LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118017.D
Aca On : 26 Nov 2019 19:52 Instrument :
Operator : JU E?Afs el

- _ lentosampleld :
3?22'6 : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 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-BF111319.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 2.157 7 12 21 rVB 305906 382287 26.83% 2.366%
2 4.481 403 407 413 rVB 26637 30140 2.12% 0.187%
3 5.092 507 511 522 rVB 180465 187289 13.15% 1.159%
4 5.504 577 581 589 rBY 1127883 945655 66.38% 5.853%
5 5.728 616 619 626 rVB 15622 17355 1.22% 0.107%
6 6.516 749 753 765 rBVY 1271996 1076586 75.57% 6.664%
7 6.663 774 778 781 rBVY 1278826 1122220 78.78% 6.946%
8 6.728 785 789 793 rBV2 20116 21135 1.48% 0.131%
9 6.892 814 817 821 rBVY 1079376 851097 59.74% 5.268%
10 7.051 840 844 847 rBVY 1302317 1037547 72.83% 6.422%
11 7.451 908 912 917 rBV 791072 703947 49.41% 4_.357%
12 7.751 961 963 969 rVB 77698 66698 4.68% 0.413%
13 8.180 1032 1036 1039 rBvV 1150766 906153 63.61% 5.609%
14 8.204 1039 1040 1043 rVB 56504 28739 2.02% 0.178%
15 8.398 1070 1073 1077 rBV 41651 36329 2.55% 0.225%
16 8.457 1079 1083 1090 rVvVv 52226 45887 3.22% 0.284%
17 8.898 1154 1158 1165 rVB2 31842 29540 2.07% 0.183%
18 8.998 1171 1175 1178 rBV 21402 17529 1.23% 0.109%
19 9.257 1216 1219 1223 rBVY 1683982 1424587 100.00% 8.818%
20 9.339 1230 1233 1235 rBVY 23479 18278 1.28% 0.113%
21 9.651 1283 1286 1296 rVB 190941 163889 11.50% 1.014%
22 9.804 1309 1312 1316 rBV 35165 31133 2.19% 0.193%
23 9.869 1320 1323 1328 rVvVv 20476 19862 1.39% 0.123%
24 9.945 1332 1336 1340 rVVvV 1231342 1011445 71.00% 6.261%
25 9.974 1340 1341 1347 rVB 22157 19838 1.39% 0.123%
26 10.151 1368 1371 1374 rVB2 21361 18103 1.27% 0.112%
27 10.733 1467 1470 1478 rBV 575395 490213 34.41% 3.034%
28 10.845 1486 1489 1490 rBV2 23594 17617 1.24% 0.109%
29 10.863 1490 1492 1499 rVB3 23696 23464 1.65% 0.145%
30 11.239 1553 1556 1560 rVB 15335 17315 1.22% 0.107%
31 11.333 1568 1572 1576 rVB4 16143 19474 1.37% 0.121%

32 11.439 1586 1590 1592 rBV 1053237 851697 59.79% 5.272%
33 11.463 1592 1594 1597 rVvV 126458 106223 7.46% 0.658%
34 11.510 1599 1602 1606 rVB 41298 45110 3.17% 0.279%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118017.D
Aca On : 26 Nov 2019 19:52 Instrument :
Operator : JU EﬁAfs el

- _ lentosampleld :
3?22'6 : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 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-BF111319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.668 1627 1629 1634 rBV2 13570 19918 1.40% 0.123%
36 11.721 1634 1638 1642 rVB4 15234 18267 1.28% 0.113%
37 11.957 1671 1678 1684 rBV2 77137 146325 10.27% 0.906%
38 12.051 1690 1694 1697 rBV2 32593 40207 2.82% 0.249%
39 12.074 1697 1698 1702 rVB 24799 17132 1.20% 0.106%
40 12.263 1728 1730 1737 rVB7 13153 16475 1.16% 0.102%
41 12.492 1767 1769 1772 rBV 32588 31179 2.19% 0.193%
42 12.521 1772 1774 1777 rVV2 24511 25689 1.80% 0.159%
43 12.580 1781 1784 1787 rBV2 18908 22229 1.56% 0.138%
44 12.657 1794 1797 1800 rBVY 225400 189855 13.33% 1.175%
45 12.751 1810 1813 1816 rBV3 46330 44021 3.09% 0.272%

