LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 5.207 485 488 494 rVB 170859 176937 1.84% 0.429%
2 5.607 552 556 559 rBY 1573465 1335865 13.92% 3.241%
3 6.607 722 726 733 rVB 1505130 1433594 14.93% 3.478%
4 6.754 747 751 754 rBVY 1855535 1477669 15.39% 3.585%
5 6.813 757 761 764 rBV 838552 691357 7.20% 1.677%
6 6.983 787 790 794 rVB 1210783 1051188 10.95% 2.550%
7 7.142 813 817 820 rBVY 1397768 1140280 11.88% 2.766%
8 7.542 882 885 889 rBY 1008782 880773 9.17% 2.137%
9 8.272 1005 1009 1012 rBY 1568054 1349861 14.06% 3.275%
10 9.342 1187 1191 1194 rBV 2044121 1606150 16.73% 3.896%

11 9.730 1254 1257 1263 rVB 374630 333924 3.48% 0.810%
12 10.030 1302 1308 1311 rBV 1694958 1497763 15.60% 3.634%
13 10.442 1373 1378 1381 rBV5 93965 110014 1.15% 0.267%
14 10.819 1438 1442 1446 rBV 1121668 1018368 10.61% 2.471%
15 10.919 1457 1459 1464 rBv4 123187 181274 1.89% 0.440%

16 11.366 1533 1535 1538 rBV 149020 147089 1.53% 0.357%
17 11.524 1558 1562 1565 rBV 1601395 1468019 15.29% 3.561%
18 11.548 1565 1566 1570 rVB 315571 185374 1.93% 0.450%
19 11.795 1606 1608 1611 rBV 153091 113291 1.18% 0.275%
20 11.901 1622 1626 1629 rBV 3234794 2469555 25.73% 5.991%

21 12.024 1645 1647 1649 rBvV 136898 122379 1.27% 0.297%
22 12.054 1650 1652 1655 rVB 148218 105944 1.10% 0.257%
23 12.136 1663 1666 1669 rBvV4 102478 110825 1.15% 0.269%
24 12.201 1675 1677 1680 rBV 119716 126282 1.32% 0.306%
25 12.595 1739 1744 1745 rBV 5227486 5112317 53.25% 12.402%

26 12.618 1745 1748 1754 rVV 8143216 9599811 100.00% 23.289%
27 12.695 1757 1761 1764 rVV 2131307 1713839 17.85% 4.158%
28 12.742 1766 1769 1772 rBV 428458 351095 3.66% 0.852%
29 12.930 1799 1801 1805 rBV5 116677 105422 1.10% 0.256%
30 12.971 1805 1808 1815 rVB 417028 491331 5.12% 1.192%

31 13.107 1828 1831 1835 rBV 1416754 1304799 13.59% 3.165%
32 13.342 1869 1871 1874 rVV3 243725 213939 2.23% 0.519%
33 13.418 1881 1884 1886 rBV3 207525 197179 2.05% 0.478%
34 13.530 1901 1903 1905 rBV2 145919 103575 1.08% 0.251%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 - 0 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 13.854 1954 1958 1962 rVB4 381125 541700 5.64% 1.314%
36 14.089 1996 1998 2004 rBV4 199502 200677 2.09% 0.487%

37 14.177 2008 2013 2015 rBV2 1265889 1335457 13.91% 3.240%
38 15.718 2271 2275 2279 rVB 644018 815713 8.50% 1.979%

Sum of corrected areas: 41220629
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107451.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.21 3.37 ng 176937 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 42
3 3-0Octanol 130 C8H180 000589-98-0 38
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
52,2,3,3,5,8,11-Heptamethyl-4,7,1... 348 C18H4004Si 1000367-07-2 33

Abundance Scan 488 (5.207 min): BF107451.D (-485) (-) m/z 43.00 100.00%
43
5000
o 450 5h0 520 540 550
o,....,....-,l....,.??‘?7....,2‘?7..4. e 58241 Th/z 59.10  75.08%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS SRS LR

480 5.00 520 540 5.60
m/z 101.00 21.02%

101.0
T e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
I o
4.80 5.00 520 5.40 5.60
5000 1010 m/z 40.90 12.86%
O T T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13627: 3-Octanol
59.0 4.80 5.00 520 5.40 5.60
m/z 58.10 12.76%
5000
01.0
014.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 2 unknown6.75 Concentration Rank 4

