LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On : 17 Jul 2018 12:54 Instrument :

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

3?22Ie : J3819-05 2X AU-05.071318.C

ALS Vial : 9 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071618 .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 5.207 484 488 493 rVB 234776 253126 1.42% 0.305%
2 5.601 551 555 558 rBY 2199337 1913381 10.73% 2.306%
3 6.601 719 725 728 rBVY 2170439 2014208 11.30% 2.427%
4 6.748 746 750 754 rBVY 2363051 2087423 11.71% 2.516%
5 6.984 786 790 793 rVB 1320450 1150775 6.45% 1.387%
6 7.136 812 816 819 rBVY 1930342 1588134 8.91% 1.914%
7 7.542 880 885 888 rBY 1563946 1296817 7.27% 1.563%
8 8.266 1004 1008 1011 rBV 1697576 1378247 7.73% 1.661%
9 9.336 1186 1190 1194 rBV 2609520 2276720 12.77% 2.744%
10 9.730 1254 1257 1261 rBV 477171 379486 2.13% 0.457%

11 10.025 1303 1307 1310 rBV2 1764112 1545691 8.67% 1.863%
12 10.442 1373 1378 1381 rBV 184188 189341 1.06% 0.228%
13 10.813 1437 1441 1446 rVB 1630554 1384869 7.77% 1.669%
14 10.913 1455 1458 1465 rBV 283999 370996 2.08% 0.447%
15 11.019 1473 1476 1480 rBV 437357 337966 1.90% 0.407%

16 11.366 1532 1535 1537 rBV 246648 209019 1.17% 0.252%
17 11.519 1557 1561 1563 rBV 1802964 1554392 8.72% 1.873%
18 11.795 1605 1608 1610 rBV2 247706 258963 1.45% 0.312%
19 11.819 1610 1612 1616 rVB 1034960 775364 4 _35% 0.934%
20 11.901 1621 1626 1629 rBV 7714117 7875071 44.16% 9.490%

21 12.042 1646 1650 1656 rVB 859586 899544 5.04% 1.084%
22 12.142 1662 1667 1672 rVB6 127919 231816 1.30% 0.279%
23 12.201 1673 1677 1679 rVV3 272058 300583 1.69% 0.362%
24 12.301 1690 1694 1698 rVB2 249707 270816 1.52% 0.326%
25 12.601 1735 1745 1747 rBV3 9392145 17831748 100.00% 21.489%

26 12.636 1747 1751 1755 rVV2 10910317 17830149 99.99% 21.487%
27 12.666 1755 1756 1758 rVvVv 762409 455358 2.55% 0.549%
28 12.695 1758 1761 1764 rVV2 6129891 5499865 30.84% 6.628%
29 12.736 1765 1768 1769 rVvVv 833842 800567 4._.49% 0.965%
30 12.754 1769 1771 1778 rVV3 1160105 1669656 9.36% 2.012%

31 12.824 1780 1783 1787 rVB4 249558 250644 1.41% 0.302%
32 12.924 1797 1800 1803 rBV2 278267 292311 1.64% 0.352%
33 12.966 1804 1807 1814 rVB2 380831 509935 2.86% 0.615%
34 13.107 1826 1831 1834 rBV 2202783 2007630 11.26% 2.419%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.342 1865 1871 1877 rVB3 758456 1175888 6.59% 1.417%
36 13.413 1880 1883 1886 rBV 598355 577976 3.24% 0.697%
37 13.983 1977 1980 1983 rVB2 300688 261113 1.46% 0.315%
38 14.083 1994 1997 2002 rBV 489963 430717 2.42% 0.519%
39 14.165 2007 2011 2014 rBV 1434663 1441461 8.08% 1.737%
40 14.712 2101 2104 2108 rVB5 204111 218059 1.22% 0.263%

41 15.707 2268 2273 2277 rVB2 869220 1183601 6.64% 1.426%

Sum of corrected areas: 82979426
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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: BF107444.D

1e+07
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6000000

4000000
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2000000 6.98 7.54
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T ] T 7
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: BF107444.D
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Abundance TIC: BF107444.D
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
BF107444.D