46 12.886 1831 1836 1841 rBV 250420 267442 18.77% 1.655%
47 13.027 1856 1860 1863 rBV 1350984 1147149 80.53% 7.101%

48 13.257 1896 1899 1902 rBV2 47838 65443 4_59% 0.405%
49 13.321 1906 1910 1913 rBV2 55060 78065 5.48% 0.483%
50 13.868 2001 2003 2005 rBVZ2 47606 50199 3.52% 0.311%
51 13.933 2012 2014 2018 rBV3 70360 88847 6.24% 0.550%

52 14.092 2036 2041 2043 rBV2 865112 872509 61.25% 5.401%
53 15.598 2294 2297 2308 rVB 525333 849565 59.64% 5.259%
54 16.333 2418 2422 2431 rBV6 94468 256064 17.97% 1.585%
556 17.121 2552 2556 2558 rBV3 72008 124483 8.74% 0.771%

Sum of corrected areas: 16155444
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118017.D

Aca On : 26 Nov 2019 19:52

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF118017.D
1500000
6.5%6.66 7.05
5.50 6.89
1000000
7.45
500000
2.16
5.09
. 4.48 A | 573 | /673 L
— 77— ] 7 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: BF118017.D
9|26
1500000 13.03
9.95
8.18
11.44
1000000
10.73
500000
12.66 1289
75 5% 1146 11 2.79 \/\,}’%3@
' |20 3286 8900 |l9.34 }\ 9.6011.970.15 86 11m3dl5lp72 202 26 1
O L e B e e e e e e e e e
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: BF118017.D
1500000
14.09
1000000 15.60
16.33
500000
13.93 17.12
13
o A B e S S i e e
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118017.D

Aca On : 26 Nov 2019 19:52

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.16 8.98 ng 382287 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 40
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 12 (2.157 min): BF118017.D (-7) (-) m/z 73.00 100.00%
73.0
5000 /\
43.0
55.0 87.1 O
220 2.30 2.40 2.50 2.60
e el e e e e || M7z 42.95 34 .98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 430 950 2.20 2.30 2.40 2.50 2.60
‘ 87.0 m/z 87.10 25.64%
27.0
'W'“'P'ﬁw”'JlJ“l“'W"”HJ'W'“'P'}p%p“l“'W'“'P'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
55.0 220 2.30 2.40 2.50 2.60
5000 43.0 m/z 55.00 24.08%
270
15.0 d\ “
”I”'W'”'P'“I”'W'”'P'”I”'W'”'P'“I”'W'”'P'”I”'
m/z--> 10 30 40 50 70 80 90 100 110 120 130
Abundance #13739: 2,2,4 Trimethyl-3-pentanol
73.0 2.20 2.30 2.40 2.50 2.60
87.0 m/z 41.00 11.94%
5000 41.0 55.0
29.0 ‘
"I""I"'th'""IQJ"I"E'“""iLI" "'*l'?7'?"'%1?'q'|' %%glp"' HA U U UL UL U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118017.D

Aca On : 26 Nov 2019 19:52

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319._.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 6

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

5.09 4.40 ng 187289 1,4-Dichlorobenzene-d4 6.89
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 511 (5.092 min): BF118017.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e e
83.0 480 5.00 520 5.40
R aa m I R R ARRA RAARA AR RS Ramen SR m/z 59.00 60.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I UL LS UL
59.0 480 500 520 5.40
m/z 101.00 23.41%
31.0 101.0
”I”'W””ﬁh”“ﬂ”'P'“I””I”'ﬁigﬁ'“ﬁ'“'P”'P'”l””l”'W
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
54.0
480 5.00 520 540
5000 41.0 m/z 58.00 15.78%
el 3O 1280 ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- A R s R
59.0 480 5.00 520 5.40
31.0 m/z 41.00 9.57%
5000
3.0 73.0
15\'0 A‘ | ‘ , ‘ 87.0 102.0 Aap
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118017.D