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

6.75 28.11 ng 1477670 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 12

Abundance Scan 750 (6.748 min): BF107451.D (-747) (-) m/z 132.00 100.00%
132.0
68.1
5000
——— e
6.40 6.60 6.80 7.00
o! oAb L1992 2985847 - 8L2 m/z 68.10  55.70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 SRR LRSS AR N
6.40 6.60 6.80 7.00
0
310 700 m/z 66.00 42 .46%
O'JJMWh“\"”I""P"'I'”'I"'W""I”"I"”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132.0
6.40 6.60 680 7.00
5000 m/z 134.00 33.36%
33.0
70.0
e S A L L UL L UL L UL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #52379: Tranylcypromine-propionyl R e e R
57.0 132.0 6.40 6.60 6.80 7.00

m/z 96.00 27 .87%

5000

. I\,‘,b%d\ 189.0

m/z--> 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6

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

6.81 13.15 ng 691357 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 86
2 Diethvl carbitol 162 C8H1803 000112-36-7 78
3 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 64
4 Ethanol. 2-I2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 45
5 _beta.-Methoxyethoxymethyl chloride 124 C4H9CI02 003970-21-6 38

Abundance Scan 761 (6.813 min): BF107451.D (-757) (-) m/z 45.00 100.00%
4.0
5000
72.1 SO | U
6.40 6.60 6.80 7.00 7.20
104.0
ol 145.0 1913 224.4 294.5 325.4 m/z  59.00 38.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 RS UL LA A R

640 6.60 6.80 7.00 7.20

72.0
m/z 72.10 26.61%
oo
O 7 P P P e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
45.0
A RAREE B ERLL R
6.40 6.60 6.80 7.00 7.20
5000 72.0 m/z 43.00 19.39%
15.0 103.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- TP e
45.0 6.40 6.60 6.80 7.00 7.20

m/z 73.10 16.57%

5000

73.0

o 103.0 Al
i I Trorr I Tr T I TrTT I TTr 1T I T
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.92 2.47 ng 181274 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Nonadecane 268 C19H40 000629-92-5 80
3 Docosane 310 C22H46 000629-97-0 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1459 (10.919 min): BF107451.D (-1457) (-) m/z 57.10 100.00%

51.1

5000
127.9 176.9 228.4 3775 10.60 10.80 11.00 11.20
0 BLY SIS "m/z 71.05  79.61%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 LN L L L L L LB L |
10.60 10.80 11.00 11.20
m/z 42.95 41.02%
29.0 99.0
0 \‘ | ‘\ I \\‘ \\12\7 01 169 0197 0 240 0
- /S T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
AR
10.60 10.80 11.00 11.20
5000 m/z 85.10 39.95%
29.0 99.0
0 127.0  169.0197.0 239 (268.0
— e T
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane R R R e
57.0 10.60 10.80 11.00 11.20
m/z 41.00 34.18%
5000
29.0 99.0
. |y L 270 169.0197.0 239.0267.0 310.0
— e A B REEEE B
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\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 2-methylhexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.37 2.00 ng 147089 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 53
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 49
3 Tetracosane 338 C24H50 000646-31-1 49
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 47
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 43
Abundance Scan 1536 (11.371 min): BF107451.D (-1533) (-) m/z 57.00 100.00%
51.0
5000
T e 11100 1120 1140 1160 "
11.2 313.8 466.9 509. - : -
ol bkal 2201 354.0 0920 sz 71.10  75.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202663: 2-methylhexacosane
510
5000 LR SR SRR BN I B

11.00 11.20 1140 11.60
m/z 85.05 51.51%

h‘ d‘ ‘\H \\ 1 ?183 0225 0267.0 337.0

O T
m/z--> 50 200 250 300 350 400 450 500
Abundance
57.0
L B
11.00 11.20 11.40 11.60
5000 m/z 43.05 50.36%
113.0
ot e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane R T
11.00 11.20 11.40 11.60
m/z 41.10 38.76%
5000

141.0 183.0 225.0 267.0 338.0
I o o e
m/z--> 50 100 150 200 250 300 350 400 450 500 11. oo 11. 20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.90 33.64 ng 2469560 Phenanthrene-d10 11.52
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 94
3 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 93
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 91
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 87
Abundance Scan 1626 (11.901 min): BF107451.D (-1622) (-) m/z 74.05 100.00%
74.0
5000
143.1 U DU SO SRR B

185.22272 570 o 11.60 11.80 12.00 12.20

351.3 395.6436.9 492.2

0 m/z 87.00 65.95%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LI L L L L L L L LB B |

