LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 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-BF120818.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 2.487 65 68 74 rVB 87765 139690 1.06% 0.147%
2 3.263 198 200 216 rBv4 89011 218964 1.65% 0.231%
3 4.663 433 438 442 rBV 133754 142081 1.07% 0.150%
4 5.028 496 500 507 rvB 470592 663474 5.01% 0.698%
5 5.175 521 525 541 rBVY 1533396 1716595 12.97% 1.807%
6 5.287 541 544 550 rVB 142461 138663 1.05% 0.146%
7 5.428 557 568 571 rBVY 10324357 11216125 84.72% 11.808%
8 5.640 600 604 612 rVB3 213561 294538 2.22% 0.310%
9 6.334 718 722 725 rBV 245437 223275 1.69% 0.235%
10 6.440 732 740 747 rBVY 10735574 13238510 100.00% 13.937%

11 6.492 747 749 758 rvVv 228063 205496 1.55% 0.216%
12 6.575 758 763 766 rVV 11494192 11846827 89.49% 12.472%
13 6.634 770 773 778 rVB 392674 339617 2.57% 0.358%
14 6.804 798 802 805 rBvV 2828500 2511970 18.97% 2.644%
15 6.963 824 829 832 rBV 8680969 8245881 62.29% 8.681%

16 7.363 891 897 900 rBV 7423749 7506403 56.70% 7.902%
17 7.957 991 998 1001 rBV 168815 183468 1.39% 0.193%
18 8.081 1015 1019 1023 rBV 2866840 2571805 19.43% 2.707%
19 9.163 1197 1203 1206 rBV 11328297 10017240 75.67% 10.546%
20 9.551 1266 1269 1272 rBV 1261602 948634 7.17% 0.999%

21 9.839 1311 1318 1321 rBV 2820476 2455361 18.55% 2.585%
22 10.622 1447 1451 1455 rBV 5440022 5255600 39.70% 5.533%
23 11.063 1523 1526 1534 rVB 360876 459409 3.47% 0.484%
24 11.322 1566 1570 1573 rBV 2321676 2158304 16.30% 2.272%
25 11.857 1657 1661 1668 rBV 952734 978357 7.39% 1.030%

26 11.910 1668 1670 1676 rVB3 116871 181794 1.37% 0.191%
27 12.533 1772 1776 1778 rBV 152551 181672 1.37% 0.191%
28 12.639 1791 1794 1799 rBV 420554 451151 3.41% 0.475%
29 12.692 1799 1803 1807 rVB2 159516 233809 1.77% 0.246%
30 12.910 1835 1840 1843 rBV 6706102 6156168 46.50% 6.481%

31 13.957 2014 2018 2021 rBV 2392269 2246856 16.97% 2.365%

32 15.392 2258 2262 2268 rBV 1377564 1631847 12.33% 1.718%
33 18.098 2718 2722 2724 rBV3 160047 230187 1.74% 0.242%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 94989771
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\

BF111261.D

10 Dec 2018 23:59

JussJ

J6306-01

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.03 5.28 ng 663474 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Pentane. 2-methoxv- 102 C6H140 006795-88-6 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 500 (5.028 min): BF111261.D (-496) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 4.60 4.80 5.00 5.20 5.40
I N NN £ N B o |-
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 17.60%
0 ATRET . 83.0 .
RS I SULIL S SO SULILL UL UL I IV UL SR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 450 500 550 540
5000 m/z 58.05 13.81%
20.0 101.0
0 50 | 1ll 730 830
R I SULIL SO SURIL UL UL I IV UL SR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- BEEEE RS R e
59.0 460 4.80 5.00 5.20 5.40
m/z 41.05 7.63%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ ‘\ \‘ SO'Q H‘ . “ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 2-Furanmethanol Concentration Rank 3

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

5.17 13.67 ng 1716600 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanmethanol 98 C5H602 000098-00-0 98
2 3-Furanmethanol 98 C5H602 004412-91-3 70
3 Methvlenecvclopropanecarboxvlic ... 98 C5H602 062266-36-8 49
4 2.4-Hexadienal. (E.E)- 96 C6H80 000142-83-6 38
5 Thiocyanic acid, 2-propynyl ester 97 C4H3NS 024309-48-6 27

