LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J4967-01 sunusrminsol
isc :

ALS Vial : 4 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-BF091418 .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 4.919 433 439 447 rVB 95727 118870 1.24% 0.149%
2 5.337 505 510 513 rVB 2583485 2594469 27.12% 3.246%
3 6.360 679 684 687 rBY 2770725 2774696 29.00% 3.471%
4 6.490 701 706 709 rBVY 2927282 2817952 29.45% 3.525%
5 6.719 742 745 749 rBVY 1138130 934940 9.77% 1.170%
6 6.878 768 772 775 rBV 2644286 2207301 23.07% 2.761%
7 7.284 835 841 844 rBV 1774699 1848725 19.32% 2.313%
8 8.001 959 963 966 rBY 1465746 1202526 12.57% 1.504%
9 9.078 1141 1146 1149 rBV 3407085 3055503 31.93% 3.822%
10 9.472 1209 1213 1215 rBV 450849 381830 3.99% 0.478%

11 9.754 1255 1261 1264 rBV 1326566 1274346 13.32% 1.594%
12 9.966 1292 1297 1300 rBV2 97950 138221 1.44% 0.173%
13 10.536 1389 1394 1398 rBV 1769121 1584476 16.56% 1.982%
14 11.230 1508 1512 1514 rBV 1279324 1187546 12.41% 1.486%
15 11.254 1514 1516 1519 rVvVv 810503 628455 6.57% 0.786%

16 11.301 1519 1524 1527 rVB 224539 186590 1.95% 0.233%
17 11.454 1545 1550 1551 rBV2 95634 102214 1.07% 0.128%
18 11.513 1553 1560 1561 rBvV4 139465 263984 2.76% 0.330%
19 11.730 1587 1597 1598 rBV 246934 345127 3.61% 0.432%
20 11.783 1598 1606 1608 rBV2 1627855 2852051 29.81% 3.568%

21 12.277 1687 1690 1693 rBV 131178 139110 1.45% 0.174%
22 12.360 1702 1704 1709 rVB3 74771 98102 1.03% 0.123%
23 12.436 1713 1717 1720 rBV 1364458 1164597 12.17% 1.457%
24 12.566 1730 1739 1750 rBV2 1690842 2692831 28.14% 3.369%
25 12.660 1750 1755 1758 rBV 1028965 1083752 11.33% 1.356%

26 12.813 1777 1781 1784 rVV 2458555 2175163 22.73% 2.721%
27 12.971 1804 1808 1809 rBV3 78703 98104 1.03% 0.123%
28 12.989 1809 1811 1814 rVVv 194278 152927 1.60% 0.191%
29 13.077 1814 1826 1836 rVV 2891827 6852148 71.61% 8.572%
30 13.489 1894 1896 1902 rVB 94298 96012 1.00% 0.120%

31 13.601 1905 1915 1919 rVV3 269614 677609 7.08% 0.848%
32 13.654 1922 1924 1929 rVV2 111415 138256 1.44% 0.173%
33 13.724 1933 1936 1942 rVB3 220323 252839 2.64% 0.316%
34 13.854 1947 1958 1968 rVB2 4360521 9568267 100.00% 11.969%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4967-01 sunusrmin3@1
isc :

ALS Vial : 4 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-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.042 1986 1990 1992 rVB 246808 224956 2.35% 0.281%

36 14.218 2015 2020 2026 rBV2 206714 480092 5.02% 0.601%
37 14.277 2026 2030 2034 rVV2 152755 194426 2.03% 0.243%
38 14.342 2037 2041 2046 rVVv2 480716 581391 6.08% 0.727%
39 14.436 2049 2057 2064 rVB 3992500 7320679 76.51% 9.158%
40 14.642 2088 2092 2099 rVB 772725 877427 9.17% 1.098%

41 14.713 2101 2104 2106 rBvV2 100195 122349 1.28% 0.153%
42 14.777 2107 2115 2119 rVB3 380922 849932 8.88% 1.063%
43 14.865 2125 2130 2133 rBVY 670796 997925 10.43% 1.248%
44 14.965 2139 2147 2158 rBV 3048946 6235741 65.17% 7.801%
45 15.148 2174 2178 2183 rVB 359550 451129 4.71% 0.564%

