LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\

Data File : BF112587.D

Aca On : 15 Feb 2019 19:09 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K1346-07 CL-01-021419-A

ALS Vial : 11 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-BF012519.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 3.881 298 305 318 rBVY 1456952 2125124 73.29% 6.742%
2 5.045 499 503 515 rBV 65317 94469 3.26% 0.300%
3 5.463 571 574 600 rBY 1804801 1968283 67.88% 6.245%
4 6.481 743 747 765 rBVY 2016894 2181626 75.24% 6.921%
5 6.610 765 769 775 rBVY 2559333 2300622 79.34% 7.299%
6 6.828 803 806 815 rBV 658512 572302 19.74% 1.816%
7 6.986 829 833 849 rBVY 2066920 1734707 59.82% 5.504%
8 7.398 898 903 919 rBVY 1313513 1417224 48.88% 4 .496%
9 8.116 1021 1025 1043 rVB 756156 809779 27.93% 2.569%
10 9.186 1203 1207 1210 rBV 3319535 2837651 97.86% 9.003%
11 9.580 1271 1274 1280 rVB 154781 135502 4.67% 0.430%
12 9.669 1287 1289 1297 rVB3 33707 41855 1.44% 0.133%
13 9.869 1319 1323 1327 rBvV 1169609 996086 34.35% 3.160%
14 9.898 1327 1328 1332 rVB 46581 37638 1.30% 0.119%
15 10.080 1356 1359 1362 rBvV2 38964 40189 1.39% 0.128%
16 10.421 1413 1417 1423 rVB2 56206 54317 1.87% 0.172%
17 10.669 1454 1459 1468 rBVY 2139645 2180766 75.21% 6.919%
18 11.257 1554 1559 1564 rVB2 28063 35261 1.22% 0.112%

19 11.363 1573 1577 1579 rBV 1145165 1099562 37.92% 3.488%
20 11.386 1579 1581 1586 rVB 443971 373788 12.89% 1.186%

21 11.439 1586 1590 1593 rBV 112138 106410 3.67% 0.338%
22 11.598 1611 1617 1621 rBV2 58994 79431 2.74% 0.252%
23 11.639 1621 1624 1628 rVB4 26667 34741 1.20% 0.110%
24 11.880 1659 1665 1672 rBV3 426906 553813 19.10% 1.757%
25 11.974 1678 1681 1684 rBV 107468 116086 4._00% 0.368%

26 12.157 1709 1712 1714 rBV 51024 48668 1.68% 0.154%
27 12.186 1714 1717 1723 rVB4 36663 65124 2.25% 0.207%
28 12.304 1731 1737 1740 rBV6 61947 103048 3.55% 0.327%
29 12.433 1753 1759 1761 rBvV4 77594 155415 5.36% 0.493%
30 12.468 1762 1765 1768 rVB4 113613 130819 4_.51% 0.415%

31 12.533 1768 1776 1779 rBV4 174885 283429 9.77% 0.899%
32 12.580 1780 1784 1787 rVV 755333 666038 22.97% 2.113%
33 12.621 1789 1791 1793 rVB3 63437 49310 1.70% 0.156%
34 12.663 1795 1798 1803 rBV3 141644 165017 5.69% 0.524%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\

Data File : BF112587.D

Aca On : 15 Feb 2019 19:09 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : K1346-07 CL-01-021419-A

ALS Vial : 11 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\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.727 1807 1809 1812 rVB2 33887 31852 1.10% 0.101%

36 12.810 1816 1823 1827 rBV 630142 713631 24.61% 2.264%
37 12.945 1839 1846 1849 rBV 3233740 2899665 100.00% 9.199%

38 12.974 1849 1851 1856 rVB 26430 33182 1.14% 0.105%
39 13.027 1856 1860 1862 rBV2 44809 71959 2.48% 0.228%
40 13.139 1876 1879 1881 rVB 72331 54327 1.87% 0.172%
41 13.162 1881 1883 1885 rVB 51781 40716 1.40% 0.129%
42 13.204 1887 1890 1892 rBVY 61638 47291 1.63% 0.150%
43 13.239 1894 1896 1900 rVB2 47136 50417 1.74% 0.160%
44 13.504 1938 1941 1945 rVB 77775 75116 2.59% 0.238%

45 13.633 1959 1963 1965 rBV4 62431 103090 3.56% 0.327%

46 13.827 1993 1996 2000 rVB2 242293 247947 8.55% 0.787%
47 14.009 2022 2027 2030 rBV2 944656 1119912 38.62% 3.553%
48 14.033 2030 2031 2038 rVB 255772 238452 8.22% 0.757%
49 14.145 2048 2050 2053 rBV 147881 123385 4._.26% 0.391%
50 14.451 2099 2102 2108 rVB 202486 209462 7.22% 0.665%

