LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 3.693 249 273 274 rBV3 5870730 30651614 100.00% 47.247%
2 5.293 541 545 563 rBY 1296163 1406567 4 _.59% 2.168%
3 6.334 718 722 739 rBVY 1406561 1487116 4 .85% 2.292%
4 6.457 739 743 749 rVB 1557137 1386546 4_.52% 2.137%
5 6.681 777 781 785 rBV 834523 679375 2.22% 1.047%
6 6.840 804 808 811 rBVY 1143612 1058399 3.45% 1.631%
7 7.245 873 877 881 rBV 870466 804971 2.63% 1.241%
8 7.963 994 999 1003 rBV 929380 899526 2.93% 1.387%
9 9.039 1178 1182 1186 rBV 1637125 1450635 4.73% 2.236%
10 9.716 1290 1297 1300 rBV 854569 815412 2.66% 1.257%

11 10.504 1426 1431 1435 rBV 729829 676930 2.21% 1.043%
12 10.627 1448 1452 1459 rBV 284833 343698 1.12% 0.530%
13 11.198 1546 1549 1551 rBV 690292 648245 2.11% 0.999%
14 11.227 1551 1554 1557 rvV 1117531 989718 3.23% 1.526%
15 11.275 1559 1562 1566 rVB 413462 340441 1.11% 0.525%

16 11.604 1614 1618 1621 rBV 1837132 1614896 5.27% 2.489%
17 11.810 1650 1653 1656 rBV 357119 370680 1.21% 0.571%
18 12.292 1730 1735 1737 rVV 3444495 4290208 14.00% 6.613%
19 12.316 1737 1739 1748 rVvVv2 3099052 3053615 9.96% 4.707%
20 12.392 1749 1752 1754 rVV 851573 845586 2.76% 1.303%

21 12.416 1754 1756 1759 rVB 1808957 1472394 4._80% 2.270%
22 12.645 1789 1795 1797 rBV 1717482 1955043 6.38% 3.014%
23 12.786 1816 1819 1825 rVB 1170312 1053556 3.44% 1.624%
24 12.969 1848 1850 1856 rVB 330312 334956 1.09% 0.516%
25 13.033 1856 1861 1864 rBV2 259478 350975 1.15% 0.541%

26 13.686 1969 1972 1976 rVB 376642 353966 1.15% 0.546%
27 13.839 1993 1998 2001 rBV2 1108515 1744186 5.69% 2.689%
28 13.868 2001 2003 2010 rVB 872571 747009 2.44% 1.151%
29 14.857 2167 2171 2178 rVB 652388 1142280 3.73% 1.761%
30 15.139 2216 2219 2224 rVB 353138 402725 1.31% 0.621%

31 15.198 2225 2229 2234 rVB 569337 660927 2.16% 1.019%

32 15.257 2235 2239 2241 rBV 339391 441357 1.44% 0.680%
33 16.615 2466 2470 2476 rVB2 234668 401925 1.31% 0.620%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 64875477
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 5

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

6.46 40.82 ng 1386550 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 743 (6.457 min): BF098362.D (-739) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.0 IR RAREE LSS R A
40.1 54.0 J 6.20 6.40 6.60 6.80
4820 | SRR =2t m/z 68.10 44._84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR AR LR AR S
6.20 6.40 6.60 6.80
310 5L0 ‘ m/z 134.00 32.68%
‘ L1 H | !
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "% G0 5k ok
5000 980 1160 m/z 66.10 26.94%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R L N mamms ma
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.88%
117.0
5000
91.0
39.0 65.0 ‘ ‘
||‘|||‘|‘||“N||“l‘|||‘“|||‘ﬁ||“i‘||l‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.63 10.60 ng 343698 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 83
3 Heptadecane 240 C17H36 000629-78-7 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1452 (10.627 min): BF098362.D (-1448) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00
m/z 71.10 76.61%