46 15.201 2183 2187 2193 rBVY 544081 652039 6.81% 0.816%
47 15.265 2193 2198 2201 rVV 909169 1081154 11.30% 1.352%
48 15.312 2201 2206 2214 rVB2 777963 1245848 13.02% 1.558%
49 15.565 2242 2249 2261 rVB 1309386 2816228 29.43% 3.523%
50 15.718 2270 2275 2282 rBV 492867 728709 7.62% 0.912%

51 15.924 2306 2310 2317 rBV6 147177 316672 3.31% 0.396%
52 16.189 2350 2355 2359 rBV 193828 352203 3.68% 0.441%
53 16.259 2361 2367 2377 rVB 490909 1155865 12.08% 1.446%
54 16.612 2422 2427 2436 rVB2 307306 641203 6.70% 0.802%
55 17.024 2491 2497 2500 rBV 255510 541058 5.65% 0.677%

56 18.006 2658 2664 2674 rVB4 137074 383174 4._00% 0.479%

Sum of corrected areas: 79939739
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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: BF109142.D

4000000

3000000 49
534 636 6.88

2000000 708

6.72
1000000

4.92 J\ Jk N

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: BF109142.D

4000000

9.08

13.08

3000000
12.81

2000000 10,54 11.78 12.57

8.00

1000000

2 AR

-
13.00

T A T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109142.D

4000000
3000000 m

2000000

146414 g

1000000 14.34 147
1 14.04
1 s 42, 4,

O r———
Time--> 13.50

~I

16.61 17.02

15.92 16.

L T
14.50 15.00

T I
15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

4.92 2.54 ng 118870 1,4-Dichlorobenzene-d4 6.72
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12

Abundance Scan 439 (4.919 min): BF109142.D (-433) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
690  83.0 . 460 4.80 5.00 5.20
0...,....,....,....',':...,..'!-.l,....-,....,.-...,...:,|...1.1,-1.9.., m/z 59.10 58.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL R
59.0 460 480 500 520
m/z 101.10 19.82%
31.0 83.0 101.0
0'“|'“'|“'Wﬁ"ﬁ”'“l'”'l“"w"w“'“l'“'”“"w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.10 15.06%
29.0 101.0
N P ALl 730 830
RIS UL UL SUL L UL SU L UL I SURILI SULIL SO B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8358: 2-Hexanol, 2—methy|— LA L L N N BN |
54.0 460 4.80 5.00 5.20
m/z 40.95 10.12%
5000
43.0 101.0
o b Il e mo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 2

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

6.49 60.28 ng 2817950 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 706 (6.490 min): BF109142.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 B e J o5 ok ok o
o} B L L m/z 68.10 44 _72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IS R R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.73%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.10 28.85%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.57%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R REREEEEEES S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

Sample : J4967-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 9-Octadecenamide, (Z)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.51 4.45 ng 263984 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
3 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 53
4 Tetradecanamide 227 C14H29NO 000638-58-4 50
5 Octadecanamide 283 C18H37NO 000124-26-5 50

Abundance Scan 1560 (11.513 min): BF109142.D (-1553) (-) m/z 59.00 100.00%
.0
01 1001201 s peaes | A R0
0 m/z 72.00 75.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000 LA L L L L L LB LB |
11.20 11.40 11.60 11.80
m/z 55.05 53.19%
o 86.0 114.0140.0 1840 220.0 253.0°°°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59.0
R B BE A REma
11.20 11.40 11.60 11.80
5000 m/z 41.10 32.95%
o 91.0 141.0 170.0196.0 229.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)- B ERERETSE
59.0 11.20 11.40 11.60 11.80
m/z 43.10 32.39%
5000
137.0
‘ 01120 ‘ 70
o} - H ‘Hgf IH\ u‘\ .‘\ ), 165.0193.0  240.0267.0294.0 "
IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Anthracene, 1l-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.73 5.81 ng 345127 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 94
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 89
3 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 86
4 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 86
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 86

Abundance Scan 1597 (11.730 min): BF109142.D (-1587) (-) m/z 192.10 100.00%

192.1

5000

165.1 11.40 11.60 11.80 12.00

1131 139.1
0 2132 2412 "n/z 191.10 59.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54739: Anthracene, 1-methyl-
192.

