LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076955.D
Aca On : 20 Jan 2015 8:02 Instrument :
Operator : 1Z / TP E?Afs el
- _ lentosampleld :
3?22'6 : @1086 03 ESEY-CHURCH-ST-COMPOSITE
ALS Vial : 32 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF011415.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 1.452 31 32 43 rVB2 22910 56973 4_.41% 0.500%
2 4.104 262 264 275 rBV 127509 301870 23.36% 2.647%
3 5.041 342 346 358 rBV 531755 1005543 77.83% 8.818%
4 7.373 547 550 555 rBV 547770 1001549 77.52% 8.783%
5 7.464 555 558 567 rVB 600065 1097931 84.98% 9.628%
6 7.979 599 603 606 rVB 125351 206894 16.01% 1.814%
7 8.299 627 631 634 rBV 518231 808101 62.55% 7.086%
8 9.270 712 716 719 rBV 420268 635678 49.20% 5.574%
9 10.882 854 857 861 rBV 196181 291162 22.54% 2.553%
10 13.534 1085 1089 1092 rBvV 804715 1234011 95.51% 10.821%
11 14.597 1179 1182 1185 rBvV 71555 104067 8.05% 0.913%
12 15.008 1215 1218 1222 rBvV 187178 317428 24.57% 2.784%
13 16.208 1320 1323 1326 rBvV 41791 56081 4.34% 0.492%
14 16.631 1357 1360 1362 rBvV 35136 46099 3.57% 0.404%
15 16.677 1362 1364 1367 rBvV 507068 788749 61.05% 6.917%
16 17.774 1458 1460 1463 rBvV 242470 329405 25.50% 2.889%
17 18.757 1544 1546 1551 rBvV2 15500 21385 1.66% 0.188%
18 19.454 1603 1607 1609 rBvV 29365 34781 2.69% 0.305%
19 19.740 1630 1632 1634 rBvV 31884 32479 2.51% 0.285%
20 19.900 1643 1646 1649 rBV 87143 90552 7.01% 0.794%
21 20.003 1653 1655 1658 rVB 1056450 1292029 100.00% 11.330%
22 20.792 1722 1724 1726 rBV 59638 68064 5.27% 0.597%
23 21.272 1761 1766 1768 rBV 346976 578644 44_.79% 5.074%
24 21.477 1782 1784 1787 rBV3 16252 21724 1.68% 0.190%
25 21.660 1797 1800 1803 rVB 19602 27785 2.15% 0.244%
26 21.923 1820 1823 1825 rBV3 5165 13511 1.05% 0.118%
27 22.037 1831 1833 1836 rVB 20847 25045 1.94% 0.220%
28 22.415 1864 1866 1867 rBV 16307 23216 1.80% 0.204%
29 22.506 1873 1874 1879 rVB 16716 27533 2.13% 0.241%
30 22.769 1895 1897 1898 rBV 15375 19945 1.54% 0.175%
31 22.849 1901 1904 1907 rVB 17576 28514 2.21% 0.250%
32 22.917 1907 1910 1913 rBV 281715 357803 27.69% 3.138%
33 23.123 1926 1928 1931 rBvV4 14811 22568 1.75% 0.198%
34 23.477 1957 1959 1960 rBV 19954 27117 2.10% 0.238%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\

Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator : 1Z / TP

ﬁ?ggle : &1086_03 ESEY-CHURCH-ST-COMPOSITE
ALS Vial : 32 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-BF011415.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 23.512 1960 1962 1965 rVvVv4 37542 76149 5.89% 0.668%
36 23.603 1968 1970 1973 rVV3 11285 17661 1.37% 0.155%
37 23.775 1983 1985 1987 rBV2 15804 29218 2.26% 0.256%
38 24.015 2004 2006 2010 rBv4 16809 33692 2.61% 0.295%
39 24.460 2043 2045 2050 rVB5 22234 46239 3.58% 0.405%
40 24.689 2059 2065 2072 rBvV3 32883 161768 12.52% 1.419%
41 24.838 2076 2078 2084 rVB7 16328 44909 3.48% 0.394%

Sum of corrected areas: 11403872
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator : 1Z / TP

ﬁ?ggle : &1086_03 ESEY-CHURCH-ST-COMPOSITE
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF076955.D
1000000

800000

600000 797

5.04 8.30

9.27
400000

200000

4.10 7.98

148
L e e L e 8 L

Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF076955.D

1000000

800000 1353

600000
16.68

400000

17.77

200000 10.88 15.01

14.60

16.21 16. ?3

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BF076955.D

1000000 20,00

800000

600000

400000 21.27

22.92

200000

19.90
18.76 19).L45.9.7

1 o B B MM

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00

20.79 724.01 24.48A%084
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator =: 1Z / TP

