LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 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-BF040115.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 1.393 16 18 24 rBvV 215957 430813 14.66% 2.936%
2 1.484 24 26 68 rvB 1427848 2939387 100.00% 20.030%
3 3.267 180 182 190 rvVvB 52883 90867 3.09% 0.619%
4 3.781 225 227 243 rVB 385362 546164 18.58% 3.722%
5 5.267 355 357 366 rBV 361697 575705 19.59% 3.923%
6 5.393 366 368 372 rVB 414518 604215 20.56% 4.117%
7 5.759 397 400 403 rVB 113901 155522 5.29% 1.060%
8 5.987 417 420 423 rBV 346226 463359 15.76% 3.157%
9 6.696 479 482 485 rBV 286056 363079 12.35% 2.474%
10 7.907 585 588 591 rBV 168617 232188 7.90% 1.582%

11 9.919 761 764 767 rBV 469019 699080 23.78% 4.764%
12 10.731 832 835 838 rBB 30231 34998 1.19% 0.238%
13 11.096 864 867 870 rBvV 193024 257559 8.76% 1.755%
14 12.559 992 995 1001 rVB 294073 446613 15.19% 3.043%
15 13.828 1103 1106 1108 rBV 199895 282034 9.59% 1.922%

16 13.862 1108 1109 1112 rVV 134807 179710 6.11% 1.225%

17 13.965 1116 1118 1121 rVB 22559 30513 1.04% 0.208%
18 14.868 1195 1197 1199 rvv2 20962 33765 1.15% 0.230%
19 14.994 1206 1208 1214 rBV2 80071 136439 4.64% 0.930%
20 15.222 1225 1228 1234 rVB3 17708 38557 1.31% 0.263%

21 15.771 1273 1276 1279 rVB 311502 339282 11.54% 2.312%
22 16.080 1301 1303 1306 rVB 315980 356453 12.13% 2.429%
23 16.377 1326 1329 1331 rVV 689285 815901 27.76% 5.560%

24 16.571 1339 1346 1348 rBV3 23611 60610 2.06% 0.413%
25 16.697 1355 1357 1362 rBV3 23151 44652 1.52% 0.304%
26 17.246 1399 1405 1407 rBV 36937 55661 1.89% 0.379%
27 17.383 1414 1417 1419 rBV 27160 39394 1.34% 0.268%
28 17.428 1419 1421 1423 rVV2 29059 50276 1.71% 0.343%
29 17.520 1427 1429 1432 rVB2 26564 36748 1.25% 0.250%

30 17.703 1439 1445 1447 rBV2 351786 768389 26.14% 5.236%

31 17.737 1447 1448 1451 rVV 155733 202049 6.87% 1.377%
32 17.851 1455 1458 1460 rVvVv 253184 373327 12.70% 2.544%
33 18.023 1472 1473 1476 rBV3 22196 34000 1.16% 0.232%
34 18.126 1478 1482 1484 rVB4 13753 34766 1.18% 0.237%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 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-BF040115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.217 1488 1490 1492 rBV 30252 43028 1.46% 0.293%

36 18.514 1512 1516 1521 rBV3 87832 230996 7.86% 1.574%
37 18.903 1546 1550 1555 rBv4 63031 128566 4._.37% 0.876%
38 18.983 1555 1557 1563 rBV 153992 364944 12.42% 2.487%
39 19.097 1565 1567 1569 rVB 33293 46666 1.59% 0.318%
40 19.143 1569 1571 1575 rBV4 11453 31860 1.08% 0.217%

41 19.280 1575 1583 1586 rBV3 143349 409793 13.94% 2.792%
42 19.349 1586 1589 1592 rVB 144974 189862 6.46% 1.294%
43 19.406 1592 1594 1599 rBV2 264850 402608 13.70% 2.743%

44 19.989 1642 1645 1646 rBV2 43832 86509 2.94% 0.589%
45 20.012 1646 1647 1650 rVv2 57688 81095 2.76% 0.553%
46 20.069 1650 1652 1655 rVB3 21692 30934 1.05% 0.211%
47 20.446 1682 1685 1692 rBV3 21094 45156 1.54% 0.308%
48 20.560 1692 1695 1699 rBV2 71768 142077 4._.83% 0.968%
49 20.697 1705 1707 1708 rBVY 22575 36526 1.24% 0.249%
50 20.732 1708 1710 1711 rVV2 29865 51350 1.75% 0.350%

51 20.777 1711 1714 1719 rVV6 54425 153758 5.23% 1.048%
52 20.869 1719 1722 1729 rVB 74977 178983 6.09% 1.220%
53 21.017 1731 1735 1738 rBV2 48048 130840 4._.45% 0.892%

54 21.703 1791 1795 1799 rVB6 15725 39117 1.33% 0.267%

55 22.435 1856 1859 1866 rVB 18901 55024 1.87% 0.375%

56 23.258 1929 1931 1938 rVB3 16538 43321 1.47% 0.295%
Sum of corrected areas: 14675088
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042315\