g

5000
11.40 11.60 11.80 12.00

m/z 57.10 33.95%

96.0 115.0 139.0

44.0 63.0

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

-

Abundance #54737: Anthracene, 9-methyl-
192.0
e A RBRERREEES
11.40 11.60 11.80 12.00
5000 m/z 189.10 30.08%
96.0 165.0
oL, 390 630 | 1150 139.0 ) l
L LA AL B R R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0 11.40 11.60 11.80 12.00
m/z 71.05 26.87%
5000
165.0
oL 300 630 9.0 1150 1390 | ‘\\
i AL B B B B o B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.78 48.03 ng 2852050 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecane 184 C13H28 000629-50-5 64
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 55
4 Tritetracontane 605 C43H88 007098-21-7 53
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 53
Abundance Scan 1605 (11.777 min): BF109142.D (-1598) (-) m/z 43.10 100.00%

43.
73.0
5000

11. 40 11.60 11.80 12.00

01 m/z 57.10 98.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 R R e S
11. 40 11. 60 11.80 12.00

256.0 m/z 73.00 76.31%

83.0
157.0 1850 213.0 .
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48833: Tridecane
57.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

11.40 11.60 11.80 12.00

0
5000{ 59 o 85.0 m/z 41.10 66.27%
L) | 10 san0 1840
Y1 N e L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester T T e T
43.0 11. 40 11. 60 11. 80 12. 00

m/z 60.00 64 .42%

71.0
5000
97.0
L ‘\ “ \\ 1250 1680 1970 2310 2610

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Phenanthrene, 2,5-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.28 2.34 ng 139110 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 91
2 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 87
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 86
4 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 81
5 di-p-Tolylacetylene 206 C16H14 002789-88-0 80

Abundance Scan 1690 (12.277 min): BF109142.D (-1687) (-) m/z 206.10 100.00%

206.1

5000

89.0 126.0 154.0 178.1 12.00 12.20 12.40 12.60

8.0

224.2

0 m/z 191.10 50.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
12.00 12.20 12.40 12.60
1010 m/z 189.10 28.18%
o 270 510 760 139.0 1650 18
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
12.00 12.20 12.40 12.60
5000 m/z 205.10 22.78%
102.0
oL 270 st0, 780 | 1300 1650 1870 |
I B o o b o B o B N B o o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66250: Anthracene, 1,4-dimethyl-
206.0 12.00 12.20 12.40 12.60
m/z 207.10 16.09%
5000
89.0
0 39.0 63.0 | Ll 115.0 152'0 l 17\‘8.0‘\\ h‘ 1
L B o o e o e  ILRE R Eh e s e B B e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 17
R.T. EstConc Area Relative to ISTD R.T.
12.57 5.63 ng 2692830 Chrysene-di12 13.85
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 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1740 (12.571 min): BF109142.D (-1730) (-) m/z 73.00 100.00%

431 73.0

5000
12.20 12.40 12.60 12.80
Obrrrrrrr i m/z 43.10 90.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

43.0 |} 73.0

5000

12.20 12.40 12.60 12.80
m/z 60.00  77.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0
R e AR BEEAE
12.20 12.40 12.60 12.80
5000 129.0 m/z 57.10 74.18%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #84452: Tetradecanoic acid T T
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.05 68.30%
5000 129.0
0 15.0
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.08 14.32 ng 6852150 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1826 (13.077 min): BF109142.D (-1814) (-) m/z 57.10 100.00%

517.1
5000

99.1 VAL SR S,
WZmn 12.80 13.00 13.20 13.40
oL L1] ll L (2253 267.3 3093 3514 m/z 71.10 73.79%
miz--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 SUUPNHS—/ CO————

12:80 13.00 13.20 13.40
m/z 43.10 64.72%

99.0
o 27I}0J Ly L 141 0 183 0 225.0 268 0
e I e i T LA L o e e e e |
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

57.0

12.80 13. OO 13 20 13.40

5000 m/z 85.10 54.62%
99.0
o219 | ) J L 1410 1830 2250 26602960
e T — — T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R A e
57.0 12. 80 13. 00 13 20 13. 40

m/z 55.05 22 .75%

5000
99.0
270) | | || p4ro 1830 2250 267.0 3090 3650

e R A e R

T
m/z--> 50 100 150 200 250 300 350 12. 80 13. OO 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.44 15.30 ng 7320680 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2058 (14.442 min): BF109142.D (-2049) (-) m/z 57.10 100.00%
57.1
5000
s 14.20 14.40 14.60 14.80
141.2 - - - -
ol ,J. J .J.||, L5 1832 2253 267.3 3094 3514 3934 m/z 71.10 74.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
5000
14.20 14.40 14.60 14.80
99.0 m/z 43.05 61.93%
: .0
oL L4 J 4. T 183.0  239.0 281.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 55.62%
196.0
ol dd by [PT5se0 | pesozsao 2ea0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.20 14.40 14.60 14.80
m/z 55.05 22 .84%
5000
0 239.0
oL d Ay 1410 1830 72680 3080 3520
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