11.60 11.80 12.00 12.20
143.0 m/z 43.05 39.50%

h | | 185.0227.0270,0
0 S Y O o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
s IIIIIIIIIIIIIIIIIIIIIII
11.60 11.80 12.00 12.20
5000 m/z 41.00 35.14%
0"'P"W"”I'”'I”""'W"”I'”'I”"P"W'”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #50099: Decanoic acid, methyl ester R e e
74.0 11.60 11.80 12.00 12.20
m/z 55.00 34.77%
5000
29.
L, 5% 0 Y
0|\||||Ji‘|l||‘||‘||‘|\||||||||||||||||||||||||||||||||||||| _l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l
m/z--> 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\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 8 Methyl 9-cis,ll-trans-octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.59 69.65 ng 5112320 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 98
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 98
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 1743 (12.589 min): BF107451.D (-1739) (-) m/z 67.10 100.00%
67.1
5000 AQ“A
P 501 125 1540 1250 1260 130
262.2 : - : : :
o l..i.l. o 22020007 31503553 4204 4853 4SS sz 81.10  79.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67.0
5000 U R R LA I
12.20 12.40 12.60 12.80 13.00
09.0 294.0 m/z 55.10 69.72%
150.0
| m | h 220.0
0IIII‘\\‘I‘NI\\\I‘LI\HI\Ih“wlw“\\l‘lnlﬂwldll S —— IHIII e B R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
67.0
12.20 12.40 12.60 12.80 13.00
5000 m/z 41.00 63.92%
109.0
O i e e e e e e e
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester P T
67.0 12.20 12.40 12.60 12.80 13.00
m/z 95.10 52.03%
5000
09.0
150.0
oza\ ihn 230 e SRS | Ve
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 13-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.62 130.79 ng 9599810 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 94
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 93
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 91
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 91
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 91

Abundance Scan 1748 (12.618 min): BF107451.D (-1745) (-) m/z 55.05 100.00%

|

418.2 471.8 12. 40 12 60 12. 80 13 00
° ' ' m/z 41.10 85.42%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141286: 13-Octadecenoic acid, methyl ester

5000

55.0

5000 S SE TR
12.40 12,60 12.80 13.00

264.0 m/z 43.10 58.98%

38.0 180.0 222.0
0 “m ‘“w nw.‘.s.,..‘..,.“.???-?...,....,....,...
m/z--> 50 150 200 250 300 350 400 450
Abundance

55.0

12.40 12 60 12. 80 13.00

5000 m/z 69.10 58.31%
97.0
264.0
222.0
o 138.0 180.0 299.0
e e e B e B i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141285: 10-Octadecenoic acid, methyl ester R RREERES LS s R

12.40 12.60 12.80 13.00
m/z 74.00 47.09%

5000

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 cis-10-Heptadecenoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.34 3.20 ng 213939 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 55
2 1.16-Hexadecanediol 258 C16H3402 007735-42-4 53
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 49
4 3-Methvlenecvclopropane-trans-1.... 142 C6H604 000499-02-5 46
5 Cyclopropanedecanoic acid, 2-oct... 338 C22H4202 010152-64-4 46

Abundance Scan 1871 (13.342 min): BF107451.D (-1869) (-) m/z 55.00 100.00%

97.0

5000
332.0 381.3 4453 5143 13.00 13.20 13.40 13.60
o m/z 41.10 64.87%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117468: cis-10-Heptadecenoic acid
55.0
5000 70 T[T I T[T rr[rrrrprrror
13.00 13.20 13.40 13.60
m/z 69.05 63.64%
Lo e
0,”..um
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
R e e  Emaa
13.00 13.20 13.40 13.60
5000 m/z 83.10 60.35%
41.0
138.0
180.0222.0
O T e T T e T e e
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester R R RaEEE L
55.0 13.00 13.20 13.40 13.60
m/z 43.10 59.69%
5000
| 180.0222.0264.0
Oyt R e e  Emaa
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 11
R.T. EstConc Area Relative to ISTD R.T.
13.42 2.95 ng 197179 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 83
2 Cvclopentanetridecanoic acid. me... 296 C19H3602 024828-61-3 80
3 Hexadecanoic acid. 14-methvl-., m._.. 284 C18H3602 002490-49-5 74
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 72
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 72
Abundance Scan 1884 (13.418 min): BF107451.D (-1881) (-) m/z 73.95 100.00%
74.0
5000
143.1
199.2 283.2
239.9 326.0 459.2 510 13.20 13.40 13.60 13.80
ol ALl 3905 210.0 m/z 86.95 70.93%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #50090: Decanoic acid, methyl ester
74.0
5000
13.20 13.40 13.60 13.80
143.0 m/z 43.05 47 .79%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
1320 13.40 13.60 13.80
5000 m/z 55.10 37.29%
143.0
199.0 253.0296.0
O T T T e B A R R mor
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131318: Hexadecanoic acid, 14-methyl-, methy! ester R B R e ma
74.0 13.20 13.40 13.60 13.80
m/z 57.00 27 .39%
5000
0 R R R R A R
miz-> 0 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 unknownl3.85 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.85 8.11 ng 541700 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z.E-7.11-Hexadecadien-1-vl acetate 280 C18H3202 051607-94-4 27
2 (9-Oxabicvclol3.3.11non-6-en-3-v... 154 C9H1402 1000191-02-8 22
3 1.4-Hexadiene. 3-ethvl- 110 C8H14 002080-89-9 18
4 Cvclopentanecarboxvlic acid. 2-p... 210 C13H2202 1000154-24-8 15
5 Bicyclo[2.2.1]heptan-2-one, 1-(b... 230 C10H15BrO 064161-50-8 14
Abundance Scan 1957 (13.848 min): BF107451.D (-1954) (-) m/z 95.10 100.00%
5000
307.9 4692 13.60 13.80 14.00 14.20
o 3r28a22.4 D)2012S m/z 81.10 77.35%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127654: Z,E-7,11-Hexadecadien-1-yl acetate
55.0
5000 UL BRI SO S B
5.0 13.60 13.80 14.00 14.20
“ m/z 151.05 56.37%
149.0
Ollf"-lql [ I\IH“I Lh\ e ‘Hl Ih\\lhhl \i L 2|2|O'IOI |2|89'|0 S
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
81.0
"' 13.60 13.80 14.00 14.20
m/ 55.00 54 _.88%
5000 14 4 0
123.0
O L S L B I B S WL S I
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5951: 1,4-Hexadiene, 3—ethy|— LI L L L LB B
81.0 13.60 13.80 14.00 14.20
m/z 237.15 36.08%
5000
41.0
Ol”huﬂiJIL"I”"I'”'I'”'I'”'I'”'I"”I"”I"” R BRI SO S IR
miz--> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107451.D

