LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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-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 4.954 441 445 454 rBV 198304 265116 3.57% 0.344%
2 5.354 507 513 516 rBVY 5243355 5891617 79.29% 7.647%
3 6.372 680 686 689 rBY 5290708 6244221 84.04% 8.104%
4 6.507 704 709 712 rBVY 5927706 6056848 81.52% 7.861%
5 6.737 744 748 751 rBVY 2136520 1749168 23.54% 2.270%
6 6.896 770 775 778 rBV 4912411 4737526 63.76% 6.149%
7 7.295 837 843 846 rBY 3887186 4005278 53.91% 5.198%
8 8.013 960 965 969 rBVY 2395078 2281710 30.71% 2.961%
9 9.095 1143 1149 1152 rBvV 7118980 7084052 95.34% 9.194%
10 9.766 1257 1263 1267 rBVvV2 2935169 2657515 35.77% 3.449%

11 10.554 1390 1397 1400 rBV 4285034 4632180 62.34% 6.012%
12 11.242 1509 1514 1518 rVB 3248202 2794647 37.61% 3.627%
13 11.778 1598 1605 1622 rBV2 439500 844475 11.37% 1.096%
14 12.566 1733 1739 1750 rBV 275168 428024 5.76% 0.556%
15 12.830 1778 1784 1787 rBV 6925785 7430239 100.00% 9.644%

16 13.413 1880 1883 1886 rVB 75711 87052 1.17% 0.113%
17 13.607 1912 1916 1921 rBV2 37296 76841 1.03% 0.100%
18 13.742 1934 1939 1942 rBV 270192 312081 4._.20% 0.405%
19 13.866 1955 1960 1964 rBV 2801386 2795944 37.63% 3.629%
20 14.054 1987 1992 1996 rBV 817998 893774 12.03% 1.160%

21 14.166 2007 2011 2017 rBv4 43506 97998 1.32% 0.127%
22 14.360 2036 2044 2048 rBV 1775222 1808759 24.34% 2.348%
23 14.654 2088 2094 2102 rBV 2299939 2820654 37.96% 3.661%
24 14.977 2142 2149 2164 rBV 2396977 3067515 41.28% 3.981%
25 15.277 2194 2200 2203 rBV 1825917 2161130 29.09% 2.805%

26 15.336 2203 2210 2221 rVB 1793705 2615764 35.20% 3.395%
27 15.742 2271 2279 2285 rBV 1168283 1837669 24.73% 2.385%
28 16.213 2352 2359 2371 rVB 508239 968693 13.04% 1.257%
29 16.760 2447 2452 2461 rVB2 146508 294885 3.97% 0.383%
30 17.407 2558 2562 2569 rVB3 47822 106330 1.43% 0.138%

Sum of corrected areas: 77047705
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.95 3.03 ng 265116 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 444 (4.949 min): BF108851.D (-441) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 N AR AN R RS
| 83.0 | 4.60 4.80 5.00 5.20
SRR 1 SNBSS | PSS S . m/z 59.00 53.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESSRBERAE SULE LR
4.60 4.80 500 5.20
59.0 1010 m/z 101.10 18.28%
"I'??ﬂsh'"”q:"l"“'l"'zqsq"??'9'I""I'"'I""I""I""I""I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 480 500 520
5000 210 m/z 58.10 15.84%
"|""l"'jlj"'|"l'i'"'??'9'|""|""|""|"" +?§'?"'4??'q'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e e
59.0 4.60 4.80 500 5.20
m/z 41.05 8.42%
5000
41.0
"|"J”N"'Jlj"'l"l'i""??'q' — ""J'"'I""I""I""I""I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 2 unknown6.51 Concentration Rank 1

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

6.51 69.25 ng 6056850 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 709 (6.507 min): BF108851.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.0
200 B s o3 ko oko oo
o A2 2071 /7 68.05  45.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine- proplonyl
57.0 3p.
74.0
5000 98.0 116.0 RS SAAEE AR LR R

6.20 6.40 6.60 6.80
m/z 134.00 34 .27%

158.0 189.0

.IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132.0
e  REARE R
6.20 6.40 6.60 6.80
5000 m/z 66.10 28.90%
115.0
w0 650 70 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e EEEAm R AT
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.69%
5000 67.0
41.0 97.0
m/z--> 20 0 80 100 120 140 160 180 200 6.20 6.40 6. 60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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

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 10
R.T. EstConc Area Relative to ISTD R.T.
11.78 6.04 ng 844475 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 25
Abundance Scan 1605 (11.778 min): BF108851.D (-1598) (-) m/z 73.00 100.00%
430 730 djt\yw_
5000
129.1
970 Ty T T TT T T T T T T T T T T
1571 1851 2132 2563 11,40 11.60 11.80 12.00
m/z 43.05 87.02%
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 DR DR AR AR
83.0 nmnmnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  80.40%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730
11.'40 11.|60 11.|80 12.'00 '
5000 m/z 57.05 68.40%
‘ o 129.0 1710 214.0
..w.“.,”.....”..P.”,”.w%?%o.”...” N
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R EEE B S -
43.0 |, 73.0 11.40 11.60 11.80 12.00
m/z 41.05 62.81%
5000 129.0 A_”_~#~—_~—’A/Lxhﬁwva\M_ﬁMﬂ
150J
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.57 3.06 ng 428024 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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1740 (12.572 min): BF108851.D (-1733) (-) m/z 43.10 100.00%

