LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

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-BF022218.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 2.152 6 11 24 rVB 262802 372035 9.93% 1.090%
2 5.116 512 515 525 rBV 90727 129763 3.46% 0.380%
3 5.504 576 581 602 rBVY 3443168 3727780 99.50% 10.922%
4 6.510 748 752 765 rBVY 3004811 3746454 100.00% 10.977%
5 6.645 771 775 779 rBY 3318764 3367171 89.88% 9.866%
6 6.875 810 814 821 rBVY 1109682 928341 24.78% 2.720%
7 7.028 836 840 844 rBVY 2542464 2485725 66.35% 7.283%
8 7.440 906 910 925 rBVY 2221651 2437635 65.07% 7.142%
9 8.157 1028 1032 1052 rVB 1304896 1305456 34.85% 3.825%
10 9.234 1210 1215 1223 rBvV 2605079 2716642 72.51% 7.960%
11 9.298 1223 1226 1230 rVB 100708 93924 2.51% 0.275%
12 9.498 1256 1260 1265 rBV3 68453 58931 1.57% 0.173%
13 9.563 1265 1271 1276 rBv4 66008 87009 2.32% 0.255%

14 9.622 1276 1281 1287 rBV 237608 300722 8.03% 0.881%
15 9.828 1312 1316 1320 rVB 177754 164939 4._.40% 0.483%

16 9.916 1327 1331 1343 rVB 1389325 1297610 34.64% 3.802%

17 9.998 1343 1345 1348 rBV2 53173 42990 1.15% 0.126%
18 10.063 1352 1356 1359 rBV2 38189 40496 1.08% 0.119%
19 10.151 1369 1371 1376 rBV3 44964 40292 1.08% 0.118%

20 10.328 1398 1401 1404 rVB 228678 182267 4.87% 0.534%

21 10.551 1434 1439 1441 rBV 68978 76279 2.04% 0.223%
22 10.710 1462 1466 1475 rBV 1635160 1705682 45.53% 4.998%
23 10.804 1479 1482 1491 rVB 192159 236555 6.31% 0.693%
24 11.251 1555 1558 1561 rBV 121417 100537 2.68% 0.295%
25 11.410 1581 1585 1587 rBV 1210115 1059796 28.29% 3.105%

26 11.433 1587 1589 1593 rVB 154341 156150 4_.17% 0.458%
27 11.780 1645 1648 1652 rVB 181672 142852 3.81% 0.419%
28 11.922 1668 1672 1674 rBV2 171470 170283 4 _55% 0.499%
29 12.092 1697 1701 1709 rVB2 70892 94387 2.52% 0.277%
30 12.469 1761 1765 1767 rBV 632001 5563223 14.77% 1.621%

31 12.492 1767 1769 1775 rVB 439571 401512 10.72% 1.176%
32 12.575 1780 1783 1788 rVB 100317 103357 2.76% 0.303%
33 12.627 1788 1792 1794 rBV 201424 176782 4.72% 0.518%
34 12.657 1794 1797 1800 rVB 128249 124648 3.33% 0.365%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

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-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.710 1803 1806 1811 rBV3 55506 68751 1.84% 0.201%

36 12.857 1825 1831 1837 rVB 172140 204198 5.45% 0.598%
37 12.992 1850 1854 1857 rBV 1723516 1542180 41.16% 4.518%

38 13.386 1918 1921 1924 rBV5 43876 55702 1.49% 0.163%
39 13.422 1924 1927 1930 rVVv2 55482 63357 1.69% 0.186%
40 13.486 1936 1938 1944 rVB2 38448 39281 1.05% 0.115%

41 13.874 2000 2004 2009 rBV2 282827 341222 9.11% 1.000%
42 14.063 2031 2036 2039 rBV 750066 845164 22.56% 2.476%
43 14.086 2039 2040 2047 rVB 121836 95788 2.56% 0.281%
44 14.510 2109 2112 2119 rBV2 116693 172087 4_59% 0.504%
45 15.127 2214 2217 2219 rBVY 83755 105789 2.82% 0.310%

46 15.163 2219 2223 2226 rVB 371653 410440 10.96% 1.203%
47 15.439 2268 2270 2275 rVB 56549 59748 1.59% 0.175%
48 15.568 2286 2292 2298 rBVY 475559 720753 19.24% 2.112%
49 15.992 2360 2364 2370 rVB 347816 537104 14.34% 1.574%
50 18.486 2784 2788 2794 rBV9 89367 240617 6.42% 0.705%

