LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 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-BF052919 .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 4.893 474 477 486 rVB 100740 132072 1.65% 0.168%
2 5.304 541 547 550 rBY 6707794 6849737 85.83% 8.692%
3 6.334 716 722 725 rBVY 6650401 7193257 90.13% 9.128%
4 6.463 740 744 748 rBVY 7000192 7331189 91.86% 9.303%
5 6.698 780 784 787 rBVY 2455741 2088208 26.16% 2.650%
6 6.851 806 810 814 rBVY 6273355 5895373 73.87% 7.481%
7 7.257 873 879 882 rBVY 4804498 4547822 56.98% 5.771%
8 7.975 997 1001 1004 rBVY 3244054 2609848 32.70% 3.312%
9 9.051 1179 1184 1187 rBvY 8757558 7981013 100.00% 10.127%
10 9.439 1247 1250 1253 rBV 810338 641028 8.03% 0.813%

11 9.580 1271 1274 1279 rBV 207963 172655 2.16% 0.219%
12 9.722 1294 1298 1302 rBV 3233683 2720017 34.08% 3.451%

13 9.998 1341 1345 1348 rBvV 101375 90623 1.14% 0.115%
14 10.504 1426 1431 1434 rBV 4209701 3880989 48.63% 4._.925%
15 10.639 1448 1454 1456 rBV3 70243 95817 1.20% 0.122%

16 11.192 1545 1548 1551 rBV 2635340 2448402 30.68% 3.107%
17 11.216 1551 1552 1555 rVB 300313 177142 2.22% 0.225%
18 11.269 1558 1561 1564 rVB 180770 148642 1.86% 0.189%
19 11.410 1582 1585 1590 rBvV2 109272 140800 1.76% 0.179%
20 11.510 1600 1602 1607 rVB2 82133 101018 1.27% 0.128%

21 11.739 1636 1641 1645 rBV2 839990 890802 11.16% 1.130%
22 11.804 1649 1652 1655 rBV 93546 103518 1.30% 0.131%
23 11.916 1669 1671 1675 rVB2 99686 93845 1.18% 0.119%
24 12.398 1750 1753 1756 rBV 868273 719079 9.01% 0.912%
25 12.521 1770 1774 1783 rBV 1127682 1329315 16.66% 1.687%

26 12.621 1787 1791 1794 rVvV 855997 870590 10.91% 1.105%
27 12.657 1794 1797 1807 rVB 962788 1270541 15.92% 1.612%
28 12.780 1813 1818 1821 rBV 7093416 6665993 83.52% 8.459%
29 13.057 1863 1865 1868 rBV 150862 133463 1.67% 0.169%
30 13.686 1969 1972 1979 rVB4 590804 805305 10.09% 1.022%

31 13.815 1990 1994 1997 rBV2 2387602 2677408 33.55% 3.397%
32 14.010 2025 2027 2030 rBV 480409 430856 5.40% 0.547%
33 14.315 2076 2079 2082 rBV 974413 883125 11.07% 1.121%
34 14.610 2126 2129 2134 rBV 1404486 1264770 15.85% 1.605%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.815 2162 2164 2167 rBV 361740 411609 5.16% 0.522%
36 14.921 2179 2182 2188 rVB2 1277548 1359546 17.03% 1.725%
37 15.210 2227 2231 2234 rVB 1212949 1397187 17.51% 1.773%

38 15.274 2238 2242 2252 rVB 1019197 1511160 18.93% 1.918%
39 15.674 2306 2310 2313 rVB 573921 743179 9.31% 0.943%

Sum of corrected areas: 78806943
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

8000000

6000000

4000000

2000000

TIC: BF114678.D

6.46

5.30 6.33

4.89

6.85

6.70

7.26

0
Time-->

T
5.00

Abundance

8000000

6000000

4000000

2000000

TIC: BF114678.D

10.50

9.72
11.19

11.74
1.80.92

14220 vn 51

10.64

12
12.4

12.78

13.06

0
Time-->

11.50

12.00

T
10.00

10.50 11.00

12.50

13.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BF114678.D

13.82

14.61 14.92 15.21
5.27

14.32
15.67

14.01

13.6

Time-->

™1
13.50

I
17.00 17.50

16.00 16.50

15.00

15.50

14.00 14.50

T
18.00

18.50

8270-BF052919.

