LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47 Instrument :
Operator : SJ/JU BNA_F

Sample - 15138-15 ClientSampleld :
Misc - EME-WM-TS001-01
ALS Vial : 19 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-BF091117.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 4.875 470 474 488 rVB 459525 822933 10.41% 1.285%
2 5.287 539 544 547 rBVY 6567198 7544493 95.47% 11.781%
3 6.328 715 721 732 rBVY 6137991 7902802 100.00% 12.341%
4 6.445 736 741 744 rBVY 6809172 7131870 90.24% 11.137%
5 6.669 775 779 785 rBVY 1856050 1597373 20.21% 2.494%
6 6.828 801 806 809 rBVY 4766797 4923150 62.30% 7.688%
7 7.110 851 854 862 rVB3 65747 93927 1.19% 0.147%
8 7.239 870 876 879 rBVY 4358200 4828766 61.10% 7.541%
9 7.269 879 881 887 rVB2 90033 97718 1.24% 0.153%
10 7.951 991 997 1000 rBVY 2400267 2163998 27.38% 3.379%
11 8.375 1065 1069 1074 rBvV2 82506 98063 1.24% 0.153%
12 8.545 1095 1098 1101 rVB 157845 120925 1.53% 0.189%
13 8.698 1121 1124 1127 rBV 84248 81141 1.03% 0.127%

14 8.975 1168 1171 1174 rVB 145327 110772 1.40% 0.173%
15 9.027 1174 1180 1183 rBV 5872200 5377962 68.05% 8.398%

16 9.110 1190 1194 1198 rBV 206579 198539 2.51% 0.310%
17 9.292 1223 1225 1228 rVB2 99193 81055 1.03% 0.127%
18 9.398 1239 1243 1244 rBV2 66581 84152 1.06% 0.131%
19 9.422 1244 1247 1250 rVB 1565044 1404242 17.77% 2.193%
20 9.639 1281 1284 1288 rVB 144162 120450 1.52% 0.188%

21 9.698 1288 1294 1298 rBV 2281372 2084833 26.38% 3.256%
22 10.416 1411 1416 1418 rBV2 105364 132969 1.68% 0.208%
23 10.492 1422 1429 1432 rBV 3531063 3369038 42.63% 5.261%
24 10.604 1445 1448 1450 rBV2 107806 128238 1.62% 0.200%
25 10.763 1472 1475 1477 rVV 374604 334280 4.23% 0.522%

26 10.810 1480 1483 1485 rVv2 95779 89328 1.13% 0.139%
27 10.839 1485 1488 1493 rVB 188362 174982 2.21% 0.273%
28 10.886 1493 1496 1499 rBvV 253499 220570 2.79% 0.344%
29 10.957 1501 1508 1518 rVB3 235264 385214 4.87% 0.602%
30 11.069 1521 1527 1532 rBV2 203779 221225 2.80% 0.345%

31 11.180 1540 1546 1553 rBV 2055257 1871659 23.68% 2.923%
32 11.251 1553 1558 1561 rVV2 182375 208934 2.64% 0.326%
33 11.592 1611 1616 1619 rVB2 119942 165689 2.10% 0.259%
34 11.868 1659 1663 1670 rBV3 62076 99702 1.26% 0.156%

8270-BF091117.M Tue Sep 12 14:21:40 2017 Page: 1



LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47 Instrument :
Operator : SJ/JU BNA_F

Sample - 15138-15 ClientSampleld :
Misc - EME-WM-TS001-01
ALS Vial : 19 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-BF091117_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.021 1685 1689 1692 rBV2 79973 97516 1.23% 0.152%

36 12.263 1725 1730 1732 rBV 258634 275375 3.48% 0.430%
37 12.280 1732 1733 1738 rVB3 182141 149412 1.89% 0.233%
38 12.427 1755 1758 1763 rVB 151646 136816 1.73% 0.214%
39 12.663 1793 1798 1803 rVB2 89307 147997 1.87% 0.231%
40 12.763 1811 1815 1818 rBV 3617409 3175639 40.18% 4_.959%

