LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 2.116 3 5 29 rvB 320257 565026 18.91% 1.760%
2 5.069 503 507 519 rVB 343312 406880 13.62% 1.267%
3 5.481 573 577 591 rBVY 2398548 2144057 71.74% 6.678%
4 6.492 745 749 767 rBVY 2178655 2310639 77.32% 7.197%
5 6.634 769 773 776 rBVY 2819415 2432740 81.40% 7.577%
6 6.857 808 811 815 rBV 648409 586369 19.62% 1.826%
7 7.016 834 838 842 rBVY 2215960 1869510 62.56% 5.823%
8 7.422 903 907 919 rBVY 1367818 1443277 48.29% 4 .495%
9 8.145 1026 1030 1048 rBV 815348 778031 26.03% 2.423%
10 9.227 1209 1214 1217 rBvV 3032578 2595284 86.84% 8.083%

11 9.622 1277 1281 1289 rBV 278478 241962 8.10% 0.754%
12 9.910 1326 1330 1336 rBV 1100105 930345 31.13% 2.898%
13 10.110 1359 1364 1372 rBV2 22628 38716 1.30% 0.121%
14 10.310 1391 1398 1405 rBV2 104231 93442 3.13% 0.291%
15 10.704 1461 1465 1481 rBV 2358244 2089286 69.91% 6.507%

16 11.404 1580 1584 1592 rBV 1199162 997947 33.39% 3.108%
17 11.927 1667 1673 1689 rBV 543765 669947 22.42% 2.087%
18 12.639 1787 1794 1801 rBV7 20383 54930 1.84% 0.171%
19 12.716 1802 1807 1818 rVVv 232267 312629 10.46% 0.974%
20 12.998 1850 1855 1858 rBV 3222221 2988464 100.00% 9.308%

21 13.527 1941 1945 1948 rBV 115414 116609 3.90% 0.363%
22 13.563 1948 1951 1954 rVB 44579 46792 1.57% 0.146%
23 13.886 2002 2006 2017 rBV2 416542 538255 18.01% 1.676%
24 14.057 2031 2035 2043 rBvV 930116 850884 28.47% 2.650%
25 14.210 2056 2061 2065 rBV 314571 309909 10.37% 0.965%

26 14.274 2067 2072 2073 rBv4 22397 34136 1.14% 0.106%
27 14.515 2108 2113 2120 rBV 625438 636374 21.29% 1.982%
28 14.827 2160 2166 2171 rBV 979801 992627 33.22% 3.092%
29 14.904 2176 2179 2183 rVB 37231 40037 1.34% 0.125%
30 15.174 2219 2225 2235 rVB 923555 1182376 39.56% 3.683%

31 15.557 2284 2290 2306 rBV3 1213848 2017176 67.50% 6.283%

32 15.833 2334 2337 2343 rVB3 28048 42612 1.43% 0.133%
33 16.009 2360 2367 2373 rBV 566087 928440 31.07% 2.892%
34 16.062 2373 2376 2386 rVBS8 40172 84837 2.84% 0.264%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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\HPCHEM1I\BNA F\METHODS\8270-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.521 2447 2454 2463 rBV 278643 544887 18.23% 1.697%

36 17.127 2552 2557 2565 rVB2 86944 191107 6.39% 0.595%

Sum of corrected areas: 32106539
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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

Abundance TIC: BF118255.D
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Abundance TIC: BF118255.D
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Abundance TIC: BF118255.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 3