Sum of corrected areas: 34130406
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF103363.D
5(50 6,65

3000000 6.51

7.03
2500000
7.44

2000000

1500000

6.87
1000000

500000

i s || N

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF103363.D

3000000

9.23
2500000

2000000 12.99

10.71

1500000

1000000

500000

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: BF103363.D

3000000

2500000

2000000

1500000

1000000 14.06

500000

o T T T T T T

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\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.15 8.02 ng 372035 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 11 (2.152 min): BF103363.D (-6) (-) m/z 73.00 100.00%
7B
5000 43
55
87
37 &7 79 2.20 2.30 2.40 2.50 2.60
el ST T Tmzz 43.00  42.02%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HAAE AR AR RN A R
43 O 2.20 2.30 2.40 2.50 2.60
87 m/z 55.00 30.77%
"'I""I""I"'H“??'j ‘ ‘49'"'?4'§?H'l"I""I"”%Q%"I
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
73
1220 2.30 2.40 250 2.60
5000 m/z 87.10 22 .19%
43
2 15 29 36 53 59 66 83
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- R A Mamm
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12._.47%
5000 43
58
29 ‘ 87
”'I”"P"W"M““”'I“"P"W"”I'“'I”"P"W"”I R R R U U U
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.12 2.80 ng 129763 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23

Abundance Scan 516 (5.122 min): BF103363.D (-512) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 500 5.20 5.40
...,....,....,....','!...,“?3.-:'!1..‘?7.,....,??..,...~.,|....,. m/z 59.00 63.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.00 19.90%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 58.00 17.95%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
50 480 500 5.20 5.40
m/z 40.95 9.56%
5000 41
31
| LT
"'I'}é'I"'MI""MIM"IéﬁlL""'i""l""I' '??I""I' AR SR R R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 unknown6.65 Concentration Rank 1

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

6.65 72.54 ng 3367170 1,4-Dichlorobenzene-d4 6.87
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103363.D (-771) (-) m/z 132.00 100.00%
5000 68
6 rTTTyTTTT T T T T T T T T
40 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
SR I 01 A - A M - N m/z 67.95 38.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U UL A L
6.40 6.60 6.80 7.00
78 m/z 134.00 33.41%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 26.33%
33 44 97 105

70 78
51 60 86 115

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\ L
Abundance #14491: 5-Aminoindole e e
132 6.40 6.60 6.80 7.00
m/z 69.00 14.64%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 15

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

9.83 2.54 ng 164939 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Tetratetracontane 619 C44H90 007098-22-8 83

Abundance Scan 1316 (9.828 min): BF103363.D (-1312) (-) m/z 57.00 100.00%
57
43
5000
99 9.60 9.80 10.00 10.20
LB 17141 159 m/z 43.00 66.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 o
5000 & IR A RN LN U
g5 9.60 9.80 10 00 10. 20
29 m/z 71.00 49 .36%
| L L w 99 113 127 141 155 169 183 lo7 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 85 m/z 41.00 32.37%
29
15 9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #48835: Tridecane L B
43 97 9.60 9.80 10.00 10.20
m/z 85.00 32.10%
71
5000
85
29
5 | L P
||||||||||||||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.80 4_.46 ng 236555 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Eicosane 282 C20H42 000112-95-8 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 1481 (10.798 min): BF103363.D (-1479) (-) m/z 57.00 100.00%
57
43 7
5000 J
99 10.40 10.60 10.80 11.00 11.20
113127
0 14115169 m/z 43.00 69.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105885: Octadecane
57
43
71
5000 85 R U IR BRI
10. 40 10 60 10. 80 11. 00 11. 20
29 99 m/z 71.00 62.45%
| L L ] 1}3127141155169183197211225239254
m/z--> 25 45 eb ab 160 150 140 160 180 200 220 240 2éo 2éo
Abundance
57
43 LRI SRR SN B
71 10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.05 36.17%
29
15 %9113127141155160 198
WWWWTWWTWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 J
Abundance #129492: Eicosane e B E R a u e Rt
57 10.40 10.60 10.80 11.00 11.20
43 m/z 41.00 29.67%
71
5000
85
29 %
J L h Lo 1}3127141155169183197211225239253 282
m/z--> 25 45 eb ab 160 120 140 160 180 200 220 240 260 2éo 1040 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecanoic acid, methyl e... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.70 ng 142852 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
Abundance Scan 1648 (11.780 min): BF103363.D (-1645) (-) m/z 74.00 100.00%
74
5000 43
| T 1 2 Tt g
8 171185199 : : ' :
0 ...,....-,'...~:|'|,..|'..,l.~!.~.=,'..1.1.?..'..,[..1?,7.... pioas e 20 “h/z 87.00  69.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methy! ester
74
5000 e
43 11. 40 11. 60 11. 80 12.00
29 7 m/z 43.00 37.26%
1\5 \‘ ‘\ T\‘\ ! ‘ L, 8 L 11512\9 ‘ 157171185199213227241 27\0
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 250 260
Abundance
74
11.40 1160 11.80 12.00
5000 43 m/z 55.00 28.82%
29 57

