LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\

Data File : BF103650.D

Aca On : 14 Mar 2018 19:32 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : J1754-01 CL-01-031318-A

ALS Vial : 15 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 5.098 509 512 533 rBV 40825 91064 1.58% 0.240%
2 5.487 575 578 628 rBY 1327541 3177062 55.11% 8.364%
3 6.498 747 750 769 rBY 1517394 2963096 51.40% 7.801%
4 6.628 769 772 793 rVB 2258154 3111949 53.98% 8.193%
5 6.857 808 811 830 rVB 376996 672743 11.67% 1.771%
6 7.010 833 837 858 rBY 1878700 2176510 37.76% 5.730%
7 7.428 904 908 924 rBVY 1058048 1944870 33.74% 5.120%
8 8.104 1020 1023 1026 rBV 77903 79857 1.39% 0.210%
9 8.139 1026 1029 1040 rvVv 510477 762952 13.23% 2.009%
10 8.710 1123 1126 1132 rBV 124761 102540 1.78% 0.270%

11 9.075 1185 1188 1192 rBV 132232 121163 2.10% 0.319%
12 9.186 1202 1207 1208 rBvV2 118237 92981 1.61% 0.245%
13 9.210 1208 1211 1220 rVV 2452722 2682940 46.54% 7.063%
14 9.275 1220 1222 1227 rVB 147269 147346 2.56% 0.388%
15 9.804 1309 1312 1316 rVB 122378 103439 1.79% 0.272%

16 9.898 1324 1328 1346 rVB 675379 808551 14.03% 2.129%
17 10.304 1395 1397 1400 rVB 138684 105303 1.83% 0.277%
18 10.698 1460 1464 1475 rBV 849979 1323941 22.97% 3.485%
19 10.780 1475 1478 1487 rVB 138794 182769 3.17% 0.481%

20 11.227 1551 1554 1557 rBV 97794 86720 1.50% 0.228%
21 11.398 1579 1583 1594 rBV 480397 674318 11.70% 1.775%
22 11.539 1604 1607 1611 rBV 73875 64216 1.11% 0.169%
23 11.657 1624 1627 1629 rBV 85540 70198 1.22% 0.185%

24 11.763 1641 1645 1653 rBV 1998664 1841955 31.95% 4._.849%
25 11.904 1667 1669 1672 rBV 154903 177492 3.08% 0.467%

26 11.939 1672 1675 1683 rVB 206968 231374 4.01% 0.609%
27 12.063 1693 1696 1698 rBV 76546 61847 1.07% 0.163%
28 12.457 1758 1763 1765 rBV 4302233 5764720 100.00% 15.176%
29 12.474 1765 1766 1776 rVV2 3500342 2927666 50.79% 7.707%
30 12.551 1776 1779 1786 rVB 796474 751659 13.04% 1.979%

31 12.827 1823 1826 1828 rBV 80250 61535 1.07% 0.162%
32 12.980 1848 1852 1862 rBV 1744008 1900715 32.97% 5.004%
33 13.180 1884 1886 1889 rBV 75205 67798 1.18% 0.178%
34 13.280 1900 1903 1906 rBV 67684 58774 1.02% 0.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\

Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

3?22'6 i J1754-01 CL-01-031318-A
ALS Vial : 15 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 13.527 1941 1945 1948 rBV 73091 73155 1.27% 0.193%
36 13.857 1997 2001 2007 rBV 300282 384262 6.67% 1.012%
37 13.951 2014 2017 2022 rVB 71811 71445 1.24% 0.188%
38 14.057 2031 2035 2043 rBV 519171 636337 11.04% 1.675%
39 14.480 2103 2107 2110 rBV2 60829 91957 1.60% 0.242%
40 14.786 2157 2159 2169 rVB2 42112 67283 1.17% 0.177%
41 14.921 2177 2182 2193 rBV 275131 504507 8.75% 1.328%
42 15.510 2279 2282 2287 rVB 64424 84324 1.46% 0.222%
43 15.568 2287 2292 2303 rBV 284505 492717 8.55% 1.297%
44 15.945 2353 2356 2363 rVB 57221 88509 1.54% 0.233%
45 16.462 2440 2444 2450 rVB2 60016 98292 1.71% 0.259%

Sum of corrected areas: 37984851
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF022218.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: BF103650.D

4000000

3000000

6.63

2000000 7.01

6.50
5.49

1000000
&86k\ Ax-
L 5.10

R e o T T S L e s e

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: BF103650.D

12.46
4000000

12.47

3000000
9.21

11.76
2000000 12.98

1000000 10.70 255

8.14 11.40

3-ﬁ0 871  9.09/27 9.8 10.30 078 1123 /@1,511.6{1%@36 12.83|| 134828 13.53
M.

