LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042919\

Data File : BF114018.D

Acq On > 29 Apr 2019 12:20 Instrument :

Operator : JU/SJ BNA_F

Sample - K2571-01 ClientSampleld :

Vi : 114-PENNINGTON
isc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 height area % max. total
1 2.205 17 20 46 rvB2 95359 277678 9.24% 0.882%
2 5.516 578 583 602 rBVY 2103846 2131051 70.88% 6.766%
3 6.522 748 754 763 rBV 2255387 2274663 75.65% 7.222%
4 6.663 773 778 781 rBV 2623366 2345994 78.03% 7.448%
5 6.893 813 817 821 rBvY 878311 684346 22.76% 2.173%
6 7.051 840 844 847 rBV 2300637 1916984 63.76% 6.086%
7 7.451 907 912 915 rBV 1512401 1413063 47.00%  4.486%
8 8.175 1031 1035 1038 rBV 942737 858386 28.55% 2.725%
9 8.610 1105 1109 1126 rBV 66722 125555 4.18% 0.399%
10 9.245 1212 1217 1220 rBV 3604472 3006718 100.00% 9.546%

11 9.633 1280 1283 1288 rBV 308152 270309 8.99% 0.858%
12 9.922 1328 1332 1337 rBV 1214026 1099815 36.58% 3.492%
13 10.181 1374 1376 1379 rBV3 40061 46742 1.55% 0.148%
14 10.339 1400 1403 1408 rBV3 84060 124259 4._.13% 0.394%
15 10.710 1462 1466 1470 rBV 1667700 1516037 50.42% 4.813%

16 11.310 1565 1568 1573 rVB 302998 296082 9.85% 0.940%
17 11.410 1582 1585 1588 rBV 1235420 1034703 34.41% 3.285%
18 11.945 1670 1676 1685 rVB 1594173 2447002 81.38% 7.769%
19 12.733 1803 1810 1816 rBV 1822202 2734369 90.94% 8.681%
20 12.992 1850 1854 1858 rVB 2976220 2784555 92.61% 8.840%

21 14.057 2031 2035 2038 rBV 942559 892870 29.70% 2.835%

22 14.227 2062 2064 2067 rBV 48934 44241 1.47% 0.140%
23 14.551 2116 2119 2124 rVB 116699 112301 3.74% 0.357%
24 14.845 2166 2169 2171 rBV 44560 53454 1.78% 0.170%
25 14.868 2171 2173 2183 rVB 194979 213186 7.09% 0.677%
26 14.951 2183 2187 2191 rVB 77550 78533 2.61% 0.249%
27 15.133 2214 2218 2221 rBV 64005 98412 3.27% 0.312%
28 15.215 2228 2232 2240 rVB 245810 284487 9.46% 0.903%
29 15.439 2267 2270 2276 rVB 39464 56915 1.89% 0.181%
30 15.498 2277 2280 2285 rVV 38739 51165 1.70% 0.162%

31 15.568 2287 2292 2295 rVV 663670 857703 28.53% 2.723%
32 15.604 2295 2298 2308 rVB 252940 334337 11.12% 1.061%
33 16.051 2368 2374 2381 rBV 210137 309229 10.28% 0.982%
34 16.562 2457 2461 2467 rVB 106661 185904 6.18% 0.590%

8270-BF042219.M Tue Apr 30 16:28:57 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.051 2540 2544 2548 rBV2 19724 40915 1.36% 0.130%
36 17.174 2559 2565 2570 rVB2 43202 85366 2.84% 0.271%
37 17.498 2616 2620 2625 rVB3 18524 35022 1.16% 0.111%

38 18.645 2805 2815 2823 rBV3 118993 376082 12.51% 1.194%

Sum of corrected areas: 31498433
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042919\
BF114018.D

29 Apr 2019 12:20

JussJ

K2571-01

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

114-PENNINGTON

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF114018.D

5.52

6.66
6.52

7.05

7.45

6.89

Time-->

0\1‘:;

