LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 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-BF012020.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 2.216 16 22 53 rVB 2481341 4037389 7.22% 1.383%
2 5.098 506 512 521 rBVY 1261040 1490471 2.67% 0.511%
3 5.498 575 580 599 rBY 5280552 9144579 16.35% 3.133%
4 5.628 599 602 622 rVB 1001624 1565167 2.80% 0.536%
5 6.504 745 751 755 rBV 9015142 10829142 19.37% 3.710%
6 6.651 771 776 779 rBV 10422477 10748872 19.22% 3.683%
7 6.881 811 815 818 rBVY 3254055 2739376 4 _.90% 0.939%
8 7.040 837 842 845 rBVY 9299046 8483380 15.17% 2.907%
9 7.440 904 910 913 rBVY 6336316 6658935 11.91% 2.281%
10 8.163 1028 1033 1036 rBvVY 3766782 3501808 6.26% 1.200%

11 9.239 1210 1216 1219 rBV 12830073 12767619 22.83% 4_374%
12 9.628 1277 1282 1285 rBV 1065356 840023 1.50% 0.288%
13 9.916 1324 1331 1335 rBV 4865126 4372033 7.82% 1.498%
14 10.704 1459 1465 1468 rBV 9207060 9035725 16.16% 3.096%
15 11.404 1579 1584 1587 rBV 4816717 4645856 8.31% 1.592%

16 11.451 1587 1592 1593 rBV 498545 613804 1.10% 0.210%
17 11.545 1604 1608 1610 rBV 537281 694192 1.24% 0.238%
18 11.580 1610 1614 1616 rBV 1460395 2329315 4_.17% 0.798%
19 11.775 1645 1647 1649 rBV 1202707 983866 1.76% 0.337%
20 11.933 1668 1674 1683 rVB 1676337 2077812 3.72% 0.712%

21 12.716 1801 1807 1819 rVB 1045851 1233777 2.21% 0.423%
22 12.927 1837 1843 1849 rVV 721733 2285821 4_.09% 0.783%
23 12.992 1849 1854 1857 rVB 13054361 13464898 24.08% 4.613%
24 13.092 1857 1871 1885 rVB 499398 1881457 3.36% 0.645%
25 13.463 1909 1934 1946 rBV 13648214 55913197 100.00% 19.157%

26 13.569 1948 1952 1956 rVB 774844 831161 1.49% 0.285%
27 13.886 2002 2006 2011 rVV2 2938492 4293038 7.68% 1.471%
28 13.980 2013 2022 2028 rVV 1209177 3785563 6.77% 1.297%
29 14.039 2028 2032 2035 rVV 3878251 4190691 7.49% 1.436%
30 14.080 2035 2039 2050 rVB 572731 1299449 2.32% 0.445%

31 14.210 2056 2061 2064 rBV 4472098 5138411 9.19% 1.760%
32 14.292 2064 2075 2092 rVB 11342383 28555285 51.07% 9.783%
33 14.516 2108 2113 2117 rBV 7673143 8815108 15.77% 3.020%
34 14.827 2160 2166 2175 rVB 9007770 11612156 20.77% 3.978%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.951 2177 2187 2196 rVB 3517410 8672696 15.51% 2.971%

36 15.174 2217 2225 2235 rVB 9178831 12486226 22.33% 4.278%
37 15.510 2277 2282 2285 rBV 2248936 2926189 5.23% 1.003%
38 15.563 2285 2291 2306 rVB 7177395 11135909 19.92% 3.815%
39 15.710 2309 2316 2327 rVB 806353 2121991 3.80% 0.727%
40 16.004 2357 2366 2371 rBV 4744161 8222100 14.71% 2.817%

41 16.515 2444 2453 2460 rBV 2157712 4279295 7.65% 1.466%
42 17.115 2548 2555 2563 rVB 547010 1171116 2.09% 0.401%