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

2.12 19.27 ng 565026 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 23
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 6 (2.122 min): BF118255.D (-3) (-) m/z 73.05 100.00%
3
5000 ?S
43
55 87
2.20 2.30 2.40 2.50
Obrrrprrrrprrrrprrebie bbbt 09 M9 135 147 188 Tm/z  43.10  34.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 IERARSE NN AN RS
43 2.20 2.30 2.40 2.50
55 87 m/z 87.10 25.93%
S B A B Ay R LA RS A LA RARAS AL RALAN LALA EARMI L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20946: 2,5-Dimethyl-4-hydroxy-3-hexanone
7B
43 220 230 240 250
5000 55 m/z 55.05 22 .88%
oh 15 \‘ AL “ %7 102 115 127 142
m/z--> 10 20 3'0 40 50 60 7'0 80 90 100 110 120 130 140 150 160 170
Abundance #734: N-Ethylformamide S RAREEE NSNSy na RS
30 2.20 2.30 2.40 2.50
73 m/z 41.05 11.26%
5000
44 58
e )|
A e Ry AR N R R R AR LA LA A LA LA LA R A IR RSN RN LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 5

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

5.07 13.88 ng 406880 1,4-Dichlorobenzene-d4 6.86
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-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF118255.D (-503) (-) m/z 43.00 100.00%
a3
59
5000
101
4.80 500 5.20 5.40
83
o IR - - N N m/z 59.00 64.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LI I I
59 480 500 520 540
m/z 101.00 25.53%
31 83 g3 101
R e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.25%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R AR RaR
43 4.80 500 5.20 5.40
m/z 41.10 8.94%
5000
101
15 58
28 L 69 84 |
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY R RS S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 unknown6.63 Concentration Rank 1

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

6.63 82.98 ng 2432740 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF118255.D (-769) (-) m/z 132.00 100.00%
5000 68
40 o 620 640 6.60 6.80 7.00
54 : : : :
o [ | Weus | m/z 68.05 38.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A UL AR I
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.14%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 65.95 25.48%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RS S e e s e s B
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.90%
5000 og M°
o -‘-“‘. 89 | gor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 Propanoic acid, 2-methyl-, ... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.31 2.01 ng 93442 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 72
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 56
3 DiethviImalonic acid. monochlorid... 262 C12H19CI04 1000370-65-0 53
4 Butanoic acid. 2-butoxv-1-methvl... 216 C11H2004 007492-70-8 53
5 Butane, 1-bromo-2-methyl- 150 C5H11Br 005973-11-5 45

Abundance Scan 1398 (10.310 min): BF118255.D (-1391) (-) m/z 71.00 100.00%
!
5000 43
56 83 g7 111 149 173 10.00 10.20 10.40 10.60
Ol bt 28 HE P8 Tm/z 43.05 47.50%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
!
5000 AR AR DR
1000 10.20 10.40 10.60
43 m/z 41.10 11.65%
o 56 83 g7 111 143 159 173 243
mz-> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
7
43 10.00 10.20 10.40 10.60
5000 m/z 111.10 8.40%
56
0 2L \ 9B 111 197 143 150 173185108 215 243
mz-> 20 40 60 80 100 120 150 160 180 200 220 240
Abundance #111984: Diethylmalonic acid, monochloride, tetrahydrofurf... LB B o B e o
7 10.00 10.20 10.40 10.60
m/z 56.10 7.87%
5000
84
o 29 M 5 T 97 115128 161 183 199 227
mz—> 20 Jo 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.93 13.43 ng 669947 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 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1673 (11.927 min): BF118255.D (-1667) (-) m/z 72.95 100.00%

W

43 60 /
5000 129
213

MM N SN | N—
01

143 199 256 1160 11.80 12.00 12.20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078

m/z 43.05 79.89%
5000 129
11.60 11.80 12.00 12.20

m/z 59.95 78.96%
213
,Ju 143 157171 185 199
04
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 41.10 70.72%
‘ 143 157 214
0,.LNN.NJAUW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R S R

60 73 11.60 11.80 12.00 12.20
m/z 55.05 65.83%

43
5000 120
. 185 228
‘ ‘ ‘ ﬁ }01115 143 157 171 ‘ 199 ‘
‘ ‘\ " H ‘ \“ H‘ | 213 L

