LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 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-BF121417.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 4.998 491 495 513 rBV 255672 516339 5.06% 0.807%
2 5.398 559 563 594 rBY 2616679 4015784 39.38% 6.274%
3 6.422 734 737 754 rBVY 2757984 3847912 37.73% 6.012%
4 6.545 754 758 764 rVB 3134568 3431368 33.65% 5.361%
5 6.769 793 796 806 rBV 903971 923607 9.06% 1.443%
6 6.922 819 822 837 rBVY 2491482 2767891 27.14% 4.325%
7 7.345 890 894 910 rBVY 2186311 2583410 25.33% 4.036%
8 8.016 1005 1008 1011 rBV 356695 306165 3.00% 0.478%
9 8.051 1011 1014 1019 rVvVv 1129332 1150699 11.28% 1.798%
10 8.092 1019 1021 1024 rVvVv 168055 147084 1.44% 0.230%

11 8.328 1058 1061 1066 rvB4 120799 154575 1.52% 0.242%
12 8.451 1080 1082 1085 rVvB2 187714 153485 1.51% 0.240%
13 8.551 1095 1099 1101 rBV 144830 142493 1.40% 0.223%
14 8.627 1108 1112 1116 rBV 623643 529473 5.19% 0.827%
15 8.710 1123 1126 1130 rVB2 102118 128583 1.26% 0.201%

16 8.869 1150 1153 1157 rBV3 157275 177223 1.74% 0.277%
17 8.986 1170 1173 1176 rBV2 172648 174792 1.71% 0.273%
18 9.057 1182 1185 1187 rVvB2 171301 146605 1.44% 0.229%
19 9.127 1192 1197 1200 rBV 3168174 3179230 31.18% 4.967%
20 9.192 1204 1208 1211 rVV 824702 735668 7.21% 1.149%

21 9.233 1212 1215 1218 rVV3 92357 120360 1.18% 0.188%
22 9.398 1240 1243 1246 rVB2 133369 121172 1.19% 0.189%
23 9.445 1246 1251 1253 rBV3 84438 117314 1.15% 0.183%
24 9.510 1258 1262 1263 rVvV2 239840 299860 2.94% 0.469%
25 9.527 1263 1265 1270 rVvV2 308878 324102 3.18% 0.506%

26 9.722 1295 1298 1302 rVV 884530 750806 7.36% 1.173%
27 9.810 1309 1313 1318 rVB 1023555 1070777 10.50% 1.673%
28 9.957 1334 1338 1339 rBV3 81862 107972 1.06% 0.169%
29 9.974 1339 1341 1344 rVvV2 113001 105947 1.04% 0.166%
30 10.039 1349 1352 1356 rVV3 186094 241191 2.37% 0.377%

31 10.216 1379 1382 1385 rVV 837485 745597 7.31% 1.165%
32 10.433 1415 1419 1422 rBV 268769 348391 3.42% 0.544%
33 10.610 1445 1449 1460 rBV 1348887 1639616 16.08% 2.562%
34 10.692 1460 1463 1467 rBV 794582 817942 8.02% 1.278%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.880 1492 1495 1499 rVvVv 86239 112761 1.11% 0.176%

36 11.139 1536 1539 1541 rBV 628334 483099 4.74% 0.755%
37 11.163 1541 1543 1550 rVB 201235 248525 2.44% 0.388%
38 11.304 1563 1567 1574 rBV 857435 916656 8.99% 1.432%
39 11.563 1608 1611 1614 rBV 442451 361432 3.54% 0.565%
40 11.674 1625 1630 1633 rVB 4304439 4637569 45.48% 7.246%

41 11.816 1651 1654 1657 rBVY 298219 277250 2.72% 0.433%
42 11.845 1657 1659 1663 rVB 115024 111649 1.09% 0.174%
43 11.968 1677 1680 1683 rBVY 334418 324255 3.18% 0.507%
44 12.374 1742 1749 1751 rBV2 4653298 10198006 100.00% 15.934%
45 12.398 1751 1753 1757 rVV2 4674601 5366696 52.62% 8.385%

