LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 4.993 485 494 501 rVvB2 113645 133662 4_.07% 0.374%
2 5.410 561 565 579 rVB 2381253 2131971 64.95% 5.969%
3 6.422 734 737 751 rBVY 2302015 2263210 68.94% 6.336%
4 6.569 758 762 770 rBVY 2493442 2156054 65.68% 6.036%
5 6.804 798 802 805 rBVY 2984966 2532014 77 .13% 7.089%
6 6.957 824 828 832 rBVY 2004096 1613590 49.15% 4.518%
7 7.204 865 870 873 rBv4 40939 40653 1.24% 0.114%
8 7.357 889 896 899 rBVY 1409327 1220602 37.18% 3.417%
9 7.410 903 905 909 rvv 67389 58815 1.79% 0.165%
10 7.457 909 913 916 rVB6 32339 50048 1.52% 0.140%
11 7.828 970 976 978 rBV5 35787 62903 1.92% 0.176%
12 7.922 988 992 995 rVB4 26864 42837 1.30% 0.120%
13 8.087 1015 1020 1023 rBV 3367847 3068166 93.47% 8.590%
14 8.387 1066 1071 1074 rBV6 43245 56218 1.71% 0.157%
15 8.516 1090 1093 1095 rBV 57457 52053 1.59% 0.146%
16 8.592 1103 1106 1109 rBvV2 57860 55575 1.69% 0.156%
17 8.687 1118 1122 1124 rBvV2 127186 105466 3.21% 0.295%
18 8.786 1136 1139 1145 rVB4 38955 62359 1.90% 0.175%
19 9.116 1193 1195 1199 rVB2 70924 61635 1.88% 0.173%

20 9.157 1199 1202 1208 rBV 2032152 1689985 51.48% 4.732%

21 9.251 1215 1218 1222 rVB 121724 103735 3.16% 0.290%
22 9.551 1267 1269 1271 rBV 117627 101384 3.09% 0.284%

23 9.781 1306 1308 1311 rBV 102889 71240 2.17% 0.199%
24 9.839 1314 1318 1322 rVV 2789648 2334503 71.12% 6.536%
25 10.281 1390 1393 1395 rVB 109203 89243 2.72% 0.250%
26 10.504 1426 1431 1433 rBV2 46880 54717 1.67% 0.153%

27 10.622 1447 1451 1455 rBV 908694 778292 23.71% 2.179%
28 10.751 1470 1473 1480 rVB 128617 170974 5.21% 0.479%
29 11.069 1524 1527 1533 rVB2 195559 238807 7.27% 0.669%

30 11.198 1547 1549 1551 rBV 85109 68196 2.08% 0.191%
31 11.233 1553 1555 1560 rVB2 57756 52921 1.61% 0.148%
32 11.322 1566 1570 1573 rBV 2120308 1781918 54.28% 4._.989%
33 11.345 1573 1574 1577 rVB 107839 56167 1.71% 0.157%
34 11.627 1619 1622 1624 rBV 84939 61926 1.89% 0.173%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 11.722 1635 1638 1642 rBV 920164 808957 24.64% 2.265%

36 11.851 1657 1660 1665 rBV2 217214 182226 5.55% 0.510%
37 11.922 1669 1672 1676 rVV5 66152 102205 3.11% 0.286%
38 12.033 1689 1691 1694 rBV2 59497 49941 1.52% 0.140%
39 12.251 1726 1728 1729 rBV2 75942 49642 1.51% 0.139%
40 12.410 1752 1755 1757 rBV 3860550 3282659 100.00% 9.191%

41 12.433 1757 1759 1762 rVB 3489742 2643948 80.54% 7.402%
42 12.516 1770 1773 1779 rBV2 460952 479243 14.60% 1.342%
43 12.563 1779 1781 1783 rVV3 112589 77359 2.36% 0.217%
44 12.639 1792 1794 1799 rBV3 163760 175499 5.35% 0.491%
45 12.757 1812 1814 1817 rBV 138025 116494 3.55% 0.326%

46 12.904 1836 1839 1844 rBV 1350380 1232306 37.54% 3.450%
47 13.957 2015 2018 2021 rVB 1686352 1504128 45.82% 4.211%
48 15.398 2260 2263 2267 rBVY 763194 879835 26.80% 2.463%
49 15.486 2276 2278 2280 rBV3 269763 318151 9.69% 0.891%
50 17.862 2680 2682 2687 rBV6 219294 392786 11.97% 1.100%

Sum of corrected areas: 35717218
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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\