Sum of corrected areas: 291874898
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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: BF118595.D

1.2e+07

6.65
1e+07
6.50 7.04

8000000
6000000 5.50
4000000 6.88

ZOOOOOO_WA__ 510 o3 LJ
. . I

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118595.D

1.2e+07
1e+07 10.70

8000000

11.77

6000000
9.92

4000000 8.16

2000000 063

$3.09 |
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF118595.D

13146

1.2e+07 14.29

1e+07 14.83 15.17
14.52
8000000 15.56

6000000

4000000

2000000

17.12

I T
17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 11

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

2.22 29.48 ng 4037390 1,4-Dichlorobenzene-d4 6.88
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 23 (2.222 min): BF118595.D (-16) (-) m/z 73.05 100.00%
B
5000
43
55 87 ‘A—y——r—y——y—r
| 101111 150 007 2.20 2.30 2.40 2.50 2.60
Ol e b 201 a0 152 207 | sz 43,00 34.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 95 2.20 2.30 2.40 2.50 2.60
87 m/z 87.05 25.91%
0-.-‘l“e-‘.“-‘--‘-.--“-‘-.-‘---1.0-1---.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 22 .92%
29
0 97 112 129
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.10 11.74%
5000 43
58
29 8(
0: |“|M||‘l||||||‘|||||||||||||||||||||||||||||
m/z--> 20 40 60 8 100 120 140 160 180 200 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\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 19

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

5.10 10.88 ng 1490470 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 512 (5.098 min): BF118595.D (-506) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
83
o...,....,....,..?7.',':...,??~.'.,..‘?7.,.7?..,.~...,...:,|....,. m/z 59.05 54.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 480 5.00 520 5.40
m/z 101.00 20.35%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.80 5.00 5.20 5.40
5000 m/z 58.00 17.00%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43 4.80 5.00 5.20 5.40
m/z 41.00 8.53%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
Trryrrryrrrryrrrr{yrrrryrrrr[rrrr[rrrrrrrrrrrrr [T T T —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.65 Concentration Rank 5

