LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

8270-BF071317.M Mon Jul 17 05:08:52 2017

Method : Z:\HPCHEM1\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 height area % max. total
1 2.904 154 156 167 rBV4 26985 63694 2.66% 0.294%
2 4.134 359 365 372 rBY 18514 29875 1.25% 0.138%
3 4.798 474 478 489 rVB 609610 828046 34.54% 3.822%
4 5.239 548 553 556 rBvY 2235008 2397578 100.00% 11.066%
5 6.275 718 729 732 rBV 2283531 2341367 97.66% 10.806%
6 6.398 745 750 753 rBvV 2257373 2128589 88.78% 9.824%
7 6.622 785 788 797 rBVY 706867 625423 26.09% 2.887%
8 6.781 811 815 818 rBV 1889819 1634355 68.17% 7.543%
9 7.186 879 884 887 rBV 1417602 1347191 56.19% 6.218%
10 7.310 898 905 911 rBvV 53995 65795 2.74% 0.304%
11 7.822 988 992 996 rBvY 35664 30906 1.29% 0.143%
12 7.904 1002 1006 1010 rBV 967192 816151 34.04% 3.767%
13 8.986 1185 1190 1193 rBV 2286493 2156597 89.95% 9.953%
14 9.380 1253 1257 1260 rBVY 432758 380859 15.89% 1.758%
15 9.657 1299 1304 1307 rBV 808903 762819 31.82% 3.521%
16 10.104 1377 1380 1383 rVB 36527 26878 1.12% 0.124%
17 10.439 1433 1437 1440 rBV 1273989 1098211 45.81% 5.069%
18 10.574 1457 1460 1467 rBV 62088 68898 2.87% 0.318%
19 11.021 1531 1536 1539 rBV3 47206 40976 1.71% 0.189%
20 11.127 1551 1554 1557 rBV 719167 632706 26.39% 2.920%
21 11.151 1557 1558 1562 rVB 39572 27015 1.13% 0.125%
22 11.204 1562 1567 1570 rBV2 26934 26915 1.12% 0.124%
23 11.374 1592 1596 1603 rVB 149761 150353 6.27% 0.694%
24 11.545 1621 1625 1630 rVB 97880 84428 3.52% 0.390%
25 11.851 1672 1677 1681 rVB5 17366 24270 1.01% 0.112%
26 12.192 1731 1735 1738 rBV 294528 300696 12.54% 1.388%
27 12.227 1738 1741 1742 rVV 147205 144426 6.02% 0.667%
28 12.245 1742 1744 1751 rVB 266388 242540 10.12% 1.119%
29 12.333 1756 1759 1763 rBV 79837 77800 3.24% 0.359%
30 12.563 1792 1798 1801 rBV 69953 79975 3.34% 0.369%
31 12.715 1820 1824 1827 rBV 1496056 1284857 53.59% 5.930%
32 13.174 1897 1902 1907 rBV 31436 42568 1.78% 0.196%
33 13.504 1955 1958 1961 rBV2 27562 34146 1.42% 0.158%
34 13.627 1976 1979 1986 rBV 87834 108299 4_52% 0.500%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.757 1997 2001 2004 rBV 736203 713221 29.75% 3.292%

36 14.551 2133 2136 2140 rBvV4 30268 48839 2.04% 0.225%
37 14.615 2144 2147 2151 rVB 54095 53514 2.23% 0.247%
38 14.756 2168 2171 2177 rVB 45069 67603 2.82% 0.312%
39 15.080 2224 2226 2229 rVB 38779 30541 1.27% 0.141%
40 15.139 2232 2236 2240 rBvV 494291 539717 22.51% 2.491%
41 15.439 2285 2287 2289 rBV3 23967 26206 1.09% 0.121%
42 16.439 2453 2457 2461 rBV5 26638 41714 1.74% 0.193%
43 16.639 2486 2491 2492 rBv4 23763 40274 1.68% 0.186%
Sum of corrected areas: 21666831
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

Abundance TIC: BF096795.D
524
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8270-BF071317.M Mon Jul 17 05:08:53 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

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 unknown2.90 Concentration Rank 14

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

2.90 2.04 ng 63694 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 9
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
3 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 9
4 Formamide 45 CH3NO 000075-12-7 7
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 4