T
5.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF114018.D

8.17

11.95

12.73

pan—y

Time-->

T
9.50 10.00 10.50 11.00

11.50

12.00

12.50

13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF114018.D

14.06

1
1343

.60

7 _ 15.22 16.05

14,

16.56
AN

17.08.17  17.50

18.64
A

]
Time--> 13.50

14.50 15.00

15.50 16.00 16.50

14.00 17.00

I
17.50

T
18.00

18.50

8270-BF042219.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.20 8.12 ng 277678 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.199 min): BF114018.D (-17) (-) m/z 73.05 100.00%
3
5000 ’¥
7 > 8|7 2.20 2.30 2.40 2.50 2.60
80 93 : S0 LAY £
0 ..,....,....,..3.’7.',|..'..i.~.|..-,..‘??,'.!..,....,...99....}??..,.. m/z 43.00 24.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LN AR VNS IR UM U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 23.97%
0 29 35 \‘ 67 ||, 80
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 19.03%
29
15 67 97
I R RS RN RS AN IR IS LR RARSS RS RARAS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl-
5 73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 14 .99%
5000
43
1
Obrr e et el - S M 88 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 2 unknown6.66 Concentration Rank 1

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

6.66 68.56 ng 2345990 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BF114018.D (-773) (-) m/z 132.00 100.00%
5000 68
20 54 e J 640 6.60 6.80 7.00
o |.7=7,?.7.I,’1P“??1.5,.. e || m/Z  68.00 43.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SR AR LRSS A S
a1 97 6.40 6.60 6.80 7.00
53 2 17 m/z 134.00 32 .50%
oL e bl f““l‘.‘.“l‘ .8.8..|1.0.6. "‘I ||H|| e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 640 6.60 680 7.00
5000 m/z 66.00 27 .31%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L i A ma
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 17.58%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, SN U0 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Resorcinol Concentration Rank 12

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

8.61 2.93 ng 125555 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Resorcinol 110 C6H602 000108-46-3 97
2 Hydroquinone 110 C6H602 000123-31-9 74
3 2-Amino-3-hydroxypyridine 110 C5H6N20 016867-03-1 64
4 2(1H)-Pyridinone, 3-amino- 110 C5H6N20 033630-99-8 59
5 4(1H)-Pyrimidinone, 6-methyl- 110 C5H6N20 003524-87-6 59

Abundance Scan 1109 (8.610 min): BF114018.D (-1105) (-) m/z 110.00 100.00%
110
5000
81 e S
39 5|3 63 69 95 820 840 860 8.80 9.00
Ol gl il b 20 L Tm/z 81.00 22.68Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5756: Resorcinol
110
5000
8.20 8.40 8.60 8.80 9.00
53 81 m/z 82.00 22.20%
69
42 | %87 95
e R R R R RS RS RS IS RARES WARRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
110
8.0 840 860 8.80 9.00
5000 m/z 53.00 13.93%
81
27 39 55
o 18 49 63 69 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #5692: 2-Amino-3-hydroxypyridine e —
110 8.20 8.40 8.60 8.80 9.00
m/z 69.00 12.31%
5000 55
82
65
Unns RARRARES '|'"'?%“%?Fl“l'l'*h'|"7§'N”"'|??"|""|""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 5 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.34 2.26 ng 124259 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,11-Dioxabicyclo[4.4.1]Jundeca-3... 222 C13H1803 070412-52-1 50
2 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 43
3 Magnesium, bis(2,4-pentanedionat... 222 C10H14Mg0O4 014024-56-7 38
4 Magnesium, bis(acetylacetonate) 222 C10H14Mg0O4 068488-07-3 38
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 38
Abundance Scan 1403 (10.339 min): BF114018.D (-1400) (-) m/z 123.10 100.00%
5000 55
95
a1 69 81 95 109 »07 \AAJ\/»NANJuAAﬂmnﬂr~wa4“ﬂ*”ﬂ
137 222 IUNAUMUNRER AR U
15113 177 193 10.00 10.20 10.40 10.60
o} m/z 55.00 44 _41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79089: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-one, 1,...
123
43
5000 179 UARSRURRR BN IR
109 299 10.00 10.20 10.40 10.60
m/z 95.00 39.43%
7 B || el a
0:::||||||||||||HH||||‘|||||‘|||||||‘||||||||||||‘||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69 95 109 123 207
81 137 193 10,00 10.20 10.40 10.60
5000 55 m/z 109.00 38.19%
151 222
165
R R U L S B S SRR SRR SEAR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78560: Magnesium, bis(2,4-pentanedionato-0,0)-, (T-4)- R AR RRRE
123 207 10.00 10.20 10.40 10.60
292 m/z 81.00 37 .50%
5000
24 43
o | 65 8 107 | 136 155 ‘ 193 )
m/z--> 20 Jo éo éo 160 120 140 160 180 260 220 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 6 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.31 5.72 ng 296082 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tridecane 184 C13H28 000629-50-5 83
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 74
4 Heptadecane 240 C17H36 000629-78-7 72
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 64

