LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111517\

Data File : BF100583.D

Acq On : 15 Nov 2017 13:02 Instrument :
Operator : SJ/JU BNA_F

Sample : 16307-03 10X ClientSampleld :
Misc - EO-02-111017-B
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.487 574 578 582 rBY 251930 208551 2.77% 0.769%
2 6.492 746 749 753 rVB 262680 215031 2.85% 0.793%
3 6.645 771 775 778 rVB 270415 221496 2.94% 0.817%
4 6.881 811 815 819 rVvB 907165 735675 9.76% 2.713%
5 7.034 837 841 844 rBvV 196804 179990 2.39% 0.664%

7.439 907 910 912 rBV 137532 113775 1.51% 0.420%
8.139 1020 1029 1030 rBV3 117370 124235 1.65% 0.458%
rvv. 1176945 999100 13.25% 3.684%
8.669 1115 1119 1121 rBV 85567 75799 1.01% 0.280%
8.751 1130 1133 1136 rBV2 131836 122750 1.63% 0.453%
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11 9.233 1212 1215 1220 rVB 347546 272893 3.62% 1.006%
12 9.316 1225 1229 1232 rBV 195864 195168 2.59% 0.720%
13 9.628 1279 1282 1285 rBv4 109740 132858 1.76% 0.490%
14 9.839 1315 1318 1322 rVB 222867 195267 2.59% 0.720%
15 9.922 1328 1332 1335 rVB 1069894 994973 13.20% 3.669%

16 10.163 1370 1373 1377 rBV3 69418 92521 1.23% 0.341%
17 10.339 1397 1403 1406 rBV 313217 263070 3.49% 0.970%
18 10.563 1436 1441 1446 rVB 93783 137010 1.82% 0.505%
19 10.698 1462 1464 1468 rVB 116513 103344 1.37% 0.381%
20 10.816 1481 1484 1489 rBV 294209 323131 4._.29% 1.192%

21 11.263 1557 1560 1562 rBV 268998 214702 2.85% 0.792%
22 11.292 1562 1565 1571 rVB 102455 124413 1.65% 0.459%
23 11.404 1580 1584 1587 rBV 986796 846754 11.23% 3.122%
24 11.686 1629 1632 1635 rBV 214043 173220 2.30% 0.639%
25 11.792 1646 1650 1653 rBV 3480372 3144218 41.71% 11.594%

26 12.092 1698 1701 1707 rBV 153465 161950 2.15% 0.597%
27 12.486 1762 1768 1770 rBV 5020281 7538823 100.00% 27.800%
28 12.510 1770 1772 1777 rVV2 5031944 4954887 65.72% 18.271%
29 12.580 1781 1784 1787 rVV 1517053 1308758 17.36% 4._.826%
30 12.616 1787 1790 1791 rVvV 153738 133142 1.77% 0.491%

31 12.633 1791 1793 1802 rVB 222617 254655 3.38% 0.939%
32 12.851 1827 1830 1837 rVB2 105553 126457 1.68% 0.466%
33 12.986 1849 1853 1855 rBV 192077 163452 2.17% 0.603%
34 13.227 1892 1894 1900 rVB3 121346 121517 1.61% 0.448%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.304 1904 1907 1909 rBV 138701 106562 1.41% 0.393%
36 13.968 2017 2020 2025 rBV 115120 105783 1.40% 0.390%
37 14.039 2028 2032 2035 rBV 775872 697775 9.26% 2.573%
38 14.498 2105 2110 2114 rBV3 64033 105648 1.40% 0.390%
39 14.927 2179 2183 2190 rBV 210902 282961 3.75% 1.043%
40 15.145 2217 2220 2226 rBVY 56540 78078 1.04% 0.288%

41 15.515 2278 2283 2291 rVB 570059 767979 10.19% 2.832%

Sum of corrected areas: 27118371
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF110817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF100583.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 unknown6.65 Concentration Rank 7