17 Jul 2018 12:54

Ju/sJ

J3819-05 2X

AU-05-071318-C

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 unknown5.21 Concentration Rank 13

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

5.21 4.40 ng 253126 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.3.3.5.8.11-Heptamethvl-4.7.1_._.. 348 C18H4004Si1 1000367-07-2 37
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 25

Abundance Scan 488 (5.207 min): BF107444.D (-484) (-) m/z 42.95 100.00%
43.0
5000
101.1 SN | GUE
4.80 5.00 5.20 5.40 5.60
bbb 2371 2086 2573 88714207 sz 59.10 66.27%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #182516: 2,2,3,3,5,8,11-Heptamethyl-4,7,10,13-tetraoxa-3-s...
59.0
5000 SRS SRS R
101.0 480 5.00 5.20 5.40 5.60
159.0 m/z 101.05 25.83%
0 27.0J‘ “ h L | 1191.0 231.0 275.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance
59.0
480 500 520 540 560
5000 101.0 m/z 58.00 12.73%
27.0
L B L L WL L L WL S
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone S
43.0 480 5.00 5.20 5.40 5.60
m/z 56.00 7.61%
5000 1010
0 ””“'IMEHLI""'I""I""I R DAL DU A RN R LS L
mz-> 0 50 100 150 200 250 300 350 400 480 5.00 5.20 5.40 5.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\

BF107444._.D

17 Jul 2018 12:54

Jus/sJ

J3819-05 2X AU-05-071318-C
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 unknown6.75 Concentration Rank 4

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

6.75 36.28 ng 2087420 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 4-Chloro-6-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 750 (6.748 min): BF107444.D (-746) (-) m/z 132.00 100.00%
132.0
68.1
5000
640 660 680 7.00
o P lh h L 1699 S17.6 3842 4243 /7 68.10  60.44%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 |||||||/|\||||||||||||||||
6.40 6.60 6.80 7.00
m/z 66.00 42 _47%
15'q‘\ 11, w‘ ‘\91'0
o2 et N
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
132.0
IIIIIIIIIIIIIIIIIAIIIIIII
6.40 6.60 6.80 7.00
5000 m/z 134.00 32.02%
63.0
27.0 99.0
oSy A e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 6.40 6.60 6.80 7.00
m/z 69.00 25.36%
5000
33.0 97.f
o ...‘.‘*,“l‘“a.‘,%...,....,....,....,....,....,... R RAREE mme R TR
m/z--> 0 50 100 150 200 250 300 350 400 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

