LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 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-BF032818.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 2.269 27 31 37 rvB 39375 51119 3.53% 0.281%
2 5.187 522 527 537 rBV 36354 52139 3.60% 0.287%
3 5.587 591 595 619 rBV 605449 1076916 74.32% 5.928%
4 6.587 762 765 786 rBV 639967 1227990 84.74% 6.760%
5 6.728 786 789 795 rBV 984672 1140921 78.73% 6.281%
6 6.957 824 828 841 rBV 375713 576835 39.81% 3.175%
7 7.110 851 854 867 rBV 889649 954187 65.85% 5.253%
8 7.210 870 871 874 rVvv2 20461 18409 1.27% 0.101%
9 7.269 878 881 887 rVB3 20200 28735 1.98% 0.158%
10 7.522 920 924 934 rBV 437512 756193 52.18% 4.163%
11 7.898 985 988 992 rVB4 11976 14825 1.02% 0.082%
12 7.969 997 1000 1002 rBV2 30057 28825 1.99% 0.159%
13 8.198 1036 1039 1042 rBV 118380 95420 6.58% 0.525%
14 8.239 1042 1046 1051 rvVv 606774 739408 51.03% 4_070%
15 8.275 1051 1052 1056 rvVv 94917 86946 6.00% 0.479%
16 8.310 1056 1058 1066 rvVB6 26445 38471 2.65% 0.212%
17 8.428 1075 1078 1083 rVB4 20695 24704 1.70% 0.136%
18 8.516 1089 1093 1097 rVB4 34598 43478 3.00% 0.239%
19 8.633 1111 1113 1116 rBV 48487 35117 2.42% 0.193%
20 8.733 1127 1130 1132 rBV3 24903 22299 1.54% 0.123%
21 8.804 1137 1142 1147 rVV 103586 103700 7.16% 0.571%
22 8.898 1155 1158 1163 rVB4 17971 23129 1.60% 0.127%
23 9.051 1181 1184 1188 rBV3 24511 26342 1.82% 0.145%
24 9.133 1195 1198 1201 rVB2 15102 17834 1.23% 0.098%
25 9.169 1201 1204 1208 rBV3 22063 23407 1.62% 0.129%
26 9.239 1213 1216 1218 rVB 31614 27246 1.88% 0.150%

27 9.310 1224 1228 1236 rBV 1270812 1449091 100.00% 7.977%
28 9.375 1236 1239 1244 rVB 118636 122428 8.45% 0.674%
29 9.698 1289 1294 1301 rBV2 79846 123485 8.52% 0.680%

30 9.857 1316 1321 1324 rBV 19368 29062 2.01% 0.160%
31 9.904 1325 1329 1333 rVB 101689 89536 6.18% 0.493%
32 9.992 1341 1344 1357 rVB 807466 873607 60.29% 4._809%
33 10.227 1381 1384 1388 rVB4 18830 24043 1.66% 0.132%
34 10.304 1394 1397 1401 rBV6 11003 16253 1.12% 0.089%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 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-BF032818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.404 1411 1414 1416 rVB 86858 64971 4.48% 0.358%
36 10.545 1436 1438 1444 rVB3 11878 18386 1.27% 0.101%
37 10.622 1447 1451 1454 rBV 35529 39610 2.73% 0.218%

38 10.786 1476 1479 1492 rBV 583733 784605 54.14% 4_.319%
39 10.874 1492 1494 1504 rVB2 72131 111471 7.69% 0.614%

40 11.327 1568 1571 1573 rBV 35464 29349 2.03% 0.162%
41 11.351 1573 1575 1579 rVB2 23288 23193 1.60% 0.128%
42 11.492 1595 1599 1601 rBVY 558413 625436 43.16% 3.443%
43 11.569 1610 1612 1621 rVB 31296 56655 3.91% 0.312%
44 11.751 1638 1643 1646 rBV2 33946 34036 2.35% 0.187%
45 11.857 1657 1661 1666 rBVY 432651 345648 23.85% 1.903%
46 11.992 1680 1684 1687 rBV2 38962 50110 3.46% 0.276%
47 12.021 1687 1689 1695 rVB2 23774 35134 2.42% 0.193%
48 12.104 1700 1703 1706 rBV2 27356 34374 2.37% 0.189%
49 12.316 1737 1739 1745 rVB7 12364 15446 1.07% 0.085%

50 12.545 1774 1778 1780 rBV 1455910 1312989 90.61% 7.228%

51 12.568 1780 1782 1790 rVVv2 927978 926911 63.96% 5.103%
52 12.651 1792 1796 1802 rVB 167430 157430 10.86% 0.867%
53 12.710 1802 1806 1816 rBV 253675 319903 22.08% 1.761%
54 12.886 1834 1836 1839 rVB3 22817 20686 1.43% 0.114%
55 12.939 1839 1845 1851 rBV 228457 319175 22.03% 1.757%