Abundance Scan 1568 (11.310 min): BF114018.D (-1565) (-) m/z 57.00 100.00%

57 7M1

5000

99113127 11.00 11.20 11.40 11.60

141155 183

198 718732 253

0 m/z 71.10 96.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59879: Tetradecane
57
43
71
5000 85 LA RARRA AR RARRE

11. OO 11. 20 11. 40 11.60

29 m/z 85.10 54 .60%
99
N AR e B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R
71 11.00 11.20 11.40 11.60
5000 m/z 43.10 47 .85%
99113127 184
0 15 141155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- I E  EREEEEEaES A
57 11.00 11.20 11.40 11.60
71 m/z 41.00 24 _71%
43
5000
85
29
99113127
o | M L | o ] 141155169183197211225239253267 282
R Em B e e ERARE BARREEEEE MLl R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.95 47 .30 ng 2447000 Phenanthrene-d10 11.41
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1677 (11.951 min): BF114018.D (-1670) (-) m/z 73.00 100.00%

3

—

5000 129
97 213
1117 | 143 , 17185 207 256 - 11.60 11.80 12.00 12.20
(o} m/z 60.00 71.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LI LN L L L L B LB B
11.60 11.80 12.00 12.20
m/z 43.10 64 .78%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
e
3 11.60 11.80 12.00 12.20
5000 4 129 m/z 57.05 54.78%
185
97 143 171 228
o 58 111 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R B .
3 73 11.60 11.80 12.00 12.20
m/z 55.00 52.43%
5000 129

%

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 8 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.73 61.25 ng 2734370 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Hexadecane 226 C16H34 000544-76-3 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
Abundance Scan 1809 (12.727 min): BF114018.D (-1803) (-) m/z 73.00 100.00%
43 &
5000 129
o1 185 241 284 SRR AR RN IR
1 157 211226 12.40 12.60 12.80 13.00
0 296 304 m/z 43.10 79.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73
43
129
5000{ 28 284 R DR R SRR R
12. 40 12. 60 12. 80 13.00
m/z 60.00 74.01%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 12.40 12.60 12.80 13.00
5000 m/z 57.10 68.09%
129
o7 185 228
o 2T 58 113 ' 149166 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83024: Hexadecane R e Emame
57 12.40 12.60 12.80 13.00

m/z 55.05 62.42%

5000 4

%

o Zé | <PV T 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 9 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .55 2.52 ng 112301 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2119 (14.551 min): BF114018.D (-2116) (-) m/z 57.00 100.00%

57
85
5000

141 169 197 225 254 14.20 14.40 14.60 14.80
oL 31l ﬂ.ll...,....,....,..2?1.....,.. m/z 71.00 82.08%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane

E

5000 85 SRSt
14.20 14.40 14 60 14.80
m/z 85.05 60.70%
29 113 141
O B I R P - s o N
m/z--> 50 100 150 200 250 300 350
Abundance
57
R S B B
85 14.20 14.40 14.60 14.80
5000 m/z 43.05 59.04%
29 113
0 141 169 197 225 253 296 N\/\JJA
— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B B .
57 14.20 14.40 14.60 14.80
m/z 41.00 22.29%
- T M\JM\,‘M
29
oL j | i J11}3J 141160 197 225 253 205 323 367
i T T
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF042219.M Tue Apr 30 16:29:06 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 10 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.87 4.97 ng 213186 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane 310 C22H46 000629-97-0 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2173 (14.868 min): BF114018.D (-2171) (-) m/z 57.00 100.00%

57
85
5000

113
155 183 14.60 14.80 15.00 15.20
ol 38 I A 1] lagen A Al 28 288 m/z 71.10 87.79%

m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-

=

5000 85 L e e
14.60 14.80 15.00 15.20

m/z 43.00 61.41%

113
o3 ‘\ Ll 4 169 197 2 a67 po4 323 352
SN 8 M i LSRN R LA L A2
miz--> 50 100 150 200 250 300 350
Abundance
57
SN
14.60 14.80 15.00 15.20
5000 o m/z 85.05 58.61%
29
. M3 141 160 197 225 253 296
— b e e
miz--> 50 100 150 200 250 300 350
Abundance #153222: Docosane BN et
57 14.60 14.80 15.00 15.20
m/z 55.00 21.60%
- T W\AMM/
29
oL Ty | M3 141 169 197 225 253 281 310
e Y e
miz--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF042219.M Tue Apr 30 16:29:07 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 11 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.13 2.29 ng 98412 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
2 Benzo[e]pyrene 252 C20H12 000192-97-2 90
3 Benzo[a]pyrene 252 C20H12 000050-32-8 87
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 87
5 Perylene 252 C20H12 000198-55-0 83
Abundance Scan 2217 (15.127 min): BF114018.D (-2214) (-) m/z 252.00 100.00%
252
5000
112 126 224 14.80 15.00 15.20 15.40
o 41 54 69 86 99 171185 200 239 267 283 m/z 250.00 25 _40%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: BenzolK]fluoranthene
252
5000 "|""|""|A"'|""$
14.80 15.00 15.20 15.40
126 m/z 253.00 24 _.68%
0 74 99t 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 126.00 15.79%

125
50 63 83 99112 146 174187200 224237

e . . = L GO LSSV

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

Abundance #104218: Benzo[a]pyrene

252 14.80 15.00 15.20 15.40
m/z 124.95 9.87%
5000
3126
L3957 74 871001} 149 174187200 224237

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 12 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.22 6.63 ng 284487 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Docosane 310 C22H46 000629-97-0 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2233 (15.221 min): BF114018.D (-2228) (-) m/z 57.00 100.00%
57
85
5000