41 13.657 1964 1967 1975 rBVY 429689 527362 6.67% 0.824%
42 13.810 1988 1993 1997 rBV 1274059 1283284 16.24% 2.004%
43 14.286 2071 2074 2082 rBV2 126059 178580 2.26% 0.279%
44 14.645 2132 2135 2139 rVB 88597 81784 1.03% 0.128%
45 14.886 2173 2176 2179 rBVY 358343 385159 4._.87% 0.601%

46 15.215 2227 2232 2243 rVB 930656 1268433 16.05% 1.981%
47 15.627 2298 2302 2307 rBV 324995 447966 5.67% 0.700%
48 16.615 2466 2470 2478 rVB2 113728 224210 2.84% 0.350%
49 17.003 2531 2536 2539 rBV2 91291 154663 1.96% 0.242%
50 17.086 2541 2550 2558 rVB6 224176 699752 8.85% 1.093%

51 17.780 2662 2668 2684 rVB6 128834 532284 6.74% 0.831%

Sum of corrected areas: 64037224
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

Sample : 15138-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

EME-WM-TS001-01

Abundance TIC: BF098429.D

5,29 6145
6.33

6000000

5000000

4000000

3000000

1000000
4.87

2000000 6.67

6.83

7.24

o~ L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: BF098429.D
6000000 9.03
5000000

4000000
10.49

3000000

i7.95 9.70
11.18

2000000

1000000

A_JA

12.76

BA96.071.25 12 }
: 1159 11.g2.02 %A.43 12.6§

A

0!

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00 13.50

Abundance TIC: BF098429.D
6000000
5000000
4000000
3000000

2000000
13.81

15.22
1000000
14.89 15.63
1429 14,64 1662 179 17.78

O ———-

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4._.87 10.30 ng 822933 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-0Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 473 (4.869 min): BF098429.D (-470) (-) m/z 43.00 100.00%

43.0
59.0
5000

R RARREEmE e
| 671 83.0 10:||"0 460 4.80 5.00 5. 20
ot P e m/z 59.00 53.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LANLINL L L L L L L L L L LB
59.0 4.60 4.80 5.00 5.20
0
15.0 1010 m/z 57.95 16.27%
31.0 83.0
0 ‘ 1 | Ly . ‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
P T T T
460 4.80 5.00 5.20
5000 m/z 101.00 15.33%
41.0
50.0 73.0 86.0
Ot T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R L m maa
59.0 4.60 480 500 520

m/z 41.00 8.73%

5000 41.0
31.0
H 69.0 87.0
150 | ilsoo ]l | | 980
.”,..”,..”,..”,..”,...w...w...w...w....“...“

m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

Sample : 15138-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.45 Concentration Rank 1

