LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

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-BF121218 .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 3.245 194 197 209 rBv 73580 147420 2.62% 0.241%
2 4.369 383 388 393 rBV 65704 75128 1.33% 0.123%
3 5.004 492 496 505 rvB 360706 443222 7.86% 0.724%
4 5.422 563 567 571 rBVY 4785736 4970022 88.17% 8.123%
5 6.439 735 740 757 rBV2 4680736 5636718 100.00% 9.213%
6 6.569 757 762 765 rBVY 5788869 5128763 90.99% 8.383%
7 6.792 796 800 803 rBY 1888034 1463005 25.95% 2.391%
8 6.951 823 827 830 rBVY 4690276 3938865 69.88% 6.438%
9 7.357 890 896 899 rBVY 3897945 3870211 68.66% 6.326%
10 8.075 1014 1018 1021 rBV 2544036 2120875 37.63% 3.466%
11 9.151 1197 1201 1205 rBvV 5987577 5357559 95.05% 8.757%
12 9.492 1253 1259 1261 rBV 64886 64970 1.15% 0.106%
13 9.545 1265 1268 1275 rVB 584653 493400 8.75% 0.806%
14 9.686 1288 1292 1296 rVB 73702 76501 1.36% 0.125%

15 9.827 1310 1316 1320 rBV2 2326497 2172673 38.55% 3.551%

16 9.857 1320 1321 1325 rVB 182631 152708 2.71% 0.250%
17 10.033 1347 1351 1355 rBV 121398 106322 1.89% 0.174%
18 10.374 1406 1409 1415 rVB 161936 151747 2.69% 0.248%
19 10.533 1433 1436 1440 rVB 66931 58419 1.04% 0.095%
20 10.616 1446 1450 1457 rBV 3033826 2722776 48.30% 4._.450%

21 10.698 1461 1464 1468 rVV2 73599 90233 1.60% 0.147%
22 10.739 1468 1471 1479 rVB4 69338 91935 1.63% 0.150%
23 11.116 1532 1535 1539 rVB 101367 97491 1.73% 0.159%
24 11.163 1539 1543 1546 rVvV 162251 157280 2.79% 0.257%
25 11.210 1549 1551 1556 rVB 91346 93194 1.65% 0.152%

26 11.310 1564 1568 1570 rBV2 1697104 1554179 27.57% 2.540%
27 11.333 1570 1572 1576 rVV 1661522 1401821 24.87% 2.291%
28 11.386 1576 1581 1584 rVB 363378 332086 5.89% 0.543%
29 11.539 1602 1607 1610 rBV2 155351 182419 3.24% 0.298%
30 11.815 1649 1654 1656 rBV 178446 187578 3.33% 0.307%

31 11.845 1656 1659 1663 rVV2 934015 885442 15.71% 1.447%
32 11.886 1663 1666 1669 rVB2 104903 118017 2.09% 0.193%
33 11.927 1669 1673 1675 rBV 264377 304838 5.41% 0.498%
34 12.110 1699 1704 1706 rBV 152092 166654 2.96% 0.272%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

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-BF121218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.127 1706 1707 1712 rVB 146164 96216 1.71% 0.157%
36 12.257 1724 1729 1732 rBV4 61907 80452 1.43% 0.131%

37 12.363 1744 1747 1750 rBV 130019 130329 2.31% 0.213%
38 12.404 1750 1754 1758 rVV3 66998 105511 1.87% 0.172%
39 12.445 1758 1761 1766 rVB 117172 136484 2.42% 0.223%
40 12.521 1770 1774 1778 rBV 1946212 1836734 32.59% 3.002%

41 12.627 1789 1792 1798 rBV3 223384 291503 5.17% 0.476%
42 12.751 1807 1813 1817 rBV 1845359 1879198 33.34% 3.071%
43 12.798 1819 1821 1827 rVB2 92228 116964 2.08% 0.191%
44 12.868 1830 1833 1834 rBVY 106469 86337 1.53% 0.141%
45 12.898 1834 1838 1845 rVB 3950992 3530729 62.64% 5.771%

46 12.968 1846 1850 1854 rBV2 102833 160684 2.85% 0.263%
47 13.057 1862 1865 1866 rBV3 81036 76729 1.36% 0.125%
48 13.080 1866 1869 1872 rVB 204120 201517 3.58% 0.329%
49 13.145 1877 1880 1883 rVB 123799 100677 1.79% 0.165%
50 13.180 1883 1886 1889 rBV2 172469 176820 3.14% 0.289%

