LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 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-BF120619 .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 2.122 3 6 21 rVB 281923 341517 11.47% 1.323%
2 5.075 504 508 521 rVB 387441 488156 16.39% 1.891%
3 5.487 573 578 581 rBY 2501882 2246261 75.43% 8.703%
4 6.498 745 750 763 rBVY 2427923 2519019 84.59% 9.760%
5 6.639 769 774 777 rBVY 3069056 2592207 87.04% 10.044%
6 6.869 809 813 820 rBV 805574 652367 21.91% 2.528%
7 7.028 835 840 843 rBVY 2248547 2078545 69.79% 8.053%
8 7.434 904 909 912 rBVY 1572134 1489179 50.00% 5.770%
9 8.151 1028 1031 1047 rVB 928505 810038 27.20% 3.138%
10 9.233 1210 1215 1218 rBVY 3562260 2978074 100.00% 11.539%

11 9.628 1278 1282 1291 rVB 142119 136987 4._.60% 0.531%
12 9.916 1327 1331 1338 rBV 1032305 915327 30.74% 3.546%
13 10.704 1461 1465 1479 rBV 2042453 1853257 62.23% 7.180%
14 11.404 1581 1584 1588 rBV 915303 818735 27.49% 3.172%
15 11.927 1670 1673 1687 rVB 328593 325497 10.93% 1.261%

16 12.621 1789 1791 1796 rBV 64110 67993 2.28% 0.263%
17 12.716 1804 1807 1817 rBV2 75216 91916 3.09% 0.356%
18 12.857 1825 1831 1835 rBV 50094 58427 1.96% 0.226%

19 12.998 1850 1855 1858 rBV 2592988 2339288 78.55% 9.064%
20 13.892 2003 2007 2018 rBV 258813 328872 11.04% 1.274%

21 14.057 2031 2035 2038 rBV 685467 639651 21.48% 2.478%
22 14.215 2058 2062 2066 rBV 61877 66483 2.23% 0.258%
23 14.521 2109 2114 2120 rBV2 102588 133093 4_47% 0.516%
24 14.827 2162 2166 2170 rBV 110936 119617 4.02% 0.463%

25 15.110 2210 2214 2218 rBV 35528 54778 1.84% 0.212%
26 15.174 2221 2225 2229 rBV 125302 141465 4._75% 0.548%
27 15.415 2263 2266 2273 rVB 23797 36586 1.23% 0.142%
28 15.486 2274 2278 2282 rVB 30890 39378 1.32% 0.153%

29 15.551 2283 2289 2301 rBV 603768 956751 32.13% 3.707%
30 16.009 2362 2367 2372 rBV 114396 168411 5.66% 0.653%

31 16.074 2372 2378 2385 rVV3 41371 90870 3.05% 0.352%
32 16.527 2450 2455 2461 rBV 62616 116799 3.92% 0.453%
33 17.139 2554 2559 2565 rVB5 25815 49700 1.67% 0.193%
34 17.239 2570 2576 2582 rBV10 22727 64490 2.17% 0.250%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25809734
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\

BF118150.D
9 Dec 2019 17:57
Ju
K6187-08
8 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.12 10.47 ng 341517 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF118150.D (-3) (-) m/z 73.10 100.00%
7B

—

5000
43
55 87 IIIIIIIIIIIIIIIIIIIIII
| | . 220 2.30 2.40 2.50
e e e b et e e e e .| M7z 43,05 35, 73%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L L L L L L B}
43 O 2.20 2.30 2.40 2.50
- 87 m/z 87.05 27.92%
ol L el e
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 N

2.20 2.30 2.40 2.50
5000 41 55 m/z 55.00 24 . 77%

29 ‘L
o Ll el e | er 2
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- R B R I
73 2,20 2.30 2.40 2.50
m/z 41.05 12.84%
5000
45
29
L 35 er 101
s B B EARAasasmes e AL B e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2,20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 14.97 ng 488156 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF118150.D (-504) (-) m/z 43.00 100.00%
43
59
5000
101 U I R RN I
51,0 6o 83 4.80 500 5.20 5.40

e e e e e e m/z 59.00 63.85%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LANLINL L L L L L L L L LB
4.80 5.00 5.20 5.40
59 m/z 101.00 22.45%
101
21 36, 51 || 67 76 83 a1
e e e e e e e e
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
R A RBARAEEE RS B
4.80 5.00 5.20 5.40
5000 a1 m/z 58.00 15.59%
68
Il 50 L 126 14
AR B o e RN e S BARRSREaREREma SR e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one R e R EA s B
43 480 5.00 5.20 5.40
m/z 41.05 9.41%
5000
o7 55
‘36, | 62 71 8 98
A B o e s B b R Ra s e A ABRRAEEEEE B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.64 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.64 79.47 ng 2592210 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 774 (6.639 min): BF118150.D (-769) (-) m/z 132.00 100.00%
5000 68

