LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 4.993 487 494 503 rVB2 224482 307668 5.99% 0.524%
2 5.410 560 565 568 rBY 5170366 4778065 92.98% 8.134%
3 6.428 733 738 750 rVB 5139698 5138957 100.00% 8.749%
4 6.563 757 761 765 rBVY 5627807 4877421 94.91% 8.303%
5 6.798 797 801 804 rBY 3052834 2563816 49.89% 4 .365%
6 6.951 823 827 831 rBV 4408818 3712891 72.25% 6.321%
7 7.351 889 895 898 rBVY 3646718 3085352 60.04% 5.253%
8 7.404 902 904 907 rVvVv 112135 85661 1.67% 0.146%
9 7.439 907 910 916 rvB4 49137 69433 1.35% 0.118%
10 7.575 928 933 937 rBv4 33846 72940 1.42% 0.124%
11 7.916 987 991 995 rVB6 36352 60740 1.18% 0.103%
12 8.081 1015 1019 1022 rBvV 3683732 3336664 64.93% 5.680%
13 8.151 1029 1031 1033 rVB 89650 60809 1.18% 0.104%
14 8.251 1042 1048 1051 rBvV7 33945 64451 1.25% 0.110%
15 8.381 1062 1070 1073 rBvV7 75960 126594 2.46% 0.216%
16 8.469 1082 1085 1089 rVB3 66837 63115 1.23% 0.107%
17 8.510 1089 1092 1094 rBV 99936 95037 1.85% 0.162%
18 8.586 1102 1105 1108 rVB3 80087 71981 1.40% 0.123%
19 8.628 1108 1112 1117 rBvVS8 51121 76125 1.48% 0.130%
20 8.681 1118 1121 1124 rBV 207826 169952 3.31% 0.289%
21 8.775 1135 1137 1142 rVB3 65691 95097 1.85% 0.162%
22 9.110 1191 1194 1198 rVB2 107544 94769 1.84% 0.161%

23 9.157 1198 1202 1205 rBV 5244538 4449845 86.59% 7.575%
24 9.245 1214 1217 1221 rBV 256172 235727 4_.59% 0.401%
25 9.416 1243 1246 1253 rVB6 40164 58760 1.14% 0.100%

26 9.545 1265 1268 1270 rBV 519737 392058 7.63% 0.667%
27 9.569 1270 1272 1274 rVB 97892 66142 1.29% 0.113%
28 9.775 1305 1307 1311 rVB 231378 160528 3.12% 0.273%
29 9.833 1311 1317 1321 rBV2 3463517 2990423 58.19% 5.091%

30 10.033 1349 1351 1354 rVB 90360 75162 1.46% 0.128%
31 10.098 1359 1362 1366 rBV3 58594 62667 1.22% 0.107%
32 10.275 1389 1392 1394 rVB 194045 140039 2.73% 0.238%
33 10.375 1407 1409 1412 rBV 58456 56718 1.10% 0.097%
34 10.498 1427 1430 1433 rVB 83914 74283 1.45% 0.126%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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-BF120818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.616 1446 1450 1455 rBV 2469598 2040731 39.71% 3.474%

36 10.745 1469 1472 1480 rVB2 209506 282108 5.49% 0.480%
37 11.192 1546 1548 1551 rBV 168527 155446 3.02% 0.265%
38 11.227 1552 1554 1558 rVB 126342 107142 2.08% 0.182%
39 11.316 1565 1569 1571 rBV 2661927 2252548 43.83% 3.835%
40 11.339 1571 1573 1576 rVV 310892 246007 4._.79% 0.419%

41 11.386 1579 1581 1584 rVB 84411 77443 1.51% 0.132%
42 11.621 1618 1621 1623 rBVY 154082 119310 2.32% 0.203%
43 11.721 1634 1638 1642 rVB 827993 743940 14.48% 1.266%
44 11.851 1656 1660 1665 rBV2 1337520 1169685 22.76% 1.991%
45 11.927 1670 1673 1675 rBV2 130662 137988 2.69% 0.235%

