LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072718\
Data File : BF107762.D
Aca On : 27 Jul 2018 22:37 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 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-BF072018 .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 5.189 482 485 502 rBV 242379 305742 6.17% 0.800%
2 5.595 550 554 586 rBV 949987 1850406 37.36% 4.840%
3 6.595 720 724 744 rBVY 1015302 1901611 38.39% 4.974%
4 6.731 744 747 781 rVV 1665106 2471989 49.91% 6.466%
5 6.960 783 786 808 rvVv 496793 911876 18.41% 2.385%
6 7.113 808 812 840 rVB 1480917 1705758 34.44% 4._.462%
7 7.525 878 882 904 rBV 653941 1254372 25.33% 3.281%
8 8.242 1000 1004 1022 rBV 814671 1076697 21.74% 2.817%
9 9.313 1182 1186 1201 rBvY 1881636 2112023 42.64% 5.525%
10 9.413 1201 1203 1213 rVB3 30275 58409 1.18% 0.153%

11 9.707 1249 1253 1265 rBV 405633 416962 8.42% 1.091%
12 10.001 1299 1303 1306 rBV 1035439 1012372 20.44% 2.648%
13 10.030 1306 1308 1323 rVvB2 106651 149632 3.02% 0.391%
14 10.795 1434 1438 1450 rBV 951695 1258482 25.41% 3.292%
15 10.989 1468 1471 1475 rVB 65229 58510 1.18% 0.153%

16 11.495 1553 1557 1559 rBV 830464 830523 16.77% 2.173%
17 11.519 1559 1561 1568 rVV 455890 570290 11.51% 1.492%
18 11.571 1568 1570 1580 rVB 103813 164152 3.31% 0.429%
19 11.789 1604 1607 1611 rVB 112724 106472 2.15% 0.279%
20 11.866 1616 1620 1627 rVV 1722413 1636427 33.04% 4.281%

21 12.001 1639 1643 1646 rBV2 175761 188123 3.80% 0.492%
22 12.113 1658 1662 1664 rBV2 77862 81403 1.64% 0.213%
23 12.554 1733 1737 1739 rBV 3798396 3989076 80.54% 10.435%
24 12.577 1739 1741 1748 rVV2 5227116 4952820 100.00% 12.956%
25 12.654 1751 1754 1760 rVvVv 928390 823396 16.62% 2.154%

26 12.713 1760 1764 1775 rVvV 724044 801966 16.19% 2.098%
27 12.871 1788 1791 1793 rBV 84227 72780 1.47% 0.190%
28 12.942 1797 1803 1809 rBV 533230 713736 14.41% 1.867%
29 13.077 1822 1826 1836 rBV 1616685 1691039 34.14% 4.424%

30 13.165 1837 1841 1847 rVB3 34934 70056 1.41% 0.183%
31 13.271 1852 1859 1863 rVVv2 64150 167177 3.38% 0.437%
32 13.307 1863 1865 1868 rVB 98488 84247 1.70% 0.220%
33 13.377 1874 1877 1881 rBV2 96389 97396 1.97% 0.255%
34 13.895 1962 1965 1967 rBV3 52717 59160 1.19% 0.155%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072718\
Data File : BF107762.D
Aca On : 27 Jul 2018 22:37 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 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-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.954 1972 1975 1980 rVV3 213541 280917 5.67% 0.735%

36 13.995 1980 1982 1987 rVB2 61834 76251 1.54% 0.199%
37 14.048 1989 1991 1997 rBV2 60155 70342 1.42% 0.184%
38 14.148 2002 2008 2011 rBV2 950413 1406288 28.39% 3.679%
39 14.171 2011 2012 2020 rVB 311319 274628 5.54% 0.718%
40 14.577 2079 2081 2084 rVB 72325 65487 1.32% 0.171%

41 14.748 2107 2110 2113 rVB 108745 112323 2.27% 0.294%
42 14.895 2132 2135 2139 rVB3 94551 104253 2.10% 0.273%
43 14.977 2145 2149 2157 rVB 518341 537605 10.85% 1.406%
44 15.218 2187 2190 2193 rBVY 155861 244716 4.94% 0.640%
45 15.248 2193 2195 2202 rVB2 170824 194551 3.93% 0.509%