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

6.45 89.30 ng 7131870 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 742 (6.451 min): BF098429.D (-736) (-) m/z 132.00 100.00%
13%.
5000 68.0
96.0 PSSP ARRNE SRR
400 540 6.20 6.40 6.60 6.80
o....,...::....,::..,..ln',..7.5?,0....,..!.,???.9,1.1.4.?,....,"...,.. m/z 68.00 35.54%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IERSENAEE AR LR A
6.20 6.40 6.60 6.80
210 510 m/z 134.00 33.97%
m/z--> 30 40 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 23.13%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine L e L
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.66%
5000
33.0 44.0 0.0 105.0
0'"'I'”'I""ﬁ"éﬁ?"'l'”%?9'”I""I'L“I%%QPI"" T IERSENUAEE AR LR A
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 1,1"-Biphenyl, 2,2"-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.76 3.57 ng 334280 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.2"-diethvl- 210 C16H18 013049-35-9 91
2 7-Methvl-4-azafluorene 181 C13H11N 064291-99-2 58
3 3-Methvlcarbazole 181 C13H11N 004630-20-0 49
4 4" -Phenvlpropiophenone 210 C15H140 037940-57-1 49
5 1-Methylcarbazole 181 C13H11N 006510-65-2 46
Abundance Scan 1475 (10.763 min): BF098429.D (-1472) (-) m/z 181.10 100.00%
181.1
5000
165.1 210.1
77.0 115.0 10.40 10.60 10.80 11.00
o >0 42 111 m/z 210.05  34.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69601: 1,1'-Biphenyl, 2,2"-diethyl-
181.0
5000 210.0
165.0 10.40 10.60 10.80 11.00
89.0 m/z 165.05 33.54%
s w0 % w0 wa | | |
OIII\I\I |‘|‘| - I\I\I : l‘lnl ﬁ“: ; le : |‘|‘||l‘| |‘|‘| |M|“= |“ll|l‘l |||l|||‘|||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
181.0
10.40 10.60 10.80 11.00
5000 m/z 166.10 27 .85%
5.0 770 1270 1520
o111
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #46465: 3-Methylcarbazole
181.0 10.40 10.60 10.80 11.00
m/z 179.10 16.62%
5000
152.0
0 39\.0 L 71.0 \‘ 102'0 12\7.0 \‘M \H ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 ' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 Benzoic acid, 3-methoxy-, t... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.89 2.36 ng 220570 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methoxv-. trimet... 224 C11H1603Si 959111-51-4 53
2 Proflavine 209 C13H11N3 000092-62-6 43
3 9(10H)-Acridinone. 10-methvl- 209 C14H11NO 000719-54-0 43
4 9-Acridinecarboxvlic acid. 1.2.3... 375 C23H21NO4 1000337-69-1 38
5 2-Acetylmethylamino-4,5,6,7-tetr... 224 C10H12N202S 1000285-58-1 37
Abundance Scan 1497 (10.892 min): BF098429.D (-1493) (-) m/z 209.10 100.00%
209.1
5000
135.0
105.0 181.1
4.0 o o 77.0 153.1 238.2 10.60 10.80 11.00 11.20
o} : m/z 135.00 28 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80624: Benzoic acid, 3-methoxy-, trimethylsilyl ester
135.0 209.0
165.0
5000 L B B L B
10,60 10.80 11.00 11.20
77.0  107.0 m/z 224.10 28.45%
150 40 | 1910 | 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
209.0
10.60 10.80 11.00 11.20
5000 m/z 181.05 21.08%
182.0
o 440 630 910 1201M0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68697: 9(10H)-Acridinone, 10-methyl-
209.0 10.60 10.80 11.00 11.20
m/z 165.00 19.61%
5000
180.0
oL 270 5106909 900 1150 1520 “7° I
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

Sample : 15138-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 6 Benzene, 1,1"-[1-(methylthi... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.96 4.12 ng 385214 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1°"-T1-(methvlthio)eth... 228 C15H16S 054851-63-7 72
2 7-Methvl-4-azafluorene 181 C13H11N 064291-99-2 70
3 2-Phenvl-3-(3-methviphenvl)-oxirane 210 C15H140 1000147-20-0 70
4 Bifenthrin 422 C23H22CIF302 082657-04-3 59
5 1,1"-Biphenyl, 2,2"-diethyl- 210 C16H18 013049-35-9 58

Abundance Scan 1509 (10.963 min): BF098429.D (-1501) (-) m/z 181.10 100.00%
181
5000
210.2
410 770 1050 o, 1520 238.1 10.60 10.80 11.00 11.20
0 ' m/z 165.00 28.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84576: Benzene, 1,1'-[1-(methylthio)ethylidene]bis-
181.0
5000
103.0 10.60 10.80 11.00 11.20
77.0 m/z 210.20 27 .94%
oL 270 510 ‘ | 1210 1520 H Nl 228.0
m/z--> 20 45 60 85 100 150 140 160 180 200 220 240
Abundance
181.0
10.60 10.80 11.00 11.20
5000 m/z 166.00 22.34%
51.0 770 1270 1520
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69560: 2-Phenyl-3-(3-methylphenyl)-oxirane
181.0 10.60 10.80 11.00 11.20
m/z 167.00 14 .95%
5000 7.0
119.0 210.0
152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