431 73.0

:

5000
12.20 12.40 12.60 12.80
e m/z 73.00 95.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

73.0

-

5000 AL ABAUABUNRRER &
12 20 12. 40 12 60 12.80
m/z 59.95 74_.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid J&W
43.0 | 73.0
12.|20 12.I40 12.|60 12.|80 I
5000 129.0 m/z 57.05 73.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid A BARRE RS
73.0 12.20 12.40 12.60 12.80
43.0 m/z 41.00 63.36%
B T “J\/\’w
185.0 228.0
97.0
...”L.L...,”...??IPH.“..W..“ S Saeanan i b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 14

R.T. EstConc Area Relative to ISTD R.T.
13.74 2.23 ng 312081 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1939 (13.742 min): BF108851.D (-1934) (-) m/z 57.10 100.00%
57.1
113.1 Bmmmmmmm
141.2 169.2
S 197.2 239.3  281.1 n/z 71.10 3_45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57.0
5000 85.0 L’“
Bmmmmmmm
m/z 43.10 63.37%
29.0 113.0
1l |7170,1410 1600 1070 2250 2680
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance #141425: Heneicosane
57.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—p
13.40 13.60 13.80 14.00
5000 85.0 m/z 85.05 52 .65%
29.0
| ‘ Lo 130 1410 1690 1970 2250 2530 2960
m/z--> 25 4b 65 éo 160 150 1&0 160 180 200 220 240 260 2§o 300
Abundance #105885: Octadecane =TT T T T
57.0 13.40 13.60 13.80 14.00
m/z 41.05 23.96%
5000 85.0
29.0
Pl M0 a0 1690 1970 2250 2540
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300 1340 1360 1380 1400 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.05 6.39 ng 893774 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 1991 (14.048 min): BF108851.D (-1987) (-) m/z 57.05 100.00%
57.0
5000 85.1
13. 13.80 14.00 14.20 14.40
11411
- | A .1-.11,1 L 169-2107.2225 2053.22810 m/z 71.10 70.59%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0
13.80 14.00 14.20 14.40
m/z 43.10 64 .10%
2001 | | pso 141.0160.0197.0225.02530  206,0323.0 _ 367.0
m/z--> éo 160 150 260 2%0 360 350
Abundance #141426: Heneicosane
57.0
85.0 13.80 14.00 14.20 14.40
5000 m/z 85.10 50.65%
29.0 13.0
1L [ ) 410160.0197.0225.0253.0 _296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #105884: Octadecane
57.0 13.80 14.00 14.20 14.40
m/z 41.10 21.53%
5000 85.0
29.0
] 1?214;01690197022502540

_'_'_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .36 12.94 ng 1808760 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 87
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
Abundance Scan 2044 (14.360 min): BF108851.D (-2036) (-) m/z 57.10 100.00%
57.1
5000 85.1

13.1 14.00 14.20 14.40 14.60
141 21692
) — l A 1]1 197.2225.3253.2281.1309.3337.4 m/z 71.10 72.62%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0

5000 ; .... e e e
14,00 14.20 14.40 14.60

m/z 43.10 62.57%

29.0] 13.0
LAy ] ‘14}01690197022502530 296.0
ey ., AL B i e B o e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
14.00 14.20 14.40 14.60
5000 85.0 m/z 85.10 51.24%
29.0 13.
o i ﬂ 14}01690197022502530 295.0323.0  367.0
m/z--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57.0 14.00 14.20 14.40 14.60
m/z 55.10 22 .16%
5000 85.0
140.0
L 1820 226,
— ettt
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.65 26.10 ng 2820650 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2093 (14.648 min): BF108851.D (-2088) (-) m/z 57.10 100.00%
57.1
85.1
5000
141 1 14.40 14.60 14.80 15.00
ol .|, o' 11 1 (1 A69.2197.22252053.2 295132333513 7, 7110 76.25%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 85.0 L
14.40 14.60 14.80 15.00
m/z 43.10 65.58%
A L 1,‘?'0,, 15?().183021102390 281.0
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
710 14.40 14.60 14.80 15.00
5000 m/z 85.10 53.73%
99.0 196.0
e L RT0e0 | 2os00s0800
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 14.40 14.60 14.80 15.00
m/z 41.05 22.41%
85.0
5000
29.0 113.0
‘l ‘ L) L[ A0169.0197.0225.0253.0  296.0
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.98 28.39 ng 3067520 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2149 (14.977 min): BF108851.D (-2142) (-) m/z 57.10 100.00%
57.1
5000
%l 14.60 14.80 15.00 15.20
1412 - : - :
o] ,I II L 1832 2253 267.3 3094 3514 m/z 71.10 75.95%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 43.10 62.26%
27.I°.| Lid l| | 1410 1830 2250 266,0296.0
m/z--> 55 100 150 260 250 360 3éo '
Abundance #105885: Octadecane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 55.95%
99.0
UL 4 L) 1410 1830 20402500
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #209565: Octacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.05 21.85%
5000
99.0
2710 J ;\ | }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 150 260 250 360 3éo ' 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 11 Pentadecane, 8-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.34 24.21 ng 2615760 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 87
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2211 (15.342 min): BF108851.D (-2203) (-) m/z 57.10 100.00%
57.1
85.1
5000
27.1 15.00 15.20 15.40 15.60
— ,|. 'I (77, 10921972 2393 28113003 14 | 221 10 75440
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000
15.00 15.20 15.40 15.60
m/z 43.10 58.71%
—v—v—v—m—r‘
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 56.63%
99.0
2mow L L)) 1410 1830 2050 267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0 15.00 15.20 15.40 15.60
m/z 55.05 21.53%
5000
99.0
27\?0“ |y A |y 1410 1830 22502540
m/z--> 50 100 150 200 250 300 350 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.74 17.01 ng 1837670 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2279 (15.742 min): BF108851.D (-2271) (-) m/z 57.10 100.00%
57.1
5000
%9l 15.40 15.60 15.80 16.00
141.2 : : : :
—_— l| Li"pn 1832 2252 2672 3233 3193 | n/7 7110 76.07%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
51.0
5000
15.40 15.60 15.80 16.00
99.0 m/z 43.05 59.68%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 15 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 55.71%
99.0
Cl Ll 2o 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0 15.40 15.60 15.80 16.00
m/z 55.10 20.70%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108851.D

