LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\
Data File : BF107462.D
Aca On 17 Jul 2018 21:01 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 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-BF071618 .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 3.619 214 218 225 rBV2 29971 48866 1.12% 0.103%
2 5.231 487 492 499 rBV 379952 502951 11.55% 1.064%
3 5.619 552 558 561 rBY 3885506 3943086 90.54% 8.342%
4 6.619 721 728 736 rBVY 3569086 4355188 100.00% 9.214%
5 6.760 746 752 755 rBVY 4152613 4170286 95.75% 8.823%
6 6.801 757 759 764 rVB 167836 132536 3.04% 0.280%
7 6.984 783 790 794 rVB 1157644 977753 22.45% 2.069%
8 7.143 813 817 820 rBVY 3365652 3003997 68.98% 6.355%
9 7.548 877 886 889 rBY 2644444 2731760 62.72% 5.779%
10 8.266 1004 1008 1011 rBV 1249807 1132333 26.00% 2.396%

11 8.289 1011 1012 1015 rVB 226896 116065 2.66% 0.246%
12 8.984 1123 1130 1133 rBV 74476 74593 1.71% 0.158%
13 9.342 1186 1191 1194 rBV 4311889 4233971 97.22% 8.957%
14 9.448 1205 1209 1213 rVB 1609018 1598245 36.70% 3.381%
15 9.731 1254 1257 1261 rVB 824803 688562 15.81% 1.457%

16 10.031 1304 1308 1311 rBV 1257754 1155093 26.52% 2.444%
17 10.060 1311 1313 1316 rVB 186958 143029 3.28% 0.303%
18 10.231 1339 1342 1346 rVB 141146 124715 2.86% 0.264%
19 10.578 1397 1401 1402 rBV 204128 199549 4._.58% 0.422%
20 10.595 1402 1404 1407 rVB 546508 417317 9.58% 0.883%

21 10.825 1438 1443 1446 rBV 2507147 2618524 60.12% 5.540%
22 11.419 1541 1544 1547 rVB 68513 60872 1.40% 0.129%
23 11.525 1558 1562 1564 rBV 1208792 1229397 28.23% 2.601%
24 11.548 1564 1566 1569 rVB 1123607 844740 19.40% 1.787%
25 11.595 1569 1574 1577 rBV 312442 287131 6.59% 0.607%

26 11.683 1585 1589 1591 rBV3 62729 62554 1.44% 0.132%
27 11.748 1594 1600 1605 rVB2 154981 175117 4.02% 0.370%
28 12.025 1640 1647 1649 rBvV 100281 116069 2.67% 0.246%
29 12.048 1649 1651 1656 rVB2 137554 123229 2.83% 0.261%

30 12.101 1656 1660 1662 rVB3 60960 67082 1.54% 0.142%
31 12.136 1662 1666 1669 rBV3 172813 206096 4.73% 0.436%
32 12.319 1694 1697 1699 rBV 70848 63442 1.46% 0.134%
33 12.495 1725 1727 1733 rBV7 26368 43843 1.01% 0.093%

34 12.589 1741 1743 1752 rVBS8 55323 110937 2.55% 0.235%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\
Data File : BF107462.D
Aca On 17 Jul 2018 21:01 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 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-BF071618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.660 1752 1755 1759 rVB6 31590 46009 1.06% 0.097%

36 12.736 1764 1768 1773 rBV 1023900 1058079 24.29% 2.238%
37 12.948 1800 1804 1805 rBV 241139 226332 5.20% 0.479%
38 12.972 1805 1808 1811 rVB 781887 696309 15.99% 1.473%
39 13.113 1822 1832 1835 rBV 3787874 4156531 95.44% 8.794%

40 13.172 1839 1842 1843 rBV3 54387 47257 1.09% 0.100%
41 13.189 1843 1845 1848 rVB2 60073 65584 1.51% 0.139%
42 13.295 1860 1863 1865 rVB 158957 109512 2.51% 0.232%
43 13.319 1865 1867 1870 rVB3 94327 85783 1.97% 0.181%
44 13.360 1870 1874 1877 rBV 148797 185507 4.26% 0.392%
45 13.395 1877 1880 1884 rBV5 62655 90637 2.08% 0.192%
46 13.660 1923 1925 1928 rBV2 92040 85953 1.97% 0.182%
47 13.783 1943 1946 1948 rBV3 68537 65483 1.50% 0.139%
48 13.919 1966 1969 1972 rBV3 53534 53481 1.23% 0.113%