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

6.65 6.02 ng 221496 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 776 (6.651 min): BF100583.D (-771) (-) m/z 132.00 100.00%
5000
68
96 IR S R R
40 5 | 77 105 6.40 6.60 6.80 7.00
0 N | NSO - | — m/z 134.00 35.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LSS RS LRSS SRR AN
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 68.10 32.56%
oL e I f““l‘.‘.“l‘ .8.8..|1.0.6..|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
S AR RS LS A
69 104 6.40 6.60 6.80 7.00
5000 m/z 66.00 21.19%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl Db e
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 13.41%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 3 Tetradecane Concentration Rank 14

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

9.32 3.92 ng 195168 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
4 Dodecane 170 C12H26 000112-40-3 86
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 86

Abundance Scan 1230 (9.322 min): BF100583.D (-1225) (-) m/z 57.05 100.00%
57
43
5000
L T A e
99 119 9.00 9.20 9.40 9.60
131 149 173
0 193 m/z 43.05 71.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57
43
71
5000 ISEARAEAE NSRS R
85 9.'00 9.'20 9.110 9.|60 '
29 m/z 71.10 52.40%
99
oLt L S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
9.'00 9.'20 9.110 9.|60 '
5000 71 m/z 85.10 34.52%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1é0 1éo 200 250
Abundance #59895: Tridecane, 6-methyl- e N Baan B e e
57 9.00 9.20 9.40 9.60
m/z 41.10 32.18%
43
5000 71
29 8 98 156
ol 15 1 ‘L L] us ) a0 154 169 183 108
m/z--> 25 Jo éo éo 160 120 150 160 180 260 250 960 950 gho 9%0

8270-BF110817.M Thu Nov 16 11:39:05 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Hexadecane Concentration Rank 13

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

9.84 3.93 ng 195267 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 59

Abundance Scan 1318 (9.839 min): BF100583.D (-1315) (-) m/z 57.10 100.00%
57
5000
85
3 113 9.60 9.80 10.00 10.20
ol d 1S 201077 212wz 43.10 75.12%
m/z--> 50 100 150 200 250 300
Abundance #59880: Tetradecane
57
5000 85 L R UL BN B
9.60 9.80 1000 1020
29 m/z 71.10 57.96%
oL, ,\‘, L
m/z--> 50 100 150 200 250 300
Abundance
57
" 9.60 9.80 10.00 10.20
5000 o m/z 85.10 33.97%
29
o 113 141 169 226
m/z--> 55 160 150 200 250 360 '
Abundance #178298: Bacchotricuneatin ¢ R R o
7 5112 9.60 9.80 10.00 10.20
m/z 41.10 32.98%
5000
132
o H|\ Mm 1?31?1 216 245 312 342
m/z--> 55 o 250 360 ' 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Pentadecane, 7-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.34 5.29 ng 263070 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 97
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 91
3 Tridecane, l-iodo- 310 C13H271 035599-77-0 90
4 5-Ethyldecane 170 C12H26 017302-36-2 86
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 1403 (10.339 min): BF100583.D (-1397) (-) m/z 57.05 100.00%
g7
R 8 \A\~A~/MAAA~JxJk~WAAJ\AAA,A,A
PR T e T
113 10.00 10.20 10.40 10.60
o.,....-,:..|,.."..,.~...--',..:'.,...1.‘,‘9.1.“?5.1.79,..1.?‘,3....2.2]‘?. e || m/z 43.10  71.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000 UL AU
a5 10,00 10,20 1040 10.60
4 m/z 71.05 57.74%
o 26 L L ‘ 13 141 teeiss 226
m/z--> 20 45 60 50 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
10.00 10,20 10,40 10.60
5000 m/z 85.05 35.99%
41 85
112
ol 28 140155 183 211206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- BB as EEEE S S
57 10.00 10.20 10.40 10.60
m/z 41.05 31.83%
5000 85
4
183
ol 26 ‘\ b 195 ] 310
m/z--> 20 45 60 50 100 120 140 160 180 200 220 240 260 280 300 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Nonane, 5-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 7.63 ng 323131 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1485 (10.822 min): BF100583.D (-1481) (-) m/z 57.05 100.00%
g7
43 71
5000

99 113
127 141 155 169 183196 10.60 10.80 11.00 11.20

0 m/z 71.10 63.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 71
85
5000 LN B L L L L L LB