Abundance Scan 524 (5.169 min): BF111261.D (-521) (-) m/z 97.95 100.00%
98.0
411
53.0 810
5000
69.0
| | ||| | 610 ‘ 4.80 500 5.20 5.40 5.60
o RSN 1] M P~ SO | OO PN N | [N m/z 41.10 80.28%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3079: 2-Furanmethanol
98.0
410 g3 810
5000 69.0 480 500 520 540 5.60
29.0 m/z 39.10 70.17%
ok }QQ, ”Jﬂ..dIJL.wnJ.ﬁﬁQ.:p..”,:...,”h e
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3083: 3-Furanmethanol
98.0
41.0 69.0 4.80 500 520 5.40 5.60
5000 ' m/z 42.05 64 .50%
81.0
53.0
29.0 ‘ ‘
0...|.1.5'.0.|..2‘.‘|‘...‘H | ..‘Hl‘.‘..|...‘.|‘....‘|....|..‘. ‘l....
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3117: Methylenecyclopropanecarboxylic acid
98.0 4.80 5.00 520 5.40 5.60
m/z 53.05 61.10%
5000 53.0
42.0 81.0
‘ 70.0
0"w""w"'F?Rlm”“'iHj”l"”w""w"'l”' T
m/z--> 10 20 30 40 50 60 70 8 90 100 4.80 500 520 5.40 5.60

8270-BF120818.M Tue Dec 11 12:11:04 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 3 1,3,5,7-Cyclooctatetraene Concentration Rank 10

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

5.64 2.35 ng 294538 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 96
2 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 96
3 Stvrene 104 C8HS8 000100-42-5 96
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 72
5 1,3,7-Octatrien-5-yne 104 C8HS8 016607-77-5 28

Abundance Scan 604 (5.640 min): BF111261.D (-600) (-) m/z 104.10 100.00%
104.1
5000 78.1
51.0
39.0 63.0 | 911 540 560 580 6.00
o YU Y S 11| NSO 1| R m/z 103.00 53.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4880: 1,3,5,7-Cyclooctatetraene
104.0
5000 80 -9-J}----|----w---ﬁ---
540 5.60 5.80 6.00
390 51.0 m/z 78.10 43.99%
0 27“0 .|. ||| G?IO in 89.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104.0
540 560 580 6.00
5000 78.0 m/z 50.95 27 .82%
51.0
39.0
20 1l %3 L eo ]
S U UL UL UL UL SIS ULILLS UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4873: Styrene
104.0 540 5.60 5.80 6.00

m/z 77.10 24 .54%

5000 78.0
51.0

39.0 63.0
150 27.0 I \ . 890 1l

| I NN | NN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.57 Concentration Rank 1

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

6.57 94 .32 ng 11846800 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF111261.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
©0 so || S5 om0 650 Sho 700
Obrrprrrrprrrepree ke bl S e e L0 el | MZZ 68.10  44.87%
m/z--> 10 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 W
5000 L L R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.22%
o | I “ 1l |
LN AN RARAN KRN RAARS KA RRARN NAARS KRR RS ALY LA ALY RARRN RARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.05 29.60%
41.0 97.0
‘ 20.0 117.0
0 ‘ \ ! | ‘ | L1l [, ‘
R R AR A AR RARRS RAARS AR AR RAAAS LS RALSS LAAS SRR EARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L LI L L L B B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.98%
5000
104.0
oL 140 270 39.0 510 000 770 595 | 1150
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Benzene, 1,2,3-trimethyl- Concentration Rank 9

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

6.63 2.70 ng 339617 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 772 (6.628 min): BF111261.D (-770) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.0 51.0 g50 ‘71 910 1311 6.20 6.40 6.60 6.80 7.00
Ol prrrr e et el il e 23EL 0 Tm/z 120.10 0 42.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000

6.20 6.40 6.60 6.80 7.00
m/z 119.05 12 .43%

0 390 510 50 /70 910

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0
120.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 77.10 10.74%

270 410510 g50 O o0 | |
|

Y | AT M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0 6.20 6.40 6.60 6.80 7.00
m/z 91.00 8.66%
120.0
5000
B LA i o o o o R R RS R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 9.07 ng 978357 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1662 (11.863 min): BF111261.D (-1657) (-) m/z 43.05 100.00%

43.0 730
5000 129.1

11.60 11.80 12.00 12.20

Olrrrrr m/z 73.05 93.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LI L L L R LELEL L B
83.0 11. 60 1180 1200 12 20
- 0
J‘“ 1570 1ge 2130 2560 m/z 59.95 90.23%
04
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
B AR e e
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 82.83%
0150 178
m/z--> 40 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid LR a s
73.0 11.60 11.80 12.00 12.20
m/z 41.10 75.58%
5000 129.0
0 R o o o e o

m/z--> 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\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.64 4.18 ng 451151 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1794 (12.639 min): BF111261.D (-1791) (-) m/z 43.10 100.00%