BF111265.D

11 Dec 2018 1:48

JussJ

J6196-05 5X

23 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF111265.D

6.80

6.57

5.41 6.42

6.96

7.36

L )L__7.20[(#46

0
Time-->

=
6.50 7.00 7.50

Abundance

4000000

3000000

2000000

1000000

0

7.8892

TIC: BF111265.D

8.09

9.84

9.16

9.25 955 9

Time-->

13.00

12.50

11.50

12.00

T
10.00

9.50 10.50 11.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF111265.D

13.96

Time-->

1
13.50

I
17.00 17.50

T
18.00 18.50

16.00 16.50

15.00

15.50

14.00 14.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 unknown6.57 Concentration Rank 3

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

6.57 17.03 ng 2156050 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 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 762 (6.569 min): BF111265.D (-758) (-) m/z 132.00 100.00%
13R.0
5000 68.1
00 510 || o s sire o500 6o 6bo 700
Ol b £ L AP0 L Tm/z  68.10  38.30%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR RN AR SRR

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.27%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,....,....,...., | —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
A BERRE R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.47%
41.0 97.0
‘ 79.0 117.0
0““‘1070“‘
m/z--> 30 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14 .59%
5000 104.0
390 520 o 780
ou.w.”.“.”,”.w.”.“.”,”.w.”.“.” Pt e s A a s s SEEEEEEEE
m/z--> 30 40 60 70 80 90 100 110 120 130 140 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 : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 n-Dodecyl methacrylate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.07 2.68 ng 238807 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
2 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 91
3 1-Tridecene 182 C13H26 002437-56-1 86
4 6-Dodecene. (E)- 168 C12H24 007206-17-9 62
5 Cyclotetradecane 196 C14H28 000295-17-0 56

Abundance Scan 1527 (11.069 min): BF111265.D (-1524) (-) m/z 69.10 100.00%
41.0 69.1
5000
g”um 10080 11,00 1120 1140
168.2 : - - -
o I'I Al ot 19002271 34090 s TRAT05 95,300
m/z--> 50 100 150 200 250 300
Abundance #105675: n-Dodecyl methacrylate
41.0
69.0
5000 LI B S S B
10.80 11.00 11.20 11.40
97.0 m/z 87.05 79.17%
0 | | 250 1680
m/z--> 50 100 150 200 250 300
Abundance #82820: 2-Propenoic acid, 2-methyl-, decyl ester
41.0 69.0
10.80 11.00 11.20 11.40
5000 m/z 43.10 56.04%
97.0
l h 140.0
ol—t b
m/z--> 50 100 150 200 250 300
Abundance #47263: 1-Tridecene LI L L L LB BN
43.0 10.80 11.00 11.20 11.40
69.0 m/z 55.05 52.15%
5000 97.0
olsol || | 1} l 25015101820
R Er A N A 'zc')o' 250 300 10,80 11.00 11.20 11.40

8270-BF120818.M Tue Dec 11 12:12:16 2018

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.72 9.08 ng 808957 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 90
Abundance Scan 1638 (11.722 min): BF111265.D (-1635) (-) m/z 74.10 100.00%
741
5000
\\ oy 131 2272 140 160 110 1200
171.1 199 1 : : : :
0 ,....,....||,..|'. Mg 2229 | ATRL 1991 T 2703 8090y 87,05 71.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119407: Hexadecanoic acid, methyl ester
74.0
5000 LS B UL UL UL
430 1140 11.60 11.80 12.00
143.0 m/z 43.10 46.23%
| h 1| Joro | 1850 2270 2790
Obpedtle bl B 2209 L e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11,60 11.80 12,00
5000/  43.0 m/z 55.05 32.34%
0 \ ‘ “\ ‘\‘ \\97xo \14:\30 1850 2270 2700
mz-> 20 45 60 éo 100 120 140 160 180 200 250 240 260 2éo 300
Abundance #95860: Methy! tetradecanoate e
74.0 11.40 11.60 11.80 12.00
m/z 41.10 32.01%
5000
43.0
m/z--> ﬁo 45 eb éo 160 120 150 160 180 200 220 240 260 280 300 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.05 ng 182226 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 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 49
Abundance Scan 1660 (11.851 min): BF111265.D (-1657) (-) m/z 43.10 100.00%
431 | 73.0
5000 1921 ywvAAMQN\ﬂ~Ajknwvﬁw-f-J“
" 1160 11.80 12.00 12.20
Ol m/z 60.00 94.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
J‘“' 1570 1g00 2130 2560 m/z 73.00 91.97%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 55.10 80.66%
0 ,1;3,.9,\,\, W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid RN EEEEE B
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 41.05 77.28%
5000
129.0 242.0
97.0 199.0
o |1l 9.0171.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 11)60 11!80 12foo 12!20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.41 36.84 ng 3282660 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1755 (12.410 min): BF111265.D (-1752) (-) m/z 67.10 100.00%
67.1
5000
09.1 SN | WS
150.1 263.3 12.00 12.20 12.40 12.60 12.80
ob L ,J.'.l.l. fufL2 2523050 3740 51840 /7 81.10  87.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 AU RSN TN
12.00 12.20 12.40 12.60 12.80
09.0 m/z 55.10 77.80%
0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