46 12.027 1688 1690 1693 rBVY 128756 108004 2.10% 0.184%
47 12.368 1746 1748 1751 rBV2 108485 110246 2.15% 0.188%
48 12.404 1751 1754 1756 rBV 2748070 2351950 45.77% 4._.004%
49 12.427 1756 1758 1761 rVB 2790855 2113767 41.13% 3.599%
50 12.527 1770 1775 1778 rBV2 494239 695363 13.53% 1.184%

51 12.557 1778 1780 1790 rVB4 235704 342004 6.66% 0.582%
52 12.633 1790 1793 1799 rBV 720806 835446 16.26% 1.422%
53 12.751 1811 1813 1817 rVB 324930 289513 5.63% 0.493%
54 12.904 1835 1839 1842 rBV 3248413 2866537 55.78% 4 _880%
55 13.145 1878 1880 1884 rVB2 181848 195107 3.80% 0.332%

56 13.815 1991 1994 2000 rVB2 630983 801276 15.59% 1.364%
57 13.951 2014 2017 2020 rBV 1781923 1774231 34.53% 3.020%
58 15.398 2259 2263 2266 rVB 1014520 1154462 22.46% 1.965%

Sum of corrected areas: 58740144
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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

Abundance TIC: BF111276.D

5.41 6.41? 56
5000000
6.95

4000000 7.35

6.80
3000000

2000000

1000000

4.99 LJL~MJtJL 704 57

O L s
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF111276.D

5000000

4000000 12.9
8.08
9.83 1122 43

3000000

2000000

13.14

1000000 955

Jﬁ%&éz& 8877 0. Lm

O e e I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF111276.D

5000000

4000000

13.95

3000000
15.40

2000000 13.82

1000000

7

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 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\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.99 2.40 ng 307668 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 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 494 (4.993 min): BF111276.D (-487) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 0 830 1°|1-° 460 480 500 520 540
R e o o o e Bt R e m/z 59.00 53.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 750 4B 500 S50 540
0
150 a0 1010 m/z 101.00 15.85%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
460 480 500 520 540
5000 m/z 58.05 15.60%
410 101.0
oL 150 30 Tjis00,,| 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 7.91%
5000
101.0
150 310 | %80 g9 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 unknown6.56 Concentration Rank 1