431 730

5000

12.40 12.60 12.80 13.00
m/z 57.10 86.49%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

5000

12.40 12.60 12.80 13.00
m/z 73.00 84.72%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 79.11%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid e e e A N
60.0 12.40 12.60 12.80 13.00
m/z 55.00 67.36%
5000
29.0 129.0
“ l ‘ 87.0 172.0
N P Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 n-Dodecyl methacrylate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.08 ng 233809 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 64
2 E-14-Hexadecenal 238 C16H300 330207-53-9 45
3 2-Butenoic acid. hexvl ester 170 C10H1802 019089-92-0 38
4 3-Trifluoroacetoxv-6-ethvldecane 282 C14H25F302 116436-59-0 35
5 1-Dodecene 168 C12H24 000112-41-4 30

Abundance Scan 1803 (12.692 min): BF111261.D (-1799) (-) m/z 69.10 100.00%

41.0 69.1

5000

12.40 12.60 12.80 13.00

123.1 1681 20112261 00 5030

O m/z 87.00 93.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105675: n-Dodecyl methacrylate
41.0
69.0
5000 LRI L L L L L LB
12.40 12.60 12.80 13.00
97.0 m/z 41.05 88.26%
o H 125.0 168.0
RRRARARSLRR LNy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92510: E-14-Hexadecenal
43.0
R N REEE SRS R
12.40 12.60 12.80 13.00
5000 m/z 57.10 65.96%
0 140.0 168.0 210.0 238.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37954: 2-Butenoic acid, hexyl ester I EAmEmEEE RS
69.0 12.40 12.60 12.80 13.00
m/z 55.10 64 .60%
5000
41.0
oL18.0, Hl | [99.0 127.0 1700
T e P e e e e e e R EEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111261.D

Aca On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample : J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Cyclohexane, 1,4-didecyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.10 2.82 ng 230187 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-didecvl- 364 C26H52 055334-20-8 83
2 10-Heneicosene (c.t) 294 C21H42 095008-11-0 78
3 Cvclohexane. 1.3-didecvl- 364 C26H52 055334-19-5 64
4 1-Docosanethiol 342 C22H46S 007773-83-3 60
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 50

Abundance Scan 2722 (18.098 min): BF111261.D (-2718) (-) m/z 43.10 100.00%
43.1
97.1
5000
28L1 3512 4203 aga35284 17.80 18.00 18.20 18.40
oTrﬁJL m/z 57.10 89.90%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193371: Cyclohexane, 1,4-didecyl-
43.0 97.0
5000 L B UM UL I
223.0 17.80 18.00 18.20 18.40
m/z 97.10 76.01%
0 190,81 9 279.0 3640
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #139793: 10-Heneicosene (c,t)
55.0
7.0 17.80 18.00 18.20 18.40
5000 m/z 55.10 74.26%
alll) e
O e e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193372: Cyclohexane, 1,3-didecyl- B B A Eame
430 g7 17.80 18.00 18.20 18.40
m/z 83.10 62.75%
5000 223.0
39.0
o | iﬂ |, 181.0 265.0 323.0364.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40

8270-BF120818.M Tue Dec 11 12:11:09 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121018\
Data File : BF111261.D

Acq On : 10 Dec 2018 23:59

Operator : JU/SJ

Sample - J6306-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_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... 5.03 5.3 ng 663474 1 6.80 2511970 20.0
2-Furanmethanol 5.17 13.7 ng 1716600 1 6.80 2511970 20.0
1,3,5,7-Cycloocta. .. 5.64 2.4 ng 294538 1 6.80 2511970 20.0
unknown6 .57 6.57 94.3 ng 11846800 1 6.80 2511970 20.0
Benzene, 1,2,3-tr... 6.63 2.7 ng 339617 1 6.80 2511970 20.0
n-Hexadecanoic acid 11.86 9.1 ng 978357 4 11.32 2158300 20.0
Octadecanoic acid 12.64 4.2 ng 451151 4 11.32 2158300 20.0
n-Dodecyl methacr... 12.69 2.1 ng 233809 5 13.96 2246860 20.0
Cyclohexane, 1,4-_... 18.10 2.8 ng 230187 6 15.39 1631850 20.0
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