12.00 12.20 12.40 12.60 12.80
m/z 41.10 64.16%

5000
29.
0!
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #139709: Methy! 10-trans, 12-cis-octadecadienoate R e
12.00 12.20 12.40 12.60 12.80
m/z 95.10 59.19%
5000
0 e A RBEa e
m/z--> 50 100 150 200 250 300 350 400 450 500 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\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.43 29.68 ng 2643950 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 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 99
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
4 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
Abundance Scan 1758 (12.427 min): BF111265.D (-1757) (-) m/z 55.10 100.00%
58.1

-

5000 3.1
381 1802 222.3 264.3 12.20 12.40 12.60 12.80
o ! Jl- Mo ST AT a7 2968 3292 1 Thnzz 41.10 68.20%
m/z--> 50 100 150 200 250 300
Abundance #141275: 9-Octadecenoic acid, methyl ester

%

12.20 12.40 12.60 12.80
m/z 43.10 54.60%

5000

o :
m/z--> 50 100 150 200 250 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester
55.0
L Bl B B
12.20 12.40 12.60 12.80
5000 m/z 69.10 51.54%
11.0 264.0
29,0‘ ” 138.0 180.0 222.0 206.0
o
m/z--> 50 100 150 200 250 300
Abundance #141285: 10-Octadecenoic acid, methyl ester e e B
55.0 12.20 12.40 12.60 12.80
m/z 74.05 47 .53%
5000 3.0
29.0
264.0
10.0
L g, w00 #20 | aseo
ol S o L o
m/z--> 50 100 150 200 250 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.52 5.38 ng 479243 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 93
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
Abundance Scan 1774 (12.522 min): BF111265.D (-1770) (-) m/z 74.05 100.00%
74.0
5000
41 1431 2021 2552 T T 1T TTrTT T T
““ 598.3 12.20 12.40 12.60 12.80
o 801 41841 "nm/z 87.00 82.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143127: Methyl stearate
74.0
5000
410 12.20 12.40 12.60 12.80
“ 143.0 208.0 m/z 43.10 47 .16%
o Lo o oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #107597: Pentadecanoic acid, methyl ester
74.0
12.20 12.40 12.60 12.80
5000 m/z 55.10 30.33%
41.0
obrrd x.‘,VJ.Ll.h.iﬁl.‘l-Px. TR, .2 —
m/z--> 50 100 150 200 250 300 350 400
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester e R
74.0 12.20 12.40 12.60 12.80
m/z 41.10 28.19%
5000
143.0 255.0
IR It
0""Iw'lhﬁﬁ”w'I“J"l"'J S AR DAL S RN ISR BN SRR
m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 unknownl2.64 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.64 2.33 ng 175499 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6808 028474-90-0 49
2 Hexadecane 226 C16H34 000544-76-3 42
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 42
4 Eicosane. 9-cvclohexvl- 364 C26H52 004443-61-2 38
5 Nonadecanoic acid 298 C19H3802 000646-30-0 38

Abundance Scan 1794 (12.639 min): BF111265.D (-1792) (-) m/z 43.10 100.00%

5000

-

12.40 12.60 12.80 13.00
m/z 55.10 96.14%

267.1

331.1 369.2 452.2

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #242221: |-(+)-Ascorbic acid 2,6-dihexadecanoate
.0

.