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

D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.72 6.27 ng 312629 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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1808 (12.721 min): BF118255.D (-1802) (-) m/z 43.05 100.00%
8 57 7
>0 \/\/—\Aj\yw
12.40 12,60 12.80 13.00
Ot m/z 73.00 91.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 7,
5000 A DA R DR
nmnmnmnm
m/z 60.00 89.69%
zr 143,5,171
| SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
o AR ARRA AR
12.40 12.60 12.80 13.00
5000 m/z 57.05 84 .60%
i
0 ...,.‘a..‘i‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid B o e A
73 12.40 12.60 12.80 13.00
43 m/z 55.00 80.90%
5000
2
(o} L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 Hexanedioic acid, bis(2-eth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.74 ng 116609 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 91
2 Adipic acid. 2-ethvlhexvl octvl ... 370 C22H4204 1000324-48-6 90
3 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 72
4 Diisooctvl adipate 370 C22H4204 001330-86-5 64
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 58
Abundance Scan 1945 (13.527 min): BF118255.D (-1941) (-) m/z 129.00 100.00%
129
5000 57
10y 1320 13.40 13.60 13.80
241
ol " \ | L, 'l el renzie 2 om0 T 8T 60 41.40%
m/z--> 100 150 200 250 300 350
Abundance #196972: Hexanedioic acid, bis(2-ethylhexyl) ester
129
5000 57 RUVEUARAUABAUVARER
13.20 13.40 13.60 13.80
29 m/z 70.05 28.36%
oL | \ > 101 148 172 212 241560 284 313 341
m/z--> 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester
129
13.20 13.40 13.60 13.80
5000 m/z 71.10 26.73%
241
o 83101
ol 2y LW | psr 199, Lo 200
m/z--> 50 100 150 200 250 300 350
Abundance #196857: Hexanedioic acid, dioctyl ester T T T
129 13.20 13.40 13.60 13.80
57 m/z 55.05 26.60%
- _/\VJ
101 241
0 , 149 185 212 | 260279 313 341 370
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.89 12.65 ng 538255  Chrysene-di2 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Eicosene. (E- 280 C20H40 074685-30-6 96

000400-57-7 94
959085-66-6 94
959261-25-7 94
1000351-75-1 94

2 Heptafluorobutvric acid. n-octad... 466 C22H37F702
3 Heptadecvl heptafluorobutvrate 452 C21H35F702
4 Pentafluoropropionic acid. octad... 416 C21H37F502
5 Tricosyl trifluoroacetate 436 C25H47F302

Abundance Scan 2007 (13.892 min): BF118255.D (-2002) (-) m/z 57.05 100.00%
57
83
5000
‘ 111
N EEBRE SR
L 139 168 106 o8 13.60 13.80 14.00 14.20
0...&,”..!4.Lﬁfn:..,....,...w....,....,....w m/z 43.05 81.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LN L L L L LB LB
13.60 13.80 14.00 14.20
29 111 m/z 83.05 66.19%
o L J 139 167 196 223 252 280
— A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
97
13.60 13.80 14.00 14.20
5000 m/z 55.10 64 .52%
125
29 169
0 .‘ bl h ] J{ i | 196 224 2§2 297 448
e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate R e
57 13.60 13.80 14.00 14.20
83 m/z 71.10 62.73%
5000
111
29
| ‘ { { \139 169 999 238 283
OII‘I‘III‘IIIIIJII‘IQIIIIII:II{IIIIIIIIIIIIIIIIIIIII _'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'_
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20

8270-BF120619.M Thu Dec 19 14:32:31 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.83 9.84 ng 992627 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2166 (14.827 min): BF118255.D (-2160) (-) m/z 57.10 100.00%

57

85
5000

14.60 14.80 15.00 15.20

| 141 169 197
[ — “ 11 A 20 225 258 295 323 851 m/z 71.05 74.40%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

14.60 14.80 15.00 15.20
m/z 43.10 66.84%

29 113
ol |y |, 141,169 107 225 253 205 323 367
e f T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 56.56%
113
N BEE 141,169 197 225 267 295 365 393
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .36%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
et e e e R EEE SRS S
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15 20

