 14.20 14.40 14.60 14.80
> m/z 71.00 62.60%

29.0
o L ‘ 113.0 141.0 169.0 197.0 226.0
A e —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
e —
14.00 14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 53.74%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194499: Eicosane, 7-hexyl- R ERERE BT
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.00 25.78%
5000 85.0
113.0
0 71410 1820 2110 252.0 281 03080 337.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. OO 14. 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098655.D

Aca On : 20 Sep 2017 12:58

Operator : SJ/JU

Sample : 15292-01 2X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknownl5.76 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.76 6.68 ng 234538 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol5.1.0.0(3.5)loctane-2.6... 192 C12H1602 016650-33-2 38
2 2-Methvl-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 35
3 11.13-Dimethvl-12-tetradecen-1-o0... 282 C18H3402 1000130-81-0 30
4 Cvclohexanepropanol. 2.2-dimethv... 182 C12H220 095452-04-3 30
5 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 25
Abundance Scan 2325 (15.762 mm) BF098655.D (-2322) (-) m/z 191.10 100.00%

41.0

5000

239.1 3111 I e o
279.9 341.0 383.4 15.40 15.60 15.80 16.00

o D m/z 81.00 78.08%
m/z--> 50 100 150 200 250 300 350
Abundance #54534: Tricyclo[5.1.0.0(3,5)]octane-2,6-dione, 1,3,5,7-te...
41.0 69.0
5000 192.0 LI L B O
121.0 15.40 15.60 15.80 16.00
164.0 m/z 69.00 77.29%
m/z--> 50 100 150 200 250 300 350
Abundance
69.0
R AR EEEEE T
15.40 15.60 15.80 16.00
5000 m/z 41.00 70.68%
109.0
0 161.0 191.0 222.0
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #129390: 11,13-Dimethyl-12-tetradecen-1-ol acetate R AR EEEEE T
69.0 15.40 15.60 15.80 16.00
m/z 57.00 64 .65%
5000 97.0
410 }
37.0
208.0
o ..-I.\.\,.J [Theso @000
m/z--> 50 100 150 200 250 300 350 15.40 15 60 15. 80 16 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092017\

Data File : BF098655.D

Acq On : 20 Sep 2017 12:58 Instrument :
Operator : SJ/JU BNA_F

Sample 1 15292-01 2X ClientSampleld :
Misc i BU-01-091817
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.78 5.5 ng 180883 1 6.62 658270 20.0
unknown6 .39 6.39 36.5 ng 1200110 1 6.62 658270 20.0
Dodecane 10.09 3.8 ng 190289 3 9.65 999340 20.0
Diphenylamine 10.31 2.4 ng 120097 3 9.65 999340 20.0
Tridecane, 2-methyl- 10.56 5.2 ng 252886 4 11.13 965806 20.0
Tridecanoic acid,... 11.54 94.8 ng 4575930 4 11.13 965806 20.0
n-Hexadecanoic acid 11.68 3.9 ng 190321 4 11.13 965806 20.0
Tetradecane 11.84 3.0 ng 143747 4 11.13 965806 20.0
9,12-Octadecadien... 12.23 236.1 ng 11400000 4 11.13 965806 20.0
14-Octadecenoic a... 12.26 137.6 ng 6644350 4 11.13 965806 20.0
Methyl stearate 12.33 41.2 ng 1990070 4 11.13 965806 20.0
Hexadecanoic acid... 13.05 3.8 ng 190067 5 13.77 1001650 20.0
unknownl13.47 13.47 5.0 ng 251851 5 13.77 1001650 20.0
Methyl 20-methyl-_.. 13.72 3.6 ng 181614 5 13.77 1001650 20.0
unknownl14 .17 14.17 3.3 ng 166754 5 13.77 1001650 20.0
Dodecyl isobutyl ... 14.22 9.6 ng 480925 5 13.77 1001650 20.0
Hexadecane 14 .40 3.8 ng 190159 5 13.77 1001650 20.0
unknownl15.76 15.76 6.7 ng 234538 6 15.17 702578 20.0
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