LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 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-BF022719.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 5.340 548 553 556 rBY 3308982 3095488 78.76% 7 .395%
2 6.363 722 727 740 rBVY 3266677 3396144 86.41% 8.113%
3 6.498 745 750 753 rBY 3667574 3376635 85.91% 8.066%
4 6.728 785 789 793 rBVY 1384142 1115287 28.38% 2.664%
5 6.887 812 816 819 rBVY 3138756 2642959 67.24% 6.314%
6 7.287 879 884 887 rBY 2289024 2056253 52.32% 4.912%
7 8.010 1003 1007 1014 rBV 1454368 1373542 34.95% 3.281%
8 9.086 1186 1190 1204 rBVY 4233194 3930424 100.00% 9.389%
9 9.210 1208 1211 1221 rVB 232970 230887 5.87% 0.552%
10 9.475 1253 1256 1263 rBV 215459 223275 5.68% 0.533%
11 9.757 1300 1304 1320 rBvV 1652151 1668947 42.46% 3.987%
12 10.351 1402 1405 1410 rBvV 40610 46351 1.18% 0.111%
13 10.545 1433 1438 1449 rBV 2659770 2732692 69.53% 6.528%
14 11.122 1528 1536 1539 rBVvV4 26779 51776 1.32% 0.124%
15 11.233 1552 1555 1558 rBVY 1768385 1739414 44.26% 4 .155%
16 11.292 1563 1565 1570 rVB3 39460 52192 1.33% 0.125%
17 11.710 1631 1636 1639 rBv2 44421 71914 1.83% 0.172%
18 11.775 1643 1647 1656 rVvVv 792983 874114 22.24% 2.088%
19 12.280 1730 1733 1737 rvVB2 90696 82407 2.10% 0.197%

20 12.439 1757 1760 1765 rBV 320972 315554 8.03% 0.754%

21 12.486 1766 1768 1775 rVB5 43021 56979 1.45% 0.136%
22 12.557 1777 1780 1789 rBV2 268422 358115 9.11% 0.855%
23 12.669 1794 1799 1803 rVV 255578 282914 7.20% 0.676%
24 12.816 1820 1824 1828 rBV 3795091 3658195 93.07% 8.739%%

25 13.063 1863 1866 1869 rVB 62304 58373 1.49% 0.139%
26 13.098 1869 1872 1881 rVB4 34699 59455 1.51% 0.142%
27 13.404 1921 1924 1928 rVB 69566 68227 1.74% 0.163%
28 13.504 1938 1941 1945 rVB3 34691 46519 1.18% 0.111%

29 13.727 1975 1979 1989 rVB 490328 682439 17.36% 1.630%
30 13.857 1996 2001 2005 rBV 1465252 1628238 41.43% 3.890%

31 14.045 2029 2033 2036 rBvV 273965 271612 6.91% 0.649%
32 14.345 2081 2084 2090 rBV 507507 494567 12.58% 1.181%
33 14.639 2131 2134 2142 rBV 605069 604814 15.39% 1.445%
34 14.710 2143 2146 2149 rVB 220848 203531 5.18% 0.486%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 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-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.868 2169 2173 2182 rVB 117450 251226 6.39% 0.600%

36 14.957 2184 2188 2193 rVV 596581 646720 16.45% 1.545%
37 15.145 2217 2220 2223 rBV 78517 83385 2.12% 0.199%
38 15.198 2227 2229 2235 rVV 76858 102791 2.62% 0.246%
39 15.263 2235 2240 2244 rVV 1148814 1414911 36.00% 3.380%
40 15.310 2244 2248 2256 rVB 531604 701032 17.84% 1.675%

41 15.715 2312 2317 2322 rBVY 387282 574641 14.62% 1.373%
42 16.180 2392 2396 2401 rBV 212493 353086 8.98% 0.843%
43 16.727 2485 2489 2496 rVB2 92597 182638 4._.65% 0.436%

Sum of corrected areas: 41860663
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF112932.D

4000000
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5.34
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3000000