96 S L A LN A
40 54 J 6.40 6.60 6.80 7.00
MV, g7 | sus W w/z 68.10 36.11%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LINLINLINLIN LI L L L L LU LI
6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 33.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
N S N REEEE e
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 24.23%
S T 1 R~ T T3
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A E B AR
132 6.40 6.60 6.80 7.00
m/z 69.10 15.19%
117
5000
39 91
ANl
| L | All m oy wl | m
L o I L B o e B I LA A s R RAREE R
m/z--> 20 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\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.93 7.95 ng 325497 Phenanthrene-d10 11.40
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1673 (11.927 min): BF118150.D (-1670) (-) m/z 72.95 100.00%
43 g0 3
5000 129
97 213 R RERRE ane
Lo | 14g87172185 (T 0 256 1160 11.80 12,00 12.20
m/z 43.00 84.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

11.60 11.80 12.00 12.20

m/z 60.00 81.72%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 T TR
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.05 71.03%
’ 15 t 214
| L | o |
e W L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 66.56%
5000 129
29
199
‘ ‘ 143 157171185 242
SRCCI N

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.25 ng 91916 Phenanthrene-d10 11.40
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 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 49
Abundance Scan 1808 (12.721 min): BF118150.D (-1804) (-) m/z 73.00 100.00%
43 &
129
5000
12.40 12.60 12.80 13.00
T m/z 60.00 84 .24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129
12.40 12.60 12.80 13.00
185 m/z 42.95 79.48%
1JJ 143,171 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
o IR BN SRR
12.40 12.60 12.80 13.00
5000 m/z 41.00 71.19%
29
sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid N B S
43 0 12.40 12.60 12.80 13.00
m/z 55.00 69.69%
5000 129
1Ji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1éio'i£66 iééd iédd"'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 10.28 ng 328872 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94
Abundance Scan 2007 (13.892 min): BF118150.D (-2003) (-) m/z 57.05 100.00%
57 g3
5000 M
139 168 13.60 13.80 14.00 14.20
b J ool oz 0 m/z 43.10 92.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
5000 IR UL U AR
13.60 13.80 14.00 14.20
29 111 m/z 83.05 83.53%
J | 1 L 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
57 o7
13.60 13.80 14.00 14.20
5000 m/z 54.95 79.28%
125
29 53
L \\M 153 162 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate e B E R
57 13.60 13.80 14.00 14.20
m/z 97.10 78.40%
83
5000
111
29
| }139 109 510 238 283 434
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.22 2.08 ng 66483 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2063 (14.221 min): BF118150.D (-2058) (-) m/z 57.05 100.00%
57
85
5000
111
‘ ]I || || 149 209 248 282 14.00 14.20 14.40 14.60
S| Y O O m/z 43.10 71.00%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 R S SR IR B
14.00 14.20 14.40 14.60
m/z 85.10 60.14%
I A .I i J Loy 197 225 253 282
m/z--> 50 100 150 260 250 300 350 '
Abundance #202661: Heptacosane
57
14.00 14.20 14.40 14.60
5000 85 m/z 71.05 58.62%
29 113
|l H (141 169 197 225 253 281 309 337 380
m/z--> 55 100 1%0 260 250 300 350 '
Abundance #209565: Octacosane e R EEAE Ramma e
57 14.00 14.20 14.40 14.60
m/z 69.00 33.97%
5000 85
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 5'0 100 150 2(')0 250 300 350 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .52 4.16 ng 133093 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 2114 (14.521 min): BF118150.D (-2109) (-) m/z 57.00 100.00%
57
5000 85
\ l | “1}3 41 183 211 239 282 341 397 1420‘1446 1460‘1456"
D N Y PO R e ol S m/z 71.05 72.82%
m/z--> 50 10 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 UL B RN B
14.20 14.40 14.60 14.80
m/z 43.10 69.76%
2L || ] ,nlf.”.l‘?g 197 225 253 282
m/z--> §0 100 150 260 250 360 3éo 400
Abundance #194493: Hexacosane
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.05 51.88%
29 “J ulﬁ3‘141 169 197 225 253 295 323 367
m/z--> §0 100 1éo 260 2éo 300 3éo 400
Abundance #215181: 2-methyloctacosane
57 14.20 14.40 14.60 14.80
m/z 55.00 28.85%
5000 85
113
29 “J | U | 1AL 169 197 225 267 295 365 393
m/z--> 50 100 1éo 260 2éo 360 3éo 460 1420 1440 1460 1J80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .83 2.50 ng 119617 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2166 (14.827 min): BF118150.D (-2162) (-) m/z 57.10 100.00%
57
85
5000