51 13.274 1900 1902 1905 rVB 86237 73744 1.31% 0.121%
52 13.304 1905 1907 1911 rBV2 95694 95287 1.69% 0.156%
53 13.374 1916 1919 1925 rVB2 172156 178423 3.17% 0.292%
54 13.586 1952 1955 1961 rVB 130069 156131 2.77% 0.255%
55 13.698 1970 1974 1977 rBV2 113402 172175 3.05% 0.281%

56 13.727 1977 1979 1981 rVV 136924 111511 1.98% 0.182%
57 13.751 1981 1983 1987 rVV2 102198 150553 2.67% 0.246%
58 13.804 1987 1992 2001 rVB2 520593 718463 12.75% 1.174%
59 13.945 2011 2016 2019 rBV2 1598378 2175567 38.60% 3.556%
60 13.974 2019 2021 2028 rVB 723868 624545 11.08% 1.021%

61 14.057 2032 2035 2039 rBV2 118783 102138 1.81% 0.167%
62 14.333 2080 2082 2085 rVB 107945 89941 1.60% 0.147%
63 14.974 2187 2191 2194 rBV 453104 734329 13.03% 1.200%
64 15.262 2237 2240 2246 rVB2 310231 394715 7.00% 0.645%
65 15.321 2247 2250 2256 rVB 373576 434078 7.70% 0.709%

66 15.386 2257 2261 2264 rBV 738288 864224 15.33% 1.413%
67 16.797 2496 2501 2506 rVB2 171379 285182 5.06% 0.466%

Sum of corrected areas: 61182361
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abggggggg TIC: BF111397.D o oo
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1000000
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abggggggg TIC: BF111397.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 (S)-(+)-1,2-Propanediol Concentration Rank 13

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

3.25 2.02 ng 147420 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
2 (2R.4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 9
3 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
4 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 198 (3.251 min): BF111397.D (-194) (-) m/z 45.00 100.00%
43.0
5000 h\\\_\~
R e R
61.0 3.00 3.20 3.40 3.60
0...,....,....,.:?‘5.'?,:'!:.,...'.,'....,....,.E.“?'.l,....,....,. m/z 42.95 18.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #946: (S)-(+)-1,2-Propanediol
43.0
5000 LR R UL L IR
3.00 3.20 3.40 3.60
m/z 44.05 5.56%
190 310 | 61.0
0'“|'“'i'“'”“"w!'w"'wﬁ'“|7§q|“"w"'w"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4780: (2R,4R)-(-)-Pentanediol
48.0
300 320 340 360
5000 m/z 61.00 4.91%
71.0
o 150 270 ypw‘ 58.0 | 89.0 1030
miz--> e e N A AP aase
Abundance #4716: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R A REa
45.0 3.00 3.20 3.40 3.60
m/z 57.00 2.91%
5000
33.0
o ﬁo 1, | 61.0 760 89.0  104.0
m/z--> 10 20 3'0 4 50 6|0 70 80 90 100 110 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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.

5.00 6.06 ng 443222 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 1.2-Butanediol 90 C4H1002 000584-03-2 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (4.998 min): BF111397.D (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
| - 1°|“ 460 480 500 520 5.40
ot e e m/z 59.05 54.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a0 2k 5bo Sk Sk
0
150 a0 1010 m/z 101.10 15.95%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 450 500 550 540
5000 m/z 58.00 13.90%
20.0 101.0
0 180 | 1. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
54.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.87%
5000 41.0
31.0
69.0 87.0
o 15.0 M L1500 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 unknown6.57 Concentration Rank 1

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

6.57 70.11 ng 5128760 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF111397.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1 L
96.1 SRR SRR
40.0 540 J 6.20 6.40 6.60 6.80 7.00
ow.'?}-?...,'.'.1.1“?-?..-.,....,....,.... m/z 68.10 41.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR AR AR LR