10.60 10.80 11.00 11.20
29 99 m/z 43.05 61.31%

s | | MPrimassies1ssio7on 240

) MEL O B A | S Rl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57 71
e U=
85 10.60 10.80 11.00 11.20
5000 126 m/z 85.05  34.42%
0 97 112 | 140155 184
SRMRBENSNRRS 7SN G . N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane R e e e
43 5 10.60 10.80 11.00 11.20
m/z 41.05 28.62%
5000 n
85
29
0 ] M L ) 99113127141155169183197 226
e . e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 1060 10,80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.26 5.07 ng 214702 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1560 (11.263 min): BF100583.D (-1557) (-) m/z 57.05 100.00%
57
5000
85
§
13 111 11.00 11.20 11.40 11.60
o...-.\,J.l.-.h.nk.'.-.:,..1?2] || M/Z  43.10  67.25%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 L B B B AU
11.00 11.20 11.40 11.60
29 m/z 71.10 58.29%
o M L J113 141 169 197 225 253 296
miz--> 0 éo 100 1éo 260 2%0 360 3%0
Abundance
57 )
11,00 11.20 11,40 11.60
5000 m/z 85.10 38.70%
85
0 29 113 141 169 197 225 253 281 323 351 380
miz--> 0 éo 160 1éo 260 250 360 3%0 )
Abundance #83025: Hexadecane R L RRAE L Emanas e
57 11.00 11.20 11.40 11.60
m/z 41.05 29.11%
5000
85
29 ]
0 Ll w 113 141 169 197 226
miz--> 0 5'0 1(')0 150 200 251,0 300 3&1,0 11'00 11. 20 11. 40 11|60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Eicosane, 10-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.69 4.09 ng 173220 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1633 (11.692 min): BF100583.D (-1629) (-) m/z 57.05 100.00%
g7 A
5000 85
113 11. 40 11.60 11.80 12.00
3

I N O N e O m/z 43.05 67.30%

m/z--> 50 100 150 200 250 300
Abundance #141431: Eicosane, 10-methyl-
57
5000 85

11.40 11.60 11.80 12.00
m/z 71.10 64.61%

113 154
S 0 O i M < < M-
m/z--> 50 100 150 200 250 300
Abundance
57
R e R
11.40 11.60 11.80 12.00
5000 85 m/z 85.05 44 _24%
29 113
o 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane R LA ERE R
57 11.40 11.60 11.80 12.00
m/z 41.00 27.08%
5000 85
29
ol12 Ll I | MR 141 169 107 225 253 296
e
m/z--> 50 100 150 200 250 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 74.27 ng 3144220 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1650 (11.792 min): BF100583.D (-1646) (-) m/z 74.00 100.00%
7
87
5000 43
T ]mﬁyﬁwmm%ﬁamzm 11140 1160 1180 1700 1220
Obrrr e b dd by 235 7| 157300°05799213 | 21 270 m/z 87.05 71.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 SRR SUMIRE BN RN R
43 11:40 11.60 11.80 12.00 12.20
7 143 m/z 43.05 37.14%
. ‘ | |, 101135129 157171185199213227241 270
m/z--> 20 45 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 11.40 11,60 11.80 12.00 12.20
5000 43 m/z 55.05 28.78%
29 | 57 143
o 101115129 157171185199213227 241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72688: Dodecanoic acid, methy! ester REEENEE SR ey e
74 11.40 11.60 11.80 12.00 12.20
g7 m/z 41.10 27.27%
5000
0 M\wam\mmwmm .
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 11:40 11.60 11.80 12.00 12.20

8270-BF110817.M Thu Nov 16 11:39:09 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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.
12.49 178.06 ng 7538820 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 1769 (12.492 min): BF100583.D (-1762) (-) m/z 67.05 100.00%
67 g1
41
5000

178 263 994 12.20 12.40 12.60 12.80

I 192206220234 m/z 81.05 84.85%

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 6/7
81
5000 LN N S N U B
12.20 12.40 12.60 12.80
m/z 55.10 70.38%
0t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 81
M T e
95 12.20 12.40 12.60 12.80
5000 m/z 41.10 57.12%
109 294
123
150 263
0l.26 164178192206220234249 | 279
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)-
41 6/7 12.20 12.40 12.60 12.80
81 m/z 95.10 56.85%
5000 95
109 294
123
. L L e rsionp0602003 263
,“.q.“......”,”.,“.q. b e I RN EREE L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80