113
“ 141 169 197 239 282 14.60 14.80 15.00 15.20

S | ﬂ R e O .~ N — m/z 71.10 74.10%
m/z--> 50 100 150 200 250 300 350

Abundance #129490: Eicosane
5|7
85
5000 LA L L L L L L LB
14.60 14.80 15.00 15.20
m/z 43.10 63.48%
TLLLL 1] [ M 160 197 225 253 282
e { T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R EEEE RS
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 57.91%
29 113
LU {77, M2 169 107 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 14.60 14.80 15.00 15.20
m/z 41.05 22 .45%
5000 85
29

‘ i || M2 141 169 197 205 253 295 323 367

m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. 00 15 20

8270-BF120619.M Tue Dec 10 15:59:13 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.96 ng 141465 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2224 (15.168 min): BF118150.D (-2221) (-) m/z 57.00 100.00%
g7
85
5000
1185 169 14.80 15.00 15.20 1540
—_— | Lhh b asen 267 s 0100 77, 54%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
g7
5000 85 AR U SR BN B
14.80 15.00 15.20 15.40
m/z 43.10 67.37%
Db (8,141 169 197 225 268
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
14.80 15.00 15.20 1540
5000 85 m/z 85.10 58.00%
113
290 1§17y (14 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane N s REna e
57 14.80 15.00 15.20 15.40
m/z 41.05 23.11%
85
5000
29 113
BNy J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.01 3.52 ng 168411 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2367 (16.009 min): BF118150.D (-2362) (-) m/z 57.05 100.00%
57
5000 85
141 169 205 267 15.60 15.80 16.00 16.20 16.40
l, ‘| Lol o 3™ "w/z 71.05 69.93%
m/z--> 50 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 R AR AR A B
15. 60 15. 80 16. oo 16. 20 16 40
113 m/z 43.00 57.11%
om0 07 225 23 1 a0 3P
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
15,60 15.80 16.00 16.20 16.40
5000 a5 m/z 85.05 51.98%
290 | d (141 169 197 225 253 295 366
m/z--> 50 100 150 260 250 360 3éo '
Abundance #209565: Octacosane B E A e s e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.10 23.31%
5000 85
29 113 141
L dgy ﬂ | 707 169 197 225 253 281 309 337 365 394
m/z--> §0 100 150 260 250 360 3éo ' 1560 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118150.D

Aca On : 9 Dec 2019 17:57

Operator :© JU

Sample : K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 11
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.44 ng 116799 Perylene-d12 15.55
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 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2455 (16.527 min): BF118150.D (-2450) (-) m/z 57.05 100.00%

5000 85

-

127
155177 211 239 205 16.20 16.40 16.60 16.80
l|' Ly S m/z 71.00 70.03%
m/z--> 50 150 200 250 300 350 400
Abundance #209565: Octacosane

5

5000 85 LA L L L B
16.20 16.40 16.60 16.80
29 m/z 43.05 63.73%
| J | 1141 169 197 225 253 281 309 337 365 394
...,....,.. T B e Mmoo
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
R R e
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 47 .11%
113
%9ﬂ ‘ j | (141 169 197 225 267 295 365 393
T T R e T T L e = = e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane A a s LM R St
57 16.20 16.40 16.60 16.80
m/z 55.10 24 _69%
5000 85
13 1m
|| |77, 141 169 197 225 253 281 309 337 365 437
A B T e B B e R R
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120919\
Data File : BF118150.D

Acq On : 9 Dec 2019 17:57

Operator : JU

Sample - K6187-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 2.12 10.5 ng 341517 1 6.87 652367 20.0
2-Pentanone, 4-hy... 5.07 15.0 ng 488156 1 6.87 652367 20.0
unknown6 .64 6.64 79.5 ng 2592210 1 6.87 652367 20.0
n-Hexadecanoic acid 11.93 8.0 ng 325497 4 11.40 818735 20.0
Octadecanoic acid 12.72 2.3 ng 91916 4 11.40 818735 20.0
5-Eicosene, (E)- 13.89 10.3 ng 328872 5 14.06 639651 20.0
Eicosane 14.22 2.1 ng 66483 5 14.06 639651 20.0
Hexacosane 14 .52 4.2 ng 133093 5 14.06 639651 20.0
Heneicosane 14.83 2.5 ng 119617 6 15.55 956751 20.0
Nonadecane 15.17 3.0 ng 141465 6 15.55 956751 20.0
Tetracosane 16.01 3.5 ng 168411 6 15.55 956751 20.0
2-methyloctacosane 16.53 2.4 ng 116799 6 15.55 956751 20.0
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