97 111 1291%3157171185109013227041 270
wﬁwﬁwﬁmﬁwﬁm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #84486: Tridecanoic acid, methyl ester A B o
T4 11.40 11.60 11.80 12.00
m/z 41.00 23.31%
5000
?7 8 129143 185 228
‘d 1. 111 157171-9°199 ‘
N SN R Amamaa T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.21 ng 170283 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1672 (11.922 min): BF103363.D (-1668) (-) m/z 60.00 100.00%
6o 73
5000
129
97 115 R e e AL
Ll ﬂ 143157171185 o 213 oeg 11.60 11.80 12.00 12.20
SN | I m/z 43.00 94.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 UL B SULBSN B SRR

11:60 11.80 12.00 12.20
m/z 72.95 93.31%

213
143 157171185 199

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

Abundance
43 60 73 R N

11.60 11.80 12.00 12.20

5000 129 m/z 57.00 83.31%
29 g7 115 1
185 214
5 101 143157 168 kMNﬂLmANWMAF
LA B o B AmEEEREE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid AR e R RE
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 78.69%
5000 129
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 10 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.47 10.44 ng 553223 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methyv... 294 C19H3402 017309-05-6 99
4 12.15-Octadecadienoic acid. meth... 294 C19H3402 057156-97-5 97
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 95

Abundance Scan 1765 (12.469 min): BF103363.D (-1761) (-) m/z 67.00 100.00%

67

5000

!

12.20 12.40 12.60 12.80
m/z 81.00 78.96%

135150

177 206221237 263 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67

L

12.20 12.40 12.60 12.80
m/z 55.00 72.74%

5000

263 294

178 196 220237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
41 e
05 12.20 12.40 12.60 12.80
5000 m/z 41.00 52.88%
26 13510 178 223 263579294
mmﬂﬂmrrmwmwm
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)- e
4 67 12.20 12.40 12.60 12.80
m/z 95.00 52.33%
5000 95

F

110 294
T‘A " 135150 178195 220 237 263 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 15-Octadecenoic acid, methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.49 7.58 ng 401512 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 91
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 90
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 90
Abundance Scan 1769 (12.492 min): BF103363.D (-1767) (-) m/z 55.00 100.00%

41
5000
137 159 180 06222 112.20 12,40 12,60 12.80

o} m/z 41.00 58.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

:

12.I20 12.I40 12.I60 12.I80
m/z 69.00 58.00%

5000

m/z-->
Abundance
55
41 e SRS Rma e ma
74 12.20 12.40 12.60 12.80
5000 m/z 74.00 50.83%
97
11 264
2f 138152 180 57222534 278 296

Wmmm@wmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
5 12.20 12.40 12.60 12.80

m/z 86.95 46.23%

74
5000

264

138152

180 0722236 278 296

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.07 ng 341222 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 1-Hexadecanesulfonvl chloride 324 C16H33CIl02S 038775-38-1 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 2003 (13.869 min): BF103363.D (-2000) (-) m/z 57.00 100.00%
g7
83
5000
111
l 39 226 | 13.60 13.80 14.00 14.20
A e | e | TW/Z 43.00  84.46%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 LRI BN SUULN S B
13 60 13. 80 14. oo 14 20
29 1 m/z 55.00 75.85%
168196
--|‘ h‘hh%g ”L||2|2\7258 e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
o7 | 13.60 13.80 14.00 14.20
5000 m/z 83.00 62.81%
125
29 169195222250278308336 381 532
miz--> 0 55 160 1%0 200 250 300 3%0 460 4%0 560 '
Abundance #217811: Pentafluoropropionic acid, octadecy! ester L e ELLELELE B e o
57 13.60 13.80 14.00 14.20
97 m/z 69.00 56.46%
5000
125
29
I, l 153182 224252 297 398
miz--> 0 5'0 1c')o 1&1;0 200 250 300 3&1;0 4(')0 4%0 5(')0 ' 13 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .51 4.07 ng 172087 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 89
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 2112 (14.510 min): BF103363.D (-2109) (-) m/z 57.00 100.00%