Sample : 15138-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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-Anthracenamine, 9,10-dihy... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.07 2.3 ng 221225  Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 o-Anthracenamine. 9.10-dihvdro- 195 C14H13N 097825-91-7 64

2 Benzenamine. 3-(2-phenvlethenvl)... 195 C14H13N 014064-82-5 52
3 2-Phenvl-2H-1.2.3-benzotriazole 195 C12H9N3 001916-72-9 50
4 Stilbene. 4-amino- (E)- 195 C14H13N 004309-66-4 49
5 1-Methyl-4-azafluorenone 195 C13H9NO 058787-04-5 47
Abundance Scan 1527 (11.069 min): BF098429.D (-1521) (- m/z 195.10 100.00%
91.0 195.1
5000
224.1
390 650 1180 .00 1650 10.80 11.00 11.20 11.40
e L MR TR I m/z 91.00 83.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57301: 9-Anthracenamine, 9,10-dihydro-
195.0
5000 ---u----u-Lff}¢¢TfTATTT
10.80 11.00 11.20 11.40
0
165.0 m/z 224.10 22 .20%
oL 390 630 890 1150 1390 | . |
m/z--> 2|0 4|0 6|0 8|0 1(|)O 12|O 14|10 1(|30 1é0 2(|)O 22|O
Abundance
195.0
10.80 11.00 11.20 11.40
5000 m/z 196.10 17.73%
o 51.0 73.0 89.0 1150 1520 1780
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57213: 2-Phenyl-2H-1,2,3-benzotriazole
195.0 10.80 11.00 11.20 11.40
91.0 m/z 165.00 15.88%
5000
64.0 166.0
0 39\"0 L, Il | | 115.0 139'0 “
m/z--> 2|0 4|0 6|0 8|0 1(|)O 120 14|10 1(|30 1é0 2(|)O 22|O 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

Sample : 15138-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 8 Carbazole, 1,5,7-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.25 2.23 ng 208934 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbazole. 1.5.7-trimethvl- 209 C15H15N 078787-84-5 60
2 4-Propvlxanthen-9-one 238 C16H1402 108837-05-4 53

4-T6-Methvl-3-cvclohexenecarboxyv... 209 C12H19N0O2 1000132-10-1 43
4 9(10HY-Acridinone. 10-methvl- 209 C14H11NO 000719-54-0 43
5 3,7-Dimethyl-2-azafluorenone 209 C14H11NO 019337-28-1 43
Abundance Scan 1558 (11.251 min): BF098429.D (-1553) (-) m/z 209.10 100.00%
209.1
5000 105.0
178.1 238.2
51. 152.1 \ 11.00 11.20 11.40 11.60
IR WY A J'!.:-:L.-.l'& b 20T 328 T m/z 105.00  45.94%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #68724: Carbazole, 1,5,7-trimethyl-
209.0
5000 LR MRS B AL I
11,00 11.20 11.40 11.60
m/z 223.20 35.91%
51.0 84.0 1150139.01650 ,
m/z--> &&%@mmmmmmmmmﬁm%
Abundance
209.0
11.00 11.20 11.40 11.60
5000 m/z 178.10 25.81%
238.0
51.0 77.0 105.0 152.0 181.0

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z-->
Abundance #68607: 4-[6-Methyl-3-cyclohexenecarboxylmorpholine

209.0 11.00 11.20 11.40 11.60

m/z 238.20 23.97%
5000
114.0
ol 560, 88 1400 1800
IIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11.20 11.40 11.60

8270-BF091117.M Tue Sep 12 14:21:45 2017

EME-WM-TS001-01
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 4,5-Nonadiene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.26 2.94 ng 275375 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5-Nonadiene. 2-methvl- 138 C10H18 055956-32-6 81
2 1l1.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 76
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 76
4 7-Hexadecvne 222 C16H30 074685-28-2 72
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 68