8270-BF110817.M Thu Nov 16 11:39:10 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.51 117.03 ng 4954890 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 97
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 91

Abundance Scan 1772 (12.510 min): BF100583.D (-1770) (-) m/z 55.10 100.00%

5000

12.20 12.40 12.60 12.80
m/z 41.10 67.14%

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

69

5000
12.20 12.40 12.60 12.80

m/z 69.10 63.57%

111

125 180
o 41 166190 55722235 20478 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
e R R L e
74 12.20 12.40 12.60 12.80
5000 m/z 74.05 60.38%
97
29 264
123138152 180 07222335 | 575 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester e
12.20 12.40 12.60 12.80
69 m/z 83.10 50.82%

5000

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF110817.M Thu Nov 16 11:39:10 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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.
12.58 30.91 ng 1308760 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
Abundance Scan 1784 (12.580 min): BF100583.D (-1781) (-) m/z 74.00 100.00%
74
5000 43
o7 e 199 255 12.20 12.40 12.60 12.80
298 : : : :
o...,....,'....',..|'..,'.!..l,'..l'.l.?..'..,l...~ M 2R A0 2R Tn/z 87.00 73.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000 NSRRI LN SUNLE R
143 - 298 12.20 12.40 12.60 12.80
43 199 m/z 43.10 41.09%
9
0 ...,?Y..,“...:ﬁ‘,..“.‘ ,‘n..“,..l.l.?..‘..,a e ao L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.20 12.40 12.60 12.80
5000 m/z 55.10 30.48%
43
oL H P9 us e 185 g5 241y 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methy! ester REamsEREEECaEs s ey
74 12.20 12.40 12.60 12.80
m/z 41.05 26.39%
5000
43
143
m/z--> 20 Jo eb éo 160 150 140 160 180 200 220 240 260 2éo 300 12.20 12.40 12.60 12.80

8270-BF110817.M Thu Nov 16 11:39:11 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.62 3.14 ng 133142 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,1"-(1,3-butadiyne-1,4_... 202 C16H10 000886-66-8 90
2 Fluoranthene 202 C16H10 000206-44-0 64
3 Pyrene 202 C16H10 000129-00-0 58
4 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 47
5 I-Leucine, N-methyl-N-(2-methoxy... 305 C14H27NO6 1000328-55-3 43

Abundance Scan 1791 (12.621 min): BF100583.D (-1787) (-) m/z 202.10 100.00%

2

5000
109 135150 174 280 12.40 12.60 12.80 13.00
0 m/z 55.00 40.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202
5000 ety e

12.40 12.60 12.80 13.00
m/z 67.05 36.52%

27 51 75 101 196 150 176 h

O T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
202
R A NS Ramma s
12.40 12.60 12.80 13.00
5000 m/z 81.10 33.93%

101

0 39 63 87 122 150 174

g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62823: Pyrene I M REEE REae s
2 12.40 12.60 12.80 13.00

m/z 41.05 33.74%

5000

122 150 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF110817.M Thu Nov 16 11:39:12 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Oleic Acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.63 6.01 ng 254655 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 64
2 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 50
3 Cyclobutanone, 2-(1,1-dimethylet... 126 C8H140 004579-31-1 43
4 2-Hexenal, (E)- 98 C6H100 006728-26-3 43
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 43
Abundance Scan 1792 (12.627 min): BF100583.D (-1791) (-) m/z 55.00 100.00%
4
5000
123137 163 4197 221 12,40 12,60 12.80 13.00
ol 181 m/z 69.05 79.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129335: Oleic Acid
M o
5000 LURELLE UL SULEILN SULLLN B
nmnmnmmm
2 m/z 43.10 67.72%
. L [l 137151166180194 220235 264 282
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 IIII|IIIIIIIIIIII|III
%%w 12.40 12.60 12.80 13.00
5000 m/z 41.10 62 .59%
27
o2 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11480: Cyclobutanone, 2-(1,1-dimethylethyl)-
w% 12.40 12.60 12.80 13.00
m/z 83.10 55.24%
41
5000 55 98
0 ‘ I \‘ 12\6
e 2 a6 B 10 e 10 1% 1k 3 0 2w o T 12,40 12,60 12.80 13.00