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.67%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
A Emmam
74.0 6.20 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.05 26.85%
\ Ay ‘\ \ 158.0 189.0
| RIS VNS W N S R A ML L2
m/z--> 40 60 80 100 120 140 160 180 /\
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L o
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.77%
5000 67.0
41.0 97.0
‘ ‘ 117.0
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 unknownll.16 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.16 2.02 ng 157280 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione. 1.8-dihvdr... 330 C14H6N208 000081-55-0 16
2 2-(TriethoxvsilvD)propvlamine 221 C9H23NO3Si 1000298-93-0 14
3 Thiocvanic acid. 2.4-dinitrophen... 225 C7H3N304S 001594-56-5 10
4 Dodecane. 1-(ethvlthio)- 230 C14H30S 002851-83-4 9
5 Benzene, 2-chloro-5-methyl-1,3-d... 216 C7H5CIN204 005264-65-3 9
Abundance Scan 1543 (11.163 min): BF111397.D (-1539) (-) m/z 41.05 100.00%
41.0
5000
196.1
OF b pbeptopg b g s L SO0 AT YR Tm/z 196.10  25.84%
m/z-> 0 50 100 150 200 250 300 350
Abundance #168769: 9,10-Anthracenedione, 1,8-dihydroxy-4,5-dinitro-
30.0 142.0 330.0
63.0
5000
10.80 11.00 11.20 11.40
m/z 195.05 25.79%
ol L.
m/z-> 0 50 100 150 200 250 300 350
Abundance #78475: 2-(Triethoxysilyl)propylamine
30.0
10.80 11.00 11.20 11.40
5000 700 1350 m/z 39.05 16.45%
192.0
221.0
0:: II|I‘IIHIHI‘IILIIIILIIIILIII — T
m/z-> 0 0 100 150 200 250 300 350
Abundance #82037: Thiocyanic acid, 2,4-dinitropheny! ester R s e o
30.0 69.0 2950 10.80 11.00 11.20 11.40
m/z 62.10 16.44%
5000 115.0
49.0 183.0
O i.”,hi.“‘.‘ UL\‘LI“LLLI}I \IH L \I\I\I ! .i. —————
m/z-> 0 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 2-Azafluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.35 ng 182419 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Azafluorene 167 C12HON 000244-40-6 86
2 Carbazole 167 C12HON 000086-74-8 83
3 5H-Indenoll.2-bl1pvridine 167 C12HO9N 000244-99-5 81
4 9H-Carbazole. 9-nitroso- 196 C12H8N20 002788-23-0 78
5 1,1"-Biphenyl, 2-azido- 195 C12H9N3 007599-23-7 78
Abundance Scan 1607 (11.539 min): BF111397.D (-1602) (-) m/z 167.10 100.00%
16¥.1
5000
83.5 139.1 11.20 11.40 11.60 11.80
. 63.0 113.0
0 ...,...3.9,9...,~..-.'.,|....,...-~.,....|l....,:“..1,8.5.'9..2,96.'9 m/z 166.10 22.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35950: 2-Azafluorene
167.0
5000
11.20 11.40 11.60 11.80
139.0 m/z 168.10 14 .59%
63.0 89.0 113.0 m
G SN S UL S BN B SIS I L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35949: Carbazole
167.0
11.20 11.40 11.60 11.80
5000 m/z 139.10 11.84%
o 39.0 710 87.0 113.0 139.0 ll
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #35952: 5H-Indeno[1,2-b]pyridine
167.0 11.20 11.40 11.60 11.80
m/z 83.50 10.47%
5000
139.0
o140 300 630 830 130 |
mz-> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.41 ng 187578 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 91
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 90
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
Abundance Scan 1655 (11.821 min): BF111397.D (-1649) (-) m/z 192.10 100.00%
1
5000
8 160 1180 1200 1220
.0 55.0 71. 11341
ol s SR eo 201 "m/z 191.10 52.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0
5000
11.60 11.80 12.00 12.20
m/z 189.10 31.79%
830 165.0
oL15.0 39.0 63.0 99.0115.0 139.0 1 M
miz--> 20 40 60 8'0 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 193.10 18.78%
94.0 165.0
0 39.0 63.0 | ‘\ 115.0 139'0 n h‘ ! HH
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54741: Anthracene, 1-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 165.05 16.59%
5000
165.0
ol 270 63.0 9.0 1150 1390 | ||
m/z--> 20 40 60 80 160 120 140 1&0 180 200 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.93 3.92 ng 304838 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 50
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 43
4 Methvl diselenide 190 C2H6Se2 007101-31-7 43
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37

Abundance Scan 1673 (11.927 min): BF111397.D (-1669) ( ) m/z 190.10 100.00%
5000
165.0 11.60 11.80 12.00 12.20
o 126.0142.1 218.1 m/z 189.10 90.99%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
: m/z 192.10 42 .41%
oL 390 630 || 1110 1370 163.0
mz-> 20 40 60 80 100 120 140 1éo 180 200 220
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190.0
11,60 11.80 12.00 12.20
5000 m/z 191.10 40.18%
mz-> 20 Jo éo 80 160 150 1&0 1éo 1éo 200 220
Abundance #52976: 2,3,5,6- Tetramethylterephthalaldehyde
39.0 190.0 11.60 11.80 12.00 12.20
m/z 94.50 24 .25%
5000 115.0 133.0 161.0
0 H H \‘H H I \H .H...l‘...‘. ||‘|||||||||||| B AR REE s
m/z--> 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20