2000000
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1000000
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e UGN LSS

I
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Abundance TIC: BF112932.D
4000000

3000000
10.55

2000000 11.23
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1000000
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12 44 58,67
281 18060

o o e ey
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: BF112932.D
4000000

3000000

2000000
13.86

1000000

14.64 14.96
14.34 15.72

14.04 Ty, 16.18
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16.73

T
18.00

o

T I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 60.55 ng 3376640 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.498 min): BF112932.D (-745) (-) m/z 132.00 100.00%
32
5000 68
40 | 6 620 6.40 6.60 6.80
54 75 104 . . . .
0 .,....,...:|l!.‘.‘.7,:!..?:1:~.'.|,..':.,..5.‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.00 41.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 ISR R L
6.20 6.40 6.60 6.80
78 m/z 134.00 33.08%
31 54 51
0 'I""Il"'l!ll'!"l""I"'!I""I""I""I""I'"'I""I T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80

5000 67 m/z 66.00 26.30%
41 97
‘ 53 117
9 g9
bt M sl 5 80 ] aos |aza ]
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e
132 6.20 6.40 6.60 6.80
m/z 68.95 15.70%
117
5000
2 91
bt eS8l e ot sl L
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 14

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

9.21 2.77 ng 230887 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 53
3 Metacetamol 151 C8H9NO2 000621-42-1 53
4 Acetaminophen 151 C8H9NO2 000103-90-2 42
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 42

Abundance Scan 1211 (9.210 min): BF112932.D (-1208) (-) m/z 43.00 100.00%
43
109
5000 151 k‘
57 69 85 8.80 9.00 9.20 9.40 9.60
123 : - : :
I O YA = N N B vy 17 - B 21
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 BN AR R
880 9.00 9.20 9.40 9.60
57 69 85 m/z 151.05 44 _.68%
s 20 | A . a2y 12215 ' 102 ou
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline
109
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 17.48%
151
oL 15 27 41 53 65 M 92 | 122136 |
miz--> b b e & 16 o 1o 1k i 2o
Abundance #24779: Metacetamol
109 8.80 9.00 9.20 9.40 9.60

m/z 84.95 14 _.16%

5000 151
43
15 27 ‘ 54 65 M 91 | 122135 |

Ol AR el Al o o e

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 10.05 ng 874114 Phenanthrene-d10 11.23
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 1646 (11.769 min): BF112932.D (-1643) (-) m/z 73.00 100.00%
60 73
5000 A\N_
129
97 192 213 DN PR BRI UL I
S 4315717 297 956 11.40 11.60 11.80 12.00
o} m/z 43.00 94 _45Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R DR DO PR B
nmnmumnm
m/z 60.00 87.79%
7JJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

43 B o BALE s e
11.40 11.60 11.80 12.00

5000 129 m/z 57.00 71.83%

143 157 214

%

Y |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B eI

60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 70.24%
5000 129
185 228
7 101115 | 143
\‘ \ I i 157171 | 19813

0 ‘. ”‘,n”.,”u..w.wt.”,.”. S e S PR e

m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 4.40 ng 358115 Chrysene-di12 13.86
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 1781 (12.563 min): BF112932.D (-1777) (-) m/z 43.00 100.00%

43 73
5000 129

12.20 12.40 12.60 12.80
o’ m/z 73.00 92.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 73
129

5000
12.20 12.40 12.60 12.80
m/z 60.00 80.22%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43

12.20 12.40 12.60 12.80
5000 m/z 57.00 79.48%

i
_—n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

0
Abundance #107549: n-Hexadecanoic acid I e e
43 60 12 20 12. 40 12. 60 12. 80
m/z 55.00 73.74%
o N/JW
o MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Decanol, 2-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 8.38 ng 682439 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
4 Cvclotetradecane 196 C14H28 000295-17-0 87
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
Abundance Scan 1979 (13.727 min): BF112932.D (-1975) (-) m/z 57.00 100.00%

5000

:

13.40 13.60 13.80 14.00
m/z 43.00 77.26%

o 149 168182196210224238253 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95994: 1-Decanol, 2-hexyl-