8270-BF110817.M Thu Nov 16 11:39:13 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 unknownl2.85 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.85 3.62 ng 126457 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 45
2 Tetracosane 338 C24H50 000646-31-1 45
3 Docosane 310 C22H46 000629-97-0 45
4 Heneicosane 296 C21H44 000629-94-7 45
5 Tetratetracontane 619 C44H90 007098-22-8 43

Abundance Scan 1830 (12.851 min): BF100583.D (-1827) (-) m/z 57.10 100.00%

57 202

5000

:

12.60 12.80 13.00 13.20
m/z 202.10 85.67%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #129492: Eicosane
57
5000 LA L B L L L L LB
85 12.60 12.80 13.00 13.20
29 m/z 43.05 74.02%
o by (13 141 169 197 225 253 282
R L L e L R L e  LARARRERRARREAEEcRRs uy)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
12.60 12.80 13.00 13.20
5000 85 m/z 71.10 65.43%
29

113 141 169 197 225 253 281 309 338

?

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #153222: Docosane T T T T
57 12.60 12.80 13.00 13.20
m/z 85.10 42 _10%
5000 85
29
. Ul M8 141 169 197 225 253 281 310
“”w””“”q””“”.””.”.””.”.””.”.””.”.”“.”.”““. A AR AR
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1260 12.80 13.00 13.20

8270-BF110817.M Thu Nov 16 11:39:14 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 unknownl13.23 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.23 3.48 ng 121517 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 1,12-dibromo- 326 C12H24Br2 003344-70-5 38
2 Fumaric acid, 2-methylallyl tetr... 366 C22H3804 1000330-55-3 38
3 1-Cyclohexyl-1-(4-ethylcyclohexy... 222 C16H30 002027-13-6 30
4 3-Heptene, 2,2,3,5,6-pentamethyl- 168 C12H24 116164-06-8 27
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 27
Abundance Scan 1894 (13.227 min): BF100583.D (-1892) (-) m/z 55.05 100.00%
56
4
5000
293 L L I L B B
I 85, 208|F27 2]}9 | 13.00 13.20 13.40 13.60
ob———u it i b m/z 69.10 94.22%
m/z--> 50 100 150 200 250 300 350
Abundance #165287: Dodecane, 1,12-dibromo-
55
5000 LRI UL UL LN B
83 135 13.00 13.20 13.40 13.60
29 111 m/z 41.00 68.67%
191
oL, .H. U Al u‘ AL \i\lﬁ% T IH|21I8I |247 —
m/z--> 50 100 150 200 250 300 350
Abundance
55 | 83
13100 13.20 13.40 13.60
5000 111 m/z 74.00 68.31%
171
153
oL s s st s 32 st
m/z--> 50 100 150 200 250 300 350 A
Abundance #79574: 1-Cyclohexyl-1-(4-ethylcyclohexyl)ethane PR Pt
69 13.00 13.20 13.40 13.60
110 m/z 87.00 63.83%
5000
138
il ‘ I 222
05— 'dl' "I""I' LRSS UL UL UL S
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Hexadecanoic acid, 15-methy... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.30 3.05 ng 106562 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 97
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 93
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
5 Methyl stearate 298 C19H3802 000112-61-8 90
Abundance Scan 1906 (13.298 min): BF100583.D (-1904) (-) m/z 74.00 100.00%
74
5000 43
T 1 o T
185202218 283 : : .
0 1 i m/z 87.00 75.38%
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
5000
43 13.00 13.20 13.40 13.60
143 oa1 284 m/z 43.00 44 _11%
b1 20 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
43 13.00 13.20 13.40 13.60
5000 m/z 55.00 32.87%
143
oL 9 115 171 199 227 55 283 OO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131297: Heptadecanoic acid, methy! ester R R R
74 13.00 13.20 13.40 13.60
m/z 41.00 30.86%
5000
43
143
ol15 L1 s g 185 213 2
m/z--> 25 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60