51 14.757 2151 2154 2158 rVB 196791 180030 6.21% 0.571%
52 15.062 2202 2206 2208 rBV 230583 320893 11.07% 1.018%
53 15.086 2208 2210 2213 rVB 285350 284776 9.82% 0.903%
54 15.368 2255 2258 2262 rVB 113489 118138 4_.07% 0.375%
55 15.427 2266 2268 2271 rVV 173680 213718 7.37% 0.678%

56 15.462 2272 2274 2276 rVV 161723 190879 6.58% 0.606%
57 15.492 2276 2279 2283 rVB 474022 556997 19.21% 1.767%

Sum of corrected areas: 31519935
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112587.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.05 3.30 ng 94469 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 504 (5.051 min): BF112587.D (-499) (-) m/z 43.05 100.00%
43
59
5000
101
| | 83 480 5.00 520 5.40
e e L e m/z 59.10 64 .24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R UL UL I
59 480 500 520 5.40
m/z 101.10 25.01%
31 83 g3 101
A AR A A A A s RS A SRS LRRAS AR LARA BARES
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 5.00 520 5.40
5000 m/z 58.10 14.73%
101
15 31 | 50°8 69 86
s R AR A AR AN RN RAARA RARLA RRAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester s A B A
59 480 5.00 520 5.40
m/z 41.10 11.82%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.61 Concentration Rank 1

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

6.61 80.40 ng 2300620 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 769 (6.610 min): BF112587.D (-765) (-) m/z 132.00 100.00%
32
5000 68
40 % J 620 640 6.60 6.80 7.00
54 - - - - -
o grer | wems N m/z 68.10 37.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 AR ARASE SARRE LARRE
6.0 6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 33.21%
60 70 0 115
0 U DN DA DA
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 24 .55%
97
‘ o ‘ 117
OIIII\I\,,‘,‘,INM o8l |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl IR e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.56%
5000 og 116
N -‘-“‘.-E-‘%--.‘“-J97-‘-“ s 189 I | |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.88 10.07 ng 553813 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 74
Abundance Scan 1665 (11.880 min): BF112587.D (-1659) (-) m/z 73.00 100.00%
43 60 73
5000 129
213 R A NS
143157171185 o0 | o 256 11.60 11.80 12.00 12.20
0 m/z 43.05 84.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 LR BRI BRI U B
nmnmnmnm
m/z 60.00 81.99%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 ' 11.60 11.80 12.00 12.20
m/ 41.10 74 .48Y%
5000 129 z 0
29 ; 185 228
01115 | 143,171
o ---.-‘-‘- Al .T T Ll ,\, as |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A et tang
43 60 73 nmnmnmnm
m/z 55.10 67.12%
5000 129
29
‘ 1431571711857 242
O.Fﬁ.k.,ﬁ. R R~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 14

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

11.97 2.11 ng 116086 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 59
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 Methvl diselenide 190 C2H6Se?2 007101-31-7 49
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 36

5 1-Aminocyclopentanecarboxylic ac... 347 C17H30CINO4 1000329-16-9 17

Abundance Scan 1680 (11.968 min): BF112587.D (-1678) (-) m/z 189.05 100.00%
1

5000

11.60 11.80 12.00 12.20

0 m/z 192.10 98.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
5000 LI IS L B B
94 11.60 11.80 12.00 12.20
m/z 190.05 78.70%
81 163
O e L e L o B LN A A o i e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
11.60 11.80 12.00 12.20
5000 m/z 191.10 78.23%
94
L2739 5163 8L | 110122 137150163 178 ||
R e o o e AL o o e e e o  EERREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53209: Methyl diselenide
93 190 11.60 11.80 12.00 12.20
m/z 94.60 29.24%
175
5000
S am— | N ) H\\M\ N g oo At i
m/z--> 20 40 60 100 120 140 160 180 200 220 240 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.83 ng 155415 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Tridecane 184 C13H28 000629-50-5 50
3 Octadecane 254 C18H38 000593-45-3 38
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 38
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 38
Abundance Scan 1758 (12.427 min): BF112587.D (-1753) (-) m/z 57.10 100.00%
57
43 71
5000
" 12.20 12.40 12.60 12.80
o} m/z 43.10 71.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57
43
5000 n LR UL UL LN B
a5 12.20 12.40 12.60 12.80
29 m/z 71.10 71.36%
ob || 92 113127141155169183197 226
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240
Abundance #48835: Tridecane
43 97
71 12.20 12.40 12,60 12.80
5000 m/z 41.10 60.48%
85
29
s L g )| s msiiass s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane R mEEEE RS S
57 12.20 12.40 12.60 12.80
43 - m/z 85.05 53.29%
5000 85
29 99
o o4 1}3127141155169183197211225239254
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240 12.20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownl2.47 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.47 2.38 ng 130819 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptanlalindole 185 C13H15N 002047-89-4 49
2 Pvrrolidine. 1-(1H-inden-3-vI)- 185 C13H15N 031554-37-7 49
3 1.7-Trimethvlene-2.3-dimethvlindole 185 C13H15N 005825-43-4 43
4 2.3-Dihvdro-8-methvlfuro(2.3-b)a... 185 C12H11NO 064124-82-9 43
5 2,3-Dimethyl-1H-imidazo(1,2-a)py-... 185 C11H11N3 1000147-26-7 43
Abundance Scan 1765 (12.468 min): BF1§2587.D (-1762) (-) m/z 185.10 100.00%
185
252
5000

