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

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\

BF108952.D

12 Sep 2018 16:18
JuUssJ

J4856-06

5 Sample Multiplier: 1
Parameters: rteint.p
RTE

ON

1

0.2

0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .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 4.937 433 442 448 rBV 116882 153161 2.61% 0.216%
2 5.354 507 513 516 rBY 3088670 3228250 55.08% 4 .544%
3 6.372 681 686 689 rBY 3007539 3338626 56.96% 4 .699%
4 6.507 704 709 712 rBVY 3636676 3361126 57.34% 4.731%
5 6.736 744 748 751 rBVY 1280358 972782 16.60% 1.369%
6 6.895 771 775 778 rBVY 3107041 2633522 44.93% 3.707%
7 7.295 838 843 846 rBY 2336606 2184983 37.28% 3.075%
8 8.019 962 966 969 rBY 1450791 1244621 21.23% 1.752%
9 9.095 1144 1149 1152 rBVY 4296804 3831478 65.37% 5.393%
10 9.483 1211 1215 1218 rBvV 1187241 960778 16.39% 1.352%
11 9.766 1259 1263 1267 rBVvV2 1688298 1455947 24.84% 2.049%
12 10.048 1306 1311 1319 rBvV 72319 129002 2.20% 0.182%
13 10.383 1359 1368 1374 rBvV 28245 65243 1.11% 0.092%
14 10.554 1392 1397 1400 rBVY 2525928 2495263 42.57% 3.512%
15 11.048 1469 1481 1482 rBvV 42962 95361 1.63% 0.134%
16 11.124 1483 1494 1495 rVvVv 147200 386697 6.60% 0.544%
17 11.207 1497 1508 1510 rVVv2 380220 1301047 22.20% 1.831%
18 11.242 1511 1514 1525 rVB 1862503 2074649 35.39% 2.920%
19 11.548 1536 1566 1581 rVB2 747698 4867039 83.03% 6.851%
20 11.789 1601 1607 1616 rBV 744222 977822 16.68% 1.376%
21 12.571 1734 1740 1751 rVB 740508 1078884 18.41% 1.519%
22 12.830 1779 1784 1787 rBVY 3886708 3592643 61.29% 5.057%
23 12.971 1796 1808 1819 rVVv 2237685 5620340 95.89% 7.911%
24 13.065 1821 1824 1833 rVB6 50831 93853 1.60% 0.132%
25 13.512 1896 1900 1901 rBV3 84186 98541 1.68% 0.139%
26 13.736 1935 1938 1941 rBV 449016 603896 10.30% 0.850%
27 13.801 1941 1949 1956 rVB 2598767 5861501 100.00% 8.250%
28 13.865 1956 1960 1964 rBV 1296312 1296024 22.11% 1.824%
29 14.054 1989 1992 1995 rBV 97165 104931 1.79% 0.148%
30 14.183 2009 2014 2021 rVvVv 121554 197681 3.37% 0.278%
31 14.248 2021 2025 2034 rVB2 62635 102586 1.75% 0.144%
32 14.401 2040 2051 2060 rBVY 2671635 5399343 92.12% 7 .600%
33 14.654 2087 2094 2098 rBV 355403 396155 6.76% 0.558%
34 14.730 2098 2107 2108 rBv2 251703 478316 8.16% 0.673%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:
Smoothing
Sampling
Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\

BF108952.D

12 Sep 2018 16:18

JuUssJ

J4856-06

5 Sample Multiplier: 1
Parameters: rteint.p

RTE

ON

1

0.2

Peak separation: 5

Method

Title

35 14.748
36 14.942
37 15.277
38 15.330
39 15.554
40 15.736
41 15.806
42 16.001
43 16.212
44 16.248
45 16.759
46 17.065
47 17.406
48 18.018

8270-BF090518.M Thu Sep 13 16:46:57 2018

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
BNA STANDARDS FOR 5 POINT CALIBRATION

ASP

2108

2135
2195
2204
2238
2273

2285
2318
2353
2361
2447

2496
2558
2656

2110

2143
2200
2209
2247
2278

2290
2323
2359
2365
2452

2504
2562
2666

2115

2147
2204
2214
2264
2284

2294
2330
2360
2375
2458

2514

2569
2676

Sum

rvB2

rBv
rBv
rvB
rvB
rBv

rBv5
rvB3
rBv
rvB2
rvB

rvB
rvB4
rvB2

270900

1944067
915616
397096
747001
324199

54253
96804
213559
344864
79871

177645
28508
100308

365960

3571694
1119998
554061
1836747
466727

120061
212012
306079
782872
152769

487298
65202
322572

of corrected areas:

6.24%

60.93%
19.11%
9.45%
31.34%
7.96%

2.05%
3.62%
5.22%
13.36%
2.61%

8.31%

1.11%
5.50%

71046143

0.515%

5.027%
1.576%
0.780%
2.585%
0.657%

0.169%
0.298%
0.431%
1.102%
0.215%

0.686%
0.092%
0.454%
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance TIC: BF108952.D
4000000
6.51
5.35 6.90
3000000 6.37
7.30
2000000
6.74
1000000
4.94 L}
0 T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T I T T T T I T T T
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: BF108952.D
9110
4000000 12.83
3000000
10.55
12.97
2000000 11.24
9.77
8.02
9.48
1000000 11.55 11.79 12.57
1005 1038 ) 1307
O T T ST e S T T T T T T — T T T T T T T
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: BF108952.D
4000000
3000000 13.80 14.40
14.94
2000000
1000000
15.74 1%6 5 17.07
16.00 ,/%% .
o %\?/1\/\ 16.76 17.41 1§.\02
— — T T — T T T T T T
Time--> 13.50 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
8270-BF090518 .M Thu Sep 13 16:46:58 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.51 Concentration Rank 4

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

6.51 69.10 ng 3361130 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 710 (6.513 min): BF108952.D (-704) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 BB SARARSEE REE
400 540 6.20 6.40 6.60 6.80
o....,...::n:...,::..,..-]n.',..38.',1....,..J.,%?‘?'.O,....,....,-'...,.. m/z 68.10 34.79%
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 i
5000 A ARAE R LR LA

6.20 6.40 6.60 6.80
m/z 134.00 34.02%

31.0 51.0
0 ‘ 1 H [ 7#.0 L 1
I o o B e e RRa s EaE s s LRSS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0
e e mm e
97.0 6.20 6.40 6.60 6.80
5000 m/z 66.10 21.50%
70.0
52.0
810 86.0 116.0
O....,‘....,..a.,‘.‘...la...,..‘.‘l,....,...l,....,..l.,...., ERRR RS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14144: 5-Fluoro-2-chloropyrimidine A b
132.0 6.20 6.40 6.60 6.80
m/z 69.05 13.80%
5000
33.0 44.0 0.0 105.0
B I 1 Laso |
o o L S === e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

8270-BF090518_.M Thu Sep 13 16:46:59 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.55 46.92 ng 4867040 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 1566 (11.548 min): BF108952.D (-1536) (-) m/z 57.05 100.00%
57.0
5000
%00 11.20 11.40 11.60 11.80
41.2 - - - -
0 J, ll L2 1832 2252 2673 3313 hsz 71.10  75.00%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
11.20 11.40 11.60 11.80
99.0 m/z 43.10 64 .24%
o219 | ) J L 2410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57.0
11.20 11.40 11.60 11.80
5000 m/z 85.10 53.09%
‘ ‘ 0 239.0
0 Lhd ]y 140 1830 269.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0 11.20 11.40 11.60 11.80
m/z 41.05 20.81%
5000
99.0
oL 270 || pevo 183.0 225.0 267.0 309.0  365.0
m/z--> 50 100 150 200 250 300 350 ' 11.20 11.40 11.60 11.80

8270-BF090518_.M Thu Sep 13 16:46:59 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.79 9.43 ng 977822 Phenanthrene-d10 11.24
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 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 1607 (11.789 min): BF108952.D (-1601) (-) m/z 73.00 100.00%
431 30
5000 129.1
97.1 213.2 R A ===
u“ 157.1 185.1 2563 1140 1160 11.80 12.00 12.20
ol 4. m/z 43.10 81.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR B SR PO N

11. 40 11. 60 11. 80 12. OO 12 20
256.0 m/z 60.00 79.42%

157.0 1850 213.0

iyl

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

e

Abundance #84453: Tetradecanoic acid
73.0
AL e e e S
43.0 11.40 11.60 11.80 12.00 12.20
m/z 57.10 69.25%
5000 1290
185.0 228.0
97.0
d LA 157.0 ‘
O e Rl b i e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid O LI L i B B
43.0 || 73.0 11.40 11.60 11.80 12.00 12.20
m/z 41.05 62.77%
5000 129.0

241.0 284.0

F

207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 40 11. 60 11. 80 12. OO 12 20