46 12.433 1757 1759 1761 rVV3 108166 112897 1.11% 0.176%
47 12.463 1761 1764 1768 rVB 2465191 2157245 21.15% 3.371%
48 12.504 1768 1771 1773 rBY 362466 437647 4._.29% 0.684%
49 12.527 1773 1775 1781 rVV2 482607 634876 6.23% 0.992%
50 12.598 1785 1787 1790 rBV 169980 156769 1.54% 0.245%

51 12.698 1802 1804 1807 rBV2 269154 257755 2.53% 0.403%
52 12.733 1807 1810 1812 rBV 205745 177031 1.74% 0.277%
53 12.886 1832 1836 1839 rVB 1951636 1805684 17.71% 2.821%
54 13.021 1856 1859 1861 rBV 295681 262283 2.57% 0.410%
55 13.086 1868 1870 1872 rBV2 159753 144652 1.42% 0.226%

56 13.186 1884 1887 1889 rBV 303253 293138 2.87% 0.458%
57 13.757 1982 1984 1986 rBV 178992 122383 1.20% 0.191%
58 13.857 1998 2001 2006 rBV2 224323 347309 3.41% 0.543%
59 13.957 2015 2018 2022 rBV 672127 735461 7.21% 1.149%
60 14.798 2158 2161 2166 rVB 498898 632509 6.20% 0.988%

61 15.427 2265 2268 2275 rVB 460581 663859 6.51% 1.037%

Sum of corrected areas: 64002829
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Data Path :

Data File : BF101
Aca On - 4 Ja
Operator : SJ/JU
Sample - J1012
Misc :

ALS Vial : 10

Quant Method
Quant Title

TIC Library : C
TIC Integration P

LSC Report - Integrated Chromatogram

894.D
n 2018 16:47

-15

Sample Multiplier: 1

:\DATABASE\NIST11.L
arameters: LSCINT.P

Z:\HPCHEM1I\BNA F\DATA\BF010418\

> Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

4000000

3000000

2000000

1000000

TIC: BF101894.D

5.40

5.00

6.55

6.42

6.92

7.35

o=
Time-->

5.00

5.50

Abundance

4000000

3000000

2000000

9.13

TIC: BF101894.D

112.46

1000000
2
0 )
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: BF101894.D
4000000
3000000
2000000
13.96 14.80
15.43
31758
1000000
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\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.00 11.18 ng 516339 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (4.998 min): BF101894.D (-491) (-) m/z 43.00 100.00%
a3
59
5000
1o 460 480 500 520 5.40
O Sl G088 W/z 59.00  58.83%
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
5000 R UL AR R I
59 460 4.80 500 5.20 5.40
m/z 101.00 17.33%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 14 .86%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl- e el
59 460 480 500 520 5.40

m/z 41.05 9.51%

5000
a1 101
15 \\3\1 \‘H 1, 69 83

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 unknown6.55 Concentration Rank 4

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

6.55 74.30 ng 3431370 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 759 (6.551 min): BF101894.D (-754) (-) m/z 132.00 100.00%
5000 68
40 % 6.20 640 6.60 680
54 . . . .
o [ L Weus .+ m/z 68.05 39.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.92%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.20 640 6.60 680
5000 m/z 66.00 26 .36%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 15.39%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Tridecane Concentration Rank 17

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

8.63 9.20 ng 529473 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64

Abundance Scan 1112 (8.627 min): BF101894.D (-1108) (-) m/z 57.05 100.00%
a3 Y
71
5000
85 quw
99 8.20 8.40 8.60 8.80 9.00
o...,....l,':..|,.."..,:‘...'-',.??2.,1.2.6..17‘.1.1.“?“3,....15.“.‘..,....,.... m/z 43.05 80.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 37
71
5000 NSRS R
85 8.20 8.40 8.60 8.80 9.00
29 m/z 71.10 52.66%
oL 15 N L L ‘ 99 113 127 141 155 184
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 ¥
8.20 8.40 8.60 8.80 9.00
5000 71 m/z 41.10 37.08%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 120 150 160 180 200 250
Abundance #48837: Nonane, 5-butyl- R B e man LA
43 57 71 8.20 8.40 8.60 8.80 9.00
m/z 85.10 31.59%
85
5000 126
o I “ L9 12 | 140 155 184
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 250 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Tetradecane Concentration Rank 12

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

9.19 13.74 ng 735668 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Undecane. 2.3-dimethyl- 184 C13H28 017312-77-5 83
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 68
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 1208 (9.192 min): BF101894.D (-1204) (-) m/z 57.10 100.00%
a3
71