141 15.00 15.20 15.40 15.60
| 169 197 225 253
0...|, ”l g 225293 283 w/z 71.05 87.12%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 IIII|IIIIIIIIIIIIIII
15.00 15.20 15.40 15.60
29 m/z 85.05 64 .93%
0 \‘ “\ h H\ It u‘ 1:\}3 \141 169 197 225 2§8
At
m/z--> 50 100 150 200 250 300 350
Abundance
57
T
15.00 15.20 15.40 15.60
5000 85 m/z 43.05 55.77%
113
0 29 141 169 197 225 267 295 365 393
— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane RS EmmEs o L
57 15.00 15.20 15.40 15.60
m/z 55.10 22 .88%
5000 85
29
LTy | 113 141 160 197 225 253 281 310
A e L B B e e A B e o e RS EmmEs o L
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 13 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.05 7.21 ng 309229 Perylene-di12 15.57
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 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2374 (16.051 min): BF114018.D (-2368) (-) m/z 57.00 100.00%
57
85
5000
U SRR SRR SO B
141 169 15.80 16.00 16.20 16.40
ol LL) l| L 5,197 239 268295 m/z 71.05 82.06%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L B B BUL B
15. 80 16 00 16. 20 16. 40
m/z 85.05 58.54Y%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
o " 15.80 16.00 16.20 16.40
5000 m/z 43.00 53.13%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane A e B e
57 15.80 16.00 16.20 16.40
m/z 99.05 20.85%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 14 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.56 4.33 ng 185904 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2461 (16.562 min): BF114018.D (-2457) (-) m/z 57.00 100.00%
57
85
5000
U3 4y 16.20 16.40 16.60 16.80
183 225 : : : :
0,,,].|,|,,l,||| Loy, 28 hy; 71.00  93.03%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 UM SRR RN BRRE
16.20 16.40 16.60 16.80
m/z 85.05 63.86%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.00 56.84%
o 29 13 141 169 197 225 267 295 365 393 \VNV\,Vnuh,ﬂ/\“\%W»Ahv,uﬁ,
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane R AR EEEEE T
57 16.20 16.40 16.60 16.80
m/z 69.00 21.62%
85
h \Nu«vw”“*“vwf/ﬁ\N\NWwﬂrv~a¢Mr
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 15 Octadecanoic acid, ethenyl ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.64 8.77 ng 376082 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 58
2 18-Pentatriacontanone 507 C35H700 000504-53-0 52
3 2-Nonadecanone 282 C19H380 000629-66-3 46
4 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 46
5 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 30
Abundance Scan 2814 (18.639 min): BF114018.D (-2805) (-) m/z 71.00 100.00%
7
43
239267
5000
96
127 10 o5 ey 160 1880
oAl m/z 57.00 89.86%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153147: Octadecanoic acid, ethenyl ester
57
239
5000 85 267 LI BURBLIUN BURBLILN BURBL
1840 18.60 18.80
29 Hh]23 211 m/z 43.10 77.63%
ol | | L
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
71
267 1840 1860 18.80
5000 m/z 239.15 55.86%
97
239 | pos
o 127 166194 323349 379407 449478506
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129460: 2-Nonadecanone A
58 18.40 18.60 18.80
m/z 267.15 54 .88%
5000
29 85
ol 1 | (111138 180 222 282
mz-> 0 50 100 150 200 250 300 350 400 450 500 1840 18.60 18.80

8270-BF042219.M Tue Apr 30 16:29:12 2019 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042919\

Data File : BF114018.D

Acg On 29 Apr 2019 12:20

Operator : JU/SJ

Sample - K2571-01 114-PENNINGTON
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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]
Butane, 2-methoxy... 2.20 8.1 ng 277678 1 6.89 684346 20.0
unknown6 .66 6.66 68.6 ng 2345990 1 6.89 684346 20.0
Resorcinol 8.61 2.9 ng 125555 2 8.17 858386 20.0
2,11-Dioxabicyclo... 10.34 2.3 ng 124259 3 9.92 1099820 20.0
Tetradecane 11.31 5.7 ng 296082 4 11.41 1034700 20.0
n-Hexadecanoic acid 11.95 47.3 ng 2447000 4 11.41 1034700 20.0
Octadecanoic acid 12.73 61.3 ng 2734370 5 14.06 892870 20.0
Octadecane 14.55 2.5 ng 112301 5 14.06 892870 20.0
Heptadecane, 9-oc... 14.87 5.0 ng 213186 6 15.57 857703 20.0
Benzo[e]pyrene 15.13 2.3 ng 98412 6 15.57 857703 20.0
Nonadecane 15.22 6.6 ng 284487 6 15.57 857703 20.0
Hexacosane 16.05 7.2 ng 309229 6 15.57 857703 20.0
2-methyloctacosane 16 .56 4.3 ng 185904 6 15.57 857703 20.0
Octadecanoic acid... 18.64 8.8 ng 376082 6 15.57 857703 20.0
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