8270-BF090518.M Thu Sep 13 16:47:00 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.57 16.65 ng 1078880 Chrysene-di12 13.87
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1740 (12.571 min): BF108952.D (-1734) (-) m/z 73.00 100.00%
431 730
5000 129.1 J\M
ORISR BN BN
12.20 12.40 12.60 12.80
Obrrrprr e m/z 43.10 89.45Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 , 73.0
5000 129.0
12.20 12.40 12.60 12.80
241.0 284.0 m/z 60.00 80.00%
207.0 ‘
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
12.20 12.40 12.60 12.80
5000 129.0 m/z 57.10 74 .34%
o250l Il di
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid Emanany -T/-¥- T
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.05 66.34Y%
5000 129.0
185.0 228.0
e | e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280

8270-BF090518.M Thu Sep 13 16:47:01 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Nonadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.97 86.73 ng 5620340 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 1808 (12.971 min): BF108952.D (-1796) (-) m/z 57.05 100.00%

51.0
5000

990 ||||||||||||||||||
141.2 183.2 12:60 12.80 13.00 13.20
o....,.-.:.'lll F 032 2253 2673 8093 8515 m/z 71.10 73.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 |||||||||||||||||||
12.60 12.80 13.00 13.20
99.0 m/z 43.05 62.07%
L2500 \ | J / 1419 183. o 225.0 296.0
i peet e o T L I e e e o o e o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0 i

12 60 12. 80 13. OO 13.20

5000 m/z 85.10 54 _.74%
99.0
ol zslo] | | [} 1410 1830 2250 2680
e A T L e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B
57.0 12 60 12. 80 13. OO 13 20

m/z 55.10 22.87%

5000
99.0
Lidd d | 1419 1830 2250 267.0 309.0 3510 422.0

ol e e R

m/z--> 50 100 150 200 250 300 350 400 12.60 12.80 13.00 13.20

8270-BF090518.M Thu Sep 13 16:47:01 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 5-Eicosene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.74 9.32 ng 603896 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 1939 (13.742 min): BF108952.D (-1935) (-) m/z 57.10 100.00%
57.1
97.1
5000
121 13.40 13.60 13.80 14.00
154.2 : : : :
o W 4 218122101 2430 2808 m/z 43.05 85.73%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 AU R
13.40 13.60 13.80 14.00
nlo m/z 83.05 84 .34%
0 )OJ \QNMMM%MBMQMWO
m/z--> 50 160 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—|
or.0 13.40 13.60 13.80 14.00
5000 m/z 55.10 74.37%
29.0 125.0
ol Ll d g ) gs40 19602200 2690 3200
m/z--> 50 100 150 260 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester N RN EERRanaEa ]
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.10 72.03%
5000
L ] ase018202100  as50 356.0
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF090518.M Thu Sep 13 16:47:02 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptadecane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.80 90.45 ng 5861500 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 1949 (13.801 min): BF108952.D (-1941) (-) m/z 57.10 100.00%

5711
85.1
5000

27. 2 13. 40 13. 60 13. 80 14. OO 14. 20
169 2 211.3
ok b b ll o : L3 2533 29533234 8653 | "m/z 71.10 74.16%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LA I L L L L L LB L LB

13. 40 13. 60 13. 80 14. OO 14. 20
‘ } m/z 43.10 59.70%
| \} l JJ |

99.0
0 ‘ 1410 1830  2P02650 3080 3520
,,,,,,,
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
13. 40 13. 60 13. 80 14. OO 14. 20
5000 m/z 85.10 55.64%
99.0
o 2qow L) || ) 1410 1830 22502530 2960
— A e
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane A e A e S
57.0 13. 40 13. 60 13. 80 14. OO 14. 20

m/z 55.10 20.59%

99.0
| 141 0 183.0 225.0254.0

5000

27,0
M e et

m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13. 80 14. OO 14. 20

8270-BF090518.M Thu Sep 13 16:47:03 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.40 83.32 ng 5399340 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2051 (14.401 min): BF108952.D (-2040) (-) m/z 57.10 100.00%
57.1
- ﬁﬁJL—VA%V
%00 14.00 14.20 14.40 14.60 14.80
1412 : : : : -
ol L , l| Ls 1832 2252 2673 3233 3655 | sz 71.10  74.62%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.00 14.20 14.40 14.60 14.80
99.0 m/z 43.10 61.64%
2nof | | | J L 2410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance #209566: Octacosane
57.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 85.10 54 _.33%
99.0
Ozﬁ g lmwlwonm 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.10 22.08%
5000
99.0
oL 27.0] ‘ Iy H | 1410 1830 2250 267.0 309.0  365.0
m/z--> 5'0 oo 1%0 2C|)O 250 300 3&1,0 ' 14. oo 14. 20 14. 40 14. 60 14 I80