Sample : J3819-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 Tridecane, 3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.91 4.77 ng 370996 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 86
2 Docosane 310 C22H46 000629-97-0 83
3 Nonadecane 268 C19H40 000629-92-5 72
4 Decane. l1l-iodo- 268 C10H211 002050-77-3 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
Abundance Scan 1458 (10.913 min): BF107444.D (-1455) (-) m/z 57.10 100.00%
57.1
85.1
5000
127.1 10.60 10.80 11.00 11.20
169.2
o bl Ly L705,2026 2402 2745 33113626 m/z 71.05 76.56%
m/z--> 50 100 150 200 250 300 350
Abundance #59890: Tridecane, 3-methyl-
57.0
5000 SRR LR AR SR
10.60 10.80 11.00 11.20
290 1 1oy m/z 43.00 71.72%
169.0
0 ‘ LL 1 om0 e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.10 70.12%
113.0
. 1410 183.0211.0239.0267.0 3100
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane W I e T
57.0 10.60 10.80 11.00 11.20
m/z 41.00 42.08%
5000 85.0
29.0
oL w ﬂ1301410169019702250 268.0
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Tridecanoic acid, 12-methyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.02 4_.35 ng 337966 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 94
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
3 Methvl stearate 298 C19H3802 000112-61-8 86
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 80
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
Abundance Scan 1476 (11.019 min): BF107444.D (-1473) (-) m/z 74.00 100.00%
74.0
5000 431
1431 1992
“C a4 10.80 11.00 11.20 11.40
ol algpes, | [, 224 0 w951 oty 85, 68H
m/z--> 50 100 150 200 250 300 350
Abundance #95899: Tridecanoic acid, 12-methyl-, methyl ester
74.0
A
5000 199.0 LN SN SURBLI I IO
41.0 143.0 242.0 10.80 11.00 11.20 11.40
' m/z 43.10 37.73%
SNREEEN |
o .“. | IM\M I\‘h\lul el el .“. e ——
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
' 10.80 11.00 11.20 11.40
5000 m/z 41.10 34 .73%
43.0
. 111030 1990 2420
m/z--> 50 100 150 200 250 300 350 '
Abundance #143130: Methy! stearate R e o
74.0 10.80 11.00 11.20 11.40
m/z 55.05 32.98%
5000
43.0
143.0
“ | 1120, \ 1990 2550 298.0
O T T e e e T L S e o B e e
m/z--> 50 100 150 200 250 300 350 ' 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.80 3.33 ng 258963 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 1609 (11.801 min): BF107444.D (-1605) (-) m/z 43.05 100.00%
43.0
5.1
5000
152.4 236.1
193. , , 495.0 | 11.40 11.60 11.80 12.00 12.20
O m/z 55.00 88.91%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane
57.0
5000
11.40 11.60 11.80 12.00 12.20
m/z 71.10 79.04%
o159 | iy M | 14101830225026703090 380.0
m'z-> 0 50 100 150 260 250 300 350 400 450 '
Abundance
57.0
11.40 11.60 11.80 12.00 12.20
5000 m/z 57.05 69.72%
99.0
o 141.0 183.0 295 o 338.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0 11.40 11.60 11.80 12.00 12.20
m/z 41.00 63.48%
5000
oL }410;8302250 282.0
m'z-> 0 5'0 1(')0 150 200 250 3(')0 350 400 450 ' 11.40 11.60 11.80 12.00 12.20

8270-BF071618.M Wed Jul 18 10:49:28 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 9-Hexadecenoic acid, methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.82 9.98 ng 775364 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 93
2 l1l4-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 90
3 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 83
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 83
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 64
Abundance Scan 1612 (11.819 min): BF107444.D (-1610) (-) m/z 55.05 100.00%
54.0

5000
236.2
152.1194.3 11.60 11.80 12.00 12.20
o 279.7 401.8 475.7 534.5 m/z 69.10 71.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117512: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
5000

11.60 11.80 12.00 12.20

m/z 41.05 70.12%
m 152.0195.0238.0
O 17 P i —
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500
Abundance
55.0
11.60 11.80 12.00 12.20
5000 m/z 74.05 53.10%
97.0
236.0
163.0
O e 4
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117464: Methy| hexadec-9-enoate Baa B
11.60 11.80 12.00 12.20
m/z 43.10 45 _49%
5000
152.0194.0236.0
0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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 3
R.T. EstConc Area Relative to ISTD R.T.
11.90 101.33 ng 7875070 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 83
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 81
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 1626 (11.901 min): BF107444.D (-1621) (-) m/z 74.10 100.00%
74.1
43.0
5000
l - 227 1160 1180 12,00 1220
1851 . . . .
oLt ,||. M gazo, | o5 l. Q3 318 42200 75787 05 69.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 SR SR UL LR B
43.0 11,60 11.80 12.00 12.20
‘ 143.0 m/z 43.05 53.24%
oLl davo | 1850 270 200
m/z--> 100 150 200 250 300 350 400
Abundance
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 41.05 45 . 79%
O T e e A e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester
74.0 11.60 11.80 12.00 12.20
m/z 55.05 39.71%
5000] 43.0
oL L, “ || ) 111.0M30 1990 2410 2850
m/z--> 50 100 150 200 250 300 350 400 11.60 11.80 12.00 12.20

8270-BF071618.M Wed Jul 18 10:49:30 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.04 11.57 ng 899544 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 1650 (12.042 min): BF107444.D (-1646) (-) m/z 73.10 100.00%