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

6.65 78.48 ng 10748900 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 776 (6.651 min): BF118595.D (-771) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 % ‘ " 640 6.60 6.80 7.00
54 103 . . . .
o..,....,....,...:l'!.‘.‘?,:!..?%w.',..':'.,..5.‘.7,....,.'!..,.1.1.5.,....,".~..,... m/z 68.05 44.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS A R L
6.40 6.60 6.80 7.00
3l ., 1 78 m/z 134.00 36.61%
0"P'”I”'W'”M'h'M'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.05 29.66%
o 15 28 39 52 @ e 14,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 69.05 18.37%
5000
104
oL 14 27 37 4451 58 % T g9 97 | 115 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Eicosane, 9-octyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.93 10.91 ng 2285820 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1843 (12.927 min): BF118595.D (-1837) (-) m/z 57.10 100.00%
85
5000
141 169 12.60 12.80 13.00 13.20
ol3 ,]. J .U' ;I A0 297 225 267 295 323 351 893 421 | 077110 69.65%
m/z--> 50 100 15 200 250 300 350 400
Abundance #209567: Eicosane, 9-octyl-
43
71
5000 USRI RS
12.60 12.80 13.00 13.20
281 m/z 43.10 69.20%
99
o 1 | |7 127 155 183 211 28 | 309 336 365 302
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
57
12.60 12.80 13.00 13.20
5000 85 m/z 85.10 58.21%
0 29 13 141 169 197 205 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T TR R
57 12.60 12.80 13.00 13.20
m/z 55.00 22.72%
5000 85
o ‘ oy Mlﬁ3jlﬂljlﬁ9 197 %3 267 204 323 352
m/z--> 50 100 150 200 250 300 350 400 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.46 266.85 ng 55913200 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
Abundance Scan 1934 (13.463 min): BF118595.D (-1909) (-) m/z 57.10 100.00%
57
85
5000
141 169 13.20 13.40 13.60 13.80
o34 il .||, L "7, 197,225 253 261 300 337 365 393 _ 436 75 71.10  79.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000
13.20 13.40 13.60 13.80
m/z 43.10 61.25%
0 2]9“ LI h\ Wi ‘1‘?9 107 225 253 282
m/z--> 55 100 150 200 2éo 360 3éo 460 '
Abundance
57
13.20 13.40 13.60 13.80
5000 a5 m/z 85.10 60.98%
0 113 141 169 197 239 567 204 323 352
m/z--> 55 160 1éo 260 2%0 360 3éo 460 '
Abundance #209568: Docosane, 7-hexyl-
57 13.20 13.40 13.60 13.80
m/z 55.05 24 .16%
- | “_,/\W___k
113 182
oL ] | 77,4 7T 211 239 267 309 337 363 392
Trrrprrrrryrrrryrrrrryrrrrprr T T T T T T —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 350 4(')0 ! 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.89 20.49 ng 4293040 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 76
Abundance Scan 2007 (13.892 min): BF118595.D (-2002) (-) m/z 57.10 100.00%
57
5000 85
13.60 13.80 14.00 14.20
141
ol L, 1 ‘h I~ 109 197 225 248 280 309 352 m/z 71.10 74.49%
m/z--> 50 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000
13.60 13.80 14.00 14.20
29 i m/z 43.10 69.06%
168 196
oL \I “‘.‘ i “ H ‘h ‘]ﬁgl‘. \I — I 227| |258 —
m/z--> 50 150 200 250 300 350
Abundance
57
8 13.60 13.80 14.00 14.20
5000 111 m/z 85.10 50.88%
29 139 224
0 167 196 253271289307325
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57 13.60 13.80 14.00 14.20
m/z 55.05 31.15%
5000
Lol LT a3 0 oa 260
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF012020.M Tue Jan 21 12:03:33 2020

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Tricosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.98 18.07 ng 3785560 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 97
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 2-methylhexacosane 380 C27H56 1000376-72-7 90
Abundance Scan 2022 (13.980 min): BF118595.D (-2013) (-) m/z 57.10 100.00%
57
5000
% 13.60 13.80 14.00 14.20
141 213 275 . : : :
I ...nj,4...,.1.7.3. 2 ara0309 893386 435 e m/z 43.10 68.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164578: Tricosane
57
5000
13.60 13.80 14.00 14.20
304 m/z 71.10 67.26%
‘ \ 141 183 225 267
0 |||| ‘ h\“ I ‘ I\‘ | \Il 1 VI — ||‘|| R A REARARRREREERES
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
13.60 13.80 14.00 14.20
5000 m/z 85.10 50.59%
99
ol 26 141 183 225 267 309 365
miz—-> 0 55 160 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance #241528: Tetratetracontane
57 13.60 13.80 14.00 14.20
m/z 55.05 24 .91%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L A