5000
8 WWM

—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
8.80 9.00 9.20 9.40 9.60

99 113126 140 155 169

0 .,....','...|!,.."..,-:...'-',....,....,....,.... | | m/z 43.05  79.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57
43
71
5000 85 L R e
29 8.80 9.00 9.20 9.40 9.60
9 m/z 71.05 55.62%
113 198
o L L Tt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
8.80 9.00 9.20 9.40 9.60
5000 71 m/z 41.05  37.05%
85
29
o 99 113 127 141 155 169 183 197 226
R R e e T e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48855: Undecane, 2,3-dimethyl- R AL o B B S e
43 57 8.80 9.00 9.20 9.40 9.60
7 m/z 85.05 34.06%
5000 85
29 ‘ %
ob bl b 1t 125 M e
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Hexadecane Concentration Rank 9

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

9.72 14.02 ng 750806 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 68
4 Undecane 156 C11H24 001120-21-4 59
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59

Abundance Scan 1298 (9.722 min): BF101894.D (-1295) (-) m/z 57.05 100.00%
57
- i Lgmj
AR SR SRR
3 113 9.40 9.60 9.80 10.00
o I ,|. b g s AH100 88 212 m/z 43.10 75.14%
m/z--> 50 100 150 200 250 300
Abundance #83025: Hexadecane
57
5000 RS SRR RN R
g5 9.40 9.60 9.80 10.00
29 m/z 71.10 57.07%
ol Do) s se w0 1o o
UL L DL L L AL L L
m/z--> 50 100 150 200 250 300
Abundance
57
940 9.60 9.80 10.00
5000 85 m/z 85.10 36.52%
29
113 141 169 198
Ot e e e T T
m/z--> 50 100 150 200 250 300 '
Abundance #178298: Bacchotricuneatin ¢ R AR RARa s Raa
T 5112 9.40 9.60 9.80 10.00
m/z 41.10 33.46%
5000
132
o HH\H‘ 1131?1 216 245 312 342 N»VNANJ\AqﬁJ
m/z--> 50 Io 250 300 ' 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.69 17.85 ng 817942 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
3 Undecane. 2.10-dimethvl- 184 C13H28 017301-27-8 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 64

Abundance Scan 1463 (10.692 min): BF101894.D (-1460) (-) m/z 57.05 100.00%

57

5000
4
113 10.40 10.60 10.80 11.00
141
ol 168183 211 240 m/z 43.10 69.51%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB
1040 10,60 10.80 11.00
4 m/z 71.10 61.00%
. s | a0 19 o s oo
”w”.w””,””“.”“”.“”w”.w””,””.”..”..”.””,””.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e A A i
10.40 10.60 10.80 11.00
5000 A 85 m/z 85.10 39.19%
140
o 113 155 182 505 206
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48884: Undecane, 2,10-dimethyl- A B B Bt
43 10.40 10.60 10.80 11.00
m/z 41.05 31.84%
5000 1
2 99 141
Y NN eSO i A AR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1040 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.14 10.54 ng 483099 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 80
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 1539 (11.139 min): BF101894.D (-1536) (-) m/z 57.05 100.00%
g7
5000 85
4 J
113 10.80 11.00 11.20 11.40
0 ...,....-,'...|,.."..,....',...'.,.~..?‘,‘.1...,??.9. LT e m/z 43.10  67.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85 )
5000 U AR IARRR
4 mmnmnmnm
m/z 71.10 61.21%
0 LI “ 1%3 L 41 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57 J
o 10.80 11.00 11.20 11.40
5000 m/z 85.10 40.26%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 j
Abundance #83025: Hexadecane T e T T
57 10.80 11.00 11.20 11.40
m/z 41.05 29.81%
5000
4 85
0 26 L L ‘ 113 141 160184 226 .
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 300 10,80 11.00 1120 11.40