Sample : 6G1086-03

Misc oW

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.10 29.18 ng 301870 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 264 (4.104 min): BF076955.D (-262) (-) m/z 43.10 100.00%
43
59
5000
101
51| 83 3.80 4.00 4.20 4.40
R A RS AR R RAN RARAN ARARS AR RAREA AARAN SARAN MRS RANSS SARA ARAY m/z 59.10 73.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- A\
43
5000 LR L R I I
59 380 4.00 4.20 4.40
m/z 101.00 21.37%
"'I'”'I'”'?%'”I"”I"”I"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
380 4.00 4.20 440
5000 18 m/z 58.10 16.04%
28
mmmmmwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 3.80 4.00 4.20 4.40
m/z 41.10 10.42%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I U U S IR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator : 1Z / TP

ﬁ?ggle : &1086_03 ESEY-CHURCH-ST-COMPOSITE
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.46 Concentration Rank 1

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

7.46 106.14 ng 1097930 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 558 (7.464 min): BF076955.D (-555) (-) m/z 132.00 100.00%
5000 68
w0, ‘ e 6 104 720 7.40 7.60 7.80
w.”.“.JPL.W!L.“!”,”.w.”.“.”,ﬂ.w.”.“.”,h.w.. m/z 68.10 41.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NI IR IR I
7.20 7.40 7.60 7.80
0
?_38 iT 18 m/z 134.00 31.37%
1] | | !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.00 28.58%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e N  EBARmmmae
132 7.20 7.40 7.60 7.80
m/z 69.10 17.11%
117
5000
39 91
51 65 ‘
27 77 105
'|""|""|""'i""'5'8|""'|""*‘|'8'4"‘|‘*'?'8|""|"ll 12 "" T R LR I UL L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator =: 1Z / TP

Sample : 6G1086-03

Misc oW

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 Benzophenone Concentration Rank 8

ESEY-CHURCH-ST-COMPOSITE

R.T. EstConc Area Relative to ISTD R.T.
16.63 2.80 ng 46099 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 94
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 47
3 Benzovl bromide 184 C7H5BrO 000618-32-6 43
4 Benzovl chloride 140 C7H5CIO 000098-88-4 43
5 Ethanone, 2-bromo-1-phenyl- 198 C8H7BroO 000070-11-1 43

Abundance Scan 1360 (16.631 min): BF076955.D (-1357) (-) m/z 105.00 100.00%
105
77
182
5000
51 U A VR
20 152 16.40 16.60 16.80 17.00
B e S B i e L e aR SN SR m/z 77.00 68.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44109: Benzophenone
105
i 182
5000 LR UL SULRLA S
16.40 16.60 16.80 17.00
51 m/z 182.10 59.29%
27 39 | 63 | 87 | 115 126 139 192 165 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
105
- " 16.40 16.60 16.80 17.00
5000 m/z 51.10 28.01%
51
27 39 65 91 154
mz-> 20 40 60 80 100 120 140 160 180
Abundance #45780: Benzoyl bromide e e
105 16.40 16.60 16.80 17.00
m/z 181.10 10.17%
77
5000
27 38 H 62 mn 86 |
m/z--> 20 4'0 60 80 100 120 140 160 180 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator =: 1Z / TP

Sample : 6G1086-03

Misc oW

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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

Concentration Rank 7

Peak Number

7 Hexadecanoic acid, butyl ester

R.T. EstConc Area Relative to ISTD R.T.
19.90 3.13 ng 90552 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Cvclopropane. 1-(l1-methvlethvD)-... 210 C15H30 041977-39-3 38
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 37
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 37

Abundance Scan 1646 (19.900 min): BF076955.D (-1643) (-) m/z 56.10 100.00%
56
5000
4
ﬂ || l|| | 129 5 185 213 23892 10.60 19.80 20.00 2020
S | K ) -"-' a , T Y AP S m/z 57.05 58.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
41 19.60 19.80 20.00 20.20
129 53 257 m/z 43.05 39.64%
26 h H\ e 1o7 les 213 I | 283 312
miz--> 20 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
19.60 19.80 20.00 20.20
5000 41 m/z 41.05 34.80%
73
26 9711 157 185 213 239257 L, 3pp
mewmmmﬁrwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63060: Cyclopropane, 1-(1-methylethyl)-2-nony!-
56 19.60 19.80 20.00 20.20
m/z 55.05 34.13%
5000
41
83
T "M'J”'Jliﬁ%l'”'I'}ﬁ4"'%qg" ?%ql"'W""I”"I"”I""
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.60 19.80 20.00 20.20
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator =: 1Z / TP

Sample : 6G1086-03

Misc oW

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 8 Octadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.79 2.35 ng 68064 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 Nipecotic acid 129 C6H11NO2 000498-95-3 50
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 37
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 35
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35