Aca On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.21 8.96 ng 968693 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
Abundance Scan 2359 (16.213 min): BF108851.D (-2352) (-) m/z 57.10 100.00%
57.1
5000
% 15,80 16.00 16.20 16.40 16.60
141. 2 : : . : :
e 1| L 48322201 2611 32333561 4291 o7 71.10 73.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000
15.80 16.00 16.20 16.40 16.60
m/z 43.10 57 .75%
99.0
| | u . }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 100 150 260 250 300 3éo 460
Abundance #141426: Heneicosane
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 53.64%
99.0
15q|J L ,\ 141.0 1830 225.0 296.0
m/z--> 55 100 1%0 260 250 360 3%0 460
Abundance #175558: Tetracosane
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 20.28%
5000
99.0
‘ | %410 ]_830 2250 2670 3380
miz--> ""s'o""1oo""1éo""zc')o""zsd"ééd"ééd"héd"' 15.80 16.00 16.20 16.40 16.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\

BF108851.D

7 Sep 2018 11:01
Ju/sJ

PB112638BL

3 Sample Multiplier: 1

= 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

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 Heneicosane, 11-(1-ethylpro... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.76 2.73 ng 294885 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2452 (16.760 min): BF108851.D (-2447) (-) m/z 57.10 100.00%
57.1
5000
\ 1319411 16.40 16.60 16.80 17.00
183.1 : : : :
oL A T - L S S Bl £ S Ty e 13022
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
71.0
5000 AL AU SURAE &
16.40 16,60 16.80 17.00
m/z 43.10 53.71%
| BN 1| 1270155 01830 22502530 2950 3370
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
16.40 16.60 16.80 17.00
5000 85.0 m/z 85.10 52 .52%
113.0
...,‘.t Ildlyl.}4}0%6?91?7q |?3?02§zq294o;g3p§520
m/z--> 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl- R B o
57.0 16.40 16.60 16.80 17.00
m/z 55.05 23.56%
T \/‘NMMJ\J‘WM
5000
29.0
113.0 196.0
e I ,s,n\l | 4101680 | 2240 2650 e
m/z--> 50 100 150 200 250 300 350 16.40 16,60 16.80 17.00

8270-BF090518.

M Mon Sep 10 15:39:54 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090718\
Data File : BF108851.D

Acq On : 7 Sep 2018 11:01

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 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]
2-Pentanone, 4-hy... 4_95 3.0 ng 265116 1 6.74 1749170 20.0
unknown6.51 6.51 69.3 ng 6056850 1 6.74 1749170 20.0
n-Hexadecanoic acid 11.78 6.0 ng 844475 4 11.24 2794650 20.0
Octadecanoic acid 12.57 3.1 ng 428024 5 13.87 2795940 20.0
Nonadecane 13.74 2.2 ng 312081 5 13.87 2795940 20.0
Hexacosane 14.05 6.4 ng 893774 5 13.87 2795940 20.0
Heneicosane 14.36 12.9 ng 1808760 5 13.87 2795940 20.0
Eicosane, 10-methyl- 14.65 26.1 ng 2820650 6 15.28 2161130 20.0
Octadecane 14.98 28.4 ng 3067520 6 15.28 2161130 20.0
Pentadecane, 8-he... 15.34 24_.2 ng 2615760 6 15.28 2161130 20.0
2-methyloctacosane 15.74 17.0 ng 1837670 6 15.28 2161130 20.0
Heptadecane, 9-oc... 16.21 9.0 ng 968693 6 15.28 2161130 20.0
Heneicosane, 11-(... 16.76 2.7 ng 294885 6 15.28 2161130 20.0
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