Aca On 17 Jul 2018 16:04

Operator : JU/SJ

Sample : J3832-03 2X

Misc :

ALS Vial : 16 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 Tetradecanoic acid, 12-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.09 3.01 ng 200677 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid. 12-methvl-. ... 256 C16H3202 005129-66-8 87
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
4 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 83
5 Octadecanoic acid, 10-methyl-, m... 312 C20H4002 002490-19-9 83
Abundance Scan 1998 (14.089 min): BF107451.D (-1996) (-) m/z 74.10 100.00%
1
5000
143'1199'125533111 13.80 14.00 14.20 14.40
‘ -1354.0 . 488.2 : : :
0 B! 230.5 m/z 87.00  88.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107610: Tetradecanoic acid, 12-methyl-, methyl ester
74.0
29. w
5000 *”4&ﬂhﬁi¥$*%ﬁjﬂ-rrf7771ﬂ-rrr
13.80 14.00 14.20 14.40
m/z 55.05 44 .18%
143.0 1990 256.0
0 “M“'l"“‘”'“ S ABBANARNNRRARSRARI s nEaR o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
113.80 14.00 14.20 14.40
5000 m/z 41.05 37.49Y%
143.0 312.0
. 29.0 1990 269.0
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 '
Abundance #107593: Pentadecanoic acid, methy! ester R EEEEE S
74.0 13.80 14.00 14.20 14.40
m/z 43.00 32.06%
5000
143.0
0 —— ””\ T ””\”\” L”” S — . S —
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 ' 1380 1400 1420 1440
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071718\
Data File : BF107451.D

Acq On 17 Jul 2018 16:04

Operator : JU/SJ

Sample - J3832-03 2X

Misc :

ALS Vial : 16 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]
2-Pentanone, 4-hy... 5.21 3.4 ng 176937 1 6.98 1051190 20.0
unknown6.75 6.75 28.1 ng 1477670 1 6.98 1051190 20.0
Ethanol, 2-(2-eth... 6.81 13.2 ng 691357 1 6.98 1051190 20.0
Heptadecane 10.92 2.5 ng 181274 4 11.52 1468020 20.0
2-methylhexacosane 11.37 2.0 ng 147089 4 11.52 1468020 20.0
Hexadecanoic acid... 11.90 33.6 ng 2469560 4 11.52 1468020 20.0
Methyl 9-cis,11-t... 12.59 69.7 ng 5112320 4 11.52 1468020 20.0
13-Octadecenoic a... 12.62 130.8 ng 9599810 4 11.52 1468020 20.0
cis-10-Heptadecen... 13.34 3.2 ng 213939 5 14.18 1335460 20.0
Decanoic acid, me... 13.42 3.0 ng 197179 5 14.18 1335460 20.0
unknownl13.85 13.85 8.1 ng 541700 5 14.18 1335460 20.0
Tetradecanoic aci... 14.09 3.0 ng 200677 5 14.18 1335460 20.0
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