46 15.542 2243 2245 2252 rVB 75997 101239 2.04% 0.265%
47 15.612 2253 2257 2260 rVV 126471 181768 3.67% 0.475%
48 15.677 2264 2268 2284 rVB 522706 932300 18.82% 2.439%

Sum of corrected areas: 38227748
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.19 6.71 ng 305742 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 485 (5.189 min): BF107762.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AREE RARRE LAREE R
| 83.0 | 480 5.00 5.20 5.40 5.60
ot e e e m/z 59.00 64.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS RN RN R L
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00 18.33%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 500 520 540 560
5000 m/z 58.00 15.97%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T e T
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.38%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 510“‘ . “ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.73 Concentration Rank 3

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

6.73 54.22 ng 2471990 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 747 (6.731 min): BF107762.D (-744) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 BRI S R S
400 540 | ‘ 6.40 6.60 6.80 7.00
Ob et sl 8011060 W “m/z 68.00  37.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.40 6.60 6.80 7.00
m/z 134.00 32.62%

31.0 51.0
0 [T _.7po .
RN BRI B L B R R A BAERREE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
A EREESEEEE e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.13%
41.0 97.0
‘ 79.0 117.0
0 H\wwwo\u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.33%
117.0
5000
39.0 910
270 " 510 5.0 77.0 ‘ 105.0 ‘ |
SN N P R N S Ny OO R
m/z--> 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:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 9-Hexadecenoic acid, methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.79 2.56 ng 106472 Phenanthrene-d10 11.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 60
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 49
3 E-11-Hexadecenoic acid. ethvl ester 282 C18H3402 1000245-71-9 43
4 Oxiraneundecanoic acid. 3-pentvl... 312 C19H3603 038520-31-9 43
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 41

Abundance Scan 1607 (11.789 min): BF107762.D (-1604) (-) m/z 55.00 100.00%

5000
137.1 165.0 11.40 11.60 11.80 12.00 12.20
0 m/z 69.05 63.13%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

f

5000
11.40 11.60 11.80 12.00 12.20

m/z 41.00 62 .90%

110.0 1520  194.0 236.0

268.0

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
55.0
11.40 11.60 11.80 12.00 12.20
5000 83.0 m/z 73.95 49 _.20%
1100 152.0
ol I M 0.0, " 172.019402150236.0 2680
S ARARREEEREE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129374: E-11-Hexadecenoic acid, ethyl ester T RRa L
55.0 11.40 11.60 11.80 12.00 12.20
m/z 83.10 44 _53%
5000
1520 1930  236.0 282.0 1 LNJ\Mﬁ’“"A
0 )
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107762.D

Aca On 27 Jul 2018 22:37

Operator : JU/SJ

Sample : J4136-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 39.41 ng 1636430 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 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1621 (11.871 min): BF107762.D (-1616) (-) m/z 74.00 100.00%
74.0
5000
43.0
‘ ‘ 143.1 227.2 III|IIII|IIII|IIII|IIII
97.1 185.2 270.3 11.60 11.80 12.00 12.20
0 ,....-,|'...:||,..|". ol L2LY L 163% ) 2070 L w0 m/z 86.95  73.99%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LI S BN LN B
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.00 30.49%
| 101.0 | 1710 1990 227.0 270.0
o SRS 1S T v e i
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.00 29 .56%
oro MO 1850 g

o

‘H | ‘ | \
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

#119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 11.60 11.80 12.00 12.20

m/z 41.00 21.68%

5000 43.0

‘ 119701170 14? 0 185 0 227 0 270.0

o

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:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.00 4.53 ng 188123 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 47
3 Pentadecanoic acid 242 C15H3002 001002-84-2 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 1643 (12.001 min): BF107762.D (-1639) (-) m/z 73.00 100.00%

5000
527 3 256.2 a50.1 11.60 11.80 12.00 12.20 12.40
o e m/z 60.00 97.42%
m/z--> 50 100 150 200 250 300 350
Abundance #72643: Tridecanoic acid
43.0 | 730
5000 129.0 ”‘|----|-/\---|----|------
0 11.60 11.80 12.00 12.20 12.40
. pao m/z 43.05 87.33%
1Q1.0 | -
0250 o ——
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73.0
IR e b e
43.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 73.00%
5000 129.0
185.0 228.0
“ } 157 O {
Ol afl ik ——
m/z--> 50 O 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 11.60 11.80 12.00 12.20 12.40
m/z 57.00 70.21%
5000 129.0
199.0
i HM o L
015-0‘ HIII I\l H h el { - { I I
T T T T T T I T T T T T T T T T T T T T T _rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l'
m/z--> 50 150 200 250 300 350 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.55 96.06 ng 3989080 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. methv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 1736 (12.548 min): BF107762.D (-1733) (-) m/z 67.00 100.00%