56 13.074 1864 1868 1878 rBV 1016465 1102082 76.05% 6.067%

57 13.215 1889 1892 1894 rBV2 32273 33087 2.28% 0.182%
58 13.333 1909 1912 1915 rBV 21206 21549 1.49% 0.119%
59 13.374 1916 1919 1921 rBV2 31060 28489 1.97% 0.157%
60 13.892 2005 2007 2010 rBV3 16370 22422 1.55% 0.123%

61 13.951 2014 2017 2022 rVV2 102530 124728 8.61% 0.687%
62 14.045 2031 2033 2035 rBV2 17242 16003 1.10% 0.088%
63 14.145 2044 2050 2053 rBV2 602997 819304 56.54% 4_.510%
64 15.221 2230 2233 2236 rBV 71720 112591 7.77% 0.620%
65 15.609 2297 2299 2304 rVB 51177 64328 4._.44% 0.354%

66 15.680 2307 2311 2322 rVB2 302368 533507 36.82% 2.937%

Sum of corrected areas: 18165708
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF104109.D
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1400000
9.31

1200000

1000000

9.99
800000

8.24
10.79 11.49

600000

400000

200000

13.07

12.711 o4
12.45

DAL -~
T T T T T T T T T T

12.89 13.23%37

Nt ‘ " N A. A
0™ T T T T T
Time--> . . . . . 10.50 11.00 11.50

12.00 12.50 13.00

T
13.50

Abundance TIC: BF104109.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.73 Concentration Rank 2

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

6.73 39.56 ng 1140920 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 789 (6.728 min): BF104109.D (-786) (-) m/z 132.00 100.00%
32
5000 68
96 ISR SRS R R
40 7 54 61 | 75 85 | 104 112 6.40 6.60 6.80 7.00
..P”.P”.P.uw.np.np.”..”,””,””,“”,””,“”,h”,“ m/z 68.05 37 .60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32 .58%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 640 6.60 6.80 7.00
5000 m/z 66.00 22 _.67%
3144 51 8
mmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 96.00 14 _.66%
5000
104
51 66
14 27 37 4491 58 | 5,89 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

8270-BF032818.M Mon Apr 02 16:20:03 2018 Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Tridecane Concentration Rank 9

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

8.80 2.80 ng 103700 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetradecane 198 C14H30 000629-59-4 83
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 81

Abundance Scan 1141 (8.798 min): BF104109.D (-1137) (-) m/z 57.00 100.00%
43 57
71
5000
85
| 96 10 121133 8.40 8.60 8.80 9.00 9.20
S | - L= | m/z 43.05 89.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
43 57
5000 1 ARSI RREE SRR
8.40 8.60 8.80 9.00 9.20
29 85 m/z 71.05 59.08%

Ay “ 99 113 127 141 155 184

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

Abundance
57
43 R e e AR
71 8.40 860 8.80 9.00 9.20
5000 a5 m/z 41.05 40.11%
29 141
% 113 169
R s A s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R EREEmEmas
43 57 8.40 8.60 8.80 9.00 9.20
m/z 85.10 29.99%
5000 &
85
29
| L L 99 113127 141 155 169 183 197 226
R L L B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 840 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Tetradecane Concentration Rank 11

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

9.90 2.05 ng 89536 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1328 (9.898 min): BF104109.D (-1325) (-) m/z 57.05 100.00%
g7

5000

123137 159 193 9.60 9.80 10.00 10.20
m/z 43.00 73.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71
5000 85 L I L B
9.60 9.80 10.00 10.20
29 m/z 71.10 69.64%
99
s L sy 18
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57 T T T T T
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.10 41.67%
9
29 99 118127141155168 197 231 261
T T T T e e e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane T e
57 9.60 9.80 10.00 10.20
43 m/z 41.05 39.00%
71
5000 85
\ L Lo | 113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 980 10 00 10. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.56 ng 111471 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 90
Abundance Scan 1493 (10.869 min): BF104109.D (-1492) (-) m/z 57.00 100.00%
g7
5000
99 SRR UM B B
J l % 208 10.60 10.80 11.00 11.20
,.”.,.Lhi.,.”.“.” e || M7z 43.05 0 73.22%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94346: Heptadecane
57
W
5000 LR UL UL SR SR
10,60 10.80 11.00 11.20
99 m/z 71.05 72 .99%
e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
10,60 10.80 11.00 11.20
5000 m/z 85.10 45_.80%
97
141 183 225 267 309 351 393 463 505 561 603
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane AL = e e
57 10.60 10.80 11.00 11.20
m/z 41.00 25.95%
5000
99
26 ] |, 141 183 225 281 337 394
mz-> 0 50 1c')o 1&'30 200 250 300 350 400 450 500 550 600 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 11.05 ng 345648 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 81
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 80
Abundance Scan 1662 (11.863 min): BF104109.D (-1657) (-) m/z 74.00 100.00%
!
87
5000
43
it 12971 1171185100 510 22 "11/60 1180 12,00 12.30
101 171185199 241 270 : : . .
,....,|'....'|,...|. ':-...'-,..1-.1'.5,....,|...1?,7....,.'...,..2.1?,.|:..',-....,...., m/z 87.00 75.79%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L S BRI SULBULE I
43 11.60 11.80 12.00 12.20
7 143 m/z 43.05 28.28%
‘ TM || 101445129 157171185199213227241 270