49 13.983 1976 1980 1984 rBV6 344151 400680 9.20% 0.848%
50 14.171 2007 2012 2014 rBV2 1375475 1518429 34.86% 3.212%

51 14.195 2014 2016 2022 rVB 434464 344769 7.92% 0.729%
52 14.260 2024 2027 2028 rBV3 63567 61773 1.42% 0.131%
53 14.277 2028 2030 2033 rVB2 68990 58272 1.34% 0.123%
54 14.307 2033 2035 2039 rBV 130406 108880 2.50% 0.230%
55 14.395 2046 2050 2054 rBV6 61751 103944 2.39% 0.220%

56 14.554 2072 2077 2079 rVB5 66508 99848 2.29% 0.211%
57 14.618 2085 2088 2092 rBV4 160686 176103 4._.04% 0.373%
58 14.707 2102 2103 2106 rVB3 79407 54321 1.25% 0.115%

59 14.936 2139 2142 2147 rVB3 110200 130349 2.99% 0.276%
60 15.248 2191 2195 2198 rBV2 174892 280878 6.45% 0.594%

61 15.571 2247 2250 2257 rVB3 110454 167553 3.85% 0.354%
62 15.636 2258 2261 2265 rVB 162228 195251 4.48% 0.413%

63 15.707 2269 2273 2278 rBV2 584700 736351 16.91% 1.558%
64 16.171 2348 2352 2357 rVBS8 61369 98544 2.26% 0.208%

Sum of corrected areas: 47267330
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107462.D

Aca On 17 Jul 2018 21:01

Operator : JU/SJ

Sample : J3906-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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: BF107462.D
4000000 5.62

6.62
7.14

3000000
7.55

2000000

6.98
1000000

& | W) )L

e eSS , ,
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: BF107462.D

4000000 13.11

3000000
10.82

2000000
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8.27 10.03

1000000 9.73
10.60
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898 | " 10.060.23 10A548
Qb e e e e e e ] Pl e T e s T e

T T
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: BF107462.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\

Data File : BF107462.D

Aca On - 17 Jul 2018 21:01

Operator : JU/SJ

ﬁ?ggle i J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 4

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

5.23 10.29 ng 502951 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 47
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 46
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 45
5 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 39

Abundance Scan 492 (5.231 min): BF107462.D (-487) (-) m/z 43.00 100.00%
43.0
5000
101.1
4.80 5.00 520 5.40 5.60
ol 700, W 1809 1726 2215 2970 3781 Thn/z 59.00  80.68%
m/z--> 50 100 150 200 250 300 350
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS S U
4.80 5.00 520 5.40 5.60
m/z 101.10 30.84%
101.0
0 "qwl”""ﬂ""l' LRI UL SR UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.10 18.49%
31.0
87.0
N L L L L L WL
m/z--> 50 100 150 200 250 300 350
Abundance #4489: Propane, 1-ethoxy-2-methyl- R L R R
59.0 4.80 5.00 520 5.40 5.60
m/z 41.00 12.97%
5000
31.
T 102.0
T
m/z--> 50 100 150 200 250 300 350 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\

Data File : BF107462.D

Aca On - 17 Jul 2018 21:01

Operator : JU/SJ

ﬁ?ggle i J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.76 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.76 85.30 ng 4170290 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 752 (6.760 min): BF107462.D (-746) (-) m/z 132.00 100.00%
13p.0
68.1
5000

6.40 6.60 6.80 7.00

0 bbbl 17872100 3184 40264428 Tn/z 68.10 54.67%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132.0
5000 ||||||A||||||||||||||||