8270-BF120619.M Thu Dec 19 14:32:32 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.17 11.72 ng 1182380 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Hexacosane 366 C26H54 000630-01-3 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2224 (15.168 min): BF118255.D (-2219) (-) m/z 57.10 100.00%
57
85
5000
| I | dli3 141 169 197 225 253 295 323 351 14.80 1500 15.20 1540
L A e m/z 71.10 70.67%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 —)
14.80 15.00 15.20 15.40
29 m/z 43.10 65.28%
. |l L ,jll3 141 169 197 225 253 296
m/z--> §0 100 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 55.26%
. 29 j | 111}34 141,169 197 225 253 295 323 367
m/z--> §0 100 1éo 260 250 360 350
Abundance #141433: Pentadecane, 8-hexyl-
43 14.80 15.00 15.20 15.40
- m/z 55.05 25.16%
5000
l 196
ol b J (127,185 | 205 250 280
m/z--> 5'0 100 150 2(')0 250 3(')0 3&'30 14. 80 15. oo 15 20 15'40 '

8270-BF120619.M Thu Dec 19 14:32:32 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 14 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.01 9.21 ng 928440 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2367 (16.009 min): BF118255.D (-2360) (-) m/z 57.05 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
141 169 15.60 15.80 16.00 16.20 16.40
ol “ LA a°,097. 225 253 295323 381 sz 71.10  79.96%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 15.60 15.80 16.00 16.20 16.40
m/z 43.10 65.17%
0 %? 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 15.60 15.80 16.00 16.20 16.40
5000 m/z 85.05 57 .47%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 25.69%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1% 200 250 300 350 ' 15.60 15.80 16.00 16.20 16.40

8270-BF120619.M Thu Dec 19 14:32:33 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118255.D

Aca On : 18 Dec 2019 13:28

Operator :© JU

Sample : K6324-01

Misc :

ALS Vial : 7 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 15 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.52 5.40 ng 544887 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2454 (16.521 min): BF118255.D (-2447) (-) m/z 57.05 100.00%
57
85
5000
SN IR IR
141 183 16.20 16.40 16.60 16.80
oLk, Al “ 11 A A5 21 230 283309 355 | Tnyz 71.10  74.42%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR AR RN R
mmmmmmmm
m/z 43.05 60.79%
. 2011 ﬂ1}3‘1§1 169 107 225 253 295 323 367
m/z--> 55 160 150 260 250 360 350 '
Abundance #209566: Octacosane
57
16.20 16.40 16.60 16.80
5000 g5 m/z 85.05 55.83%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane T
57 16.20 16.40 16.60 16.80
m/z 55.05 24 .23%
85
” L\\«*’\'\/\j\\w
29 113
oL L by J | 141 169 197 225 253 296
m/z--> % 1m 1% 2& 2% 3& 3% ' mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121819\
Data File : BF118255.D

Acq On : 18 Dec 2019 13:28

Operator : JU

Sample - K6324-01

Misc :

ALS Vial : 7 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 19.3 ng 565026 1 6.86 586369 20.0
2-Pentanone, 4-hy... 5.07 13.9 ng 406880 1 6.86 586369 20.0
unknown6.63 6.63 83.0 ng 2432740 1 6.86 586369 20.0
Propanoic acid, 2... 10.31 2.0 ng 93442 3 9.91 930345 20.0
n-Hexadecanoic acid 11.93 13.4 ng 669947 4 11.40 997947 20.0
Octadecanoic acid 12.72 6.3 ng 312629 4 11.40 997947 20.0
Hexanedioic acid,... 13.53 2.7 ng 116609 5 14.06 850884 20.0
5-Eicosene, (E)- 13.89 12.7 ng 538255 5 14.06 850884 20.0
2-methyloctacosane 14.83 9.8 ng 992627 6 15.55 2017180 20.0
Heneicosane 15.17 11.7 ng 1182380 6 15.55 2017180 20.0
Heptacosane 16.01 9.2 ng 928440 6 15.55 2017180 20.0
Hexacosane 16.52 5.4 ng 544887 6 15.55 2017180 20.0
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