Da
T[T T T T [T T T T[T T TT [ TTTT

12.20 12.40 12.60 12.80

0 m/z 184 .05 82.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49555: Cycloheptan[a]indole
185
156

5000
12.20 12.40 12.60 12.80

m/z 252.20 60.35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49567: Pyrrolidine, 1-(1H-inden-3-yl)-
185
12.20 12.40 12.60 12.80
5000 115 m/z 131.00 39.75%
157

o | T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49571: 1,7-Trimethylene-2,3-dimethylindole L S s
12.20 12.40 12.60 12.80
m/z 91.00 38.92%

5000

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\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.66 3.00 ng 165017 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 Undecanoic acid 186 C11H2202 000112-37-8 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 45
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 38
Abundance Scan 1798 (12.663 min): BF112587.D (-1795) (-) m/z 43.10 100.00%

B 73

5000

12.40 12.60 12.80 13.00

o] m/z 73.05 91.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
5000 LN L L L L L B
12.40 12.60 12.80 13. 00
m/z 60.00 82.84%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61123: Dodecanoic acid
73
43 129 200 12.40 12.60 12.80 13.00
5000 157 m/z 41.05 79.93%
101
2
o 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50051: Undecanoic acid e  RRRaE Bam s
60 12.40 12.60 12.80 13.00
m/z 55.10 75.43%
5000 43
) 85 129
\\ \‘\M \ \ 157 199
o - ..”JM”KHM..”..”..”..”..”..”..”..”w.”. .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Oxalic acid, isobutyl octad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.43 ng 247947 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. i1sobutyl octadecvl ... 398 C24H4604 1000309-38-3 83
2 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 83
3 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 83
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 81
5 1-Eicosene 280 C20H40 003452-07-1 70
Abundance Scan 1996 (13.827 min): BF112587.D (-1993) (-) m/z 57.10 100.00%
57

5000 4

==

13.60 13.80 14.00 14.20

252 280 310 330

o} m/z 43.10 84 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57
5000 LA L L L L L L L LB
41 13 60 13. 80 14. 00 14 20
83 m/z 71.10 62.37%
111
oL 139155 204 252 27
s Eaat
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #204512: Oxalic acid, octadecy! propy! ester
43
LI A B
13.60 13.80 14.00 14.20
5000 71 m/z 55.05 55.38%
97
‘ ‘ 125 297
ob 2Bl b bl b AtL 108 224 282 279 | 340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #187989: Oxalic acid, hexadecyl propy! ester R mEEEE RS S
43 13.60 13.80 14.00 14.20
m/z 83.10 48.47%
5000 1
97
269
ol28 | \‘ (125 154 196 224 251 | 312
R R A e L e RN L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. 00 14 20

8270-BF012519.M Mon Feb 18 11:30:08 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.20 ng 123385 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Nonadecane 268 C19H40 000629-92-5 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2049 (14.139 min): BF112587.D (-2048) (-) m/z 57.10 100.00%
g7
5000 85
4 127 159 191 214 269 293 326344 13.80 14.00 14.20 14.40
ob—— | |||||I III |. ‘I|.I|.I| IulI PR | R ?4|6| b I| Iy Ui 'II m/z 71_10 71_90%
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
g7
85
5000 AR UM SRR N

13. 80 14. OO 14.20 14.40

m/z 43.10 66.42%
29 113
el ... T
m/z--> 50 100 150 200 250 300
Abundance #117638: Nonadecane
57
R R REE
13.80 14.00 14.20 14.40
5000 85 m/z 85.10 47 .16%
29
0 } \ J‘ I |‘ 1:‘I\-3 l 141 169 197 225 268
.... LA e e e e o e L B e e e e e e e L
m/z--> 50 100 150 200 250 300
Abundance #129490: Eicosane A B
57 13.80 14.00 14.20 14.40
m/z 55.10 27.98%
85
5000
29 ‘ ‘ 13 .,
m/z--> 50 100 150 200 250 300 13. 80 14. 00 14 20 14.40