8270-BF121218_.M Fri Dec 14 13:56:32 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.63 3.75 ng 291503 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 1792 (12.627 min): BF111397.D (-1789) (-) m/z 43.10 100.00%
431
73.0
5000 “/\‘_LW
129.1
185.2 241.2 o aolen aolan ol
1 1571 284.3 12.40 12.60 12.80 13.00
o Dol B sy | T Wz 57.10  82.44%
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43.0 730
5000 RN SR SULELLE BB U
129.0 284.0 nmnmnmmm
m/z 73.00 79.76%
10 185.0 241.0
0! ]ull " |15.70l l |21|30| l |
m/z--> 50 100 1%0 260 2éo 360 3éo
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethy! ester
43.0
73.0 12140 12160 12.80 13.00
5000 284.0 m/z 60.00 75.99Y%
129.0
185.0213.0241.0
ol ‘.“U ‘ i W B L - 11
m/z--> 50 o 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid R T T T
60.0 12.40 12.60 12.80 13.00
m/z 55.10 61.99%
5000 129.0
H970 157.01g5 02130  256.0
OIIIII\I {IHII“‘|‘||||{|‘I|‘|‘|||“||||||||||||| A A e
m/z--> 50 150 200 250 300 350 nmnmnmmm

8270-BF121218_.M Fri Dec 14 13:56:32 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.80 6.60 ng 718463 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91

Abundance Scan 1991 (13.798 min): BF111397.D (-1987) (-) m/z 57.10 100.00%

57.1

83.1

230.1

:

5000
13.40 13.60 13.80 14.00 14.20
281.1
Olrrrrrreflrs 3283 m/z 43.05 98.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
58,0 83.0
5000 | NI LI L L L LB LB L
13.40 13.60 13.80 14.00 14.20
29.0 m/z 55.10 84_.91%
0 1390 167.0 1960 238.0 266.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
o
13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 73.58%
29.0 139.0
ol 167.0195.0222.0 250.0 280.0 308.0 336.0
Cr e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol L
550 83.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 70.83%
5000
29.0 139.0
ol ‘ 167.0 196.0 224.0 252.0 280.0 308.0
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20

8270-BF121218_.M Fri Dec 14 13:56:33 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121318\
Data File : BF111397.D

Aca On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.26 9.13 ng 394715 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 93
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2240 (15.262 min): BF111397.D (-2237) (-) m/z 252.10 100.00%
259.1
5000
125.0 15.00 15.20 15.40 15.60
224.1 : : : :
ol 89 971y 1 6L sl 29428251 3652 | nz7 250.05  26.70%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000

15.00 15.20 15.40 15.60
m/z 253.10 20.09%

125.0
o 63.0 98.0, | 1740 2240
—T e e
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 17.70%
126.0
ol 51.0 830 | ﬂ 1740 2240
— T T e
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene R B e e
252.0 15.00 15.20 15.40 15.60
m/z 126.00 15.61%
5000
126.0
ol 57.0 87.0 | 1740 2240 |
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF121218_.M Fri Dec 14 13:56:34 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121318\
Data File : BF111397.D

Acq On : 14 Dec 2018 3:49

Operator : JU/SJ

Sample - J6208-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218_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]
(S)-(+)-1,2-Propa. .. 3.25 2.0 ng 147420 1 6.79 1463010 20.0
2-Pentanone, 4-hy... 5.00 6.1 ng 443222 1 6.79 1463010 20.0
unknown6 .57 6.57 70.1 ng 5128760 1 6.79 1463010 20.0
unknownll1l.16 11.16 2.0 ng 157280 4 11.31 1554180 20.0
2-Azafluorene 11.54 2.4 ng 182419 4 11.31 1554180 20.0
Anthracene, 2-met... 11.82 2.4 ng 187578 4 11.31 1554180 20.0
4H-Cyclopenta[def... 11.93 3.9 ng 304838 4 11.31 1554180 20.0
Octadecanoic acid 12.63 3.8 ng 291503 4 11.31 1554180 20.0
1-Heneicosanol 13.80 6.6 ng 718463 5 13.95 2175570 20.0
Benzo[e]pyrene 15.26 9.1 ng 394715 6 15.39 864224 20.0
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