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

74

%

87 11.60 11.80 12.00 12.20
5000 43 m/z 55.05 20.94%

i 129143 185
101915 157171 199 228

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

%

Abundance #107596: Pentadecanoic acid, methyl ester T T e e
74 11.60 11.80 12.00 12.20
m/z 41.05 20.60%
87
5000
43
29
ww 1| .| 101115129 \3157171185199213227 256

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.54 41.99 ng 1312990 Phenanthrene-d10 11.49
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 (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 98
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 1777 (12.539 min): BF104109.D (-1774) (-) m/z 67.00 100.00%
a7
5000 41
135150 206 12:20 12.40 12.60 12.80
191
S l..":l',. 165 223 203 24 ' "n/z 81.05 84.70%
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
5000 RAARSRARSUABSRAAREE
nmnmnmnm
109 m/z 55.10 60.20%

I 135150 47 262 294
RN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67

95 EEEEREEEE S e e
12 20 12. 40 12 60 12.80
5000 41 m/z 95.05 56.88%
110
135150 263 2%
178 220
15 205220 237 279
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)- R EEEREEEEEE S S
41 6/7 12 20 12. 40 12 60 12. 80

m/z 41.10 49_27%

5000 95
110 294
‘ | ﬁ I 135190 178195 220537 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 13-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 29.64 ng 926911 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
3 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 99

Abundance Scan 1782 (12.568 min): BF104109.D (-1780) (-) m/z 55.10 100.00%

41 74

5000

—

12.20 12.40 12.60 12.80
m/z 74.00 65.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
5

-

5000
12.20 12.40 12.60 12.80

264 m/z 69.10 63.23%

2 222
138152 180 5077535 | 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 55
24 A RABEEREEEE S e
12.20 12.40 12.60 12.80
5000 m/z 41.10 60.98%
97
11 264
27 222
138]_52 180 207 236 278 206
Wmmm@mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester RN L e e e e
5 12.20 12.40 12.60 12.80
74 m/z 83.10 60.26%

5000

B

I T T I
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Methyl stearate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.65 5.03 ng 157430 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl stearate

2 Pentadecanoic acid. methvl ester
3 Methvl tetradecanoate

4 Methvl 13-methvltetradecanoate

5 Heptadecanoic acid, methyl ester

298 C19H3802
256 C16H3202
242 C15H3002
256 C16H3202
284 C18H3602

000112-61-8 95
007132-64-1 87
000124-10-7 80
1000336-31-4 72
001731-92-6 72

Abundance Scan 1796 (12.651 min): BF104109.D (-1792) (-)
4
5000
43 143
255
.”,”“,””,”.q”.q”.q.”q.uq.”..”..“..”..”..“.PH.P.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74
5000
43
143
199 255
e A 3% gy o 29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
5000
43
143
27 ¥ 101 gps 171185 21308 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate
74
5000
55
143 199
29 101
B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 73.95 100.00%

12.40 12.60 12.80 13.00

m/z 87.00 79.57%

12.40 12.60 12.80 13.00

m/z 43.05 30.87%

12.40 12.60 12.80 13.00

m/z 55.00 25.41%

12.40 12.60 12.80 13.00

m/z 143.10 23.17%

12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104109.D

Aca On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.04 ng 124728 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Cetene 224 C16H32 000629-73-2 96
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 2017 (13.951 min): BF104109.D (-2014) (-) m/z 57.10 100.00%
57
43 83

5000

3

13.60 13.80 14.00 14.20
m/z 83.05 79.73%

226

125

140 167 189 207

251

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane
41 % 83

I

97

5000

13,60 13.80 14.00 14.20
m/z 43.10 79.25%

125

140154168 196 224

¥

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
R o RN MR o
83 13.60 13.80 14.00 14.20
5000 97 m/z 69.05 72.84%
27 111125
12 140154168 196 224
m@mmwm’m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate R B .
57 13.60 13.80 14.00 14.20
43 m/z 55.00 70.26%
83
97
5000
29 125
169 238
L 180154 196210 265 283
R BARRE Lay R e RABA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF033018\
Data File : BF104109.D

Acq On : 30 Mar 2018 22:39

Operator : JU/SJ

Sample : J1760-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
unknown6.73 6.73 39.6 ng 1140920 1 6.96 576835 20.0
Tridecane 8.80 2.8 ng 103700 2 8.24 739408 20.0
Tetradecane 9.90 2.0 ng 89536 3 9.99 873607 20.0
Heptadecane 10.87 3.6 ng 111471 4 11.49 625436 20.0
Hexadecanoic acid... 11.86 11.1 ng 345648 4 11.49 625436 20.0
9,12-Octadecadien... 12.54 42.0 ng 1312990 4 11.49 625436 20.0
13-Octadecenoic a... 12.57 29.6 ng 926911 4 11.49 625436 20.0
Methyl stearate 12.65 5.0 ng 157430 4 11.49 625436 20.0
Cyclohexadecane 13.95 3.0 ng 124728 5 14.14 819304 20.0
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