8270-BF012519.M Mon Feb 18 11:30:08 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 8
R.T. EstConc Area Relative to ISTD R.T.
14 .45 3.74 ng 209462 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Tetracosane 338 C24H50 000646-31-1 93
3 Tricosane 324 C23H48 000638-67-5 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2102 (14.451 min): BF112587.D (-2099) (-) m/z 57.10 100.00%
57
5000 85
113 " 1420 14.40 14.60 14.80
141 169 197 302
- J, o, || : ol 23 202082°C 832355 97T "m/z 71.10 68.66%
miz--> 0 50 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
5000 85 LI B B BRI B
14.20 14.40 14.60 14.80
29 m/z 43.10 67.73%
. |1 1L M3 141 160 107 225 253 296
miz--> 0 50 160 1éo 260 250 360 3éo 460
Abundance #175560: Tetracosane
57
85 U UM B SO B
14.20 14.40 14.60 14.80
5000 m/z 85.10 51.91%
29 J | ‘141 109 197 225 253 281 399 338
Ot ..h. f Ly e
miz--> 0 55 100 1éo 260 2%0 360 3éo 460
Abundance #164578: Tricosane N REmEE B
57 14.20 14.40 14.60 14.80
m/z 55.10 24 .94Y%
5000 85
113 324
0 i \‘ alll n \‘141J16\91197J \239\267 295 ‘
mz-> 0 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\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.76 6.46 ng 180030 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2155 (14.762 min): BF112587.D (-2151) (-) m/z 57.10 100.00%
57
85
5000
127 B R R B e e
0 155 197 253 279 302 334 14.40 14.60 14.80 15.00
0...:\, Loy 290me 297, TS N X8 Tm/z 71.10  68.87%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L BRI B SR B
14,40 14.60 14.80 15.00
113 m/z 85.10 65.68%
29 | | 141 169 197 225 282
ol A b Ly 7225 253 22
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.10 55.57%
29
113
oo s a7 20
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R AR EEEEE T
57 14.40 14.60 14.80 15.00
m/z 41.10 27 .31%
5000 85
oL 3 J [ dlﬁ3J1ﬂ1‘1§9 197 29 267 204 323 352
m/z--> 50 100 150 200 250 300 350 1440 14.60 14.80 15.00

8270-BF012519.M Mon Feb 18 11:30:09 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112587.D

Aca On : 15 Feb 2019 19:09

Operator : JU/SJ

Sample : K1346-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.37 4.24 ng 118138 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolalpvrene 252 C20H12 000050-32-8 94
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 2258 (15.368 min): BF112587.D (-2255) (-) m/z 252.10 100.00%

252
5000

15.00 15.20 15.40 15.60

125
55 85107 | 162 200 226 271 295316335 357 392

O R Sl P SRS N m/z 250.10 30.53%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10  22.45%

125
50 74 99 | | 146 174 200 224

O B e e e e e e L o o o e B LA e |
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene
252
T T T
15.00 15.20 15.40 15.60
5000 m/z 125.00 11.44%
126
0 50 74 100, | 149 174 200 224
— T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene A BT o e
252 15.00 15.20 15.40 15.60
m/z 126.00 10.51%
5000
126
o799 ] 200224 |
— T T e e R e e EREE
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF021519\

Data File : BF112587.D

Acg On : 15 Feb 2019 19:09

Operator : JU/SJ

3?22'6 i K1346-07 CL-01-021419-A
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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 3.3 ng 94469 1 6.83 572302 20.0
unknown6.61 6.61 80.4 ng 2300620 1 6.83 572302 20.0
n-Hexadecanoic acid 11.88 10.1 ng 553813 4 11.36 1099560 20.0
6H-Cyclobuta[jk]p.-. 11.97 2.1 ng 116086 4 11.36 1099560 20.0
Hexadecane 12.43 2.8 ng 155415 4 11.36 1099560 20.0
unknownl12 .47 12.47 2.4 ng 130819 4 11.36 1099560 20.0
Octadecanoic acid 12.66 3.0 ng 165017 4 11.36 1099560 20.0
Oxalic acid, isob... 13.83 4.4 ng 247947 5 14.01 1119910 20.0
Heptadecane 14.14 2.2 ng 123385 5 14.01 1119910 20.0
Heneicosane 14 .45 3.7 ng 209462 5 14.01 1119910 20.0
Eicosane 14.76 6.5 ng 180030 6 15.49 556997 20.0
Benzo[e]pyrene 15.37 4.2 ng 118138 6 15.49 556997 20.0
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