A M
T

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: BF103650.D

4000000
3000000
2000000

1000000
14.06

13.86 14.92 15,57
3.9 1448 14.7 1581 1594 16.46

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\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 16

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

5.10 2.71 ng 91064 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 512 (5.098 min): BF103650.D (-509) (-) m/z 43.00 100.00%
43
59
5000
101 U R L I
49 83 480 5.00 5.20 5.40
e e e m/z 59.00 60.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 480 5.00 520 5.40
m/z 101.00 17.26%
15 31 101
o 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 57.90 15.23%
a1 101
15 31 53 69 83
e S I SIS SULIURS SURILL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R B B ot MM
59 480 5.00 5.20 5.40
m/z 41.00 9.65%
5000 41
31
| © g
0 "'I'}é'l""l" 'Jiﬁ"'l??uki" "i""l""l'"g?l""l' HRD R L I R
m/z--> 10 20 30 40 50 60 70 80 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\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2 unknown6.63 Concentration Rank 2

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

6.63 92.52 ng 3111950 1,4-Dichlorobenzene-d4 6.86
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 772 (6.628 min): BF103650.D (-769) (-) m/z 132.00 100.00%
5000 68
0 s o % s J 620 640 650 B> 760
o gL el peus o~ m/z 68.00 42.73%
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 7.00
31 51 78 m/z 134.00 32.41%
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
620 640 6.60 6.80 7.00
5000 m/z 66.00 28.63%
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 7.00
24 m/z 69.00 17.06%
5000 98 116
o -‘-“‘. 89 | dor MI,,m,l,,,l,ss,,,,l,lfsg,,
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4 Tridecane Concentration Rank 17

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

8.71 2.69 ng 102540 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 86
5 Tetradecane 198 C14H30 000629-59-4 78

Abundance Scan 1126 (8.710 min): BF103650.D (-1123) (-) m/z 57.00 100.00%
57
43
71
5000
UL A R A
99 8.40 8.60 8.80 9.00
A L8 12 m/z 43.00 75.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
43 57
5000 & RSN SR L A
8.40 8.60 8.80 9.00
29 85 m/z 71.00 54 .45%
Lo ™ msrias s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 71 8.40 860 8.80 9.00
5000 g5 m/z 41.00 35.55%
29 141
. % 113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane A ma L
43 57 8.40 8.60 8.80 9.00
- m/z 85.00 29.73%
5000 a5
29
w I 99 113 127 141 155 169 183 226
L R S UL WAL I B A B

|
200 220 8.40 8.60 8.80 9.00

T
m/z--> 20 40 60 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Propanoic acid, 2-methyl-, ... Concentration Rank 14

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

9.07 3.00 ng 121163 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 86
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 59
3 Butanoic acid. decvl ester 228 C14H2802 005454-09-1 50
4 1-Hexene. 3.4.5-trimethvl- 126 C9H18 056728-10-0 43
5 Valeric acid, 2-tetrahydrofurylm... 186 C10H1803 005451-86-5 43

Abundance Scan 1187 (9.069 min): BF103650.D (-1185) (-) m/z 71.00 100.00%
7
5000
”| h| | 118131 145 160173 8.80 9.00 9.20 9.40
0,.”.phu.“. w..”,ﬂm:.:ku.”,.”.,”.....w..”,.” m/z 43.00 92.27%
m/iz--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #74090. Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000 A LA LR L A
56 8.80 9.00 9.20 9.40
83 m/z 56.00 31.88%
0 ,....,....,....,....,.%%%,....ﬁ%%.. ,.}7?,.... S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 8.80 9.00 9.20 9.40
5000 m/z 41.00 27.78%
56 a3
0 & %8 111 157 143 150 173185108 215 243
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84466: Butanoic acid, decyl ester A e e R AE ma
3 7 89 8.80 9.00 9.20 9.40
m/z 57.00 25.00%
5000 56
29 ‘ ‘ 112 140
0.-M-WM-”%w¢ MM W'J“ "“l"“|'“'%§?'|“"|“"w" RN SR R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 11

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

9.27 3.64 ng 147346 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 78
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 72

Abundance Scan 1221 (9.269 min): BF103650.D (-1220) (-) m/z 57.00 100.00%
43 7
5000
97 113 9.00 9.20 9.40 9.60
o 131144157 m/z 43.00 82.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 n IREBE AR SRS RSN S
g5 9.00 9.20 9.40 9.60
29 m/z 71.00 52.68%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250
Abundance
43 o7
71 9.00 9.20 9.40 9.60
5000 m/z 41.00 38.99Y%
85
29
oL 15 99 113 127 141 155 184
m/z--> ﬁo Jo éo 85 160 120 140 160 180 260 250
Abundance #48894. Decane, 2,3,5- trlmethyl LI L L L L L L BB
57 9.00 9.20 9.40 9.60
43 m/z 85.00 29.72%
71
5000 85
141
e d b P T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tetradecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.30 2.60 ng 105303 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 64
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 5-Ethyldecane 170 C12H26 017302-36-2 62