5000

|
B

11.80 12.00 12.20 12.40
m/z 43.05  73.57%

350.9

o 399.5

m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
11.80 12.00 12.20 12.40
0
HW\D 1o 2130 2560 m/z 41.00 70.23%
0...MA“NNNWNMW.HM.‘J.;j.u. - R B B2 e e ST
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
41.0
11.80 12.00 12.20 12.40
5000 129.0 m/z 55.10 66.47%
199.0 242.0
163.0
O e T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #72646: Tridecanoic acid
73.0 11.80 12.00 12.20 12.40
m/z 60.05 60.97%
41,0
5000
‘ 129.0 1710 214.0
m/z--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40

8270-BF071618.M Wed Jul 18 10:49:31 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

Sample : J3819-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 15
R.T. EstConc Area Relative to ISTD R.T.
12.20 3.87 ng 300583 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 89
2 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 68
3 2-methvloctacosane 408 C29H60 1000376-72-8 68
4 Hexacosane 366 C26H54 000630-01-3 68
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 64
Abundance ) Scan 1677 (12.201 min): BF107444.D (-1673) (-) m/z 57.10 100.00%
5000
243.2
172.9 11.80 12.00 12.20 12.40 12.60
Ob Akl :l,'.'l. i e 30233487 4882 SAA9 042,95 90.78%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane
57.0
5000
11.80 12.00 12.20 12.40 12.60
9.0 m/z 71.10 85.42%
0150, | j u‘ I 01830 240.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
11:80 12,00 12.20 12.40 12.60
5000 m/z 85.10 56.37%
113.0
0 170.0
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane B B B e e e e
11.80 12.00 12.20 12.40 12.60
m/z 41.00 43.38%
5000

141.0183.0225.0267.0309.0 365.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 11.80 12.00 12.20 12.40 12.60

8270-BF071618.M Wed Jul 18 10:49:32 2018

AU-05-071318-C

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Decanoic acid, methyl ester Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.30 3.48 ng 270816 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 76
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 64
3 Dodecanoic acid. 2-methvl- 214 C13H2602 002874-74-0 64
4 Methvl 8-methvl-nonanoate 186 C11H2202 1000336-43-6 64
5 Methyl 8-methyl-decanoate 200 C12H2402 1000336-49-1 59
Abundance Scan 1694 (12.301 min): BF107444.D (-1690) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.01851 241 12.00 12.20 12.40 12.60
11.1 : : : : :
ol .4Jrﬁ4#4aLmHpAmk++wi+%i§ﬁ§iﬁﬁlﬁ$¥¥§ﬁl m/z 87.10  99.44%
m/z--> 50 100 150 200 250 300 350
Abundance #50099: Decanoic acid, methyl ester
74.0
43.0
5000
12.00 12.20 12.40 12.60
m/z 43.00 38.66%
‘ ‘ 143.0
0 ..“.‘ ‘.“l“‘. ‘.“.““.‘1‘1.2'.0‘. .‘l‘..1.86..0|.... T
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
12.00 12.20 12.40 12.60
5000 m/z 55.10 37.26%
43.0
o 111.0 143'0172,0 213.0 2560
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #72663: Dodecanoic acid, 2-methyl-
74.0 12.00 12.20 12.40 12.60
m/z 41.05 25.85%
5000
41.0
M | 143.0 214.0
0..“.‘.‘l“.J.“.“.‘l‘.‘.‘..‘l‘..‘..|.‘.... —
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60

8270-BF071618.M Wed Jul 18 10:49:32 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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.
12.60 229.44 ng 17831700 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1745 (12.601 min): BF107444.D (-1735) (-) m/z 67.05 100.00%
67.0
" 100 1253 Bl 1550 1230 1550
: 263.3 : : : :
o bod 118722202 PP 2963 3648 4100 | sz g1.10  82.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
5000
29 09.0 12.20 12.40 12.60 12.80 13.00
‘ : 1500 m/z 41.10 75.27%
o il ‘H‘L‘ Li . 202610200
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0
12:20 12,40 12.60 12.80 13.00
5000 m/z 55.00 70.85%
109.0 294.0
i 150.0 167.0220.0
miz-> 50 100 150 200 250 300 350 400 |
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- REAREEEERE Ty L
67.0 12.20 12.40 12.60 12.80 13.00
m/z 95.05 52.25%
5000
09.0
0 4 Nkj“%???' T "'%6?9"| N SN DA
m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80 13.00