8270-BF090518.M Thu Sep 13 16:47:04 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Triacontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.65 7.07 ng 396155 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2093 (14.648 min): BF108952.D (-2087) (-) m/z 57.10 100.00%
57.1
5000
%1 14.40 14.60 14.80 15.00
1411 : : :
I fAfn 38322102882 m/z 71.10 72.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
571.0
5000
14.40 14.60 14.80 15.00
99.0 m/z 43.05 64.93%
L2500 \ | J / 1419 1830 225.0 296.0
m/z--> éo 100 1%0 200 250 360 350 460
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 51.47%
9.0
oLl J‘ Ly 140 130 2P0 2810 3230
m/z--> éo 160 1%0 200 250 300 350 460
Abundance #219831: Triacontane
57.0 14.40 14.60 14.80 15.00
m/z 55.10 23.02%
5000
99.0
ol A4 4 ) 410 1830 2250 2670 3090 3510 4220
m/z--> 5'0 100 15'50 2(|)0 250 3(')0 350 4(|)0 14'40 14.60 14. 80 15.00

8270-BF090518.M Thu Sep 13 16:47:04 2018 Page: 12



Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
BF108952.D

12 Sep 2018 16:18

Ju/sJ

J4856-06

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

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 Sulfurous acid, butyl octad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.73 8.54 ng 478316 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 87
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 87
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 83
Abundance Scan 2107 (14.730 min): BF108952.D (-2098) (-) m/z 57.10 100.00%
57.1
5000
7.0
J2L 1681 2132 212 o 368.3 4074 14.40 14.60 14.80 15.00
ol dagor e 232 L BOL2 3683 40741 o743 05 73.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57.0
5000
14.40 14.60 14.80 15.00
97.0 m/z 71.10 63.15%
0 2749” LT 13001600 211.0 2530 287.0317.0
m/z--> 50 100 150 200 2%0 300 350 400
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57.0
14.40 14.60 14.80 15.00
5000 m/z 69.10 59.70%
97.0
270, | | [} 270 1e00 230 0 2010
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester R e AR R
43.0 14.40 14.60 14.80 15.00
m/z 85.10 46.48%
5000 85.0
m/z--> 50 100 1éo 260 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF090518.M Thu Sep 13 16:47:05 2018

Page:

13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Octadecanoic acid, octadecy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.75 6.54 ng 365960 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. octadecvl ester 537 C36H7202 002778-96-3 50
2 Cvclododecane 168 Cl1l2H24 000294-62-2 41
3 Laurvl acetate 228 C14H2802 000112-66-3 38
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 35
5 3-Furan-2-yl-1,2,3a-triaza-cyclo... 285 C18H11N30 1000300-07-4 22
Abundance Scan 2110 (14.748 min): BF108952.D (-2108) (-) m/z 285.30 100.00%
286.3
55.0
97.1
5000 168.2
213.2 14.40 14.60 14.80 15.00
0||||| '!T!‘!‘!‘!‘r!‘!‘!‘!‘r""""r"""!‘r""""r m/Z 55-05 54-66%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238262: Octadecanoic acid, octadecyl ester
43.0
5000 LU SR SRR
285.0 14.40 14.60 14.80 15.00
“7-0 m/z 43.10 50.41%
0 1139.0182.0224.0 340.0381.0424.0466.0  536.0
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36736: Cyclododecane
58.0
14.40 14.60 14.80 15.00
5000 7.0 m/z 97.10 48.00%
ﬂ ll 168.0
O™ I'”'I'JJI'L”I"'W""""I”"I'”'I"”I"'W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84448: Lauryl acetate
43.0 14.40 14.60 14.80 15.00
m/z 83.10 45 _80%
5000 70
j 140.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00

8270-BF090518_.M Thu Sep 13 16:47:06 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 2-methyloctacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.94 63.78 ng 3571690 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2143 (14.942 min): BF108952.D (-2135) (-) m/z 57.10 100.00%
57.1
5000
%80 14.60 14.80 15.00 15.20
141.2 : : : :
I “ Lo 1832 2253 267.3 3094 3514 3933 nso7 71 10 74.03%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 43.10 60.14%
o270 | L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 54 .55%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #129491: Eicosane
57.0 14.60 14.80 15.00 15.20
m/z 55.10 22 .28%
5000
27,0
oL 14 L) ug? OM 410 1830 2250 2820
m/z--> 55 100 150 200 250 300 350 14,60 14.80 15.00 15.20