Abundance Scan 1396 (10.298 min): BF103650.D (-1395) (-) m/z 57.00 100.00%

57
43

5000

10.00 10.20 10.40 10.60

0f m/z 43.00 69.08%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57
43
71
5000 LIS L L L L L L L L LB
85 10 00 10. 20 10 40 10. 60
29 m/z 71.00 43 .49Y%
. |l ‘ | % 113127141155 160 198
T e i B M
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
57 IIIIIIIIIIIIIIIIIIIIII
10.00 10.20 10.40 10.60
5000 m/z 41.00 32.58%
29 71
85
o 99 193 27 141 155 170
T T T T T T T [T [T
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R R B
43 57 10.00 10.20 10.40 10.60
m/z 85.00 31.62%
5000 8
85
29
o | L I w 99 113 127 141 155 169 183 197 226
T e i B A A e A
miz--> 20 40 60 80 100 120 140 160 180 200 220 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.78 5.42 ng 182769 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1478 (10.780 min): BF103650.D (-1475) (-) m/z 57.00 100.00%

g7
5000 85

113127 155 10.40 10.60 10.80 11.00
..,....-,...|,.."..,':-...-|,..:'.,....,....,.1.79,.... S — m/z 43.00 71.65%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57
5000 [TTrr[rrrr[rrrryrrrorrm
4 85 10.40 10.60 10.80 11.00
m/z 71.00 64 .05%
o 26 L || W%127 155 183 211 39 282
e B R aas A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
i R e
10.40 10.60 10.80 11.00
5000 Al 85 m/z 85.00 40.00%
113 154
0 127 169 197 225239 266281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane A B B S
57 10.40 10.60 10.80 11.00
m/z 41.00 33.91%
5000 85
4
oL18 | ‘ | | ) 8127 155 183108 226
R A R A RaEa L s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heptadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.57 ng 86720 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1554 (11.227 min): BF103650.D (-1551) (-) m/z 57.00 100.00%
57
5000 a5
\ 13 1100 11,20 1140 1160
ol bl m/z 43.00 64.34%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 U BN SO B B
85 11.00 11.20 11.40 11.60
29 m/z 71.00 58.27%
0 \‘ \‘ h “\ Ii \\‘ 1}3 i 14\.1 169 196 24\.0
m/z--> 50 100 150 200 250 300 350
Abundance
57
11,00 11.20 11.40 11.60
5000 g5 m/z 85.00 36.10%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' )
Abundance #175557: Tetracosane L B e e e
57 11.00 11.20 11.40 11.60
m/z 41.00 32.72%
5000 a5
29
oL ] | 1113 141 169 197 205 253 281 309 338 ;
m/z--> 50 100 150 200 250 300 350 ' 11.00 11.20 11,40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 11 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.76 54 .63 ng 1841960 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
Abundance Scan 1645 (11.763 min): BF103650.D (-1641) (-) m/z 74.00 100.00%
7
87
5000
43
T 13 227 1140 1160 11130 1200 "
101715129 171185199 : - - -
o...,....,....||,....,J:'!..h,'..1.1.?....,[..1?,7.... ..2.1?....23.1...,.2.7.0., m/z 87.00 70.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119407: Hexadecanoic acid, methy! ester
74
87
5000 43 R DR S LN BRI B
11.40 11.60 11.80 12.00
29 T7 143 270 m/z 43.00 35.04%
101115129 171185199
0...,HL.HM..M.JhLﬂl.JJ.i%?.l.w..}?7”t. L] .?}?.L.?4}%§?...w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.00 29.96%
29 | o7 143
o 101115129 157171185199213227 241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester
74 11.40 11.60 11.80 12.00
87 m/z 41.00 25.35%
5000
43 7 143
oL1s 2 |5 10maste CastipesionBiny, 25 . ]Lw‘b.
miz--> "'z'o""46""eb""éd"iéb"iz'b"i&é"ieb' 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\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 12 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.46 170.98 ng 5764720 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1764 (12.463 min): BF103650.D (-1758) (-) m/z 67.00 100.00%

67 81
41
5000
135150 1220 12.40 12.60 12.80
178 263 : : :

o |----|--- 192206220 238 294 7> 81.00 84 997

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

81

S——

5000

12.20 12.40 12.60 12.80
m/z 55.00 83.67%

10 135149164175

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 8
41 1 o e A REREE R
12.20 12.40 12.60 12.80
5000 de m/z 41.00 58.27%
27 110 0
124 15 164178 223 263 579294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester R e A RERENEmE
12.20 12.40 12.60 12.80
m/z 95.00 57.72%

:;izzzzgsr

5000

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\BF031418\
Data File : BF103650.D

Aca On : 14 Mar 2018 19:32

Operator : SJ/JU

Sample : J1754-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 13 14-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.47 86.83 ng 2927670 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 97
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 94

Abundance Scan 1765 (12.469 min): BF103650.D (-1765) (-)

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
5

5000

04

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
5000 4
97
29 264
222
123138 163180 199 246 296

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
5

74
5000

29 264

123138 157 180 199 222 54

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300