39 113.1 1401 169.1

196.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane
57.0
5000 LA L L L L I
85.0 10 40 10. 60 10 80 11. 00
29.0 m/z 43.10 63.95%
| ‘\ H g L 113 0 1410 184.0
T T T e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
N A REEREE RS
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 51.78%
29.0 155.0
113.0 183.0
T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane Lk B i e
57.0 10.40 10.60 10 80 11. 00

m/z 41.10 29.12%

5000 85.0
29.0
I 1180 1410 240.0

1 - - 169.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.60 49.82 ng 1614900 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Hexadecanoic acid. 2-methvl- 270 C17H3402 027147-71-3 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
Abundance Scan 1617 (11.598 min): BF098362.D (-1614) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 0 1140 1160 11'20 12 00
97.1 185.2 227.2 11.20 11.40 11.60 11.80 12.00
0 ...,....~,-...|:|',.~.|~'.. Woa 233 | 1eadt>s 203 Tmsz 87.05  71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74.0
5000 UL B UL RN B
43.0 1120 11.40 11,60 11.80 12.00
‘ 143.0 2970 270.0 m/z 43.05 27 .72%
97.0
150, | L LTT0 o | aemgso PO 00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.20 11.40 11.60 11.80 12.00
5000 43.0 m/z 55.05 21.28%
97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119390: Hexadecanoic acid, 2-methy!l- R e A S Eaas a=
74.0 11.20 11.40 11.60 11.80 12.00
m/z 41.10 20.21%
5000 270.0
43.0
1020 143.0 2130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1120 11.40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.81 11.44 ng 370680 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 35
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 25
4 Propvne. 1.3-diphenvl- 192 C15H12 004980-70-5 18
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 15

Abundance Scan 1653 (11.810 min): BF098362.D (-1650) (-) m/z 189.05 100.00%
189.1
5000
165.1 11.40 11.60 11.80 12.00 12.20
110 1391 m/z 190.05  95.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.40 11.60 11.80 12.00 12.20
' m/z 192.10 56.98%
39.0 630 1100 1370 1630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11,40 11.60 11.80 12.00 12.20
5000 m/z 191.10 46.32%
165.0
390 63.0 799 96.0 1150 1399
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 11.40 11.60 11.80 12.00 12.20
m/z 94.60 32.74%
5000
165.0
150 390 630 899901150 1300 T “\\
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.29 132.36 ng 4290210 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 97
4 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 95
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 95
Abundance Scan 1735 (12.292 min): BF098362.D (-1730) (-) m/z 67.05 100.00%
67.0
5000{ 41.1 AL
1231 150.1 112,00 12,20 12.40 12.60
178.1 263.3 )
S 220.3 2993 "m/z 81.10 89.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 L L UL IR UL
12. oo 12 20 12. 40 12 60
m/z 95.10 61.83%
\\“ L 1230 149.0 1780 262.0 294.0
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
95.0 112,00 12.20 12,40 12.60
5000 m/z 55.05 55.44Y%
294.0
123.0 150.0 178.0 920.0 263.0
Tmﬁwm‘mﬂmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester R EBBREEEL L S

12,00 12.20 12.40 12.60
m/z 82.10 46.64%

e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

5000
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 14-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.32 94.21 ng 3053620 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 98

Abundance Scan 1740 (12.322 min): BF098362.D (-1737) (-) m/z 79.10 100.00%

5000

A
LN B I I I B

12.00 12.20 12.40 12.60
m/z 93.10 59.43%

236.2 264.3

173.1195.1

51.0 311 292.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester

5000
12.00 12.20 12.40 12.60

264.0 m/z 91.00 33.82%
296.0

29.0

111.0

138.0 180.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
55.0
R R e
12.00 12.20 12.40 12.60
5000 m/z 108.10 30.42%
83.0
29.0 264.0
111.0
138.0  180.0 2220 296.0
Wmmmwm‘q’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
55.0 12.00 12.20 12.40 12.60