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

6.56 38.05 ng 4877420 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 760 (6.557 min): BF111276.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 o1 550 640 650 680 |
01 : e B m/z 68.10 43.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 AL A R B
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.25%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 680
5000 m/z 66.00 28.41%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.86%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.50 ng 282108 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Dodecane 170 C12H26 000112-40-3 87
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 80
4 5-Ethvldecane 170 C12H26 017302-36-2 80
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 74
Abundance Scan 1473 (10.751 min): BF111276.D (-1469) (-) m/z 57.10 100.00%
51.1
5000
113.1 169.1 10.40 10.60 10.80 11.00
. 139.0 1901 21912403 | ns7 43.10  71.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48833: Tridecane
57.0
5000 RS U A SR
29.0 10,40 10.60 10.80 11.00
m/z 71.10 50.49%
| 113.0 141.0 184.0
0..w.!”h:u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38318: Dodecane
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 38.69%
85.0
29.0
0 \‘ ‘\ [l \‘ \‘ 1l 1130 I 141.0 1700
m/z--> ﬁo 45 65 éo 160 150 150 1éo 1éo 260 250 250
Abundance #38324: Undecane, 2-methyl- LN BEEEE B
43.0 10.40 10.60 10.80 11.00
m/z 41.10 30.49%
71.0
5000
99.0 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.72 6.61 ng 743940 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 86
Abundance Scan 1638 (11.721 min): BF111276.D (-1634) (-) m/z 73.95 100.00%
74.0
5000 431
‘ ‘ o714 227.2 a0 1160 1180 1200
171.2 199 1 : : :
I N 1 Il o WO W o - L1, Ry =y ST 00 o7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119407: Hexadecanoic acid, methyl ester
74.0
5000 S UL UL UL SR
430 11,40 11.60 11.80 12.00
0,
‘ | 143.0 50 9970 270.0 m/z 43.10 37 .34%
SR N 2 T .Y e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11,60 11.80 12,00
5000 43.0 270.0 m/z 55.10 28.52%
o0 143.0 2970
: 185.0
0...“U.Hﬂ.wmph.‘Ll.ﬂL.%?%?....&e?g. TR PR N TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester T
74.0 11.40 11.60 11.80 12.00
m/z 41.10 27 .07%
5000
430 143.0
disos L L0y | amo 0 meo |l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 6 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.85 10.39 ng 1169690 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1660 (11.851 min): BF111276.D (-1656) (-) m/z 43.10 100.00%
431 |, 73.0
5000
129.1
97.0 B e e e
157.1 19212132 25 12563 500 1160 11.80 12.00 12.20
Obrr el : : m/z 73.00 92.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 LR UL BN I B
83.0 11.60 11.80 12.00 12.20
J 1570 1950 2130 2560 m/z 60.00 92.59%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
43.0 U UL SRR BN SR
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 82.58%
0150‘ I LM
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid LB e B
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 41.10 75.18%
5000 129.0
0.1.5.'?....,...L§uv BN s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 1200 1220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 7 Methyl 10-trans,l12-cis-octa... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.40 20.88 ng 2351950 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l12-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1753 (12.398 min): BF111276.D (-1751) (-) m/z 67.05 100.00%
1 A’L_—_‘
5000
[t 0 ot sny sy 1228200108 3
o! oS50 ) 2382007 2933 383 m/z 81.10 83.51%
m/z--> 100 150 200 250 300 350
Abundance #139709 Methy! 10-trans, 12-cis-octadecadienoate
5000 UM A BN
12.00 12.20 12.40 12.60 12.80
23.0150.0 294.0 m/z 55.10 73.52%
o Ay 2P0 00 290 |
m/z--> 100 150 200 250 300 350
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
%5.0 12.00 12,20 12.40 12.60 12.80
5000 ' m/z 41.05 65.22%
29.0
23.0150.0
0 |‘ \‘. " L7y 1780 2230 2630 2940
m/z--> 50 100 150 200 250 300 350
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester S BB AN R
67.0 12.00 12.20 12.40 12.60 12.80
m/z 95.10 52 .54%
5000 /W“w‘Nﬁﬁﬂwmﬂ_ﬁﬁkwxh\ww_«,hhm
29.0
294.0
L J IHJES?017&O 200 29307
oLtk iy L‘:‘L|J||||i|| |ﬂ|||‘ T i B
m/z--> 50 200 250 300 350 12,00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 9-Octadecenoic acid, methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.43 18.77 ng 2113770 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 99
Abundance Scan 1758 (12.427 min): BF111276.D (-1756) (-) m/z 55.10 100.00%
R BRI U BN SR
180.2 222.2 2643 12.20 12.40 12.60 12.80
0 2963 82611 "m/z 41.10 73.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141275: 9-Octadecenoic acid, methyl ester
5000 R BRI BN BN SR
12.20 12.40 12.60 12.80
m/z 69.10 60.16%
296.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141285: 10-Octadecenoic acid, methyl ester
58.0
' 12.20 12:40 12.60 12.80
5000 m/z 74.00 53.13%
29.0 10.0 264.0
370 1800 2220 296.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 L_A_
Abundance #141290: 11-Octadecenoic acid, methyl ester I A REANN RS R e
58.0 12.20 12.40 12.60 12.80
m/z 43.10 49 _.05%
5000
10.0
222.0
1380  180.0 296.0 Nqﬂdv,ﬂﬁwhwﬂLJL&Jwaﬂumf
01 R i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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.
12.63 7.42 ng 835446 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 58
5 Undecanoic acid 186 C11H2202 000112-37-8 46