8270-BF071618.M Wed Jul 18 10:49:33 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.64 229.42 ng 17830100 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 86
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 86
4 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 68
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 62

Abundance Scan 1752 (12.642 min): BF107444.D (-1747) (-) m/z 264.25 100.00%

264.3

40.1

5000 141.1 180.1

-

12.40 12.60 12.80 13.00

o PPN S, L m/z 40.10 73.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

-

5000 97.0
12.40 12.60 12.80 13.00

m/z 222.20 59.99%

37.0 180.0 222.0 264.0
ol N S —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
12.40 12.60 12.80 13.00
5000 m/z 265.20 55.84%
97.0
264.0
222.0
o 138.0 180.0 299 0
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141286: 13-Octadecenoic acid, methyl ester T T

12.40 12.60 12.80 13.00
m/z 98.00 54.41%

5000

-

m/z--> 50 100 150 200 250 300 350 400 450 12.40 12.60 12.80 13.00

8270-BF071618.M Wed Jul 18 10:49:34 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 14 9,12,15-Octadecatrienoic ac... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.67 5.86 ng 455358 Phenanthrene-d10 11.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 86
2 7.10.13-Hexadecatrienoic acid. m... 264 C17H2802 056554-30-4 64
3 4-Hexadecen-6-vne. (2)- 220 C16H28 074744-54-0 53
4 1-Propvl 6.9.12-hexadecatrienoate 292 C19H3202 1000336-78-1 52
5 7-Oxabicyclo[4.1.0]heptane, 3-ox... 140 C8H1202 000106-87-6 50

Abundance Scan 1757 (12.671 min): BF107444.D (-1755) (-) m/z 79.00 100.00%

5000

12.40 12.60 12.80 13.00

0 m/z 80.10 65.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138096: 9,12,15-Octadecatrienoic acid, methyl ester, (Z,Z,2)
79.0
5000
12.40 12.60 12.80 13.00
0
3ﬂ0 ‘1210 m/z 94.05 56.29%
oo a0 0 om0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
79.0
12.40 12.60 12.80 13.00
5000 m/z 78.10 53.49%
121.0
163.0 208.0 264.0
Ol syt
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #717679: 4-Hexadecen-6-yne, (2)-
79.0 12.40 12.60 12.80 13.00
m/z 107 .05 46 .52%
5000] 29,
21.0
. l 11630 2200
IIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500 12.40 12.60 12.80 13.00

8270-BF071618.M Wed Jul 18 10:49:35 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 15 unknownl2.82 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.82 3.22 ng 250644 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 47
2 Dodecanoic acid 200 C12H2402 000143-07-7 35
3 n-Decanoic acid 172 C10H2002 000334-48-5 25
4 Octadecanoic acid 284 C18H3602 000057-11-4 20

5 Pentanoic acid, 2-bromo-4-fluoro... 274 C11H12BrF02 001736-38-5 18

Abundance Scan 1782 (12.818 min): BF107444.D (-1780) (-) m/z 55.10 100.00%
54.1

5000

=

12.60 12.80 13.00 13.20
m/z 43.10 85.82%

0!

m/z-->
Abundance #72643: Tridecanoic acid

5000 129.0 L B B
0 12 60 12. 80 1300 13 20
1. m/z 41.10 73.94%
H‘ ‘ 2140
| u‘ MHM\\\ |
ot

150 200 250 300 350 400 450

?

0
m/z--> 15 200 250 300 350 400 450
Abundance
73.0
e e e S  RAERA R
12.60 12.80 13.00 13.20
m/z 59.90 55.78%
5000 1290
171.0
O L B o o B e o LA i o e o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #39469: n-Decanoic acid
60.0 12.60 12.80 13.00 13.20
m/z 73.05 54_87%
5000
129.0
172.0
m/z--> 50 100 150 200 250 300 350 400 450 12.60 12.80 13.00 13.20