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.29 136.28 ng 28555300 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2075 (14.292 min): BF118595.D (-2064) (-) m/z 57.10 100.00%
57
5000 | J
141 169 14.00 14.20 14.40 14.60
oL ,J 1| LA 32 197 225 253 281 300 337 365 393 421 451 | 75 71 10 80.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175560: Tetracosane
57
85
5000
14.00 14.20 14.40 14.60
169 m/z 85.10 60.98%
338
ol . ] h h\ h\ ‘\‘ H‘ \‘ ‘ “. ‘. ‘\]:?7'\225\'2??\'2?1' |30|9| ; \I e
m/z--> 100 150 200 250 300 350 400 450
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 43.10 59.23%
113 182
0 141 211 239 267 309 337 363 392
m/z--> §0 160 1éo 260 250 360 350 460 4%0
Abundance #219831: Triacontane TR T
57 14.00 14.20 14.40 14.60
m/z 55.10 23.16%
5000 85
113 141
ol2e gy d || 110107 225 53 o a0 3T ses 303 422 | Il VAL
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 10
R.T. EstConc Area Relative to ISTD R.T.
14 .52 42 .07 ng 8815110 Chrysene-di12 14 .04
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2114 (14.521 min): BF118595.D (-2108) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.20 14.40 14.60 14.80
o3k, l| Lm0 197 225 253275295 323 351 380 | sz 71.10  78.86%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.20 14.40 14.60 14.80
m/z 43.10 62.28%
29 113
0 \‘ ‘L ‘\ “\ ‘hw h‘ |‘ l 1?1 ! 169 197 225 253 296
m/z--> §0 160 1éo 260 2%0 360 3%0
Abundance
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.10 59.16%
. 29 113 141 169 107 205 253 295 323 367
m/z--> §0 160 150 260 250 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57 14.20 14.40 14.60 14.80
m/z 55.05 23.29%
5000 85
ol 38 )| |13 141 169 107 % 567 204 323 352
m/z--> 5'0 1c')o 1&'30 2(')0 251;0 3(')0 3%0 14 20 14. 40 14. 60 14|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .83 79.37 ng 11612200 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2166 (14.827 min): BF118595.D (-2160) (-) m/z 57.10 100.00%
85
5000
141 14.60 14.80 15.00 15.20
o 169 197 225 253 281 309 337 365 394 n/z 71.10 78 26%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85
14.60 14.80 15.00 15.20
29 m/z 43.05 63.32%
0 1 ‘\ Ii M \‘ 113 141 ) 169 197 226
m/z--> 55 100 150 260 250 300 3%0 '
Abundance
57
"' 1460 1480 15.00 15.20
5000 85 m/z 85.10 58.13%
113 182
oL 37 141961 211 239 267 299 337 363 392
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #215181: 2-methyloctacosane
57 14.60 14.80 15.00 15.20
m/z 55.05 23.69%
5000 85
113
o2, “] | |77, 241 169 197 225 267 205 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 3&1;0 ' 14|60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.95 59.28 ng 8672700 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 94
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2187 (14.951 min): BF118595.D (-2177) (-) m/z 57.10 100.00%
57
85
5000
3 ] | ﬂ113 141 169 197 225 253 295 323 351 379 407 11,60 14.80 1500 15.20
oS b b L TP 497 225 253 295 323 381 879 407 | sz 71.10  78.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85
14.60 14.80 15.00 15.20
m/z 85.10 57 .84Y%
29 113
0 \‘ A h H\ 1§ u‘ |l 4 1‘\11\169 197 225 2§8
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.10 57.37%
113 182
o 141 211 239 267 %9 337 363 392
m/z--> 55 160 1éo 260 2éo 360 350 460
Abundance #141431: Eicosane, 10-methyl- e RAERREas S
57 14.60 14.80 15.00 15.20
m/z 55.05 21.02%
5000 85
oL I v 11}31331?4h183 211 239 281
m/z--> 55 160 1éo 200 2éo 360 3%0 460 1&60 14%0 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 16 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.17 85.34 ng 12486200 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2224 (15.168 min): BF118595.D (-2217) (-) m/z 57.10 100.00%
g7
85
5000
113 14.80 15.00 15.20 15.40
141 169
o - y .1.|| L2 297 225 253 295 323 351 379 408 | ns 0 71.10  77.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.10 61.26%
29 113
0 \‘ A ‘ H\ h h‘ u‘ \ 4\.1 \169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0 460
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 57.22%
29 113 141
o 169 197 225 253 281 309 337 380
m/z--> §o 160 1%0 260 250 360 350 460
Abundance #185535: Heptadecane, 9-octyl-
57 14.80 15.00 15.20 15.40
m/z 55.05 23.04%
5000 85
oL 31} |13 141 160 107 230 567 204 323 352
m/z--> §o 160 1%0 260 2%0 360 3%0 460 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 18 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.71 14 .50 ng 2121990 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2316 (15.710 min): BF118595.D (-2309) (-) m/z 57.10 100.00%
57
85
5000
113 15.40 15.60 15.80 16.00
141 169
o384 L .“ 21239 267 295 323 365 407 | nzz 71.10  77.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000
85 15.40 15.60 15.80 16.00
29 m/z 43.10 56.04%
o “‘ L || (113 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 2%0 360 3%0 460
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 53.45%
. 29 13 141 169 107 205 253 205 323 367
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane
57 15.40 15.60 15.80 16.00
m/z 55.05 20.38%
85
5000
29 113
ol L bl J L ‘1?11169 197 225 253 296
m/z--> §o 100 1éo 260 250 360 3%0 460 1540 1560 1580 1600 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 19 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.00 56.20 ng 8222100 Perylene-di12 15.51
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 Hexadecane 226 C16H34 000544-76-3 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2365 (15.998 min): BF118595.D (-2357) (-) m/z 57.10 100.00%
57
85
5000
113 15.60 15.80 16.00 16.20 16.40
141 169
ol 34, y II '1 ATy 197 225 253 281 309 337 879 407 | sz 71.10  75.62%
m/z--> 50 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85
15.60 15.80 16.00 16.20 16.40
29 m/z 43.05 59.30%
ol L | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo 460
Abundance
57
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 55.61%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #83028: Hexadecane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 21.79%
5000 85
0 29 L4 i J‘ 1::-31141 169 197 226
m/z--> 55 100 1%0 260 250 300 3éo 400 1560 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118595.D