Abundance Scan 1730 (12.263 min): BF098429.D (-1725) (-) m/z 67.00 100.00%

67.0

41.0
5000

:

9201 2633 12.00 12.20 12.40 12.60

123.1149.1 177

(o} m/z 81.00 79.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #16893: 4,5-Nonadiene, 2-methyl-
41.0 67.0
95.0
5000 LIS L L L LB L B
12.00 12.20 12.40 12.60
m/z 55.00 67.31%
15.0 123.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 670
R S REEmE s
12.00 12.20 12.40 12.60
5000 95.0 m/z 41.00 53.86%
123.0
0 ey 80 3 /\Wrywuvkwviﬁuﬁ«wJLA~A-fWNL,r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
T T T T

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- L T e
12.00 12.20 12.40 12.60

m/z 95.00 53.71%

5000

:

123.0149.0 1789

262.0 294.0
R REEmEmEm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60

8270-BF091117.M Tue Sep 12 14:21:46 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

Sample : 15138-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 10 unknownl2.66 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.31 ng 147997 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Benzvloxvbenzvl alcohol 214 C14H1402 000836-43-1 27
2 4I'1H1-Pvridone 1-benzvl-2.6-dime... 213 C14H15NO 092247-78-4 27
3 Benzvl-(3-benzvlimino-2-nitro-pr... 295 C17H17N302 1000297-45-3 22
4 Benzene. (iodomethvl)- 218 C7H7I 000620-05-3 20
5 4-Benzyloxy-3-pyrrolin-2-one 189 C11H11NO2 113896-95-0 14
Abundance Scan 1798 (12.663 min): BF098429.D (-1793) (-) m/z 90.95 100.00%
91.0
5000
213.1 R B DL U U
390 920 150 0o 0 234.1 12.40 12.60 12.80 13.00
Ol e ettt beabt e e e e St b e e || M7z 213.10  18. 28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72767: p-Benzyloxybenzyl alcohol
91.0
5000 N BN BULILN SULR LN AR
12.40 12.60 12.80 13.00
m/z 64.95 14 .33%
65.0 214.0
39.0 1150 152.0 183.0
m/z--> 20 Jo éo 85 160 120 140 160 180 200 220 240 2éo 2éo '
Abundance
91.0
12.40 12.60 12,80 13.00
5000 m/z 234.10 13.78%
65.0 213.0
ol 410 1150 141.0 1850
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140233: Benzyl-(3-benzylimino-2-nitro-propylidene)-amine e e
91.0 12.40 12.60 12.80 13.00
m/z 115.00 11.58%
5000
65.0
0 39 0 130 0 157 0 189 0 220.0 247.0 278.0
e ey S Y P e et S s At e 12.40 12.60 12,80 13.00

8270-BF091117.M Tue Sep 12 14:21:47 2017

EME-WM-TS001-01
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.66 8.22 ng 527362 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 1968 (13.662 min): BF098429.D (-1964) (-) m/z 57.00 100.00%

57.0

83.0

5000

:

13.40 13.60 13.80 14.00
m/z 43.00 85.29%

139.1 168.2 202.1 230.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55,0 83.0

:

5000 111.0 RS R e S
13.40 13.60 13.80 14.00

m/z 55.00 81.93%

29.0 139.0

167.0 196.0 238.0 266.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance WL
43.0
69.0 LRI AL UL SURBAL B
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.00 73.85%

125.0
153.0 196.0 224.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene e e e e
43. 13.40 13.60 13.80 14.00

m/z 69.00 61.57%

5000
125.0

:

154.0 182.0 210.0 238.0 266.0
e L o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