67.0

41.0
5000

12.20 12.40 12.60 12.80
m/z 81.10 81.67%

1 1281 1501 1751 2061 9347 2633 2043
I TTTT L

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)-
41.0 671.0

5000 LA L L L L L LB L
12.20 12.40 12.60 12.80
m/z 55.00 76.04%
. 1230 149.0 1780 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0 AL N S

12.20 12.40 12.60 12.80
m/z 95.10 55.47%

5000

123.0
. 1500 1780 ,p30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T T T
67.0 12. 20 12. 40 12 60 12. 80
m/z 41.00 54 _.09%
5000
294.0
123.0
150.0 178.0 220.0 263.0
o ettt o e

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:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 13-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.58 119.27 ng 4952820 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 97
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 94
3 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 94
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 94
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 94
Abundance Scan 1741 (12.577 min): BF107762.D (-1739) (-) m/z 55.00 100.00%
54.0
5000 3.1
11.1 e B L e
137.1  180.2 2212-3 26?'3 2963 3500 1220 12.40 12.60 12.80
o SYHSUTEL NSNS ISP WL — m/z 69.10 61.70%
m/z--> 50 100 150 200 250 300 350
Abundance #141286: 13-Octadecenoic acid, methyl ester

5000 LI L L L L L L L L
12.20 12.40 12.60 12.80
10 264.0 m/z 41.00 55.27%
21 1380 180.0 2220 296.0
04
m/z--> 50 100 150 200 250 300 350
Abundance #141291: 11-Octadecenoic acid, methyl ester
55.0
e AR RAREE R
12.20 12.40 12.60 12.80
5000 83.0 m/z 74.00 55.17%
11.0 264.0
138.0 180.0 222.0 '
o ?7IIOI I“" .}IJ JII l‘h \“u |\|h A\ il l. — .'l . .M. |2|9§'0| ——
m/z--> 50 100 150 200 250 300 350
Abundance #141314: trans-13-Octadecenoic acid, methyl ester
55.0 12.20 12.40 12.60 12.80
m/z 83.10 50.94%
5000
270‘ J f”JP i O30 1800 2220 2640 296.0
ol ”W'“".n S U W . R
m/z--> 50 150 200 250 300 350 12. 20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.65 19.83 ng 823396 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
Abundance Scan 1753 (12.648 min): BF107762.D (-1751) (-) m/z 74.00 100.00%
74.0
5000 43.0 \
143.1

101.0 199.2 255.2 12.40 12.60 12.80 13.00
171.0 . 298.2
0 .All.l-.l,'.-.l..,...-.l,.2.27.1.,'....,...3.5?4 m/z 87.05 69.80%

m/z--> 50 100 150 200 250 300 350
Abundance #143131: Methyl stearate
74.0
5000

12.40 12.60 12.80 13.00
43.0 m/z 43.00 43.61%

olts.0 ' : :
m/z--> 50 100 150 200 250 300 350
Abundance #95859: Methyl tetradecanoate
74.0

12.40 12. 60 12. 80 13.00

5000 m/z 55.00 33.09%
e 10 199.0
101.0 :
o | Ll Jo0 | amg meo
m/z--> 50 100 150 200 250 300 350
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester  REEEmELEE S
74.0 12. 40 12. 60 12. 80 13 00

m/z 41.00 25.11%

5000
28.0
‘ ‘ 143.0 1900 o550 2980
0 — I‘ |‘ IJJI xL‘ IL\:!-F)w:\I-CJ) | \1710\ { w2270‘ ‘\ ‘\

|
m/z--> 50 100 150 200 250 300 350 12.40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107762.D

Aca On 27 Jul 2018 22:37

Operator : JU/SJ

Sample : J4136-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 11H-Benzo[a]fluorene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.27 2.38 ng 167177 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 91
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64