%

13.40 13.60 13.80 14.00
m/z 71.10 57.86%

5000

125
139154168182196210224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
e e
13.40 13.60 13.80 14.00
5000 43 m/z 55.00 56.30%
29
o J ‘ ” 1l 125139154 196 224 269
e '“w“'w“'w”'w“"”"“"”"“"“'w“'w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R e
57 13.40 13.60 13.80 14.00
43 m/z 83.00 50.56%
5000
29 111 5
o 1391541681g51%0,11 227 359
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Pentadecane, 8-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.05 3.34 ng 271612 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2034 (14.051 min): BF112932.D (-2029) (-) m/z 57.00 100.00%
85
5000
| I|113 2 " 13:80 14.00 14,20 14.40
141 154184 247 324 : - -
o] AN bl aeal®l L 2arer 84 Tw/z 71.00  71.93%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 R AR SRR SURRRA B
13.80 14.00 14.20 14.40
m/z 43.00 59 .54%
9 127 19
oA d BT | s ameoe
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
" 13:80 14.00 14,20 14.40
5000 85 m/z 85.05 55.41%
ol 3 l Ly 113041 160 197 29 267 204 323 352
m/z--> 50 100 1%0 200 250 300 350
Abundance #209566: Octacosane B BB EEEma
57 13.80 14.00 14.20 14.40
m/z 55.00 22 .46%
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .34 6.07 ng 494567 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2083 (14.339 min): BF112932.D (-2081) (-) m/z 57.00 100.00%

g7

5000 85

113 14. 00 14. 20 14. 40 14. 60
l 141 169 240 262 397
ol bl 7 169 196 210200262 205 327 358 39T | o0 00" 65760

T
m/z--> 50 100 150 200 250 300 350 400

Abundance #153223: Docosane
57
85 T

5000
1400 1420 1440 1460
m/z 43.00 61.87%

113
141 310
SR ED Bl i X . -
m/z--> 50 150 200 250 300 350 400
Abundance #94356. Tetradecane, 2,6,10-trimethyl-
57

14. 00 14. 20 14. 40 14.60

5000 85 m/z 85.00 45.16%
113 155
183
0 ‘ Ji JJ AJ | .{ 135 \{ l 225

—— et et
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane

57 14.00 14.20 14.40 14.60

m/z 55.00 25.05%

5000
i "
29 {
J

d113 141 169 197 225 253 281 323 351 380

e N a La= SN

m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .64 8.55 ng 604814 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2134 (14.639 min): BF112932.D (-2131) (-) m/z 57.00 100.00%
g7
5000 85
13 141 " 14/40 14.60 14.80 15.00
ol LT, 169 107 205 253274204 323 355 | pm 7100 - 68 19%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 L B B B B
14.40 14.60 14.80 15.00
0 113 m/z 43.00 61.13%
oL L J i 1141|169 197 225 253 296
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #117648: Octadecane, 2-methyl-
43
o " 14.40 14.60 14.80 15.00
5000 m/z 85.05 49 .54%
99
0 W .i Jl JJ A 1%7 I 155 183 2125 253
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209565:; Octacosane T T R T T T
57 14. 40 14. 60 14. 80 15. oo

m/z 55.00 20.56%

5000 85
29 I113

Ll 14t 169 197 225 253 281 309 337 365 394

0‘ll L UL S U A B LI AL B UM B

m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.88 ng 203531 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50
Abundance Scan 2146 (14.710 min): BF112932.D (-2143) (-) m/z 69.00 100.00%
69
o ALL\R
T e 1440 14160 1480 1500
ol | a byl 31§ | 161189 224 253 288 318342367 | 17,7 @100  55.490%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! A UL UL SR IR
14.40 14.60 14.80 15.00
o5 m/z 41.00 21.51%
137
ol | d Ly g ,161 101 217 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.40 1460 14.80 1500
5000 m/z 95.00 14 _.73%
41
95
o e u ;1] 1 163 101 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal L L
69 14.40 14.60 14.80 15.00
m/z 68.00 11.41%
5000{ 41
Y
ol ‘,JIJ\J, Mm L ger W2o10 247203 36 ) o 5 Mt Mo
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tridecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.18 4.99 ng 353086 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 87
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 2396 (16.180 min): BF112932.D (-2392) (-) m/z 57.00 100.00%