Aca On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 20 Heptadecane, 9-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.52 29.25 ng 4279300 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91

Abundance Scan 2454 (16.521 min): BF118595.D (-2444) (-) m/z 57.10 100.00%

5000

B8

16.20 16.40 16.60 16.80

41 183
o 225 281 323 365 407 m/z 71.10 78.59%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 LA L L L L L L |

16.20 16.40 16.60 16.80
m/z 43.05 59.81%

99
Lth 141 183 205 267 309 367

.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
e
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 56.59%
210
o 127 169 267 323
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane A AREaEE e s
57 16.20 16.40 16.60 16.80
m/z 55.05 21.87%
5000

-

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S N e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16 20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF012020\
Data File : BF118595.D

Acq On : 20 Jan 2020 17:07

Operator : CG/JU

Sample : L1154-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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... 2.22 29.5 ng 4037390 1 6.88 2739380 20.0
2-Pentanone, 4-hy... 5.10 10.9 ng 1490470 1 6.88 2739380 20.0
unknown6 .65 6.65 78.5 ng 10748900 1 6.88 2739380 20.0
Eicosane, 9-octyl- 12.93 10.9 ng 2285820 5 14.04 4190690 20.0
Eicosane 13.46 266.9 ng 55913200 5 14.04 4190690 20.0
Ethanol, 2-(tetra... 13.89 20.5 ng 4293040 5 14.04 4190690 20.0
Tricosane 13.98 18.1 ng 3785560 5 14.04 4190690 20.0
Tetracosane 14.29 136.3 ng 28555300 5 14.04 4190690 20.0
Heneicosane 14 .52 42.1 ng 8815110 5 14.04 4190690 20.0
Hexadecane 14.83 79.4 ng 11612200 6 15.51 2926190 20.0
Nonadecane 14.95 59.3 ng 8672700 6 15.51 2926190 20.0
Heptacosane 15.17 85.3 ng 12486200 6 15.51 2926190 20.0
Octacosane 15.71 14.5 ng 2121990 6 15.51 2926190 20.0
2-methyloctacosane 16.00 56.2 ng 8222100 6 15.51 2926190 20.0

6

Heptadecane, 9-he... 16.52 29.3 ng 4279300 15.51 2926190 20.0
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