Sample : J4967-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .64 16.23 ng 877427 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
Abundance Scan 2092 (14.642 min): BF109142.D (-2088) (-) m/z 57.10 100.00%
57.1
85.1
5000
141.1 14.40 14.60 14.80 15.00
I ..'..,....|.... Arhrop2 19122251 268129623233 7, 71.10  74.53%
m/z--> mmmmmmmmmmmmmmmm
Abundance #141426: Heneicosane
57.0
85.0
5000
14.40 14.60 14.80 15.00
m/z 43.10 62 .34%
29.0 113.0
ol | I |77 141.0 160.0 197.0 225.0 253.0  296.0
m/z--> i&m%m@mmmmmmmmmﬁ
Abundance #124147: 2-Bromotetradecane
57.0
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 56.37%
29.0
‘ | || 113.0 1419 197.0
Ot e e e e e e e e e
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance #202264: Octadecane, 1-iodo-
57.0 14.40 14.60 14.80 15.00
m/z 55.10 21.84%
5000 85.0
29.0
0 b 70, 18501830 2110 2530
m/z--> 2'0 4'0 6|0 8IO 1(')0 120 140 160 180 200 220 240 260 280 300 350 14.40 14 60 14. 80 15. oo

8270-BF091418_.M Thu Sep 20 11:27:17 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

Sample : J4967-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Octadecanethiol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.78 15.72 ng 849932 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanethiol 286 C18H38S 002885-00-9 53
2 5.9b-Etheno-9bH-benzlalindol-2(1... 285 C20H15NO 104155-83-1 52
3 Morphine 285 C17H19N0O3 000057-27-2 46
4 Octadecanoic acid. dodecvl ester 452 C30H6002 005303-25-3 45
5 1-Hexadecanethiol 258 C16H34S 002917-26-2 45

Abundance Scan 2115 (14.777 min): BF109142.D (-2107) (-) m/z 57.10 100.00%
57.1
285.3
5000
14.40 14.60 14.80 15.00
([ m/z 43.10 93.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #133070: 1-Octadecanethiol
43.0) 83.0
2520 14.40 14.60 14.80 15.00
25.0 286.0 m/z 285.25  74.75%
167.0 209
0‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #132106: 5,9b-Etheno-9bH-benz[g]indol-2(1H)-one, 4,5-dihyd...
285.0
14.40 14.60 14.80 15.00
5000 168.0 m/z 83.10 64.01%
77.0
39.0 115.0 217.0
0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131947: Morphine e e e e
mmmmmmmm
m/z 55.10 63.25%
- \/\_/LA\/JL
0! S e
m/z--> 14.40 14.60 14.80 15.00

8270-BF091418_.M Thu Sep 20 11:27:18 2018

SUP-UST-091718-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Eicosane, 7-hexyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.97 115.35 ng 6235740 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexadecane 226 C16H34 000544-76-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
Abundance Scan 2148 (14.971 min): BF109142.D (-2139) (-) m/z 57.10 100.00%
57.1
5000
990 14.60 14.80 15.00 15.20
141.2 252.1 - : : :
o] Ll 1|, L7y 1832 2201587 2953 3655 4075 nso 71 10 74.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 43.10 61.15%
o 2610.\ L1 .| | 1410 1830 2250 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 54 .59%
99.0
o 26,0\ J | | j 1410 1830 2250 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57.0 14.60 14.80 15.00 15.20
m/z 55.10 22.77%
5000
99.0
018'd “ L 1 A ;4710‘ 183.0 226.0
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF091418_.M Thu Sep 20 11:27:18 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.15 8.35 ng 451129 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzolalpvrene 252 C20H12 000050-32-8 98
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2178 (15.148 min): BF109142.D (-2174) (-) m/z 252.10 100.00%
25p.1
5000
125.0
2241 14.80 15.00 15.20 15.40
0,420 690 990, | 1601 1980°%° W = 297.2 8683 57550 10 | 29.76%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000