8270-BF090518_.M Thu Sep 13 16:47:06 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 14 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.33 9.89 ng 554061 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2209 (15.330 min): BF108952.D (-2204) (-) m/z 57.10 100.00%
57.1
85.1
5000
1131 15.00 15.20 15.40 15.60
141.1169.2
0 ...,....,|... ,.J'..,‘.-..:],..l.l.,.l...,....,....,.1.?5.2]..,..2.3.9..2.?6."‘..1. 2952 e M/z 71.10  74.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57.0
85.0
5000
15.00 15.20 15.40 15.60
9.0 1130 m/z 43.10 62.45%
. | J‘JIM}0m90m7onso%30 296.0
m/z--> 2'0 4'0 60 8IO 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194499: Eicosane, 7-hexyl-
57.0
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 56.58%
0 I 1\1113 01141 0 182.0 211 0 252.0 281 0308.0 337.0
m/z--> 20 4'0 6|O 8IO 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0 15.00 15.20 15.40 15.60
m/z 55.05 21.17%
5000 85.0
0 w }%?01410 183.0 211.0 239.0 267.0 296.0
m/z--> ﬁbebmmmmmmmmmnmmmmmmﬁmo 15.00 15.20 1540 15.60

8270-BF090518.M Thu Sep 13 16:47:07 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 15 2-Bromotetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.55 32.80 ng 1836750 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 90
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
Abundance Scan 2246 (15.548 min): BF108952.D (-2238) (-) m/z 57.05 100.00%
57.0
st 15.20 15.40 15.60 15.80
41.1 : : . :
ol LI LL l|, Li%s 1832 2252 o954 3411 n U 71 10 75.19%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
15.20 15.40 15.60 15.80
99.0 m/z 43.10 57 .96%
oL 270 ] | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
15.20 15.40 15.60 15.80
5000 m/z 85.10 54 .94Y%
99.0
N |4, 1410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #141426: Heneicosane B i B B B
57.0 15.20 15.40 15.60 15.80
m/z 55.10 19.89%
5000
99.0
L2700 | | | | | 110 1830 2250 266.0296.0
m/z--> 55 160 1%0 260 250 360 3%0 ' 1550 1520 1560 15%0 '

8270-BF090518.M Thu Sep 13 16:47:08 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 16 Pentadecane, 8-hexyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.74 8.33 ng 466727 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2279 (15.742 min): BF108952.D (-2273) (-) m/z 57.10 100.00%

57.1
99.1

41.1 5m5mﬁmmm

o....,....||11. f2 2ss2 | m/z 71.10 75.45%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—P

5000
15.40 15.60 15.80 16.00
99.0 m/z 43.05 60.43%

L2500 \ | J / 1419 183.0 225.0 296.0
i peet e o T L I e e e o o e o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-

57.0

15. 40 15 60 15. 80 16.00

5000 m/z 85.10 56.49%
99.0
oLl J‘ |y 1410 1830 230 2810 3230
,,,,,,,
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0 15.40 15.60 15.80 16.00