Aca On : 26 Nov 2019 19:52

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 unknown6.66 Concentration Rank 1

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

6.66 26.37 ng 1122220 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 778 (6.663 min): BF118017.D (-774) (-) m/z 131.95 100.00%
131.9
5000
68.0
96.0 IR AR R L R
40.0 54.0 J 6.40 6.60 6.80 7.00
M'.'?}-?. Apaso g m/z 68.00 35.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U IR I L

6.40 6.60 6.80 7.00
m/z 134.00 34 .04%

31.0 510
B Y R W S | I |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
T e
74.0 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.00 22.77%
S P OO AW N S 1|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14770: Cyclopropanamine, 1-phenyl- b REAa
132.0 6.40 6.60 6.80 7.00
m/z 69.00 14 .25%
104.0
5000
51.0 77.0
91.0
: ?%PHM Rt ..”..,.L.}%%q .‘., T e
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118017.D

Aca On : 26 Nov 2019 19:52

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.96 3.44 ng 146325 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Lactose 342 C12H22011 000063-42-3 49
Abundance Scan 1679 (11.963 min): BF118017.D (-1671) (-) m/z 192.00 100.00%
73 .0
5000
11.60 11.80 12.00 12.20
m/z 73.00 90.36%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 191.00  65.01%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 59.26%
15.0
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R S R ,A. RmE
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 57 .54%
5000 129.0
171.0
T
| H\ H‘h HH m‘ ‘Hll‘l‘llﬂ-lslzlpllll|‘||||||‘|||||||||||| R e
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\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118017.D

Aca On : 26 Nov 2019 19:52

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 6 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.66 4_.46 ng 189855 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 96
2 Pvrene 202 C16H10 000129-00-0 93
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 74
4 I-Leucine. N-methvl-N-(2-methoxv... 499 C29H57NO5 1000328-55-2 28
5 Ethanone, 1-(1,4-dihydroxy-2-nap... 202 C12H1003 040420-48-2 9

Abundance Scan 1798 (12.663 min): BF118017.D (-1794) (-) m/z 202.00 100.00%

202.0

5000

[

12.40 12.60 12.80 13.00
2741 3041 77 199.95  21.26%

101.0

42.0 74.0 127.0149.9174.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62827: Fluoranthene
202.0
5000

12.40 12.60 12.80 13.00
m/z 203.00  17.14%

101.0
51.0 75.0 126.0150.0174.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62822: Pyrene
202.0
12.40 12.60 12.80 13.00
5000 m/z 201.00 14.33%

01.0
51.0 75.0 1 126.0150.0174.0 H

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0 12.40 12.60 12.80 13.00
m/z 101.00 8.17%
5000

ﬂOSU)Bolmon6Mm0ﬂ60hl

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\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118017.D

Aca On : 26 Nov 2019 19:52

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 7 11H-Benzo[a]fluoren-11-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.04 ng 88847 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 78
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 56
3 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 49
4 9-Xanthenone. 3-chloro- 230 C13H7CIl02 027063-50-9 43
5 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 43
Abundance _ Scan 2013 (13.927 min): BF118017.D (-2012) (-) m/z 57.00 100.00%
51.0 230.0
85.0
5000
2580 295.2326.135, 13.60 13.80 14.00 14.20
m/z 230.00 79.21%
m/z--> 50 100 150 200 250 300 350
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
5000 RN UL UGS
13.60 13.80 14.00 14.20
101.0 200.0 m/z 71.10 75.77%
m/z--> o '55' i "100" 150 200 250 300 350
Abundance #163020: 9-Tricosene, (2)-
13.60 13.80 14.00 14.20
5000 m/z 43.00 71.62%
29.0 125.0
322.0
h i\‘h‘ﬁ530}8%0210023&026&02940 I
m/z--> 100 150 200 250 300 350
Abundance #86242: 6H-Benz[de]anthracen-6-one R AEmEEEE L
230.0 13.60 13.80 14.00 14.20
202.0 m/z 85.05 70.29%
5000
101.0
30. o 740‘ | 1350 174.}.0 ‘
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118017.D