14.80 15.00 15.20 15.40
m/z 253.10 24.03%

5.0
63.0 _99. o,, ,| 158.0  198.0224.0

O e W
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.00 12 _.56%
126.0
(390 7401000 | 1630 198.02240 H
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene L B A
252.0 14.80 15.00 15.20 15.40
m/z 126.00 11.19%
5000
126.0
0139.0 740ﬂm0‘ﬂ 161.0 m&oﬂéo,w
m/z--> 50 100 150 200 250 300 350 14. 80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.57 52.10 ng 2816230 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2250 (15.571 min): BF109142.D (-2242) (-) m/z 57.10 100.00%
57.1
%t 15.20 15.40 15.60 15.80
412 : : :
I 1| Lot 1832 2252 2661 3233 8655 | nsy 71,10 | 77.17%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
15.20 15.40 15.60 15.80
99.0 m/z 43.10 59.49%
o | l| | ]1410 1830 2250 267.0 338.0
m/z--> 55 100 150 260 250 360 3%0 '
Abundance #141426: Heneicosane
57.0
15.20 15.40 15.60 15.80
5000 m/z 85.10 57.03%
99.0
oL 270 | I ,\ | 2410 1830 2250 2660296.0
m/z--> 50 100 1éo 200 250 360 3%0 '
Abundance #83028: Hexadecane B B B
57.0 15.20 15.40 15.60 15.80
m/z 55.10 20.99%
5000
990
o 26.‘0 l . ‘1410 1830 2260
m/z--> 55 100 1éo 200 250 300 3%0 ' 15&0 1520 15%0 1580 '

8270-BF091418_.M Thu Sep 20 11:27:20 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Octadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.72 13.48 ng 728709 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2275 (15.718 min): BF109142.D (-2270) (-) m/z 57.10 100.00%
57.1
85.0
5000
4L o 5 1540 15,60 1560 16,00
ol r T T e m/z 71.10 75.74%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
15.40 15.60 15.80 16.00
m/z 43.10 61.59%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #117648: Octadecane, 2-methyl-
43.0
o 15.40 15.60 15.80 16.00
5000 : m/z 85.05 56.62%
99.0
0 ‘ I ' l‘ | 127 0]_55 0183.0 225 0o53.0
m/z--> §0 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L L L B B B
57.0 15.40 15.60 15.80 16.00
m/z 55.10 20.40%
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251,0 3(')0 351,0 15.'40 15.|60 15.I80 16.|00 '

8270-BF091418_.M Thu Sep 20 11:27:21 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 17 _gamma.-Sitosterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.92 5.86 ng 316672 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 95
2 .beta.-Sitosterol 414 C29H500 000083-46-5 91
3 Benzenepropenoic acid. 2.3-dimet... 265 C13H15NO0O5 1000132-52-8 9
4 2.20-Cvclo-8.9-secoaspidospermid... 396 C24H32N203 056145-37-0 9
5 3-Phenylpropenoic acid, 2",3"-di... 265 C13H15NO5 098708-99-7 9