M Fri May 31 17:05:57 2019

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 unknown6.46 Concentration Rank 1

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

6.46 70.22 ng 7331190 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.457 min): BF114678.D (-740) (-) m/z 132.00 100.00%
5000 68
40 | 75 % 620 6.40 6.60 6.80
54 104 : . . .
e 8 e 0 e | ms W “n/z 68.00  39.83%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S AR RS AR AN
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 133.95 32.50%
34.|.‘.| sl J0 89 | 103110 | 120
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 620 6.40 6.60 6.80
5000 m/z 66.00 25.80%
38
'"Wh'mlﬁﬁ'ﬂ"W"Jl'”'I”"P"W'“'I”"P"W‘”'I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R L Afma ey
132 6.20 6.40 6.60 6.80
o m/z 69.10 15.77%
5000 0
3y 60
'"'Ik"'l'l'ﬁw"'k""l"7FI'ﬁql""l}Pﬁl'%}él""l“" T RS SRR AR L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.74 7.28 ng 890802 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 1641 (11.739 min): BF114678.D (-1636) (-) m/z 72.95 100.00%

5000

213 R A BAREEEEEY
256 11.40 11.60 11.80 12.00

274 304 332 m/z 43.00 80.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #107549: n-Hexadecanoic acid

11.40 11. 60 11. 80 12. 00

157 185

F

5000

0
157 15 213 256 m/z 60.00 79.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 73
B e
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 66.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid AR EEamsEE s
73 11.40 11.60 11.80 12.00
43 m/z 55.00 66.26%
5000 129
185 228
éw ‘ i.“...\n..w. ML wd Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11. 60 11. 80 12. 00

8270-BF052919.M Fri May 31 17:05:58 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.52 9.93 ng 1329320 Chrysene-di12 13.82
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
Abundance Scan 1774 (12.521 min): BF114678.D (-1770) (-) m/z 73.00 100.00%
5000 129
o7 185 241
284 12.20 12.40 12.60 12.80
157 213
o +hm:4,nlJ.L1 e 6L | 307320346 | Trs77 43,00 92.74%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

-

12!20 12.I40 12.I60 12.I80
m/z 60.00 82.10%

5000

m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 73
12.20 12.40 12.60 12.80
5000 129 m/z 57.05 75.76%
97 199
NI i
I 0 O e <
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid B AR REEEE B
73 12.20 12.40 12.60 12.80
43 m/z 55.00 69.23%
5000 129
185 228
LIS ]
—2b kiy'.h‘ﬂH.ML!N.“: }1Q%§?. e e
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 1-Heptacosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.69 6.02 ng 805305 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 94
2 1-Hexacosanol 382 C26H540 000506-52-5 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Cvclopentadecane 210 C15H30 000295-48-7 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90

Abundance Scan 1973 (13.692 min): BF114678.D (-1969) (-) m/z 57.00 100.00%

57

83
5000

111

d

13.40 13.60 13.80 14.00
m/z 43.00 80.99%

| [139 183 219 250275 328 373 404 446 480

m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 97
5000 L B N N I I B B O

125 13.I4O 13!60 13.I80 14.IOO
m/z 71.10  65.04%

29 , |l (193 181 209 236 264 292 320 350 378

e el

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #203699: 1-Hexacosanol

57 83

:

13.40 13.60 13.80 14.00
5000 111 m/z 55.00 62.56%

139

T AT
LI L L L L L L

m/z--> 0 50 100 150 200 250 300 350 400 450

s

Abundance #155046: 1-Heneicosanol AR EEREE L

55 83 13.40 13.60 13.80 14.00
m/z 83.10 54.14%
5000 111 AJ—N/\V‘

29
|, | | 20167 195 235266 204

B B e B o e e e B R B Ea B

m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Tricosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.01 3.22 ng 430856 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
Abundance Scan 2027 (14.010 min): BF114678.D (-2025) (-) m/z 57.05 100.00%
7
5000 _ﬁ__f\_,v~,~ﬂﬂ\/*,,,wA“/--
113 141 302 13.60 13.80 14.00 14.20 14.40
o 169 197 231 267 342 370396 425450 n/z 71.10 74 17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164578: Tricosane
57
5000 85 AR DAL B SO B
Bmmmmmmmmm
304 m/z 43.05 62.83%
‘ J J 1141 169 197 = 239 267 g5
miz--> ""sb"'iéd"iéd"'zc')o OI0 e a0 abo 4o
Abundance #141426: Heneicosane
57
o 13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 52.41%
29 113
U1 L 7724 160 197 225 253 206
m/z--> 55 160 1%0 260 250 360 3éo 460 4éo
Abundance #194493: Hexacosane [TT T T[T T T[T T [ TT T[T
57 13.60 13.80 14.00 14.20 14.40
m/z 41.00 22.78%
29 | (M3 141 169 107 225 253 205 323 367
m/z--> 5'0 1(')0 1%0 2(')0 251;0 3(')0 3&'30 4(')0 4&'30 13. 60 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.32 6.60 ng 883125 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2080 (14.321 min): BF114678.D (-2076) (-) m/z 57.00 100.00%

7

85
5000

14.00 14.20 14.40 14.60
m/z 71.10 79.67%

) 141169197 290 272302 345369 403 443

mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane
7

494

-

5000 UL DA S BN RS
14.00 14.20 14.40 14.60
29 m/z 43.00 65.48%

[ a0 107 200

m/z--> 0 50 100 150 200 250 300 350 400 450

2

Abundance #83030: Tridecane, 6-propyl-
43
71 R RS e s
14.00 14.20 14.40 14.60
5000 m/z 85.10 62 .05%
99 126 154 183
...‘,J..%H.L.ﬁ..l. ??R L D DA SU A DAL
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane R e A
57 14.00 14.20 14.40 14.60

m/z 41.00 24 .31%

5000

-

113
i | | 141169 107 225 953 282

T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.61 18.10 ng 1264770 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 92
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2129 (14.610 min): BF114678.D (-2126) (-) m/z 57.05 100.00%