Abundance Scan 155 (2.898 min): BF096795.D (-154) (-) m/z 83.90 100.00%
” g
5000

2.60 2.80 3.00 3.20
N e Y 2 < =T - TV

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #939: Propylene Glycol
45
5000
2.60 2.80 3.00 3.20
31 m/z 49.00 78.38%
19 1 38 52 5% 69 76
B B R R R B e B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
R E A B
2.60 2.80 3.00 3.20
5000 m/z 43.05 26.82%
19 3| 5361 75
B B A AR o L e B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12869: Butanenitrile, 2-(methoxymethoxy) S A
45 2.60 2.80 3.00 3.20
m/z 41.00 0.62%
5000
68
29 3g) 57 75 84 91 100 128
B B B R B B B e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.80 26.48 ng 828046 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 478 (4.798 min): BF096795.D (-474) (-) m/z 43.00 100.00%
43
59
5000
101 USRS S R
4.40 4.60 4.80 5.00 5.20
e Sl B39 88 | h/z 59.00  52.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS S R
4.40 4.60 4.80 5.00 5.20
m/z 101.10 14 .60%
15 31 101
\ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500 520
5000 41 m/z 58.00 14 .33%
31
69 a7
15 53 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e e
59 4.40 4.60 4.80 5.00 5.20
m/z 41.05 8.37%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 3 unknown6.40 Concentration Rank 1

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

6.40 68.07 ng 2128590 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.398 min): BF096795.D (-745) (-) m/z 132.00 100.00%
5000 68
0 s | % J 6.00 620 6.40 6.60 6.80
gl g7 87 [ agsws ) m/z 68.10  37.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 A ARAE DRSS SRR
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.84%
‘ L1 | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 6.40 6.60 6.80
5000 gg 116 m/z 66.00 24.08%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal WA L R
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 14 _.25%
5000 67
41 97
53
P o]
||||“|‘||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|0§||“|||H| —— ——r— ——r— e
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80

8270-BF071317.M Mon Jul 17 05:08:56 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.57 2.18 ng 68898 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 1-l1odo-2-methylundecane 296 C12H251 073105-67-6 86
3 Pentadecane 212 C15H32 000629-62-9 80
4 Octane, 2,4,6-trimethyl- 156 Cl11H24 062016-37-9 80
5 Heptacosane 380 C27H56 000593-49-7 78
Abundance Scan 1459 (10.569 min): BF096795.D (-1457) (-) m/z 57.00 100.00%
57
5000
4 85
| s 1o 169184 1020 10140 10,60 1080
e A e e e e || M7z 43,05 77.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57
5000 AR DR DR U
g5 mmmmmmmm
4 m/z 71.10 42.01%
26 ‘\ i ‘ 118 s 169184 226
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 240 2éo 2éo '
Abundance
57
10.20 10.40 10.60 10.80
5000 41 m/z 85.10 31.88%
85
113128 154169 211 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57 10.20 10.40 10.60 10.80
m/z 41.00 31.13%
5000 85
4
Rl g T semes 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1020 1040 1060 1080

8270-BF071317.M Mon Jul 17 05:08:57 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

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

Peak Number 6 1-Tetradecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.37 4.75 ng 150353 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 94
2 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
3 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
5 1-Tetradecanol 214 C14H300 000112-72-1 90
Abundance Scan 1595 (11.368 min): BF096795.D (-1592) (-) m/z 55.05 100.00%
5000
11.00 11.20 1140 11.60
Emm m/z 43.05 84.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58276: 1-Tetradecene
43
69
5000 29 83 U UL B UL B
97 11.00 11.20 11.40 11.60
11 m/z 57.10 68.21%
L ﬂwh%mmm 19
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
%5 g9 83
41 VN UL BRI UL
97 11.00 11.20 11.40 11.60
5000 m/z 41.00 64.97%
111
29
125
15 140 14 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105159: Decy! trifluoroacetate i S S et
55 o 11.00 11.20 11.40 11.60
43 m/z 83.05 59.30%
83
5000 o7
111
H\ L, M 127" \ 152 167 ' 236
m/z--> 20 ' éo 85 160 120 140 160 180 200 220 240 1100 11.20 1140 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