Abundance Scan 1724 (20.792 min): BF076955.D (-1722) (-) m/z 56.10 100.00%
56
5000
M 129 I 1 VY VS B
101 185 267285 20.40 20.60 20.80 21.00 21.20
...3.,|”| e 07 2 | "m/z 57.05 65.49%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 AU U
20.40 20.60 20.80 21.00 21.20
29 1 13 129 - m/z 41.05  38.33%
97 267
— “: \I IHM \‘H‘ I\M\I \‘\I\ I\\hl —r ?‘57 - ]I-§I5 |2|13| szll . ‘: I\‘I 3:|I-1| |34i.0|
m/z--> 50 100 150 200 250 300
Abundance
57
20.40 20.60 20.80 21.00 21.20
5000 m/z 43.10 37.57%
30 84 129
101
m/z--> " s0 100 150 200 280 300
Abundance #21197: 1,3-Pentanediol, 2,2,4-trimethyl- T T T T T
56 2040 20.60 20.80 21.00 21.20
m/z 55.05 29 .58%
5000
73
29 ‘ ‘ 103
.u.“.‘lJ..““.l‘..lzuguluuuu ——— T T T
m/z--> 50 100 150 200 250 300 2040 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator : 1Z / TP

ﬁ?ggle : &1086_03 ESEY-CHURCH-ST-COMPOSITE
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown23.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.51 4.26 ng 76149 Perylene-di12 22.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aminopvrine 231 C13H17N30 000058-15-1 30
2 Cvclohexanone. 2-(1-methvl-2-oxo... 168 C10H1602 067722-25-2 27
3 2-Thiopheneacetic acid. tridecvl... 324 C19H3202S 1000278-91-8 14
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 11
5 Cyclohexane, 1,2-dimethyl- 112 C8H16 000583-57-3 11
Abundance Scan 1962 (23.512 min): BF076955.D (-1960) (-) m/z 97.05 100.00%
55 97
5000 163 326

23.20 23.40 23.60 23.80
m/z 55.10 98 .36%

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #76854: Aminopyrine
56
5000 97 231 LA BRI L B TT T T TT 7T
23 20 23. 40 23. 60 23.80
m/z 57.10 68.91%
28 7 123
NP O PO L. .U N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
97 e
23.20 23.40 23.60 23.80
5000 m/z 43.10 66.48%
69 125
150168
WWWTTWWWWFWWWWFWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129848: 2-Thiopheneacetic acid, tridecyl ester s  mA S B
97 23.20 23.40 23.60 23.80
m/z 56.05 51.10%
5000 43
142
% )1 i 227 324
,””P”quu.u T O e s  mA S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 23 20 23. 40 23. 60 23.80
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator =: 1Z / TP

Sample : 6G1086-03

Misc oW

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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

ESEY-CHURCH-ST-COMPOSITE

Peak Number 10 unknown24.46 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .46 2.58 ng 46239 Perylene-d12 22.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.7-Diphenvl-4.5.6.7-tetrahvdrol... 276 C17H16N4 133533-71-8 25
2 Thiazole. 2-(4-fluorophenvlamino... 298 C17H15FN2S 339197-00-1 11
3 Aromadendrene. dehvdro- 202 C15H22 1000156-12-5 10
4 Norflurazon 303 C12H9CIF3N30 027314-13-2 9
5 _alpha.-1-Naphthylisobutyric aci... 276 C16H17F03 1000129-24-9 9
Abundance Scan 2045 (24.460 min): BFO76955.D (-2043) (-) m/z 81.10 100.00%
8l 105 276
57 145 -
213
24
5000
34 257 298
101 329 352 2420 24.40 24.60 24.80
m/z 276.00 87 .38%
m/z--> 50 100 150 200 250 300 350
Abundance #104127: 5,7-Diphenyl-4,5,6, 7-tetrahydro[1,2,4]triazolo[1,...
171
115 276
5000 77 ||AA|||| TTTTprrrrrro1
193 24.20 24.40 24.60 24.80
51 m/z 105.00 83.06%
97 145
33 l‘\h I‘Hul ..|.‘. i 'HI - L “. \‘ I\‘\\HI . |2|33| |25|8|“‘| . e
m/z--> 50 100 150 200 250 300 350
Abundance
145
298 LU S SRR LI SR
24.20 24.40 24.60 24.80
5000 105 m/z 145.00 75.84%
82 128
51 162 1gg 215
34 239 9265
m/z--> 55 160 1éo 260 2%0 300 350
Abundance #57434: Aromadendrene, dehydro- L B A
145 24.20 24.40 24.60 24.80
m/z 57.10 70.66%
202
105
50001 44
77
174
miz--> 50 100 150 200 250 300 350 24,20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\

Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator : 1Z / TP

ﬁ?ggle : &1086_03 ESEY-CHURCH-ST-COMPOSITE
ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Acenaphtho[l,2-j]fluoranthene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.69 9.04 ng 161768 Perylene-di12 22.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acenaphtholl.2-i1fluoranthene 326 C26H14 000193-21-5 76
2 Rubicene- 326 C26H14 000197-61-5 76
3 Benzene. 1.3-bis(4-phenvl-1.3-bu... 326 C26H14 037902-13-9 52
4 Bis(pentamethvlcvclopentadienvl) ... 326 C20H30Fe 012126-50-0 50
5 2-(4-Biphenylyl)imidazo[2,1-b]be... 326 C21H14N2S 038956-29-5 50

Abundance Scan 2065 (24.689 min): BF076955.D (-2059) (-) m/z 326.10 100.00%
6
5000 //\»vjnx\Nw/j/\\L/‘\/N\V/Vn\
57 g5 113 136 208 24.40 24.60 24.80 25.00
4 185202 28 82 | /7 327.10  26.64%
m/z--> 50 100 150 200 250 300 350
Abundance #131026: Acenaphtho[1,2-j]fluoranthene
326
5000 L BN SUILIR SR S
24.40 24.60 24.80 25.00
163 m/z 163.05 26 .00%
27 50 74 108 136 | 198 222 246 272 298
m/z--> 50 100 150 200 250 300 350
Abundance
326
' 24.40 24.60 24.80 25.00
5000 m/z 324.10 19.61%
163
39 74 108 136 182199 222 248 272 298
m/z--> 50 100 150 200 250 300 350
Abundance #131027: Benzene, 1,3-bis(4-phenyl-1,3-butadiynyl)-
24.40 24.60 24.80 25.00
m/z 162.00 16.65%
5000
63 98 122 146163 103 222 248 272 298
m/z--> 50 100 150 200 250 300 350 24.40 24.60 24.80 25.00
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Library Sear

ch

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076955.D

Aca On : 20 Jan 2015 8:02

Operator =: 1Z / TP

Sample : 6G1086-03

Misc oW

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ruthenium iodide, dicarbony... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24 .84 2.51 ng 44909 Perylene-d12 22.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ruthenium i1odide. dicarbonvl-(.e... 350 C7H5102Ru 031781-83-6 55
2 Anthracene. 9.10-bis(3-ethoxvpro... 350 C24H3002 102954-64-3 11
3 Androstan-17-ol. 5.6-epoxv-3-flu... 350 C21H31F03 028344-39-0 9
4 Benzolalcoronene 350 C28H14 000190-70-5 9
5 4-[2-[5-(4-Fluoro-phenyl)-furan-... 350 C17H10F4N202  1000297-02-5 9
Abundance Scan 2078 (24.838 min): BF076955.D (-2076) (-) m/z 350.10 100.00%
67 207 350
115132 322
290
5000l 40 97 160 184 239
24.60 24.80 25.00 25.20
m/z 67.00 85.79%
m/z--> 50 100 150 200 250 300 350
Abundance #141355: Ruthenium iodide, dicarbonyl-(.eta.-5-cyclopentad...
350
167
5000 822 LRI B UL SR U
24.60 24.80 25.00 25.20
139 294 m/z 207 .05 83.96%
. |3‘|9| §3| . IQ();\ le‘\l . d‘!‘uw‘\l r ml ]I'gls . I?ﬁglzslo?q8l "‘H“l Ll I‘
m/z--> 50 100 150 200 250 300 350
Abundance
231 350
101 " 24.60 24.80 25.00 25.20
5000 m/z 132.00 69.36%
31 85
59
15 153 013 264,61 304321
m/z--> 50 100 150 200 250 300 350
Abundance #141225: Androstan-17-ol, 5,6-epoxy-3-fluoro-, acetate, (3...
43 350 24.60 24.80 25.00 25.20
m/z 139.10 62.97%
5000 93
7 133
I
L il e a0 s |
m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\

Data File : BF076955.D

Acq On : 20 Jan 2015 8:02

Operator - 1Z / TP

ﬁ?ggle : &1086_03 ESEY-CHURCH-ST-COMPOSITE
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.10 29.2 ng 301870 1 7.98 206894 20.0
unknown7 .46 7.46 106.1 ng 1097930 1 7.98 206894 20.0
Benzophenone 16.63 2.8 ng 46099 4 17.77 329405 20.0
Hexadecanoic acid... 19.90 3.1 ng 90552 5 21.27 578644 20.0
Octadecanoic acid... 20.79 2.4 ng 68064 5 21.27 578644 20.0
unknown23.51 23.51 4.3 ng 76149 6 22.92 357803 20.0
unknown24 .46 24 .46 2.6 ng 46239 6 22.92 357803 20.0
Acenaphtho[1,2-j]... 24.69 9.0 ng 161768 6 22.92 357803 20.0
Ruthenium iodide,... 24.84 2.5 ng 44909 6 22.92 357803 20.0
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