8270-BF091117.M Tue Sep 12 14:21:47 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.78 ng 178580 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 89
2 Tritetracontane 605 C43H88 007098-21-7 86
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
4 Octadecane 254 C18H38 000593-45-3 76
5 Hexadecane 226 C16H34 000544-76-3 68
Abundance Scan 2075 (14.292 min): BF098429.D (-2071) (-) m/z 57.00 100.00%
57.0
5000
11.1 L AR S B B
195.1239.99g7 0 14.00 14.20 14.40 14.60
o1 : m/z 43.00 78 .24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94345: Heptadecane
57.0
5000 LI RN B UL B
14.00 14.20 14.40 14.60
m/z 55.00 52.76%
|, 130 1600 2400
0'““ “MV'“l“'w'“"'“ SEBEBRRRS BRRRN BELEE RERRE R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
14,00 14.20 14.40 14.60
5000 m/z 71.00 48_.73%
o 111.0 169.0 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129499: Nonadecane, 9-methyl- AR EEREE L
57.0 14.00 14.20 14.40 14.60
m/z 97.00 40.95%
5000
140.0
oL ] 1| j197.0 267.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60

8270-BF091117.M Tue Sep 12 14:21:48 2017 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.89 6.07 ng 385159 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexatriacontane 507 C36H74 000630-06-8 83
Abundance Scan 2177 (14.892 min): BF098429.D (-2173) (-) m/z 57.00 100.00%
5%.0
5000 /
99.0 14,60 14.80 15.00 15.20
410 : : : :
ok ,I Ul g 2AR01751 2101 2680 3410 | nzz 71.00  58.94%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LRI UL B UL B
Mmmmmmﬁm
99.0 m/z 43.10 51.61%
o 27‘}0“ h i \\ | }410 1830 2250 2810  337.0  394.0
m/z--> 50 100 150 260 2éo 360 3éo '
Abundance
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.05 41 .82%
99.0
o 141.0 1830 225.0 267.0 309.0 367.0
m/z--> 55 160 150 200 250 300 3éo '
Abundance #141426: Heneicosane e S R
57.0 14.60 14.80 15.00 15.20
m/z 55.00 18.81%
- NHJM,J\N
99.0
Lzl ||y ,\ | 1410 183.0 2250 266,0296.0
m/z--> 55 100 150 260 250 360 3éo ' 14%0 1480 1500 1520

8270-BF091117.M Tue Sep 12 14:21:49 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 14 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.63 7.06 ng 447966 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane 254 C18H38 000593-45-3 92
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
Abundance Scan 2302 (15.627 min): BF098429.D (-2298) (-) m/z 57.00 100.00%
57.0
113.1 15.40 15.60 15.80 16.00
oL L AL LT 41169.0107.02251 2710 3250 | pzmt71 00 57.08%
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LR UL B B BU
mmmmmmmm
9.0 113.0 m/z 43.00 51.49%
oL L M39141016001070225 02520 206.0
m/z--> 55 160 1éo 260 250 300
Abundance
57.0
" 1540 15.60 15.80 16.00
5000 85.0 m/z 85.10 42 _.72%
. 29.0 113.0141.0 169.0 197.0 295, ¢ 254.0
m/z--> o '55' ' "160' B '150' B '260' B '250' ' "360' o
Abundance #129492: Eicosane L B A B
57.0 15.40 15.60 15.80 16.00
m/z 55.00 20.21%
- wh[vwwth”%WAﬂ\Mmr\qwﬂMA\
85.0
29.0
o [l | 2130141.0160.0197.0225.0253.0 282.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 ' 15 I40 15 60 15. 80 16. oo

8270-BF091117.M Tue Sep 12 14:21:49 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 15 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.54 ng 224210 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 81
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 74
5 Hentriacontane 437 C31H64 000630-04-6 74
Abundance Scan 2471 (16.621 min): BF098429.D (-2466) (-) m/z 57.00 100.00%
57.0
5000 85.1
I| ll |17 o 2 on awsa w91 610 1660 1680 1750
ob— IlI il ||.||l| ul||1 nln ".'ll'u"u |'"|'|"'|".|"|'|'|'| —— |'|||'| m/z 43_00 48_54%
m/z--> 50 1 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LR UL BRI U R
85.0 16. 40 16 60 16. 80 17. 00
29.0 m/z 85.10 46 .74%
oL ‘ h | 113.0141.0169.0197.0225.0253.0282.0
m/z--> 160 1%0 260 2%0 360 3%0
Abundance
57.0
"' 1640 16.60 16.80 17.00
5000 85.0 m/z 71.00 43.88%
29.0 113.0141.0169.01g7 226.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #94355: Hexadecane, 2-methyl- N B B !
57.0 16.40 16.60 16.80 17.00
m/z 41.00 18.41%
85.0
5000 1970
13.0
41.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 350 16. 40 16 60 16. 80 17. 00