8270-BF071618.M Wed Jul 18 10:49:36 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 16 cis-13-Eicosenoic acid, met... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.34 16.32 ng 1175890 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 94
2 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 93
3 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 78
4 Oxacvclohexadecan-2-one 240 C15H2802 000106-02-5 78
5 cis-11-Eicosenoic acid, methyl e... 324 C21H4002 1000333-63-8 74
Abundance Scan 1871 (13.342 min): BF107444.D (-1865) (-) m/z 55.00 100.00%
545.0
5000
1371 2082250.4 293.4 13.00 13.20 1340 1360
ol 334.0 396.4 442.0 510.8 m/z 69.05 63.58%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164512: cis-13-Eicosenoic acid, methyl ester
55.0
5000 UL SRR SRR
13. oo 13. 20 13. 40 13.60
0
‘ 208.0250.0 m/z 41.00 56.24%
01?QLJ
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
670 13.00 13.20 1340 1360
5000 ' 292.0 m/z 83.10 55.21%
137.0  208.0250.0
S L U L WL WL B WAL L B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105679: Hexadecenoic acid, Z-11- e R BAEmE s o
55.0 13.00 13.20 13.40 13.60
m/z 97.10 51.94%
5000
0 152.0192.0 236.0
m/z--> o' - '5'0' 100 150 200 250 300 350 400 450 500 1'3 dd 13 20 13 4'0' 13 éd U

8270-BF071618.M Wed Jul 18 10:49:36 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

Sample : J3819-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 17 Eicosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.41 8.02 ng 577976 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 95
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
3 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 94
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90

Abundance Scan 1883 (13.413 min): BF107444.D (-1880) (-) m/z 74.00 100.00%
74.0
5000
143.0
199.1241.3283.3 13.00 13.20 13.40 13.60 13.80
o 320.3367.0 41745233 L5 87.00  88.25%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000
13.00 13.20 13.40 13.60 13.80
143.0 326.0 m/z 43 .05 47 .48%
2L oo
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.00 42 .64%
284.0
20.d 143.0185.0 241.0
O
m/z--> 6 55 160 1éo 260 zéo 360 3%0 460 4éo 560
Abundance #131316: Hexadecanoic acid, 14-methyl-, methy! ester B Ea
74.0 13.00 13.20 13.40 13.60 13.80
m/z 55.05 38.60%
5000
29.1 “ 143.01850 241.0284.0
Ol"ﬁl"ﬁ'h”ﬂ'l"“W"'}W'"|'“'|"'w""|“"|"“ LRI RN SR I
mz—-> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60 13.80

8270-BF071618.M Wed Jul 18 10:49:37 2018

AU-05-071318-C
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

Sample : J3819-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AU-05-071318-C

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 18 9-Tricosene, (2)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.98 3.62 ng 261113 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 87
2 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 80
3 l1l-Heptadecene 238 C17H34 006765-39-5 64
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 62
5 3-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055499-02-0 46
Abundance Scan 1979 (13.977 min): BF107444.D (-1977) (-) m/z 97.05 100.00%
97.0
43.4
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229.2 T T
152.2 2811 3336 4802 538.2 13.60 13.80 14.00 14.20
Otk m/z 57.00 64.41%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163020: 9-Tricosene, (2)-
57.0
5000 11.0 R A L B I B
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m/z 43.00 52.69%
‘ 530 322.0
sso L s ommomoeo®™®
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
111.0 13.60 13.80 14.00 14.20
5000 m/z 69.10 51.47%
o 153.0196.0 266.0311.0 362.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92567: 1-Heptadecene T
57.0 13.60 13.80 14.00 14.20
m/z 55.00 50.07%
5000
11.0
olls. 1154019602380
miz-> 0 50 100 150 200 250 300 350 400 450 500 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\

Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

a?ggle ; J3819-05 2X AU-05.071318.C
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Docosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.08 5.98 ng 430717 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 86
2 Cvclopentanetridecanoic acid. me... 296 C19H3602 024828-61-3 81
3 Methvl stearate 298 C19H3802 000112-61-8 80
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 72
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 64
Abundance Scan 1996 (14.077 min): BF107444.D (-1994) (-) m/z 74.00 100.00%
74.0

5000

13.80 14.00 14.20 14.40

254.9 3114 360.2 4151  488.6

0 m/z 87.05 81.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #186930: Docosanoic acid, methyl ester
74.0
5000

