LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 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-BF122419 .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 3.875 299 304 312 rBV 116608 161279 4 _.90% 0.531%
2 4_.551 414 419 425 rBB 85415 103109 3.13% 0.339%
3 5.045 499 503 515 rvB 358257 417388 12.69% 1.373%
4 5.428 564 568 570 rBV 144975 156217 4_.75% 0.514%
5 5.457 570 573 589 rVB 2169319 2174857 66.10% 7.156%
6 5.687 609 612 616 rBV 99491 89816 2.73% 0.296%
7 6.481 743 747 760 rBVY 2598448 2367713 71.97% 7.791%
8 6.616 766 770 774 rBV 2919446 2497564 75.91% 8.218%
9 6.675 777 780 784 rVB 60507 60262 1.83% 0.198%
10 6.845 806 809 816 rVB 699598 637233 19.37% 2.097%

11 7.004 832 836 846 rBV 2413292 1945339 59.13% 6.401%
12 7.416 901 906 915 rBV 1455053 1445741 43.94% 4.757%
13 8.133 1025 1028 1035 rBV 963502 822257 24.99%% 2.706%
14 9.216 1208 1212 1215 rBV 3396590 3004694 91.33% 9.887%
15 9.610 1275 1279 1283 rBV 166225 162556 4.94% 0.535%

16 9.898 1324 1328 1331 rBV 1148994 1011698 30.75% 3.329%

17 10.545 1433 1438 1444 rBV2 24479 41723 1.27% 0.137%
18 10.686 1459 1462 1474 rVB 2230416 2147906 65.29% 7.068%
19 10.810 1478 1483 1487 rBV2 72643 96796 2.94% 0.319%
20 11.245 1554 1557 1560 rBV2 52135 47598 1.45% 0.157%
21 11.280 1560 1563 1570 rVB4 29188 44323 1.35% 0.146%

22 11.386 1578 1581 1584 rBV 1238158 1126709 34.25% 3.707%
23 11.410 1584 1585 1589 rVB 208667 147586 4._.49% 0.486%

24 11.627 1618 1622 1625 rBV5 34247 59751 1.82% 0.197%
25 11.674 1627 1630 1633 rVV3 54861 57979 1.76% 0.191%
26 11.721 1636 1638 1644 rVB5 26437 43430 1.32% 0.143%
27 11.892 1664 1667 1668 rBV 44514 39117 1.19% 0.129%
28 11.916 1668 1671 1677 rVB2 382339 422318 12.84% 1.390%
29 12.004 1683 1686 1688 rBV2 69154 62964 1.91% 0.207%
30 12.186 1715 1717 1720 rBV2 59658 50485 1.53% 0.166%
31 12.221 1720 1723 1727 rVB4 42484 50103 1.52% 0.165%
32 12.445 1758 1761 1763 rBV 77277 72706 2.21% 0.239%
33 12.474 1763 1766 1769 rVV3 69705 81840 2.49% 0.269%
34 12.533 1773 1776 1780 rVB4 41638 54407 1.65% 0.179%

8270-BF122419_.M Fri Dec 27 17:38:13 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 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-BF122419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.610 1785 1789 1793 rBV 343821 341914 10.39% 1.125%

36 12.704 1802 1805 1813 rBV6 121539 181715 5.52% 0.598%
37 12.839 1822 1828 1834 rBV 321523 341645 10.38% 1.124%
38 12.980 1848 1852 1855 rBV 3947793 3290026 100.00% 10.826%

39 13.057 1862 1865 1872 rVB5 35582 60295 1.83% 0.198%
40 13.268 1899 1901 1904 rVB2 47278 43042 1.31% 0.142%
41 13.545 1946 1948 1951 rVB2 51017 41751 1.27% 0.137%
42 13.680 1969 1971 1976 rVB 58262 49057 1.49% 0.161%

43 13.874 2001 2004 2014 rVB2 436179 592070 18.00% 1.948%
44 14.039 2025 2032 2035 rBV2 1012003 1138158 34.59% 3.745%
45 14.068 2035 2037 2045 rVB 167883 179790 5.46% 0.592%