8270-BF091117.M Tue Sep 12 14:21:50 2017 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

Sample : 15138-15

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 16 (3-Isopropyl-5-methylamino-... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.00 2.44 ng 154663 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-1sopropvl-5-methvlamino-2.4.6... 225 C14H15N3 014204-00-3 55
2 9H.11H-Pvrrolol2.1-alpvridol3.4-... 240 C15H16N20 1000137-90-4 49
3 Naphthalene. 2.6-bis(1l.1-dimethyv... 240 C18H24 003905-64-4 42
4 11H-Indolol3.2-alindolizine. 1.2... 240 C16H20N2 1000264-72-5 38
5 Phosphonic acid, methyl-, bis(tr... 240 C7H2103PSi2 018279-83-9 35

Abundance Scan 2535 (16.998 min): BF098429.D (-2531) (-) m/z 225.15 100.00%
225.2
5000
2631 3071 1660 16.80 17.00 17.20 17.40
o m/z 199.15 75.97%
m/z--> 50 100 150 200 250 300 350
Abundance #81893: (3-1sopropyl-5-methylamino-2,4,6-cycloheptatrienyl...
225.0
5000 LA PR DU B B
16.60 16.80 17.00 17.20 17.40
m/z 55.00 48 .41%
4%'0\ 77"0‘ 1??.‘3\\\}5‘Z.ﬁ %9?0‘
mz-> 50 100 150 200 250 300 350
Abundance
225.0
1660 16.80 17.00 17.20 17.40
5000 m/z 377.20 34.93%
45.0 98.0 128.0 183.0
m/z--> 5|0 1(|)0 1%0 2(|)0 25|0 3(|)0 35|0 I
Abundance #94364: Naphthalene, 2,6-bis(1,1-dimethylethyl)- R s
225.0 16.60 16.80 17.00 17.20 17.40
m/z 213.10 32.48%
5000 57.0
91.0
0 '%nojl "L‘Jl“ .%4}?.M }%iq L UL UL B LA PRI DU R B
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20 17.40

8270-BF091117.M Tue Sep 12 14:21:51 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 17 unknownl17.09 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.09 11.03 ng 699752 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-one. 4.4-dimethvl-. ... 414 C29H500 002097-85-0 45
2 Guaiol 222 C15H260 000489-86-1 18
3 3.5-Diamino-6-I3.4-methvlenediox... 231 C10H9N502 058848-65-0 14
4 Pvrrolidine. 1-(m-methoxvcinnamo... 231 C14H17NO2 029647-01-6 12
5 Pyrimido[5,4-b]pyrido[3,2-d]Jthie... 231 C11H9N30S 201681-22-3 11
Abundance Scan 2551 (17.092 min): BF098429.D (-2541) (-) m/z 43.00 100.00%
i /\M\M/\/“/\JA/VM
231.2
5000
16,80 17.00 17.20 17.40
Ob il m/z 55.00 98.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217447: Cholestan-3-one, 4,4-dimethyl-, (5.alpha.)-
43.0
414.0
5000 ' L TSI B U UL
16. 80 17. 00 17. 20 17. 40
‘ 1470 4910 250.0 m/z 231.15 80.83%
AR RN ) P O S |
m/z--> 0 100 150 200 250 300 350 400
Abundance
56.0 161.0
107.0 16|80 17. 00 17. 20 17'40
5000 m/z 57.00 65.55%
204.0
27.0
e L L A WL WL WL W W
m/z--> 50 100 150 200 250 300 350 400
Abundance #86516: 3,5-Diamino-6-[3,4-methylenedioxyphenyl]-1,2,4-tri... L LA
161.0 16. 80 17. 00 17. 20 17. 40
231.0 m/z 67.00 63.98%
- wqrv»w/hwmwﬂJJ\fwTWwﬂMﬁ¢Awf\
43.0 760
ok, ..J!’.h.JL:. #%5.-0.“.‘, R
m/z--> 50 100 150 200 250 300 350 400 1680 1700 1720 1740
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098429.D