Aca On : 26 Nov 2019 19:52

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 8 28-Nor-17.alpha.(H)-hopane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.33 6.03 ng 256064 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 78
2 Baccharane 414 C30H54 036441-74-4 64
3 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 58
4 17.alfa..21.beta.-28.30-Bisnorho... 384 C28H48 1000360-26-1 42
5 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 41
Abundance Scan 2422 (16.333 min): BF118017.D (-2418) (-) m/z 191.10 100.00%

5000

264.0 501 4 337.1 3833 4181 16.00 16.20 16.40 16.60
m/z 95.00 64 .68%

m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
.0

16.I00 16!20 16.I4O 16!60
m/z 81.00 54.42%

5000

m/z--> 50 100 150 200 250 300 350 400
Abundance #217462: Baccharane
191.0
69.0 B B R
16.00 16.20 16.40 16.60
5000 123.0 414.0 m/z 123.10 49 _.97%
61.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #100931: Anthracene, 9-butyltetradecahydro- e EREmEmEE T
95.0 191.0 16.00 16.20 16.40 16.60
41.0 m/z 177.10 49.31%
5000
248.0
135.0 ‘
ey B —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118017.D

Aca On : 26 Nov 2019 19:52

Operator :© JU

Sample : K5959-06 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 9 1-Naphthalenecarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.12 2.93 ng 124483 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 95
2 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 95
3 1-Naphthalenecarboxvlic acid. 2-... 276 C18H1203 038119-11-8 95
4 Benzolahilpervlene 276 C22H12 000191-24-2 93
5 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 81

Abundance Scan 2556 (17.121 min): BF118017.D (-2552) (-) m/z 276.10 100.00%

1

5000

440.3 16.80 17.00 17.20 17.40
m/z 277.05 26.54%

195.1 36,1 337.1 3882

m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #124621: Dibenzo[def,mno]chrysene
276.0
5000 LA L L L L L B LB |
16.80 17.00 17.20 17.40
138.0 m/z 138.00 24.23%
210 60.0 980 222.0
e e L B N B i e o e e o
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #124618: Indeno[1,2,3-cd]pyrene
276.0
R RERREEEE R E sy
16.80 17.00 17.20 17.40
5000 m/z 137.10 20.43%
138.0
55.0 92.0 , | 1740 224.0
I e e B B A o o e e o o B B LA i e o |
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #124457: 1-Naphthalenecarboxylic acid, 2-benzoyl- R EE mE
77.0 231.0 276.0 16.80 17.00 17.20 17.40

m/z 274.10 17.60%

5000

]

m/z--> 0 50 100 150 200 250 300 350 400 16.80 17. 00 17. 20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112619\

Data File : BF118017.D

Acq On : 26 Nov 2019 19:52

Operator : JU

3?22'6 - K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
Quant Title : 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]
Butane, 2-methoxy... 2.16 9.0 ng 382287 1 6.89 851097 20.0
2-Pentanone, 4-hy... 5.09 4.4 ng 187289 1 6.89 851097 20.0
unknown6 .66 6.66 26.4 ng 1122220 1 6.89 851097 20.0
n-Hexadecanoic acid 11.96 3.4 ng 146325 4 11.44 851697 20.0
Benzene, 1,1"-(1,... 12.66 4.5 ng 189855 4 11.44 851697 20.0
11H-Benzo[a]fluor... 13.93 2.0 ng 88847 5 14.09 872509 20.0
28-Nor-17.alpha.(-... 16.33 6.0 ng 256064 6 15.60 849565 20.0
1-Naphthalenecarb... 17.12 2.9 ng 124483 6 15.60 849565 20.0
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