46 14.192 2056 2058 2068 rVB3 114484 149118 4_.53% 0.491%
47 14.504 2107 2111 2117 rBV3 142615 206905 6.29% 0.681%
48 14.809 2160 2163 2167 rVB 133810 131033 3.98% 0.431%
49 15.092 2208 2211 2214 rBV 117125 158734 4.82% 0.522%
50 15.151 2218 2221 2227 rVB 129579 151914 4.62% 0.500%

51 15.398 2260 2263 2267 rVB 71740 90608 2.75% 0.298%
52 15.462 2271 2274 2280 rVV 123624 164985 5.01% 0.543%
53 15.527 2280 2285 2297 rVB 725881 1044770 31.76% 3.438%
54 15.974 2358 2361 2367 rVB 87830 131718 4._00% 0.433%

55 17.027 2536 2540 2547 rVB2 49913 97255 2.96% 0.320%
56 17.480 2612 2617 2624 rVB 45873 98648 3.00% 0.325%
Sum of corrected areas: 30390615
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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: BF118313.D
4000000

3000000 6.62

6.48
7.00

5.46
2000000

7.42

1000000

5.05
3.87 . 543 569 é
. 4.55 e s, o7 |\
—_—rN——r——— Sy e

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: BF118313.D
4000000 12,98

9.22

3000000

10.69
2000000

9.90 11.39

1000000 813

12.6112.84

=

i L 9.61 1055 @81 Ui 3.0613.2;

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: BF118313.D
4000000

3000000

2000000

14.04
15.53

13.87
189419 1450 14.81 13895 14
13.58.68 7 - 15.97 17.03  17.48

T
18.00 18.50

1000000

oo

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 13.10 ng 417388 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9

Abundance Scan 504 (5.051 min): BF118313.D (-499) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.80 5.00 5.20 5.40
e 3 3l 69 8 | 11 789 10 63.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR U A R
4.80 5.00 5.20 5.40
59 m/z 101.00 30.62%
21 37| 53,|| 67 77 83 a1 }Ol
miz--> 10 2 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0
5000 101 m/z 58.00 15.76%
28 59
‘ 70 84
...,.%“?.,..H.‘l....q‘.:..,??‘l:i....l.‘..7.8,.‘1..,.?“.3.,;...,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R R e AmamEY
43 4.80 5.00 5.20 5.40
m/z 41.10 9.80%
5000
101
15 58
28 37/, 51 7 69 84 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

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

6.62 78.39 ng 2497560 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF118313.D (-766) (-) m/z 132.00 100.00%
132
5000
68 |
0 ‘ % 620 6.40 6.60 6.80 7.00
4 54 75 104 . . . . )
.,....,...:,":.‘.‘.7,::..?%II.',..':.,..E??,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00 33.74%
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 IR R UL R
6.20 6.40 6.60 6.80 7.00
0
3 4 5 78 m/z 68.10 31.67%
W'”'l'”WJ'W'”'P'JI“'W'”'P'“I”'W'”'P'“I“'W'
m/z--> 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-
132
|'“'|“"ﬁ"w"“|'“
117 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 20.90%
39 91
51 65 ‘
27 77 105
.,..Jw...jp”..ﬁﬂ.ﬁqam.w..ﬂrlﬁﬁ.ﬂa.%%....“.ll,}?ﬁ"M..“.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- T Bma )
132 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.86%
5000
6 104
® o8 7w wr
1N 1y | | I |
m/z--> 20 30 40 50 60 70 8 90 100 11'0 120 130 140 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\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.50 ng 422318 Phenanthrene-d10 11.39
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 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 25

Abundance Scan 1672 (11.921 min): BF118313.D (-1668) (-) m/z 73.00 100.00%

73 192

43 60

5000

11.60 11.80 12.00 12.20
m/z 192.10 86.36%

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 B e

11.60 11.80 12.00 12.20
m/z 60.00  77.41%

213
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 L e AL L S
11.60 11.80 12.00 12.20

5000 129 m/z 43.05 75.78%

115 171
| | T } ‘ 143157 ‘ 185 ZT4
N .” Y S S Y V)

