LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 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-BF121918.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.169 10 14 19 rVB 55509 75443 7.29% 0.536%
2 3.987 320 323 329 rBV 8636 12856 1.24% 0.091%
3 4.563 417 421 426 rVB 9706 15076 1.46% 0.107%
4 5.110 510 514 520 rVB 44855 46059 4 _.45% 0.327%
5 5.522 580 584 588 rBV 816095 733703 70.90% 5.214%
6 6.528 751 755 761 rBV 893520 773066 74.70% 5.494%
7 6.669 775 779 783 rBV 913573 772673 74.66% 5.491%
8 6.898 815 818 822 rBV 981280 892986 86.29% 6.347%
9 7.057 841 845 849 rVB 767785 600732 58.05% 4.269%
10 7.451 909 912 916 rBV 537639 446762 43.17% 3.175%

11 8.186 1033 1037 1040 rBV 1135412 1034887 100.00% 7.355%
12 9.257 1215 1219 1222 rBV 993584 754833 72.94% 5.365%

13 9.363 1230 1237 1242 rBV4 14826 26547 2.57% 0.189%
14 9.516 1260 1263 1267 rVB2 38837 28357 2.74% 0.202%
15 9.645 1283 1285 1290 rVB 47595 39588 3.83% 0.281%
16 9.939 1331 1335 1339 rBV 1273011 1030744 99.60% 7.326%
17 9.969 1339 1340 1345 rVvB2 18323 13476 1.30% 0.096%
18 10.122 1361 1366 1367 rBV3 9605 13122 1.27% 0.093%
19 10.139 1367 1369 1374 rVB2 11810 13145 1.27% 0.093%
20 10.345 1400 1404 1406 rBV 14061 16945 1.64% 0.120%
21 10.486 1425 1428 1431 rVB2 19711 16053 1.55% 0.114%
22 10.722 1465 1468 1472 rBV 528196 454711 43.94% 3.232%
23 10.845 1486 1489 1497 rVB5 15790 22890 2.21% 0.163%
24 10.963 1507 1509 1513 rVB3 20967 22153 2.14% 0.157%
25 11.227 1551 1554 1558 rVB 19294 18487 1.79% 0.131%
26 11.292 1560 1565 1568 rVV5 13453 25574 2.47% 0.182%
27 11.321 1568 1570 1574 rVB2 16140 16111 1.56% 0.115%

28 11.427 1584 1588 1590 rBV 1074942 1022323 98.79% 7.266%
29 11.445 1590 1591 1594 rVvVv 238807 160643 15.52% 1.142%

30 11.498 1598 1600 1603 rVB 45709 35242 3.41% 0.250%
31 11.651 1621 1626 1629 rBV3 29255 41623 4.02% 0.296%
32 11.816 1651 1654 1657 rBV 259541 201750 19.49% 1.434%
33 11.927 1670 1673 1674 rBV 39722 39908 3.86% 0.284%

34 11.951 1674 1677 1681 rVV2 105024 120729 11.67% 0.858%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111703.D

Aca On - 21 Dec 2018 22:31 Instrument :
Operator : JU/SJ gﬁgiéamlem'
a?zgle ; J6518-01 5X L p
ALS Vial : 24 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\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.004 1683 1686 1689 rVV3 22875 31620 3.06% 0.225%
36 12.039 1689 1692 1694 rVVv2 59267 64166 6.20% 0.456%
37 12.063 1694 1696 1700 rVB 33885 27811 2.69% 0.198%
38 12.221 1720 1723 1725 rBV 31421 35059 3.39% 0.249%

39 12.504 1768 1771 1772 rBV 243709 211258 20.41% 1.501%
40 12.521 1772 1774 1777 rVB 526898 424009 40.97% 3.013%

41 12.610 1785 1789 1791 rBV 270333 225671 21.81% 1.604%
42 12.633 1791 1793 1796 rVV 336802 307932 29.76% 2.189%

43 12.680 1799 1801 1808 rVVv8 29912 54876 5.30% 0.390%
44 12.863 1826 1832 1839 rBVY 303901 399003 38.56% 2.836%
45 12.980 1850 1852 1853 rBV2 28926 25561 2.47% 0.182%