6.40 6.60 6.80 7.00
m/z 66.00 38.34%

27.0 61].0 |
e B R A B et o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
132.0
IIIIIIIIIIIIIIIIIIIIAIII
6.40 6.60 6.80 7.00
5000 m/z 134.00 34.13%
33.0 97.0
Oty bl e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e
132.0 6.40 6.60 6.80 7.00
0
69.0 m/z 69.10 28.34%
5000
31.0
0 ..WMJNJ..J....,....,....,....,.... ———— e
m/z--> 0 50 100 150 200 250 300 350 400 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107462.D

Aca On 17 Jul 2018 21:01

Operator : JU/SJ

Sample : J3906-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8

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

6.80 2.71 ng 132536 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 59
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 53
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 42

Abundance Scan 759 (6.801 min): BF107462.D (-757) (-) m/z 45.00 100.00%
48.0
5000
104.0 6.40 6.60 6.80 7.00 7.20
oh “l. 2620 2311 2916 3424 4325 B3 /7 59.10  45.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000
6.40 6.60 6.80 7.00 7.20
m/z 72.00 28.10%
‘1040
0I""h'"Il"h"lu""l""lIIII rrrryrTrTTTTTTT T T T T T T T T
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 73.00 17.41%
103.0
L S B I L B L WAL I B WL W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #44466: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
48.0 6.40 6.60 6.80 7.00 7.20
m/z 43.05 12.47%
5000
Fao
0I"J''IJ"‘\'J'I"l'3'3'.0|""|IIII rrrrryrTrTTTTTTT T T T T T T T T I""I"'/'\f""l""l"
mz-> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\

Data File : BF107462.D

Aca On - 17 Jul 2018 21:01

Operator : JU/SJ

ﬁ?ggle i J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Metacetamol Concentration Rank 3

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

9.45 27.67 ng 1598250 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Metacetamol 151 C8H9NO2 000621-42-1 58
2 Acetaminophen 151 C8H9NO2 000103-90-2 53
3 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 53
4 p-I1sopropoxvaniline 151 C9H13NO 007664-66-6 53
5 2,4,7,9-Tetramethyl-5-decyn-4,7-. .. 226 C14H2602 000126-86-3 50

Abundance Scan 1209 (9.448 min): BF107462.D (-1205) (-) m/z 43.00 100.00%
43.0 109.1
5000 1511
‘ 69.1 P
9.20 9.40 9.60 9.80
o — .-'.|, .'I.|-. .-','é. ! 170.0 2158 BL8 | "m/z 109.10 93.92%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #24779: Metacetamol
109.0
5000 151.0 UERBE RS S U S
9.20 9.40 9.60 9.80
43.0 m/z 151.10 47 .68%
‘ 80.0
0}ﬁ?”'W'”'P'”P”'W'A'P'”I”lW'”"”"'”I”'W'“'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109.0
920 9.40 9.60 9.80
5000 151.0 m/z 41.10 30.75%
43.0 80.0
15.0
U R A L R DRSS LA LA SRR RaASY SA RS SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24949: m-Isopropoxyaniline s Rmaay e T
109.0 9.20 9.40 9.60 9.80
m/z 69.10 20.81%
5000
151.0
15.0 “Omp h |
m/z--> 25 45 éo 85 160 150 150 1éo 180 200 250 250 ' 9. 50 9. Zo 9. 60 9. éo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107462.D

Aca On 17 Jul 2018 21:01

Operator : JU/SJ

Sample : J3906-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Naphtho[2,3-b]norbornadiene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.05 2.00ng 123229  Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthof2.3-blnorbornadiene 192 C15H12 107426-38-0 70
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 62

022825-21-4 60
006109-24-6 60
000610-48-0 58

3 Benzene. 1.1"-(2-cvclopropen-1-v... 192 C15H12
4 la.9b-Dihvdro-1H-cvclopropalalan... 192 C15H12
5 Anthracene, 1-methyl- 192 C15H12

m/z 192.00 100.00%

Abundance Scan 1651 (12.048 min): BF107462.D (-1649) (-)
0

5000

11.80 12.00 12.20 12.40

279.2 339.2 385.8

0 bt T T m/z 191.05 65.93%
m/z--> 50 100 150 200 250 300 350
Abundance #54756: Naphtho[2,3-b]norbornadiene
192.0
5000
11.80 12.00 12.20 12.40
m/z 189.00 28.31%
51320 630 960120 1630
e e e A T
m/z--> 50 100 150 200 250 300 350
Abundance
192.0
11.80 12.00 12.20 12.40
5000 m/z 193.10 24 .25%
94.0
0l27.0 630 126.0 163.0
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #54762: Benzene, 1,1'-(2-cyclopropen-1-ylidene)bis-
192.0 11.80 12.00 12.20 12.40
m/z 190.05 21 .55%
5000
o T
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\