\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

%

Abundance #84453: Tetradecanoic acid e s e R R
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 66 .35%
5000 129
185 228
01115 143157171 ‘
‘ | ‘ H‘ ‘ \m H‘ | 157 199 213

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\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.70 3.23 ng 181715 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1804 (12.698 min): BF118313.D (-1802) (-) m/z 73.00 100.00%

4 7B

5000

12.40 12.60 12.80 13.00
m/z 43.05 90.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 73
5000 129 R L B

12.40 12.60 12.80 13.00
m/z 59.95  74.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 s
12.40 12.60 12.80 13.00
5000 129 m/z 41.05 69.80%

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61123: Dodecanoic acid R R R

73 12.40 12.60 12.80 13.00

129 m/z 55.05 68.81%
43 200
5000 157
101

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 10.40 ng 592070 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 2003 (13.868 min): BF118313.D (-2001) (-) m/z 57.10 100.00%
57
SR AR SUNIUE SR B
4 13.60 13.80 14.00 14.20
255276 318340 77 43 10 97 26
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L B I R I
Bmmmmmmm
29 m/z 83.05 96.01%
139
Ik M ] 167 196 238 266 294
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #166292: Behenic alcohol
55 83
'13.60 13.80 14.00 14.20
5000 11 m/z 55.10 88.73%
29
NELNEE Hg.w 196 224 252 280 308 WL
m/z--> 50 160 1%0 260 2éo 360 3%0 460
Abundance #222139: Nonadecy! pentafluoropropionate R EEEEE RS
57 g7 13.60 13.80 14.00 14.20
m/z 97.10 83.89%
5000
125
29 \ 153
LA L \ ‘m : 182 210 238 266 311 412
m/z--> 5'0 1(')0 150 200 250 3(')0 3&1;0 4(')0 13 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.19 2.62 ng 149118 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 83
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
5 Heptadecane 240 C17H36 000629-78-7 76

Abundance Scan 2058 (14.192 min): BF118313.D (-2056) (-) m/z 57.10 100.00%

g7

5000

230
141 13.80 14.00 14.20 14.40 14.60
158 183202 250 275295 326345

m/z 71.05 72.51%

m/z--> 50 100 150 200 250 300
Abundance #129490: Eicosane
57
85
5000 TT T T [T T T T[T T T T[T TT T 7T
13. 80 14. OO 14. 20 14. 40 14. 60
\ m/z 43.10 63.93%
29 141
Nl D T S T
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57
R RN EEEE S R R
85 13.80 14.00 14.20 14.40 14.60
5000 m/z 85.05 59.70%
29 ‘ 113
L LM 10 o7 o2 sy 296
m/z--> 50 100 150 200 250 300
Abundance #48854: Dodecane, 2-methyl- R A B
57 13.80 14.00 14.20 14.40 14.60
m/z 41.05 27.86%
85
5000
29 141
] 0 i
J.E,‘ “ ‘“ T e e e e ML R e EERE RS R a
m/z--> 50 100 150 200 250 300 13. 80 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Nonane, 1-i1odo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .50 3.64 ng 206905 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 1l-i1odo- 254 C9H191 004282-42-2 92
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2110 (14.498 min): BF118313.D (-2107) (-) m/z 57.10 100.00%
g7
85
5000
242 14:20 14.40 14.60 14.80
3 141159 283 324
— 176193210 262 306 77 71.05 84 597
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106032: Nonane, 1-iodo-
7
5000 LR DAL BN B B
mmmmmmmm
m/z 43.10 66.90%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.10 63.87%
29
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance #94346: Heptadecane L L L L L N BB
57 14.20 14.40 14.60 14.80
m/z 55.05 26.85%
85
5000
29
L I 1}3‘\141 169 197 240
m/z--> 25&60mmmmmm&mmmnmm%wmmm%ﬁo mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.81 2.51 ng 131033 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2163 (14.809 min): BF118313.D (-2160) (-) m/z 57.05 100.00%
57
5000 85
141 169 197 302 14.40 14.60 14.80 15.00 15.20
I p.l‘..j.inh. gl (22 2A 2] TITS28 34T 1 Tz 71.05  84.10%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR B B SO B