8270-BF110817.M Thu Nov 16 11:39:15 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Nonadecanoic acid, methyl e... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.03 ng 105783 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 74
4 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 72
5 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 70
Abundance Scan 2020 (13.968 min): BF100583.D (-2017) (-) m/z 74.00 100.00%
7
5000 43
199,235 255 311 g5y 13.60 13.80 14.00 14.20
ol 180 37 282 m/z 87.00 84.52%
m/z--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methyl ester
74
5000
43 13.60 13.80 14.00 14.20
143 312 m/z 43.05 46.78%
A EET A TR EC
m/z--> 50 100 150 200 250 300 350
Abundance
74
13.60 13.80 14.00 1420
5000 m/z 57.10 30.11%
43
143 284
241
oL 26 %115 167185 213 266
m/z--> 50 100 150 200 250 300 350
Abundance #107597: Pentadecanoic acid, methy! ester L BT o e
74 13.60 13.80 14.00 14.20
m/z 75.00 29.61%
5000
43
143 213
o258 ‘ ,“‘. LS 125 "1e31es 20 26
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100583.D

Acq On : 15 Nov 2017 13:02

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 N,N-Dimethyloctylamine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.93 7.37 ng 282961 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 72
2 N,N-Dimethyl-2-cyclohexyloxyethy... 171 C10H21NO 071126-60-8 72
3 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 64
4 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 64
5 Propamocarb 188 C9H20N202 024579-73-5 64
Abundance Scan 2183 (14.927 min): BF100583.D (-2179) (-) m/z 58.10 100.00%
58
5000
84 157 14.60 14.80 15.00 15.20
ol SRty 0 112 137°57 185 213 240 267 307 306 7775 10 6.68%
m/z--> 0 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine
58
5000
14.60 14.80 15.00 15.20
m/z 55.10 6.41%
oL 2, | s 114 %7
m/z--> 0 50 100 150 200 250 300 350
Abundance
58
14:60 14.80 15.00 15.20
5000 m/z 59.05 6.13%
39 82 171
L S W L L S L WL S
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58 14.60 14.80 15.00 15.20
m/z 41.00 5.46%
5000
101
0 4 3|\0J ) 82 ‘ 144
m/z--> 0 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111517\

Data File : BF100583.D

Acq On : 15 Nov 2017 13:02 Instrument :
Operator : SJ/JU BNA_F

Sample : 16307-03 10X ClientSampleld :
Misc - EO-02-111017-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .65 6.65 6.0 ng 221496 1 6.88 735675 20.0
Tetradecane 9.32 3.9 ng 195168 3 9.92 994973 20.0
Hexadecane 9.84 3.9 ng 195267 3 9.92 994973 20.0
Pentadecane, 7-me... 10.34 5.3 ng 263070 3 9.92 994973 20.0
Nonane, 5-butyl- 10.82 7.6 ng 323131 4 11.40 846754 20.0
Heneicosane 11.26 5.1 ng 214702 4 11.40 846754 20.0
Eicosane, 10-methyl- 11.69 4.1 ng 173220 4 11.40 846754 20.0
Hexadecanoic acid... 11.79 74.3 ng 3144220 4 11.40 846754 20.0
9,12-Octadecadien... 12.49 178.1 ng 7538820 4 11.40 846754 20.0
9-Octadecenoic ac... 12.51 117.0 ng 4954890 4 11.40 846754 20.0
Methyl stearate 12.58 30.9 ng 1308760 4 11.40 846754 20.0
Benzene, 1,1"-(1,... 12.62 3.1 ng 133142 4 11.40 846754 20.0
Oleic Acid 12.63 6.0 ng 254655 4 11.40 846754 20.0
unknownl12 .85 12.85 3.6 ng 126457 5 14.04 697775 20.0
unknownl13.23 13.23 3.5 ng 121517 5 14.04 697775 20.0
Hexadecanoic acid... 13.30 3.0 ng 106562 5 14.04 697775 20.0
Nonadecanoic acid... 13.97 3.0 ng 105783 5 14.04 697775 20.0
N,N-Dimethyloctyl... 14.93 7.4 ng 282961 6 15.52 767979 20.0
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