Data File : BF107462.D

Aca On - 17 Jul 2018 21:01

Operator : JU/SJ

ﬁ?ggle i J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.14 3.35 ng 206096 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 40
4 6-Bromo-9-phenanthrene diazometh... 324 C16H9BrN20 1000254-49-2 25
5 1-Aminocyclopentanecarboxylic ac... 319 C15H26CINO4 1000329-16-6 16

Abundance Scan 1667 (12.142 min): BF107462.D (-1662) (-) m/z 190.00 100.00%
19p.0
5000
94.6
42.8 11.80 12.00 12.20 12.40
ol o0 A, 80 483 58181 h/7 189.10  92.33%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.80 12.00 12.20 12.40
95.0 m/z 190.95 38.40%
0 4?0 \u“ 1370\ )
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
189.0
11.80 12.00 12.20 12.40
5000 m/z 192.10 26.75%
94.0
O S L B B BN BN SN SN SRR SR
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189.0 11.80 12.00 12.20 12.40
m/z 94.60 22.02%
5000
420 122.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\

Data File : BF107462.D

Aca On - 17 Jul 2018 21:01

Operator : JU/SJ

ﬁ?ggle i J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.36 2.44 ng 185507 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 72
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 59
4 2-Chloro-7-phenvltropone 216 C13HOCIO 090128-01-1 53
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 53
Abundance Scan 1874 (13.360 min): BF107462.D (-1870) (-) m/z 215.05 100.00%
215.1
5000
55.1 107.5
13.00 13.20 13.40 13.60
151.1 .
Obrrr s St b 2908 3872 53431 o To06.00  90.87%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000
13.00 13.20 13.40 13.60
m/z 213.10 22 .56%
107.0
0 "'??p'“lw"'%Q%q“ |j"'|""|"' LN SN B S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
216.0
13.00 13.20 13.40 13.60
5000 m/z 55.10 14 .70%
108.0
63.0 163.0
e S I B B L WL WL B I S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74416: Pyrene, l—methyl— L LI L L BN I
216.0 13.00 13.20 13.40 13.60
m/z 217.00 13.89%
5000
108.0
0 63.0 , | 163.0]
m/z--> 50 100 150 200 250 300 350 400 450 500 ' 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\

Data File : BF107462.D

Aca On - 17 Jul 2018 21:01

Operator : JU/SJ

ﬁ?ggle i J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Nonadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.98 5.28 ng 400680 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 93
2 Heneicosvl pentafluoropropionate 458 C24H43F502 1000351-81-1 93
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 86
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 86
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 86
Abundance Scan 1979 (13.977 min): BF107462.D (-1976) (-) m/z 229.10 100.00%
57.1 1
5000
265.3 305.3 387.8 430.1 13.60 13.80 14.00 14.20
0 : m/z 57.10 88.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202424: Nonadecyl trifluoroacetate
57.0 97.0
5000 LIS BN BN SRS
13.60 13.80 14.00 14.20
+39.0 m/z 96.95 78.47%
oL Ll 41|, 1820 22ag 2600 30 3620
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
570 LRSI BN BRI
13.60 13.80 14.00 14.20
5000 m/z 43.00 75.96%
139.0
. 182.0 2240 2940 3390  400.0 440.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate R mam L
570 470 13.60 13.80 14.00 14.20
' m/z 226.00 68.82%
5000
oL L, L &3?? 182.0 222.0 266.0 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107462.D