8270-BF121417 .M Fri Jan 05 12:51:42 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.67 101.19 ng 4637570 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1629 (11.668 min): BF101894.D (-1625) (-) m/z 74.05 100.00%
2
87
5000 43
Tl | sz igram N TR
Ot ol il 107 | A57IT 0199218 28 210 | 7z 87.05  70.69%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L B UL SR L
43 11.40 11.60 11.80 12.00
7 143 m/z 43.10 36.98%
mz-> 20 4'0 6|0 80 1(')0 150 140 160 180 200 220 24'10 260
Abundance
74
87 11,40 11.60 11.80 12.00
5000 43 m/z 55.10 29.48%
29 | o7 143
ok, 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester T T
74 11,40 11.60 11.80 12.00

m/z 41.05 27 .43%

87
5000, 43
! 143 155
|| L) ) 1011151297 15717119109 228

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00

o

8270-BF121417 .M Fri Jan 05 12:51:43 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.37 222.51 ng 10198000 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
Abundance Scan 1748 (12.368 min): BF101894.D (-1742) (-) m/z 67.05 100.00%
67 g1
41
5000
109
1501644 7g 263 204 12.00 12.20 12.40 12.60
o — 192206220234 m/z 81.05 84.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
12.00 12.20 12.40 12.60
109 m/z 55.05 66.44%
oh, I 123 149164178
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
41 81 NN AN SUURRE
95 12.00 12.20 12.40 12.60
5000 m/z 95.10 56.99%
109
0l.26 123 1016417 223 263 279294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- IEEEEE B
n 67 12.00 12.20 12.40 12.60
81 m/z 41.10 56.80%
5000 95
0 ‘ L] T e 164178107 220934 263
m/z--> 25 45 60 80 160 150 110 160 180 200 220 240 2éo 2éo ' 1250 1250 1£4o 12%0 '

8270-BF121417 .M Fri Jan 05 12:51:43 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.40 117.09 ng 5366700 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 50
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 49
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 47
4 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 47
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 47

Abundance Scan 1753 (12.398 min): BF101894.D (-1751) (-) m/z 79.10 100.00%

41

5000
12.00 12.20 12.40 12.60 12.80
0 m/z 41.10 90.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester
55
5000 | NI LI L L L LB LB L
12.00 12.20 12.40 12.60 12.80
m/z 55.10 62.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R A EEEERE RS
74 12.00 12.20 12.40 12.60 12.80
5000 or m/z 264.25 60.26%
29 264
222

123
138153 180 507" 245 | 979296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141306: 9-Octadecenoic acid, methyl ester, (E)- e
56 74 12.00 12.20 12.40 12.60 12.80

m/z 74.10 50.71%

5000

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80

8270-BF121417 .M Fri Jan 05 12:51:44 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Methyl stearate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.46 47 .07 ng 2157250 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91

Abundance Scan 1764 (12.463 min): BF101894.D (-1761) (-) m/z 74.00 100.00%
!
5000 43
143 255 112.20 12.40 12,60 12.80
199 . . . .
0 ...,....,'....',..|'..,'.!..',..1.1.‘?..'..,l... 20 2B hy7 87.05  73.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methyl stearate
74
5000 43 L SN BN SULRLN I
12.20 12.40 12.60 12.80
143 298 m/z 43.10 40.34%
0 2? ‘ il ‘\‘ \\9\7 115 | 171 . 19\9 227 25\5\
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 360
Abundance
74
112.20 12.40 12.60 12.80
5000 m/z 55.10 28.87%
5 143
o 29 101 455 171 Py 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107595: Pentadecanoic acid, methyl ester T
74 12.20 12.40 12.60 12.80
m/z 41.10 25.29%
5000
18 143 256
o\\gw\“’lﬂ e e | Ul
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12.40 12,60 12.80

8270-BF121417 .M Fri Jan 05 12:51:44 2018

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 9,12-Octadecadienoic acid (... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.50 9.55 ng 437647 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 90
2 cis-7-Dodecen-1-ol 184 C12H240 020056-92-2 80
3 Cvclooctene. 3-methvl- 124 C9H16 013152-05-1 70
4 6-Tridecane 180 C13H24 042371-66-4 64
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 64

Abundance Scan 1770 (12.498 min): BF101894.D (-1768) (-) m/z 57.10 100.00%

5000

;

12.20 12.40 12.60 12.80
m/z 67.00 80.45%

0 13157 149 168152106 213 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)-