Abundance Scan 1792 (12.627 min): BF111276.D (-1790) (-) m/z 43.10 100.00%

5000

i

2261 LIS B L L L L L L L
261.1 306.1 3728 12.40 12.60 12.80 13.00

m/z 57.10 87 .68%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

F

12. 40 12. 60 12. 80 13. 00

5000

m/z 55.10 78 .33%

04
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
L A ma o e S
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 41.10 76.77%
‘ 129.0
185.0213.0241.0
o ‘ M“fu L TR0 | o o
m/z--> 50 150 200 250 300 350
Abundance #95855: Pentadecanoic acid B A B e R
43.0 73.0 12.40 12.60 12.80 13.00
m/z 73.00 73.01%
5000 129.0
199.0 242.0
P 1.0 FSIO
0.‘.Upu‘ﬂ‘.ﬂtﬂ.m. ,hja‘.i.M e e
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\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.14 2.20 ng 195107 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 55
2 Pentadecane 212 C15H32 000629-62-9 55
3 Heneicosane 296 C21H44 000629-94-7 45
4 Eicosane 282 C20H42 000112-95-8 45
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 43

Abundance Scan 1879 (13.139 min): BF111276.D (-1878) (-) m/z 57.10 100.00%

517.1

85.1

5000
198.1225.1 L e
133.1159.1 255.2  295.1 3952 12.80 13.00 13.20 13.40
o m/z 43.10 95.95%
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57.0
85.0
5000 LA L L L L L L |
12.80 13.00 13.20 13.40
m/z 85.10 72.88%
290 113.0
By [°141.0160.0197.0 240.0
04— .H.“.H.‘... T
m/z--> 50 100 150 200 250 300
Abundance #71395: Pentadecane
57.0
R R REE
2.0 12.80 13.00 13.20 13.40
5000 : 85.0 m/z 71.10 63.81%
o I 0 i
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane e
57.0 12.80 13.00 13.20 13.40
m/z 41.10 29.12%
85.0
5000
29.0 113.0
. M‘h“J 14101690197.02250253.0 2960
L R ... T T T R R e AR
m/z--> 50 100 150 200 250 300 12. 80 13. OO 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111276.D

Aca On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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 Triacontyl pentafluoropropi... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 9.03 ng 801276 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
2 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
3 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
4 Dotriacontvl trifluoroacetate 562 C34H65F302 1000351-75-4 91
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
Abundance Scan 1995 (13.821 min): BF111276.D (-1991) (-) m/z 57.10 100.00%
57.1
5000 j\AMJ\JVp«,VMJA\J”v“~mwA“AAJ“
Jllll e
13.60 13.80 14.00 14.20
1207.1260.1
obrd bl sl ZOTIZ00T 8441 4152 4783 | "m/z 43.10 75.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #240603: Triacontyl pentafluoropropionate
57.0
5000 LRI SRR B SULBUL I
11 0 13.60 13.80 14.00 14.20
m/z 55.10 53.74%
ol 1167 02220 292.0 348.0 420.0 566.0
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600 650
Abundance #238675: Heptacosy| pentafluoropropionate
57.0
" 1360 13.80 14.00 14.20
m/ 71.10 51.54Y%
5000 10 z (
ol l | 16702220 2780 3780 524.0 M
m/z--> 56 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriaconty! heptafluorobutyrate RS EmmEs o L
57.0 13.60 13.80 14.00 14.20
m/z 83.10 50.35%
- M/L/VAJq\W\/W
11.0
b L4 l 1167.0 222.0 278.0 334.0 390.0 448.0 644.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121118\
Data File : BF111276.D

Acq On : 11 Dec 2018 14:04

Operator : JU/SJ

Sample : J6196-01 2X

Misc :

ALS Vial : 7 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... 4.99 2.4 ng 307668 1 6.80 2563820 20.0
unknown6 .56 6.56 38.0 ng 4877420 1 6.80 2563820 20.0
Tridecane 10.75 2.5 ng 282108 4 11.32 2252550 20.0
Hexadecanoic acid... 11.72 6.6 ng 743940 4 11.32 2252550 20.0
n-Hexadecanoic acid 11.85 10.4 ng 1169690 4 11.32 2252550 20.0
Methyl 10-trans,1... 12.40 20.9 ng 2351950 4 11.32 2252550 20.0
9-Octadecenoic ac... 12.43 18.8 ng 2113770 4 11.32 2252550 20.0
Octadecanoic acid 12.63 7.4 ng 835446 4 11.32 2252550 20.0
Heptadecane 13.14 2.2 ng 195107 5 13.96 1774230 20.0
Triacontyl pentaf... 13.82 9.0 ng 801276 5 13.96 1774230 20.0
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