m/z 80.10 25.81%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 12
R.T. EstConc Area Relative to ISTD R.T.
12.97 3.84 ng 334956 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 83
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 58
Abundance Scan 1850 (12.969 min): BF098362.D (-1848) (-) m/z 216.10 100.00%
216.1
5000
106.8
189.1 12.60 12.80 13.00 13.20
oL, 39.0 63.0 86. 139.0 163.1 240.1 267.2 292.2 m/z 215.10 82 290
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000 12.60 12.80 13.00 13.20
108.0 m/z 213.10 20.35%
57.0 139.0 163.0 189.0
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
12.60 12.80 13.00 13.20
5000 m/z 106.80 19.36%
108.0
500 810 137.0 163.0 1890
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74416: Pyrene, l—methyl— L LN L L L N BN B
216.0 12.60 12.80 13.00 13.20
m/z 107.80 15.70%
5000
108.0 189.0
39.0 63.0 87. 137.0 163.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 11H-Benzo[a]fluoren-11-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.69 4_.06 ng 353966 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 92
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 83
3 o-Terphenvl 230 C18H14 000084-15-1 47
4 5.6-Dihvdrochrvsene 230 C18H14 002091-92-1 43
5 4-Methoxy-2-(p-methoxyphenyl)-6-._.. 230 C13H14N202 063896-93-5 38

Abundance Scan 1973 (13.692 min): BF098362.D (-1969) (-) m/z 230.10 100.00%

57.1 23p.1

5000

o

13.40 13.60 13.80 14.00
m/z 57.10 85.37%

1411 1741

256.1 285.2309.2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #86241: 11H-Benzo[a]fluoren-11-one LWJLA
i MLJ

5000 LA L L L L LB LB
13. 40 13 60 13. 80 14. OO
101.0 200.0 m/z 71.10 62.97%
50.0 75.0| | 126,0150.0174.0 H
”upuqunpu.””P”.u”.”.””.”.””.”.””Puquupuq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
230.0
R N REEE SRS R
13.40 13.60 13.80 14.00
5000 202.0 m/z 43.10 52.02%

26.0 50.0 74.0 101.045¢ 1150.0174.0

Wmmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86259: o-Terpheny! I EAmEmEEE RS
230.0 13.40 13.60 13.80 14.00
m/z 85.10 42.61%

5000

114.0
02.0
27.0 51.0 880 139.0 165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098362.D

Aca On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.14 18.25 ng 402725 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 90
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 2219 (15.139 min): BF098362.D (-2216) (-) m/z 252.10 100.00%
25%.1
5000
125.1
14.80 15.00 15.20 15.40
ol 560851 4| 1741 2231 | 284232013513 3883 | o o50 10 29.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252.0
5000
14.80 15.00 15.20 15.40
m/z 253.10 20.80%
125.0
50.0 830 , | 1740 223.0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.10 14 .43%
126.0
51.0 83.0 174.0 222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104224: Benzo[K]fluoranthene R A REER R
252.0 14.80 15.00 15.20 15.40
m/z 126.00 12.56%
5000
126.0
87.0 | 222.0
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090817\
Data File : BF098362.D

Acq On : 8 Sep 2017 20:39

Operator : SJ/JU

Sample : 15122-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
unknown6 .46 6.46 40.8 ng 1386550 1 6.68 679375 20.0
Tridecane 10.63 10.6 ng 343698 4 11.20 648245 20.0
Hexadecanoic acid... 11.60 49.8 ng 1614900 4 11.20 648245 20.0
4H-Cyclopenta[def... 11.81 11.4 ng 370680 4 11.20 648245 20.0
9,12-Octadecadien... 12.29 132.4 ng 4290210 4 11.20 648245 20.0
14-Octadecenoic a... 12.32 94.2 ng 3053620 4 11.20 648245 20.0
11H-Benzo[b]fluorene 12.97 3.8 ng 334956 5 13.84 1744190 20.0
11H-Benzo[a]fluor... 13.69 4.1 ng 353966 5 13.84 1744190 20.0
Benzo[e]pyrene 15.14 18.3 ng 402725 6 15.26 441357 20.0
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