46 13.004 1853 1856 1860 rVB 830126 696397 67.29% 4.949%
47 13.198 1886 1889 1894 rBV4 51181 91105 8.80% 0.647%
48 13.439 1928 1930 1936 rVB2 119134 113902 11.01% 0.810%
49 13.898 2005 2008 2014 rBV3 134315 192942 18.64% 1.371%
50 14.062 2032 2036 2038 rBV2 924292 887380 85.75% 6.307%

51 14.086 2038 2040 2043 rVB 118394 89987 8.70% 0.640%
52 14.533 2114 2116 2120 rVB 132296 140832 13.61% 1.001%
53 15.545 2285 2288 2292 rVB 466057 511748 49.45% 3.637%

Sum of corrected areas: 14070456

8270-BF121918.M Mon Dec 24 12:49:34 2018 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF122118\

BF111703.D

21 Dec 2018 22:31

JussJ

J6518-01 5X

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000
2.17

TIC: BF111703.D

511

3.99 4.56

6.59.67

5.52

6.90

7.06

7.45

0
Time-->

4.00

T T
4.50 5.00

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: BF111703.D
94

8.19
9.26

LQgﬁ.3159-~‘39,' 65 a@mlo.a@m

11.43

13.00

12.52

12.6312.86

Time-->

10.50

9.50 10.00

11.00

11.50

12.00

12.50

13.00

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: BF111703.D

15.54

14.53

A4.09

1
13.90

13.44

Time-->

™1
13.50

14.00 14.50 15.00

15.50 16.00 16.50

I
17.00 17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1 unknown6.67 Concentration Rank 1

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

6.67 17.31 ng 772673 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 779 (6.669 min): BF111703.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
w1 o || o % "o ok G0 700
T PN 1 G-~ T | R m/z 68.10 41.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 RSN AN RARSE AN SRS
6.40 6.60 6.80 7.00
104.0 m/z 134.00 31.58%
140 270 390 510 80770 o0 | 445,
mz-> 10 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
117.0 " 640 6.60 6.80 7.00
5000 m/z 66.10 27 .94%
39.0 910
o | P oo | wso || |
\ 11 | \\ 1
s R B e 70 68 e 18 14 1 10 kG
Abundance #14144: 5-Fluoro-2-chloropyrimidine R s e Eaa
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.17%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"“l:”llﬁgﬂ"il'”hl”"P"W T IREBE RS SR UL S
m/z--> 10 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\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.82 3.95 ng 201750 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 1655 (11.821 min): BF111703.D (-1651) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 227.2 BARAR RARAN RARRN RARAN AR
| hl | 97.0 157 | 1711 199.2 270.3 11.60 11.80 12.00 12.20
ettt 22EQ L e T Tm/z 87.10  78.13%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
A
5000 R S UL UL R
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.05 39.24%
“M|I}%0 ] ﬂm1%oﬂm 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
" 1160 11.80 12,00 12.20
5000 43.0 m/z 55.05 29.99%
143.0
e Ll T a0, T 1850 2270 2100
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester A B R Ramma ne
74.0 11.60 11.80 12.00 12.20
m/z 41.10 25.78%
5000
143.0
I ‘\ lero e 2280
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 4 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.36 ng 120729 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 70
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 64
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 64
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 64
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 64

Abundance Scan 1677 (11.951 min): BF111703.D (- 1674) ) m/z 192.10 100.00%

19p.

5000

430 730

9.0 1291 1631

227.2  256.2 11.60 11.80 12.00 12.20
m/z 191.10  48.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192.0

5000
11.60 11.80 12.00 12.20

m/z 73.00 30.82%

96.0 165.0
63.0 115.0 139.0
AR o RRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0

11. 60 11. 80 12. 00 12.20

5000 m/z 43.05 26.86%
165.0
39.0 63.0 | ‘\ 115.0 139.0 h‘ ' \H
e R ma o e AR R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 MMJ
Abundance #54741: Anthracene, 1-methyl-  EEAREEEEEE T
192.0 11.60 11.80 12.00 12 20

m/z 41.10 26.61%

165.0 M_AJ M
27.0 63.0 9601150 1390 " |l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. 00 12 20

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 5 9,12-Octadecadienoic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.50 4.13 ng 211258 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 97
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 95
5 9,17-Octadecadienal, (2)- 264 C18H320 056554-35-9 93

Abundance Scan 1770 (12.498 min): BF111703.D (-1768) (-) m/z 67.05 100.00%

67.0

5000

:

187.1211.0 24112632 294.3 12.20 12.40 12.60 12.80
m/z 81.10 89.45%

121.1 1491

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

-

12!20 12.I40 12!60 12.I8O
m/z 55.05 77.76%

5000

123.0 150.0

178.0 223.0 263.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139727: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

:

12.20 12.40 12.60 12.80
m/z 41.10 67.31%

5000

294.0
123.0 150.0 178.0 220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T
41.0 67.0 12.20 12.40 12.60 12.80
m/z 95.10 55.38%

:

-

5000 95.0
hlz&o 150.0 1780 2200 2630 29?0

T T T I
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\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 6 13-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.52 8.30 ng 424009 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 98
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 96
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 95

Abundance Scan 1774 (12.521 min): BF111703.D (-1772) (-) m/z 55.10 100.00%

1

5000

!
]

180.2 2222 264.2 206.2 12.20 12.40 12.60 12.80

o} 0 m/z 41.10 72.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester

"
I

5000

12.20 12.40 12.60 12.80
264.0 m/z 69.10 57.90%

296.0

29.0

111.0
138.0 180.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
55.0

g

12.20 12.40 12.60 12.80
m/z 74.00 52.31%

5000

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

Abundance #141288: 16-Octadecenoic acid, methyl ester I EEREARE RS
55.0 12.20 12.40 12.60 12.80
m/z 43.10 51.46%

5000

29.0 264.0

111.0

-

138.0 180.0 222.0

296.0
B e A EEmEEmma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 7 unknownl13.20 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.20 2.05 ng 91105 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.6-Trimethvl-9-undecen-1-ol 212 C14H280 1000131-31-6 10
2 Bicvclol4.1.0lheptan-2-one. 7.7-... 240 C15H16N20 1000163-69-2 9
3 Acetic acid. (2-phenvlcvclohexvl... 216 C14H1602 019910-00-0 9
4 Dimethyl-1.8-naphthalenedioxvsilane 216 C12H1202Si 006398-60-3 9
5 3-Quinolinecarboxylic acid, 2-am... 216 C12H12N202 1000319-36-2 9
Abundance Scan 1889 (13.198 min): BF111703.D (-1886) (-) m/z 41.05 100.00%
430 811
216.1
5000 09.1 202.2
149.1
186.0 258.1 A T B T B i
331.13620 | 15'90 13,00 13.20 13.40 13.60
m/z 43.10 91.20%
m/z--> 50 100 150 200 250 300 350
Abundance #71330: 2,6,6-Trimethyl-9-undecen-1-ol
69.0
109.0
41.0
5000 RIS SAAUSN BN B
212.0 12.80 13.00 13.20 13.40 13.60
m/z 55.10 85.60%
510 1m0,
m/z--> 50 100 150 260 2éo 360 3%0
Abundance #94099: Bicyclo[4.1.0]heptan-2-one, 7,7-dicyano-6-(1-cyclo...
55.0
o 12550 1300 13,20 1340 13560
5000 211.0 | m/z 81.10 81.07%
IMIHI{I\LI‘I ——T ——
m/z--> 50 100 150 200 250 300 350
Abundance #74298: Acetic acid, (2-phenylcyclohexylidene)- RS e R R
216.0 12.80 13.00 13.20 13.40 13.60
91.0 1290 1710 m/z 79.00 69.43%
5000
e sl L
- U\IJ‘\\‘I\MIH.‘LJE{‘Iihl\} .‘{.{‘Nl'l:J.h‘.“.J‘l.{...l.... ——— N
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 8 unknownl3.44 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.44 2.57 ng 113902 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4(1H)-0xopvridine-1-carboxvlic a... 167 C8H9NO3 057330-83-3 12