m/z 55.10 21.19%

5000
99.0
| | | 1410 1830 2250 267.0 309.0 351.0 422.0

R e s pp e

m/z--> 50 100 150 200 250 300 350 400 15. 40 15 60 15. 80 16.00

8270-BF090518.M Thu Sep 13 16:47:08 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 18 10-Methylnonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.25 13.98 ng 782872 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 2-methviltetracosane 352 C25H52 1000376-72-6 86
3 10-MethvIlnonadecane 282 C20H42 056862-62-5 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 72
Abundance Scan 2365 (16.248 min): BF108952.D (-2361) (-) m/z 57.10 100.00%
57.1
85.1
5000
131.0
R SN SO BN B
16.00 16.20 16.40 16.60
169.2
ob— AL ” L, 1‘ oapiloTizen2 26712968 m/z 71.10 94.31%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA L L L L L LB
16.00 16.20 16.40 16.60
m/z 43.10 69.15%
. 290 j Il | [M30141.0160.0197.0225.0253.0 295.0323.0  367.0
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57.0
" 16.00 16.20 16.40 16,60
5000 85.0 m/z 85.10 59.00%
29.0 113.0
oL d | “ {JJ 14}01690197022502530 309.0337.0
m/z--> 50 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane N B B
57.0 16.00 16.20 16.40 16.60
m/z 131.00 29.79%
85.0
5000
154.0
29.0
oty ’.L u'.lf%ﬁf%. . ‘M S—] £ — —— '“N4w:;???#?ﬁfl?#¥?¥44;ﬁ‘ﬂF?
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 19 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.07 8.70 ng 487298 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2505 (17.071 min): BF108952.D (-2496) (-) m/z 57.10 100.00%
57.1
5000 \//\»\/\‘J\
e 16.80 17.00 17.20 17.40
155.1 : : : :
o A NIl B8 aor  2ea e 76 006
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 LI SRR UL SRS UL
16.80 17.00 17.20 17.40
m/z 43.05 57 .95%
99.0
ol2808 1)l | | 1410 1830 2250 2810 337.0 3940
m/z--> 5 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
16.80 17.00 17.20 17.40
5000 m/z 85.10 56.46%
99.0
01260 )| [ 1410 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane L R R R
57.0 16.80 17.00 17.20 17.40
m/z 55.00 21.86%
5000 W\/\/\k/\/\ﬂ~’\/\/\'\b
99.0
0260, | w“ﬂ | 1419 1830 2250 267.0 309.0 3510 422.0
m/z--> 50 100 150 260 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091218\
Data File : BF108952.D

Aca On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample : J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 20 Hexadecane, l-iodo- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

18.02 5.76 ng 322572 Perylene-d12 15.28

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyltetracosane 352 C25H52 1000376-72-6 91

Abundance Scan 2666 (18.018 min): BF108952.D (-2656) (-) m/z 57.10 100.00%

5000

5 .

1
169.2218.1267.1

17.80 18.00 18.20 18.40

(o} m/z 71.10 72.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
5000 TT T T[T T I T [T T T T[T T TT[TT
17. 80 18. OO 18. 20 18. 40
30 m/z 43.05 55.88%
ol 1 ! 169.0 2250 2810 3650
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
R o e A
17.80 18.00 18.20 18.40
5000 m/z 85.10 52.91%
13.0 1690
Ol e A A iyt 225:0 2810 837.0 393.0 449.0 505.0 5620 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #184946: Hexadecane, 1-iodo- R B R
57.0 17.80 18.00 18.20 18.40
m/z 55.05 20.80%
o M/W/\J‘\V\IW
‘ 1‘13 0 c00 225.0
ot L1222 | se20 e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091218\
Data File : BF108952.D

Acq On : 12 Sep 2018 16:18

Operator : JU/SJ

Sample - J4856-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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]|
unknown6.51 6.51 69.1 ng 3361130 1 6.74 972782 20.0
Heneicosane 11.55 46.9 ng 4867040 4 11.24 2074650 20.0
n-Hexadecanoic acid 11.79 9.4 ng 977822 4 11.24 2074650 20.0
Pentadecanoic acid 12.57 16.6 ng 1078880 5 13.87 1296020 20.0
Nonadecane 12.97 86.7 ng 5620340 5 13.87 1296020 20.0
5-Eicosene, (E)- 13.74 9.3 ng 603896 5 13.87 1296020 20.0
Heptadecane, 9-oc... 13.80 90.5 ng 5861500 5 13.87 1296020 20.0
Tetratetracontane 14 .40 83.3 ng 5399340 5 13.87 1296020 20.0
Triacontane 14.65 7.1 ng 396155 6 15.28 1120000 20.0
Sulfurous acid, b... 14.73 8.5 ng 478316 6 15.28 1120000 20.0
Octadecanoic acid... 14.75 6.5 ng 365960 6 15.28 1120000 20.0
2-methyloctacosane 14.94 63.8 ng 3571690 6 15.28 1120000 20.0
Heptadecane, 2,6,... 15.33 9.9 ng 554061 6 15.28 1120000 20.0
2-Bromotetradecane 15.55 32.8 ng 1836750 6 15.28 1120000 20.0
Pentadecane, 8-he... 15.74 8.3 ng 466727 6 15.28 1120000 20.0
10-Methylnonadecane 16.25 14.0 ng 782872 6 15.28 1120000 20.0
Octacosane 17.07 8.7 ng 487298 6 15.28 1120000 20.0
Hexadecane, 1l-iodo- 18.02 5.8 ng 322572 6 15.28 1120000 20.0
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