7

5000

15.80 16.00 16.20 16.40

141 169 197 225 252 280 309 337

376 410

0 m/z 71.00 66.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59890: Tridecane, 3-methyl-
57
5000 [TTrr[rrrr[rrrryrrrr|m
29 15.80 16.00 16.20 16.40
85 m/z 43.00 57.77%
o ,}, L 113140 19 108
iy L A e o o o e o o e B o o B O B
m/z--> 50 100 150 200 250 300 350 400
Abundance #48854: Dodecane, 2-methyl-
57
R e S
85 15.80 16.00 16.20 16.40
5000 m/z 85.00 53.04%
29 141
L T
0..&&,.... =
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane A E B R EE et
57 15.80 16.00 16.20 16.40
m/z 55.00 21.34%
85
5000
oL 3 [ ﬂ | 141 169 197 225 253 281 309 338
Tt ... e ..,. L T R S B e o o o e o R AR Eas
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16 20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112932.D

Aca On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.73 2.58 ng 182638 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heneicosane 296 C21H44 000629-94-7 93
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
4 Hexacosane 366 C26H54 000630-01-3 80
5 Docosane 310 C22H46 000629-97-0 80

Abundance Scan 2489 (16.727 min): BF112932.D (-2485) (-) m/z 57.00 100.00%
57
5000 & M\A/A/*‘W
3 141 166 238 204 46 16.40 16.60 16.80 17.00
ob— il A II e 0P 108217 298 264 5. 3289 | "m/z 71.00  69.00%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LR B B BRI UL
16. 40 16. 60 16. 80 17.00
m/z 43.00 62 .54%
o || ) L i .l 1:}3 I 1‘.11 169 197 225 254
m/z--> §o 160 1%0 200 2%0 300 350
Abundance #141426: Heneicosane
57
o 16.40 16,60 16.80 17.00
5000 m/z 85.05 51.32%
29 113
0 l‘ | | j‘ : JJ Hl | 1“11 169 AR i~ W%]\\/w
m/z--> §0 100 150 200 2%0 300 350
Abundance #141432: Pentadecane, 8-hexyl- L L L L L L LB
57 16.40 16.60 16.80 17.00
m/z 99.00 21.88%
| MM\,A/WH\/
5000
29
113 196
o | L) | Mt 168 | 224243 265283
m/z--> §0 100 1%0 260 250 360 350 1640 1660 1680 1700 '

8270-BF022719.M Fri Mar

08 16:27:51 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030719\
Data File : BF112932.D

Acq On : 7 Mar 2019 20:12

Operator : JU/SJ

Sample : K1760-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .50 6.50 60.5 ng 3376640 1 6.73 1115290 20.0
2,4,7,9-Tetrameth. .. 9.21 2.8 ng 230887 3 9.76 1668950 20.0
n-Hexadecanoic acid 11.77 10.1 ng 874114 4 11.23 1739410 20.0
Octadecanoic acid 12.56 4.4 ng 358115 5 13.86 1628240 20.0
1-Decanol, 2-hexyl- 13.73 8.4 ng 682439 5 13.86 1628240 20.0
Pentadecane, 8-he... 14.05 3.3 ng 271612 5 13.86 1628240 20.0
Docosane 14_.34 6.1 ng 494567 5 13.86 1628240 20.0
Heneicosane 14.64 8.6 ng 604814 6 15.26 1414910 20.0
Squalene 14.71 2.9 ng 203531 6 15.26 1414910 20.0
Tridecane, 3-methyl- 16.18 5.0 ng 353086 6 15.26 1414910 20.0
Octadecane 16.73 2.6 ng 182638 6 15.26 1414910 20.0
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