14. 40 14. 60 14. 80 15. 00 15 20

m/z 43.10 61.10%
29 J113 141169 197 282
O e oD LN R
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
s N ma e e
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 51.68%
29 113
Sl M 160 o 35 sy 296
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- T B L
57 14.40 14.60 14.80 15.00 15.20
m/z 41.05 25.94Y%
5000
85
29 113
el AL 183 o1 258 282 e —
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Tetracosane, 1l1-decyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.15 2.91 ng 151914 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87

5 Sulfurous acid, butyl undecyl ester 292 C15H3203S

1000309-17-8 87

Abundance Scan 2221 (15.151 min): BF118313.D (-2218) (-) m/z 57.05 100.00%
57
85
5000
s 1 302 14.80 15.00 15.20 15.40
65189211 239 269 328 355
—_— | w- D e 3B m/z 71.00 72.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
g7
85
5000 LA L L L L L B
14.80 15.00 15.20 15.40
3 m/z 43.05 64 .43%
29 141
R i o SR I
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
g7
e
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 60.29%
29 113
T4Lld 141 169 197 225 253 296
—
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- T T T
57 14.80 15.00 15.20 15.40
m/z 55.05 28.95%
5000 85
113
34 J |77, 241 169 197 225 253 295 337 364 303 420
e B e e e EE R e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF122419.M Fri Dec 27 17:38:18 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118313.D

Aca On : 26 Dec 2019 13:40

Operator :© JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5-Ethyl-5-methylnonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.52 ng 131718 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-EthvIl-5-methvInonadecane 310 C22H46 1000360-42-7 72
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 62
3 Hexacosane 366 C26H54 000630-01-3 62
4 2-methvloctacosane 408 C29H60 1000376-72-8 62
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 62
Abundance Scan 2360 (15.968 min): BF118313.D (-2358) (-) m/z 57.05 100.00%
57
266 UL
1131371 g 171 199 222 248 301 341 1560 15.80 16.00 16.20
m/z 71.05 74 .72%
m/z--> 50 100 150 200 250 300 350
Abundance #153231: 5-Ethyl-5-methylnonadecane
57
5000 85 LR U SUMEIN UM B
113 1560 15.80 16.00 16,20
m/z 43.10 69.79%
ap | |||, 155 183 211 253 281
m/z--> 50 100 150" "200" 250 300 350
Abundance #83029: Tridecane, 7-propyl-
43
7 15.60 15.80 16.00 16.20
5000 m/z 85.00 56.47%
140
‘ 99 183
.‘..‘l“.!.“.‘llu‘...|...H. .?2.6. ——— ——
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L LI L L N BN B
57 15.60 15.80 16.00 16.20
m/z 69.10 27 .75%
5000 85
22| “ | (13,141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122619\
Data File : BF118313.D

Acq On : 26 Dec 2019 13:40

Operator : JU

Sample : K6417-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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]
2-Pentanone, 4-hy... 5.05 13.1 ng 417388 1 6.85 637233 20.0
unknown6 .62 6.62 78.4 ng 2497560 1 6.85 637233 20.0
n-Hexadecanoic acid 11.92 7.5 ng 422318 4 11.39 1126710 20.0
Octadecanoic acid 12.70 3.2 ng 181715 4 11.39 1126710 20.0
1-Heneicosanol 13.87 10.4 ng 592070 5 14.04 1138160 20.0
Eicosane 14.19 2.6 ng 149118 5 14.04 1138160 20.0
Nonane, 1l-iodo- 14.50 3.6 ng 206905 5 14.04 1138160 20.0
Heneicosane 14.81 2.5 ng 131033 6 15.53 1044770 20.0
Tetracosane, 11-d... 15.15 2.9 ng 151914 6 15.53 1044770 20.0
5-Ethyl-5-methyln... 15.97 2.5 ng 131718 6 15.53 1044770 20.0

8270-BF122419_.M Fri Dec 27 17:38:19 2019 Page: 14