2 1.5-Hexadiene. 2.5-dipropvl- 166 Cl1l2H22 1000158-33-4 11
3 cis-2-Methvl-4-n-pentvlthiane. S... 218 C11H2202S 1000215-67-9 10
4 Bicvclol3.3.11Tnonane-2.8-dione 152 C9H1202 160651-01-4 10
5 2-Methyl-Z,Z-3,13-octadecadienol 280 C19H360 1000130-90-5 10
Abundance Scan 1930 (13.439 min): BF111703.D (-1928) (-) m/z 55.10 100.00%
A
5000
119350 sed s o0 1940 1560 Tae0”
m/z 41.10 43 .43%
m/z--> 50 100 150 200 250 300
Abundance #36176: 4(1H)-Oxopyridine-1-carboxylic acid, ethyl ester
29.0
s T R 1670 " 1340 160 0.
\ 95.0 m/z 167.10 38.22%
IJnlI l|l|.|ll \Ilzlzlol |'||||||||||||||||||
m/z--> 50 100 150 200 250 300
Abundance #35182: 1,5-Hexadiene, 2,5-dipropyl-
55.0
' 13.20 13.40 1360 13.80
5000 m/z 43.10 37.96%
29.0 gs0 1230
W e
m/z--> 50 100 150 200 250 300
Abundance #75454: cis-2-Methyl-4-n-pentylthiane, S,S-dioxide T
55.0 13.20 13.40 13.60 13.80
m/z 69.10 36.74%
83.0
5000
152.0
\ Fll.O
- .'-|- ‘,\ A L .“- N I
m/z--> 50 100 150 200 250 300 13.20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 4_.35 ng 192942 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 95
3 Cvclotetradecane 196 C14H28 000295-17-0 83
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 83
5 Cyclotetracosane 336 C24H48 000297-03-0 70
Abundance Scan 2008 (13.898 min): BF111703.D (-2005) (-) m/z 57.10 100.00%
57.1
97.1
5000
- 1028 "m/z 55.10 91.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55.0
5000 LR B UL B B
mmmmmmmm
m/z 43.10 88.97%
14.0;
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55.0
13.60 13.80 14.00 14.20
5000 97.0 m/z 83.10 64 .85%
230 ) |4 L3390 1020 p30 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #58279: Cyclotetradecane R R R
55.0 13.60 13.80 14.00 14.20
m/z 41.10 63.85%
5000 97.0
bl L] Lo e
m/z--> 5'0 100 1&1;0 2(')0 250 3(')0 3&'30 4(')0 13 60 13. 80 14. oo 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111703.D

Aca On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample : J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 10 1-Hexacosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .53 3.17 ng 140832 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 93
2 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 90
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 90
4 Triacontyvl pentafluoropropionate 584 C33H61F502 1000351-80-0 90
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 90
Abundance Scan 2115 (14.527 min): BF111703.D (-2114) (-) m/z 57.10 100.00%
I W
5000

327.4 386.2 440.3484 3 14.20 14.40 14.60 14.80
m/z 43.10 98.53%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #193365: 1-Hexacosene
57.0

5000 . R AT
14.20 14.40 14.60 14.80

m/z 55.10 81.08%

, °r-0 2230 2780
RN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #238130: Triacontyl trifluoroacetate

14.20 14.40 14.60 14.80

0,
5000 110 m/z 69.10 74 _.33%

l 1167-0 2020 278.0 334.0  420.0465.0 516.0

|
m/z--> 5IO l(I)O léO 200 250 300 350 4CI)O 45IO 5CI)O SéO 6CI)O
Abundance #241397: Dotriaconty| pentafluoropropionate R B B
57.0 14.20 14.40 14.60 14.80
m/z 71.10 71.15%

e 1.0 Mrﬂ\j\/\w

| |167.0 2220 278.0 334.0 3000 448.0493.0 594.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14. 20 14. 40 14 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122118\
Data File : BF111703.D

Acq On : 21 Dec 2018 22:31

Operator : JU/SJ

Sample - J6518-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .67 6.67 17.3 ng 772673 1 6.90 892986 20.0
Hexadecanoic acid... 11.82 4.0 ng 201750 4 11.43 1022320 20.0
Anthracene, 2-met... 11.95 2.4 ng 120729 4 11.43 1022320 20.0
9,12-Octadecadien... 12.50 4.1 ng 211258 4 11.43 1022320 20.0
13-Octadecenoic a... 12.52 8.3 ng 424009 4 11.43 1022320 20.0
unknown13.20 13.20 2.0 ng 91105 5 14.06 887380 20.0
unknownl13.44 13.44 2.6 ng 113902 5 14.06 887380 20.0
1-Docosene 13.90 4.3 ng 192942 5 14.06 887380 20.0
1-Hexacosene 14.53 3.2 ng 140832 5 14.06 887380 20.0
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