13.80 14.00 14.20 14.40
1430 3540 m/z 55.10 43.15%

; “ 199.0 255.0 31‘1-0
il gl | |
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
A EEmEEEEE
13.80 14.00 14.20 14.40
5000 m/z 43.10 37.25%
143.0
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143130: Methy! stearate A EEmEEEEE
74.0 13.80 14.00 14.20 14.40
m/z 57.00 35.72%
5000
143.0
L ‘ 199.0 255.0298.0
O A o o N L e o e R R REREEEE R m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107444.D

Aca On 17 Jul 2018 12:54

Operator : JU/SJ

Sample : J3819-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 Tetracosanoic acid, methyl ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14.71 3.03 ng 218059 Chrysene-di12 14 .17

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid. methvl ester 382 C25H5002 002442-49-1 74
2 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 58
3 Dodecanoic acid. 4-methvl-. meth... 228 C14H2802 055955-73-2 53
4 Methvl 22-methvl-tetracosanoate 396 C26H5202 1000336-26-9 53
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 53

Abundance Scan 2104 (14.712 min): BF107444.D (-2101) (-) m/z 43.00 100.00%

5000
143.0 189.2

249.1 II|IIII|IIII|IIII|IIII|
97233033825 428.0 4783 14.40 14.60 14.80 15.00

(o} m/z 87.00 94 .42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #203672: Tetracosanoic acid, methyl ester
74.0
5000 LA L L L L L LB L |

T
14.40 14.60 14.80 15.00

143.0 382.0 m/z 74.00 89.34%
= LJ 199.0241,0283.0 339.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
14.40 14.60 14.80 15.00
5000 m/z 57.00 81.10%
29.0 143.0
185.0 228.0
O L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84511: Dodecanoic acid, 4-methyl-, methy! ester e  EammEEmETT
87.0 14.40 14.60 14.80 15.00
m/z 55.00 68.38%
5000
43. 155.0
197.0
o .‘”,‘.“.‘.‘.‘,1..{..“,..t......,....,....,....,....,.. R RBAS REamsmat
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO071718\

Data File : BF107444.D

Acq On 17 Jul 2018 12:54 Instrument :
Operator : JU/SJ BNA_F

Sample : J3819-05 2X ClientSampleld :
Misc - AU-05-071318-C
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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]
unknown5.21 5.21 4.4 ng 253126 1 6.98 1150780 20.0
unknown6.75 6.75 36.3 ng 2087420 1 6.98 1150780 20.0
Tridecane, 3-methyl- 10.91 4.8 ng 370996 4 11.52 1554390 20.0
Tridecanoic acid,... 11.02 4.3 ng 337966 4 11.52 1554390 20.0
Heptacosane 11.80 3.3 ng 258963 4 11.52 1554390 20.0
9-Hexadecenoic ac... 11.82 10.0 ng 775364 4 11.52 1554390 20.0
Hexadecanoic acid... 11.90 101.3 ng 7875070 4 11.52 1554390 20.0
n-Hexadecanoic acid 12.04 11.6 ng 899544 4 11.52 1554390 20.0
Heptadecane 12.20 3.9 ng 300583 4 11.52 1554390 20.0
Decanoic acid, me... 12.30 3.5 ng 270816 4 11.52 1554390 20.0
9,12-Octadecadien... 12.60 229.4 ng 17831700 4 11.52 1554390 20.0
9-Octadecenoic ac... 12.64 229.4 ng 17830100 4 11.52 1554390 20.0
9,12,15-Octadecat... 12.67 5.9 ng 455358 4 11.52 1554390 20.0
unknownl12 .82 12.82 3.2 ng 250644 4 11.52 1554390 20.0
cis-13-Eicosenoic... 13.34 16.3 ng 1175890 5 14.17 1441460 20.0
Eicosanoic acid, ... 13.41 8.0 ng 577976 5 14.17 1441460 20.0
9-Tricosene, (2)- 13.98 3.6 ng 261113 5 14.17 1441460 20.0
Docosanoic acid, ... 14.08 6.0 ng 430717 5 14.17 1441460 20.0
Tetracosanoic aci... 14.71 3.0 ng 218059 5 14.17 1441460 20.0
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