Aca On : 12 Sep 2017 3:47

Operator : SJ/JU

ﬁ?ggle i 15138-15 EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 18 Hop-22(29)-en-3.beta.-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.78 8.39 ng 532284 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3_beta.-ol 426 C30H500 058801-23-3 83
2 Azulene., 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 56
3 Isocarvophillene 204 C15H24 1000140-07-2 55
4 Lonaifolenaldehvde 220 C15H240 019890-84-7 49
5 2-Methyl-3-(3-methyl-but-2-enyl)... 222 C15H260 1000144-10-2 46
Abundance Scan 2668 (17.780 min): BF098429.D (-2662) (-) m/z 81.00 100.00%
5000
2572 411.3 17.40 17.60 17.80 18.00
ol B i m/z 95.10 93.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189.0
95.0
5000 135.0 AR DU BN SULLIL B
17.40 17.60 17.80 18.00
m/z 55.00 89.93%
H \ | Ao 0 smgsmoa
OI |||||||||||| L1l —rT
m/z--> 200 250 300 350 400
Abundance
41.0 107.0
17.40 17.60 17.80 18.00
5000 {470 1890 m/z 107.00 88.94%
0"'I""I""I""""""""""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #64304: Isocaryophillene e EARRs RS
93.0 17.40 17.60 17.80 18.00
41.0 133.0 m/z 93.00 80.38%
5000
204.0
) Al ool |
m/z--> 50 100 250 300 350 400 17,40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091117\

Data File : BF098429.D

Acq On : 12 Sep 2017 3:47 Instrument :
Operator : SJ/JU BNA_F

Sample - 15138-15 ClientSampleld :
Misc - EME-WM-TS001-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.87 10.3 ng 822933 1 6.67 1597370 20.0
unknown6 .45 6.45 89.3 ng 7131870 1 6.67 1597370 20.0
1,1"-Biphenyl, 2,... 10.76 3.6 ng 334280 4 11.18 1871660 20.0
Benzoic acid, 3-m... 10.89 2.4 ng 220570 4 11.18 1871660 20.0
Benzene, 1,1"-[1-... 10.96 4.1 ng 385214 4 11.18 1871660 20.0
9-Anthracenamine, ... 11.07 2.4 ng 221225 4 11.18 1871660 20.0
Carbazole, 1,5,7-... 11.25 2.2 ng 208934 4 11.18 1871660 20.0
4,5-Nonadiene, 2-... 12.26 2.9 ng 275375 4 11.18 1871660 20.0
unknownl2 .66 12.66 2.3 ng 147997 5 13.81 1283280 20.0
1-Heneicosanol 13.66 8.2 ng 527362 5 13.81 1283280 20.0
Heptadecane 14.29 2.8 ng 178580 5 13.81 1283280 20.0
Octacosane 14.89 6.1 ng 385159 6 15.22 1268430 20.0
Heneicosane 15.63 7.1 ng 447966 6 15.22 1268430 20.0
Eicosane 16.62 3.5 ng 224210 6 15.22 1268430 20.0
(3-Isopropyl-5-me... 17.00 2.4 ng 154663 6 15.22 1268430 20.0
unknownl17.09 17.09 11.0 ng 699752 6 15.22 1268430 20.0
Hop-22(29)-en-3.b... 17.78 8.4 ng 532284 6 15.22 1268430 20.0
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