Aca On 17 Jul 2018 21:01

Operator : JU/SJ

Sample : J3906-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_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 11 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.32 ng 176103 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Nonadecane 268 C19H40 000629-92-5 76
3 Tricosane 324 C23H48 000638-67-5 74
4 Heptadecane 240 C17H36 000629-78-7 74
5 1-lodoundecane 282 C11H23l1 004282-44-4 68
Abundance Scan 2088 (14.618 min): BF107462.D (-2085) (-) m/z 43.00 100.00%
43.4d B3.1
5000
141.3  215.1 ! e
267.9 324.0 398.0 451.5 5085 14.40 14.60 14.80 15.00
Ol———-liyl m/z 71.10 99.87%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141424: Heneicosane
57.0
5000 LB B B BRI B
mmmmmmmm
9.0 m/z 57.10 99 .86%
m/z--> 6 56 100 1%0 200 250 300 3éo 460 4éo 560
Abundance
57.0
" 14140 14.60 14.80 15.00
5000 m/z 85.10 97.18%
99.0 268.0
0l15.0 141018302250
miz--> 0 56 160 1%0 200 250 300 3éo 460 4%0 560
Abundance #164579: Tricosane R B R A
14.40 14.60 14.80 15.00
m/z 41.05 51.28%
5000
" 141.0 197.0 253.0 324.0
(o} R B BN B
miz--> 0 50 100 150 200 250 300 350 400 450 500 14'40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\

Data File : BF107462.D

Aca On - 17 Jul 2018 21:01

Operator : JU/SJ

ﬁ?ggle i J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl16.17 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.68 ng 98544 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2-Methvl-7-octadecene 266 C19H38 035354-39-3 25
2 8-Methvl-9.11-tridecadienol prop... 266 C17H3002 1000130-96-9 25
3 3-(2-EthoxvcarbonvImethvlamino)-... 382 C18H23CIN203S 1000287-30-0 22
4 Acetonitrile. 2-T3-(2.6-dichloro... 266 C12H8CI2N20 1000264-41-5 22
5 Dihydroartemisinin, 5-deshydroxy... 266 C15H2204 082596-30-3 22
Abundance Scan 2352 (16.171 min): BF107462.D (-2348) (-) m/z 43.00 100.00%
43.0

5000 99.0

207.0 266.3

468.1 LIS LI L L L L L L B I
514.9 15.80 16.00 16.20 16.40

342.2 3957

(o} m/z 57.00 82.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115921: cis-2-Methyl-7-octadecene
43.0
5000 LA L L L L L L L LB B B
15.80 16.00 16.20 16.40
266.0 m/z 41.20 73.17%
209.0
o ”‘“ ‘ ‘1390 P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
R B .
15.80 16.00 16.20 16.40
5000 m/z 99.05 46.87%
266.0
121.0
167. 0209 0
L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203163: 3-(2-Ethoxycarbonylmethylamino)-2-(4-chlorphenyl)... e AR Bamas e
29.0 15.80 16.00 16.20 16.40

m/z 85.10 44 _41%

5000
86.0 135 ¢ . 266.0
N T N . O Lkt i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 80 16. OO 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71718\

Data File : BF107462.D

Acg On 17 Jul 2018 21:01

Operator : JU/SJ

3?22'6 i J3906-01 CB-7-8-6-ST-WW-1@3
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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... 5.23 10.3 ng 502951 1 6.98 977753 20.0
unknown6 .76 6.76 85.3 ng 4170290 1 6.98 977753 20.0
Ethanol, 2-(2-eth... 6.80 2.7 ng 132536 1 6.98 977753 20.0
Metacetamol 9.45 27.7 ng 1598250 3 10.03 1155090 20.0
Naphtho[2,3-b]nor... 12.05 2.0 ng 123229 4 11.52 1229400 20.0
4H-Cyclopenta[def... 12.14 3.4 ng 206096 4 11.52 1229400 20.0
11H-Benzo[b]fluorene 13.36 2.4 ng 185507 5 14.17 1518430 20.0
Nonadecyl trifluo... 13.98 5.3 ng 400680 5 14.17 1518430 20.0
Heneicosane 14.62 2.3 ng 176103 5 14.17 1518430 20.0
unknownl16.17 16.17 2.7 ng 98544 6 15.71 736351 20.0
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