41

I T T I
12.20 12.40 12.60 12.80

109 m/z 43.10 69.52%

123
138152167182196 222236 256 280

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41
R I B
67 12.20 12.40 12.60 12.80
5000 81 m/z 41.05 68.69%
95
109
o 26 123138 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10648: Cyclooctene, 3-methyl- T
67 81 12.20 12.40 12.60 12.80
m/z 55.05 67.14%
41
5000 926
124
o 110
- IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF121417 .M Fri Jan 05 12:51:45 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 unknownl12.53 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.53 13.85 ng 634876 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 47
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 47
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 47
4 Cvclododecanemethanol 198 C13H260 001892-12-2 46
5 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 38
Abundance Scan 1775 (12.527 min): BF101894.D (-1773) (-) m/z 55.00 100.00%

55
69
5000
RN AR AR UGS

292 12.20 12.40 12.60 12.80

o 239 m/z 69.10 73.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid

55 g9

:

5000

12.|20 12.I40 12.|60 12.I8O
264 m/z 83.10 58.10%

111

137
0 Bliee1g) 207222 46
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
e R
69 12.20 12.40 12.60 12.80
5000 o7 m/z 97.10 50.19%
29 1 264
oL15 137151 180 207222 246 7 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I I

Abundance #129357: trans-13-Octadecenoic acid e
12.20 12.40 12.60 12.80

m/z 41.10 50.00%

5000

111

:

137151 180

207222 246 264 282
T e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF121417 .M Fri Jan 05 12:51:46 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Methyl 5,11,14-eicosatrienoate Concentration Rank 20

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

13.02 7.13 ng 262283 Chrysene-di12 13.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 91

2 Bicvcloll10.1.01tridec-1-ene 178 C13H22 054766-91-5 86

3 7-Hexadecvn-1-ol 238 C16H300 000822-21-9 83

4 Cis-4-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-2 68

5 1,5-Cyclododecadiene, (E,Z)- 164 C12H20 019428-99-0 53
Abundance Scan 1859 (13.021 min): BF101894.D (-1856) (-) m/z 67.00 100.00%

a7

5000

12.80 13.00 13.20 13.40
m/z 81.00 79.17%

0 3219235 263 288

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161551: Methyl 5,11,14-eicosatrienoate

12.I80 13.IOO 13.I20 13.I40
m/z 41.10  66.24%

5000

5250 271289 320

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 67
R S N EaEmE s
12.80 13.00 13.20 13.40
5000 93 m/z 55.10 65.73%
121
26 149 178

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

Abundance #92513: 7-Hexadecyn-1-ol RS EmmEs o L
12.80 13.00 13.20 13.40

m/z 79.00 64.32%

5000

0 194 221238
L TTrTT I TTrTT I TTTT I TTr T I 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF121417 .M Fri Jan 05 12:51:46 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Eicosanoic acid, methyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.19 7.97 ng 293138 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 96
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 96
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
4 Methyl stearate 298 C19H3802 000112-61-8 95
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
Abundance Scan 1888 (13.192 min): BF101894.D (-1884) (-) m/z 74.00 100.00%

5000

143 283
12.80 13.00 13.20 13.40 13.60

m/z 87.00 78 .95%

171 199216 241 o4

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester

” ]

5000
12.80 13.00 13.20 13.40 13.60
43 143 326 m/z 43.10 48.92%
283
T e P T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
R B
12.80 13.00 13.20 13.40 13.60
5000 m/z 57.10 45_40%
43 97 143 g5 298
0l 18 115 171 199 227 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester B B E e
74 12.80 13.00 13.20 13.40 13.60
m/z 55.00 32.16%
5000
43
143 oy 284
97 185
0...Eu”ﬂ”.w.$ﬂju..h}fsuh.k”.¥§?.J”..?}?..”\”??Z.” W e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. 00 13 20 13. 40 13. 60

8270-BF121417 .M Fri Jan 05 12:51:47 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 Docosanoic acid, methyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.86 9.44 ng 347309 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 89
2 Methvl stearate 298 C19H3802 000112-61-8 83
3 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 58
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 52
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 52