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 Hexadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.67 ng 84428 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 72
Abundance Scan 1624 (11.539 min): BF096795.D (-1621) (-) m/z 74.00 100.00%
7h
87
5000 43
143 LA BN U SUM
T 101115 129 157171 198 227 11.20 11.40 11.60 11.80
,....,....ll.':" '"'!..l"l..'.'.,'..I..,....,....,.'...“',....,.'...,....,...., m/z 87.10 74 17%
miz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 DAL LR UL SO
43 11.20 11.40 11.60 11.80
7 143 m/z 43.05 51.40%

gl 01gg5129 157171185199213227241 270

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

Abundance
74
L B e e
87 11.20 11.40 11.60 11.80
5000 43 m/z 55.05 43.05%
»7 143
10115129 157171185199 228
T T T T o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester R e A
4 11.20 11.40 11.60 11.80
m/z 41.05 40.03%
87
5000 43
29 ! 143 M\W
1Al \‘\“ }911151?9 ‘ 157171185199213227241 270 N
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 Mon Jul 17 05:09:00 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.19 9.51 ng 300696 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 94
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Bromoacetic acid, tetradecyl ester 334 C16H31Br02 018992-01-3 91
4 Dichloroacetic acid, 4-hexadecyl... 352 C18H34Cl1202 1000282-98-1 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 1735 (12.192 min): BF096795.D (-1731) (-) m/z 55.05 100.00%
55
83
5000
3 139 11.80 12.00 12.20 12.40 12.60
100 e 22t m/z 43.05 89.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #180910: Pentafluoropropionic acid, tridecyl ester
43
69
5000 LIRS RS BRI B B
11.80 12.00 12.20 12.40 12.60
m/z 57.05 82.62%
.”,?”.‘u. 13724 182 505 227 328
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
5 gq
11.80 12.00 12.20 12.40 12.60
5000 111 m/z 83.05 71.38%
29
139 168 106 224 252
mmmrmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 N
Abundance #172096: Bromoacetic acid, tetradecyl ester e e  RARREEE S e
43 11.80 12.00 12.20 12.40 12.60
83 m/z 41.00 66 .40%
5000
2 DN L VI
\ 5 139 168 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12.20 12.40 12.60

8270-BF071317.M Mon Jul 17 05:09:01 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

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 Cyclooctene, 1,2-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.23 4_.57 ng 144426 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctene, 1,2-dimethyl- 138 C10H18 054299-96-6 87
2 10-Octadecynoic acid, methyl ester 294 C19H3402 026543-36-2 74
3 11,14-Eicosadienoic acid, methyl._.. 322 C21H3802 002463-02-7 74
4 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 68
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 68

Abundance Scan 1741 (12.227 min): BF096795.D (-1738) (-) m/z 67.05 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

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 14-Octadecenoic acid, methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.24 7.67 ng 242540 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
2 9-Octadecenoic acid (Z2)-, methyl... 296 C19H3602 000112-62-9 90
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 87
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 87

Abundance Scan 1743 (12.239 min): BF096795.D (-1742) (-) m/z 55.00 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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

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 13-Tetradecen-1-ol acetate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.63 3.04 ng 108299 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 87
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 87
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
4 Octacosyl acetate 452 C30H6002 018206-97-8 87
5 Octacosanol 410 C28H580 000557-61-9 87

Abundance Scan 1979 (13.627 min): BF096795.D (-1976) (-) m/z 57.00 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096795.D

Acq On 15 Jul 2017 2:15

Operator : SJ/JU

Sample - 14187-05

Misc :

ALS Vial : 18 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]
unknown2 .90 2.90 2.0 ng 63694 1 6.62 625423 20.0
2-Pentanone, 4-hy... 4.80 26.5 ng 828046 1 6.62 625423 20.0
unknown6 .40 6.40 68.1 ng 2128590 1 6.62 625423 20.0
Hexadecane 10.57 2.2 ng 68898 4 11.13 632706 20.0
1-Tetradecene 11.37 4.8 ng 150353 4 11.13 632706 20.0
Hexadecanoic acid... 11.54 2.7 ng 84428 4 11.13 632706 20.0
Pentafluoropropio... 12.19 9.5 ng 300696 4 11.13 632706 20.0
Cyclooctene, 1,2-... 12.23 4.6 ng 144426 4 11.13 632706 20.0
14-Octadecenoic a... 12.24 7.7 ng 242540 4 11.13 632706 20.0
13-Tetradecen-1-o... 13.63 3.0 ng 108299 5 13.76 713221 20.0
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