57

5000 85

%

14.20 14.40 14.60 14.80

127
10 185 180 202 230 258 282 302 322
e 3 b 09 Y195 180 202 230 298 282302322 o100 58270
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane
57
5000 LA L L L L L LB L |
85 14.20 14.40 14.60 14.80
29 m/z 43.00 54 _.99%
| L | ) M8 141 169 197 225 253 282
ST A A Vs AN A S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
S
14.20 14.40 14.60 14.80
5000 o m/z 85.00 43.94%
29

113 141 1g9 212
mﬂmmmmwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

%

Abundance #105903: Hexadecane, 7,9-dimethy!l- T
57 14.20 14.40 14.60 14.80
m/z 41.00 21.83%
0% i nw»m}wwwwuwuﬂ\NVMMWKAMRWM
126 155
4 I |\ Il \1 I ‘ | 183 211 239
At e e e ARAARaasdEasEE e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heneicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.99 14.90 ng 537104 Perylene-di12 15.57
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 Octacosane 394 C28H58 000630-02-4 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87

Abundance Scan 2364 (15.992 min): BF103363.D (-2360) (-) m/z 57.00 100.00%
57
5000 85 H
LN IR SRR SR B
113 15.60 15.80 16.00 16.20 16.40
141
b T80 107 ossoeizsaaee 0 00 60 18%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 \
85
5000 LN U SRR SR B
15.60 15.80 16.00 16.20 16.40
- 13 m/z 43.00 55.28%
J ‘\ “\ ‘hw h‘ u‘ { 1?1 ! 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
15,60 15.80 16.00 16.20 16.40
5000 m/z 85.05 43.67%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane R e L
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.28%
- v J\,R/»MJ\/\M»\‘,
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15k0 15%0 1&00 1&20 1&20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103363.D

Aca On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample : J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Caparratriene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.49 6.68 ng 240617 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 53
2 lIsoaromadendrene epoxide 220 C15H240 1000159-36-6 49
3 Lonaifolene 204 C15H24 000475-20-7 45
4 (2Z.4BE)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 38
5 _alpha.-Farnesene 204 C15H24 000502-61-4 38

Abundance Scan 2789 (18.492 min): BF103363.D (-2784) (-) m/z 95.00 100.00%
9 135
207
5000 161
18 241 315 DAL SN SN L
426 18.20 18.40 18.60 18.80
m/z 55.00 96 .44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene
1 69 95
121
5000 LI IS BN UL B
1820 18.40 18.60 18.80
191 m/z 41.00 90.76%
HMMMH\ I
m/z--> 50 200 250 300 350 400
Abundance
41
18.20 18.40 18.60 18.80
5000 93 m/z 107.00 78.91%
67
135
162 187 220
mz-> 50 100 150 200 250 300 350 400
Abundance #64268: Longifolene L LA
4 91 161 18.20 18.40 18.60 18.80
m/z 135.00 78.77%
5000 o | I 12 189
w. Ai.ﬂ..,....,....,....,....,... N
m/z--> 50 100 150 200 250 300 350 400 1820 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030218\
Data File : BF103363.D

Acq On : 2 Mar 2018 13:44

Operator : SJ/JU

Sample - J1402-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
Butane, 2-methoxy... 2.15 8.0 ng 372035 1 6.87 928341 20.0
2-Pentanone, 4-hy... 5.12 2.8 ng 129763 1 6.87 928341 20.0
unknown6 .65 6.65 72.5 ng 3367170 1 6.87 928341 20.0
Hexadecane 9.83 2.5 ng 164939 3 9.92 1297610 20.0
Octadecane 10.80 4.5 ng 236555 4 11.41 1059800 20.0
Hexadecanoic acid... 11.78 2.7 ng 142852 4 11.41 1059800 20.0
n-Hexadecanoic acid 11.92 3.2 ng 170283 4 11.41 1059800 20.0
9,12-Octadecadien... 12.47 10.4 ng 553223 4 11.41 1059800 20.0
15-Octadecenoic a... 12.49 7.6 ng 401512 4 11.41 1059800 20.0
Ethanol, 2-(tetra... 13.87 8.1 ng 341222 5 14.06 845164 20.0
Eicosane 14 .51 4.1 ng 172087 5 14.06 845164 20.0
Heneicosane 15.99 14.9 ng 537104 6 15.57 720753 20.0
Caparratriene 18.49 6.7 ng 240617 6 15.57 720753 20.0
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