Abundance Scan 2002 (13.862 min): BF101894.D (-1998) (-) m/z 57.10 100.00%
57
5000 85
111 ]_43 219 311 375 13.60 13.80 14.00 14.20
o34 ”\L i 708189 S0 295280 PUU93834SDY . Tm/z 43.10  58.37%
m/z--> 50 100 150 200 250 300 350
Abundance #186932: Docosanoic acid, methyl ester
74
2000 4 354 ' 13.60 13.80 14.00 14.20
. 143 a1l m/z 71.10 56.70%
o Iu‘l .“ - ‘U .“‘”.“‘l‘ Jlrlle'\l "I 171 I]_99I ?27|2|5|5|2|8:? ! .‘ e I" ]
m/z--> 50 100 150 200 250 300 350
Abundance
74
' 13.60 13.80 14.00 14.20
5000 m/z 85.10 40.53%
43
143
97 199 255 298
ol15 116 171 227
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #166218: Eicosanoic acid, methy! ester B EERR Bam e L
7h 13.60 13.80 14.00 14.20
43 m/z 55.05 22.10%
5000
143
AEd \ LAy ws, | a7 199 227 255 283
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 3&1;0 ' 13. 60 13. 80 14. 00 14'20

8270-BF121417 .M Fri Jan 05 12:51:47 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101894.D

Aca On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample : J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 7

R.T. EstConc Area Relative to ISTD R.T.
14.80 19.06 ng 632509 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.N-Dimethvloctvlamine
.N-Dimethvl-2-cvclohexvloxvethyv. ..

157
171

C10H23N
C10H21NO

007378-99-6 80
071126-60-8 72

027421-70-1 64
028056-87-3 50
289660-53-3 50

-Hexanamine. 2-ethvIl-N.N-dimethyl- 157 C10H23N

1N
2N
3 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S
4 1
5 Benzamide, 5-bromo-2-hydroxy-N-(... 300 C12H17BrN202

Abundance Scan 2161 (14.798 min): BF101894.D (-2158) (-) m/z 58.10 100.00%
58
5000 JL
1440 14.60 1480 15.00 15.20
84 157 : : : :
Ol SR gl 11213450477 213236 267 307 344304384 | sz 72.10 6.73%
m/z--> 0 50 100 150 200 250 300 350
Abundance #29185: N,N-Dimethyloctylamine
58
5000 | NI LI L L L LB LB L
14.40 14.60 14.80 15.00 15.20
m/z 41.10 5.37%
29 | 84 128 7
ot e
m/z--> 0 50 100 150 200 250 300 350
Abundance
58
R e R E e o R
14.40 14.60 14.80 15.00 15.20
5000 m/z 59.10 5.07%
30 82 171
O T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate R e e e L
58 14.40 14.60 14.80 15.00 15.20
m/z 157.10 4_.13%
- rW\L
101
4 3|\OHL d g 144
o+t R S e e S L S
m/z--> 0 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010418\
Data File : BF101894.D

Acq On : 4 Jan 2018 16:47

Operator : SJ/JU

Sample - J1012-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 11.2 ng 516339 1 6.77 923607 20.0
unknown6 .55 6.55 74.3 ng 3431370 1 6.77 923607 20.0
Tridecane 8.63 9.2 ng 529473 2 8.05 1150700 20.0
Tetradecane 9.19 13.7 ng 735668 3 9.80 1070780 20.0
Hexadecane 9.72 14.0 ng 750806 3 9.80 1070780 20.0
Heneicosane 10.69 17.9 ng 817942 4 11.30 916656 20.0
Heptadecane 11.14 10.5 ng 483099 4 11.30 916656 20.0
Hexadecanoic acid... 11.67 101.2 ng 4637570 4 11.30 916656 20.0
9,12-Octadecadien... 12.37 222.5 ng 10198000 4 11.30 916656 20.0
13-Octadecenoic a... 12.40 117.1 ng 5366700 4 11.30 916656 20.0
Methyl stearate 12.46 47.1 ng 2157250 4 11.30 916656 20.0
9,12-Octadecadien... 12.50 9.6 ng 437647 4 11.30 916656 20.0
unknownl12 .53 12.53 13.9 ng 634876 4 11.30 916656 20.0
Methyl 5,11,14-ei... 13.02 7.1 ng 262283 5 13.96 735461 20.0
Eicosanoic acid, ... 13.19 8.0 ng 293138 5 13.96 735461 20.0
Docosanoic acid, ... 13.86 9.4 ng 347309 5 13.96 735461 20.0
N,N-Dimethyloctyl... 14.80 19.1 ng 632509 6 15.43 663859 20.0
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