Abundance Scan 2309 (15.918 min): BF109142 D (-2306) (-) m/z 264.10 100.00%

431 264,

95.1

5000
303.3 381.4414.4

%

15.60 15.80 16.00 16.20
m/z 43.10 98.54%

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

N
&)
o

15.60 15.80 16.00 16.20
m/z 55.00 69.46%

5000

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
A REEasmsmms
15.60 15.80 16.00 16.20
5000 810 m/z 265.10 69.16%
145.0 414.0
78.0 2130 2550 3290 4o
bl 4 89. '
(O o e T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #114539: Benzenepropenoic acid, 2,3-dimethoxy-.alpha.-acet... R e N AEEEEEmEme
43.0 15.60 15.80 16.00 16.20
m/z 145.10 62.56%
5000
136.0
191. 0223 0 265.0
92.0 J ‘
SIS PO WP VY 778 N N N oot
m/z-> 0 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.19 6.52 ng 352203 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2355 (16.189 min): BF109142.D (-2350) (-) m/z 57.10 100.00%
57.1
5000
o 15150 1600 16,20 1640 1660
1411 280.1 : : : : -
ol .'UI, Loy 1831 2882 68091  m/z 71.10 75.62%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 U R SRR U BN
15.80 16.00 16.20 16.40 16.60
99.0 m/z 43.10 58.50%
J289 || ) J],] 1410 1830 2250 267.0 3090 36503040
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #153228: 6,6-Diethylhoctadecane
57.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 54 .40%
141.0
99.0
\ 1 239.0 281.0
Ouuul'.‘.‘lJJ.JuuluiIB.&.Ol...iul........|....|
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane | BLELELELE BLELLL BN BN N
57.0 15.80 16.00 16.20 16.40 16.60
m/z 99.05 21.26%
5000
99.0
0 ““i JJ‘J 1410 183.0 2250 267.0 309.0 367.0
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.26 21.38 ng 1155870 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 2-methyltetracosane 352 C25H52 1000376-72-6 90
Abundance Scan 2367 (16.259 min): BF109142.D (-2361) (-) m/z 57.10 100.00%
57.1
- W\/L
e 1600 16,20 1640 1660
1M2mn 280.1 : : . .
I l| Loy po2s 2252 B) 3233 3653 m/z 71.10 77.01%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 L B B BRI B
16 00 16 20 16. 40 16 60
99.0 m/z 43.10 59.62%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0
16,00 16.20 16.40 16.60
5000 m/z 85.10 56.33%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance #175558: Tetracosane Rl B B e
57.0 16.00 16.20 16.40 16.60
m/z 55.05 21.27%
5000
99.0
oL Ll | 1440 1830 2250 2670 30
m/z--> % 1& 150 2& 250 3m 3% ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109142.D

Aca On : 19 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.01 7.09 ng 383174 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2665 (18.012 min): BF109142.D (-2658) (-) m/z 57.10 100.00%
57.1
5000 \~Jf\~/\y~h,}/\\»f\LJNHMNA,A,
T s 1750 a0 1500 1820 1o
11821 239.1 274.0304.1 : : : : :
o] , Hu,l“l el A m/z 71.10 82.07%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 AR UL SR BN B
17.60 17.80 18.00 18.20 18.40
m/z 85.10 63.56%
oL 220 L L 1[ 410 1830 2250 267.0 309.0 380.0
m/z--> 50 100 150 260 250 300 350 '
Abundance #141426: Heneicosane
57.0
17.60 17.80 18.00 18.20 18.40
5000 m/z 43.10 59.77%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane A Ea T o R
57.0 17.60 17.80 18.00 18.20 18.40
m/z 99.05 22 .04%
5000
99.0
oL 20 J ;\ | }41 -0 1830 2250 2810  337.0  394.0
m/z--> 50 100 ﬁo ﬁo 250 300 350 ' 17.60 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091918\
Data File : BF109142.D
Acq On : 19 Sep 2018 14:42 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - J4967-01 SUP-UST-091718-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4.92 2.5 ng 118870 1 6.72 934940 20.0
unknown6 .49 6.49 60.3 ng 2817950 1 6.72 934940 20.0
9-Octadecenamide, ... 11.51 4.5 ng 263984 4 11.23 1187550 20.0
Anthracene, l1-met... 11.73 5.8 ng 345127 4 11.23 1187550 20.0
n-Hexadecanoic acid 11.78 48.0 ng 2852050 4 11.23 1187550 20.0
Phenanthrene, 2,5... 12.28 2.3 ng 139110 4 11.23 1187550 20.0
Octadecanoic acid 12.57 5.6 ng 2692830 5 13.85 9568270 20.0
Nonadecane 13.08 14.3 ng 6852150 5 13.85 9568270 20.0
Eicosane, 10-methyl- 14_44 15.3 ng 7320680 5 13.85 9568270 20.0
Heneicosane 14 .64 16.2 ng 877427 6 15.27 1081150 20.0
1-Octadecanethiol 14.78 15.7 ng 849932 6 15.27 1081150 20.0
Eicosane, 7-hexyl- 14.97 115.3 ng 6235740 6 15.27 1081150 20.0
Benzo[e]pyrene 15.15 8.3 ng 451129 6 15.27 1081150 20.0
Tetracosane 15.57 52.1 ng 2816230 6 15.27 1081150 20.0
Octadecane, 2-met... 15.72 13.5 ng 728709 6 15.27 1081150 20.0
-gamma.-Sitosterol 15.92 5.9 ng 316672 6 15.27 1081150 20.0
2-methyloctacosane 16.19 6.5 ng 352203 6 15.27 1081150 20.0
Tetratetracontane 16.26 21.4 ng 1155870 6 15.27 1081150 20.0
Heptacosane 18.01 7.1 ng 383174 6 15.27 1081150 20.0
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