Abundance Scan 1859 (13.271 min): BF107762.D (-1852) (-) m/z 216.10 100.00%
216.1
5000
108.0
57.0 189.1 13.00 13.20 13.40 13.60
ol 1231 25802811 861 | /7 215.10  85.03%
m/z--> 50 100 150 200 250 300 350
Abundance #74419: 11H-Benzo[a]fluorene
216.0
5000 LI I SR BN B
13.00 13.20 13.40 13.60
m/z 213.10 23.27%
107.0
oL 270 630 | j 139.0 189.0
m/z--> 50 100 150 200 250 300 350
Abundance #74418: 11H-Benzo[b]fluorene
216.0
13.00 13.20 13.40 13.60
5000 m/z 217.10 16.59%
107.0
ol 280 630 )" 139.0 189.0
m/z--> 50 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl-
216.0 13.00 13.20 13.40 13.60
m/z 108.00 12.83%
5000
95.0 189.0
oL 270 630 | ;12201500 " | ||
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF072018.M Mon Jul 30 15:29:50 2018

CON-SB-01-02-03-0-25

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.00 ng 280917 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 83
2 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 68
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 68
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 68
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 68
Abundance Scan 1974 (13.948 min): BF107762.D (-1972) (-) m/z 57.00 100.00%
.0 226.1

5000
13.60 13.80 14.00 14.20
154.1182.0 275.2 316.5 354.0
(o} m/z 226.10 90.76%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55.0 83.0
5000
29.0 111.0 13.60 13.80 14.00 14.20

m/z 55.00 63.83%

0 A e e
m/z--> 50 100 150 200 250 300 350
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57.0
s R ARRAw
13.60 13.80 14.00 14.20
5000 m/z 43.00 59.84%
83.0
29'0‘ i t 111.0 283.0
oL b 177 130.0 169.0  210.0238.0 L
e e e T S
m/z--> 50 100 150 200 250 300 350
Abundance #211266: Oxalic acid, isobutyl octadecy! ester L B o
57.0 13.60 13.80 14.00 14.20
m/z 83.05 46 .54%
5000
29.0 83.0
111.0
0 DL L) ] P C5001600 22402500 2970
L A e i an m s R ARRAw
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107762.D

Aca On : 27 Jul 2018 22:37

Operator : JU/SJ

ﬁ?ggle i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.98 11.53 ng 537605 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 95
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
4 Trifluoroacetvl-lavandulol 250 C12H17F302 028673-24-7 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2149 (14.977 min): BF107762.D (-2145) (-) m/z 69.10 100.00%
69.1
5000
LN BN BN
07. 14.60 14.80 15.00 15.20
oL %0 44 ]1' .'. H21 2182 2602 2992 3411 3912 | ns7 g1.10  52.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AR R
14,60 14.80 15.00 15.20
m/z 41.00 26.42%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
1460 14.80 1500 15.20
5000 m/z 95.05 13.56%
ol 0’ L }07 191.0 2310 273.0 3410 410.0 W‘L
m/z--> éo 100 150 200 250 300 350 400
Abundance #114211: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, aceta... R R ma e AR
69.0 14.60 14.80 15.00 15.20
m/z 137.10 10.94%
5000
136.0
o229 | J {050 | | 18905010 2640
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO72718\

Data File : BF107762.D

Acq On = 27 Jul 2018 22:37

Operator : JU/SJ

3?22'6 i J4136-02 CON-SB-01-02-03-0-25
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.19 6.7 ng 305742 1 6.96 911876 20.0
unknown6.73 6.73 54_.2 ng 2471990 1 6.96 911876 20.0
9-Hexadecenoic ac... 11.79 2.6 ng 106472 4 11.49 830523 20.0
Hexadecanoic acid... 11.87 39.4 ng 1636430 4 11.49 830523 20.0
Tridecanoic acid 12.00 4.5 ng 188123 4 11.49 830523 20.0
9,12-Octadecadien... 12.55 96.1 ng 3989080 4 11.49 830523 20.0
13-Octadecenoic a... 12.58 119.3 ng 4952820 4 11.49 830523 20.0
Methyl stearate 12.65 19.8 ng 823396 4 11.49 830523 20.0
11H-Benzo[a]fluorene 13.27 2.4 ng 167177 5 14.15 1406290 20.0
Cyclohexadecane 13.95 4.0 ng 280917 5 14.15 1406290 20.0
Squalene 14.98 11.5 ng 537605 6 15.68 932300 20.0
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