5000

14.20 14.40 14.60 14.80 15.00
m/z 71.10  75.54%

141169197225 256282308 337365392419

o 469 516

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223851: Hentriacontane
5000 TT T T[T T T T [T T T T[T T T T [TT

14.20 14,40 14.60 14.80 15.00
m/z 43.05 61.53%

113
141 169197225253280 309 351379407 436
miz—-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #141426: Heneicosane

:

14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 56.35%

141169197225253 296
miz—-> 0 50 100 150 200 250 300 350 400 450 500

E

Abundance #194493: Hexacosane T
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 22 .35%
29
‘ | [M3141160107205253 205323 367

I T T I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80 15.00

8270-BF052919.M Fri May 31 17:06:00 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.92 19.46 ng 1359550 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Eicosane 282 C20H42 000112-95-8 90
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2182 (14.921 min): BF114678.D (-2179) (-) m/z 57.05 100.00%
57
85
5000
| %141 169 197 224 2?2275 309 350373397 427 475 1460 14.80 15.00 15.20 _
ok el kL™ 729197 224 | 275 309 350373397 427 475 | nyo 71,10 75.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 L B SRR LR B

14 60 14. 80 15. 00 15.20

m/z 43.05 59.94%
113141169 197 239 967 204 303 352

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
5[
R e e A REaE
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 55.77%
113
) ||| 17241169 197 205 55 200
L B e AT A BN e e e o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83030: Tridecane, 6-propyl- LA B H B B S ST
43 14.60 14.80 15.00 15.20
71 m/z 55.00 21.19%
5000
l 99 126 154 183
Ay . R —
m/z--> 50 100 150 200 250 300 350 400 450 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Dotriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.27 21.63 ng 1511160 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontane 451 C32H66 000544-85-4 94
2 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2241 (15.268 min): BF114678.D (-2238) (-) m/z 57.00 100.00%

5000

:

15.00 15.20 15.40 15.60

141169197225 270209326 376402 440 481

0! m/z 71.10 76 .35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227194: Dotriacontane
5000 LA L L L L L LB

15.00 15.20 15.40 15.60
m/z 43.10 58.14%

141
169197225 267295 337365393 421 450
miz—-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #213038: Disulfide, di-tert-dodecyl

:

15.00 15.20 15.40 15.60

5000 85 m/z 85.05 57.77%
29 113 169
A1 139, | 205234 374402
R o B e Tt e e e e A BB ma
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane R B e B I e
15.00 15.20 15.40 15.60
m/z 55.00 20.19%
85

5000

g

141169197225 253 296
I I
mz--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114678.D

Aca On : 30 May 2019 23:27

Operator : HP/JU

Sample = K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.67 10.64 ng 743179 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2309 (15.668 min): BF114678.D (-2306) (-) m/z 57.05 100.00%

5000

:

141169 15.40 15.60 15.80 16.00
o 197 239 280 316342371 407 452 493 532 77 7110 . 75.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83028: Hexadecane

-

5000 85 IIIIIIIIIIIIIIIIIIII
15.40 15.60 15.80 16.00
m/z 43.05 57.47%
29 113}41169197226
LA i o o o B e e e L e e o o e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
R N RARE SRR m e
85 15.40 15.60 15.80 16.00
5000 m/z 85.10 54.48%

141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500

83

Abundance #194493: Hexacosane T
57 15.40 15.60 15.80 16.00
m/z 99.10 20.61%
- | MJ
29
ﬂ1}3141169197225253 295323 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.40 15. 60 15. 80 16 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF053019\
Data File : BF114678.D

Acq On : 30 May 2019 23:27

Operator : HP/JU

Sample - K3068-20

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_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 .46 6.46 70.2 ng 7331190 1 6.70 2088210 20.0
n-Hexadecanoic acid 11.74 7.3 ng 890802 4 11.19 2448400 20.0
Octadecanoic acid 12.52 9.9 ng 1329320 5 13.82 2677410 20.0
1-Heptacosanol 13.69 6.0 ng 805305 5 13.82 2677410 20.0
Tricosane 14 .01 3.2 ng 430856 5 13.82 2677410 20.0
Heptadecane 14.32 6.6 ng 883125 5 13.82 2677410 20.0
Hentriacontane 14.61 18.1 ng 1264770 6 15.21 1397190 20.0
Heptadecane, 9-oc... 14.92 19.5 ng 1359550 6 15.21 1397190 20.0
Dotriacontane 15.27 21.6 ng 1511160 6 15.21 1397190 20.0
Hexadecane 15.67 10.6 ng 743179 6 15.21 1397190 20.0
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