12. 40 12. 60 12. 80 13 00
1710 213.0 256.0 m/z 57.10 85.38%

209.0 353.0 396.0

5000

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83028: Hexadecane
57.0
B EE e e o R
12.40 12.60 12.80 13.00
5000 m/z 41.10 75.67%
99.0
0 ‘ J | %410 183.0 2260
,,,,,,,,,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105893: Heptadecane, 2-methyl- T e
43.0 12.40 12.60 12.80 13.00
m/z 73.00 69.31%
5000
85.0
211.0
0 ; 127.0 169.0 "1 254.0
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\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 unknownl5. .49 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.49 7.23 ng 318151 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lanosterol 426 C30H500 000079-63-0 43
2 9-Undecenol. 2.10-dimethvl- 198 C13H260 1000131-86-0 38
3 Cvclohexanebutanoic acid. 2.2-di... 224 C14H2402 095452-15-6 32
4 Bicvclol3.3.1Tnonan-9-one. 2.4-d... 211 C11H17NO3 129967-64-2 25
5 Silane, chlorodiethylnonyloxy- 264 C13H29CIO0Si 1000363-09-4 22
Abundance Scan 2279 (15.492 min): BF111265.D (-2276) (-) m/z 57.10 100.00%
57.1
109.1
5000

476.4 5314 15.20 15.40 15.60 15.80
m/z 69.10 78.41%

281.1 359 o 3971

on.mr

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #221175: Lanosterol
69.0
5000 LI I B

15.20 15.40 15.60 15.80
426.0 m/z 55.10 67.78%

241.0 og7.0 341.0
Ov—v—v—m‘(‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59804: 9-Undecenoal, 2,10-dimethyl-
69.0
15.I20 15.I40 15.I60 15!80
5000 m/z 109.10 60.16%
10.0
H l 180.0
O A b o e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81069: Cyclohexanebutanoic acid, 2,2-dimethyl-6-methylene... AR EEREE L
69.0 15.20 15.40 15.60 15.80
m/z 83.10 42 .29%
209.0
5000 23.0
27.
O'W'ft : L SN AL SUNN MR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111265.D

Aca On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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 2,6-Nonadienoic acid, 7-eth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.86 8.93 ng 392786 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Nonadienoic acid. 7-ethvl-9-... 294 C18H3003 013804-51-8 60
2 Tricvclol20.8.0.0(7.16)1triacont... 444 C30H5202 1000155-90-7 60
3 Piperazine. N-(2-furovD)-N"-T2-(... 445 C22H24CIN303S 156483-16-8 49
4 11.13-Dimethvl-12-tetradecen-1-o0... 282 C18H3402 1000130-81-0 49
5 7,9-Dimethyl-8-nitrobicyclo[4.3.... 225 C12H19NO3 129967-66-4 49
Abundance Scan 2682 (17.862 min): BF111265.D (-2680) (-) m/z 55.10 100.00%

5000
0.1352.2 40p 1 453.4499.3544.4 17.60 17.80 18.00 18.20
O i m/z 69.10 90.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139595: 2,6-Nonadienoic acid, 7-ethyl-9-(3-ethyl-3-methyl...

57.0

17.I60 17.I80 18.I00 18.I20
m/z 57.10 86.43%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #225940: Tricyclo[20.8.0.0(7,16)]triacontane, 1(22),7(16)-...
0

17.60 17.80 18.00 18.20
m/z 95.10 77.63%

5000
o Lk, 1.0203.0249.0 30303470 4260
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #225996: Piperazine, N-(2-furoyl)-N'-[2-(4-chlorophenyl)-3... B EERR Bam e L
95.0 17.60 17.80 18.00 18.20
m/z 83.10 77.06%
138.0
5000
39.0
412.0
222.0 317.0359.0
66.0 .
0,.%Lpﬁ&;ﬂfﬁﬂ.#n%%. PG L 0 i G G S NN M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121018\
Data File : BF111265.D

Acq On : 11 Dec 2018 1:48

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 23 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]
unknown6 .57 6.57 17.0 ng 2156050 1 6.80 2532010 20.0
n-Dodecyl methacr... 11.07 2.7 ng 238807 4 11.32 1781920 20.0
Hexadecanoic acid... 11.72 9.1 ng 808957 4 11.32 1781920 20.0
n-Hexadecanoic acid 11.85 2.0 ng 182226 4 11.32 1781920 20.0
9,12-Octadecadien... 12.41 36.8 ng 3282660 4 11.32 1781920 20.0
9-Octadecenoic ac... 12.43 29.7 ng 2643950 4 11.32 1781920 20.0
Methyl stearate 12.52 5.4 ng 479243 4 11.32 1781920 20.0
unknownl12 .64 12.64 2.3 ng 175499 5 13.96 1504130 20.0
unknownl15. .49 15.49 7.2 ng 318151 6 15.40 879835 20.0
2,6-Nonadienoic a... 17.86 8.9 ng 392786 6 15.40 879835 20.0
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