BF078762.D

23 Apr 2015 22:11

TP/1Z

G1989-01

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

3.27 11.69 ng 90867 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 182 (3.267 min): BF078762.D (-180) (-) m/z 43.10 100.00%
43
59
5000
101 LS S SRR AU
36 83 3.00 3.20 3.40 3.60
o 1 VY| M m/z 59.10 58.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R L L
59 300 320 3.40 3.60
m/z 101.10 22 .13%
o 25 31 37 83 o3 '
miz--> A S N R AT
Abundance
43
300 320 3.40 3.60
5000 m/z 58.10 16.71%
55
o 21 37, 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime e
43 3.00 3.20 3.40 3.60
m/z 41.10 9.92%
5000
101
15 58
0 28 g7lll, s1 69 84
m/z--> 10 20 35 40 50 6 70 80 90 160 110 300 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 4 unknown5.39 Concentration Rank 2

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

5.39 77.70 ng 604215 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 368 (5.393 min): BF078762.D (-366) (-) m/z 132.00 100.00%
32
5000 68
20 96 T T T T T T T
48 54 62 | B g 104 5.00 5.20 5.40 5.60 5.80
oSS 1 sl o T D RS SN S FASIMBISNSSSMUNIN | NS m/z 68.10 43.41%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SRS LN LU
5.00 5.20 5.40 5.60 5.80
2 78 m/z 134.00 31.45%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
500 520 540 5.60 580
5000 m/z 66.10 28.13%
33 44 g7 105
51 60 70 78 g 115
Ol T T T T T T T T e T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R e
132 5.00 5.20 5.40 5.60 5.80
m/z 69.10 18.00%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
miz--> B b 8 o 8 % 160 110 150 1o 140 500 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
1487 2.39ng 33765  Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64

083469-43-6 64
007101-31-7 55
069286-06-2 40
072038-53-0 35

2 6H-Cvclobutaliklphenanthrene 190 C15H10
3 Methvl diselenide 190 C2H6Se?2
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4

5 Pyridazine-3(2H)-thione, 4-chlor... 190 C6H7CIN20S

Abundance Scan 1197 (14.868 min): BF078762.D (-1195) (-) m/z 190.10 100.00%

5000
o4 "'I”AAI”"I”"I”"
43 55 81 14.60 14.80 15.00 15.20
0,....,...'.,....,'"...'.,....,....,....,....,. m/z 189.10 94.91%

};::::==_

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
5000 lllllﬂj\lllllllllllll
94 14.60 14.80 15.00 15.20
m/z 192.10 38.22%
oL 27 3950 63 8 || 110122 137 150 163 178 ||
L e B e I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
189
R ma e e
14.60 14.80 15.00 15.20
5000 m/z 191.10 32.82%
94
81 163
o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49343: Methy! diselenide AR a e
9 190 14.60 14.80 15.00 15.20
m/z 94.50 23.80%
175
5000
P H\ 3 u\\ MHM
m/z--> 20 40 60 8 140 160 180 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 7 9,10-Anthracenedione Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.22 2.73 ng 38557 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 97
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 60
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 53
4 Benzolhlcinnoline 180 C12H8N2 000230-31-9 45
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 43
Abundance Scan 1228 (15.222 min): BF078762.D (-1225) (-) m/z 180.10 100.00%
152 180 208
5000 76
i
50 126 rrrTrrrTrrprtTTTT T TTT T T
| 15.00 15.20 15.40 15.60
o SN NSNS | NN S— m/z 208.10 94.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76 ""I""I""IA"'I"'
15.00 15.20 15.40 15.60
50 m/z 152.10 89.12%
‘ 63 90 126
0.----3.9--‘--.‘---H-.--‘--1.0-2---.-“---.-- I N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
180
A IR SR SN B B
15.00 15.20 15.40 15.60
5000 m/z 151.10 48 .94%
152
76
27 39 50 63 90 102113 126
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #42704: Benzo[c]cinnoline R B W
152 180 15.00 15.20 15.40 15.60
m/z 76.00 38.02%
5000
63 126
27 39 51 L 87 102113 | 139 ‘\ 167
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 ' 15.'00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 8 Cyclopentane, 1,1,3-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.51 6.01 ng 230996 Chrysene-di12 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 58
2 6-Bromo-2.2-dimethvlcvclohexanone 204 C8H13Bro 021690-26-6 35
3 Cvclohexanecarboxvlic acid. 3-pe... 338 C22H4202 1000280-60-0 30
4 Cvclohexanecarboxvlic acid. 4-te... 324 C21H4002 1000280-59-8 27
5 Cyclohexanecarboxylic acid, 3-tr... 310 C20H3802 1000280-59-4 27
Abundance Scan 1516 (18.514 min): BF078762.D (-1512) (-) m/z 97.10 100.00%
>0 ,,/\__,\~___W/\\,ﬁv_ﬂ“_mew
18.20 18.40 18.60 18.80
0! m/z 83.10 92 .74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6616: Cyclopentane, 1,1,3-trimethyl-
55
41
69 83 97
5000 LR AR DL BUMSR SRR
27 mmmmmmmm
m/z 57.10 83.49%
o \‘ ‘H | 12
0”'M'”'P"W”'Wl”'ﬁ'hl”'W'”'P'”I”'W'”'P'”I”
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
55 69 97
18.20 18.40 18.60 18.80
5000 a1 m/z 69.10 79.64%
27 82 125 204
o 109 148161 176189
m/z--> 25 45 eb éo 160 150 150 1éo 1é0 200 250 250
Abundance #136439: Cyclohexanecarboxylic acid, 3-pentadecyl ester R e e e Eammmmams|
83 111 18.20 18.40 18.60 18.80
55 m/z 43.10 68.71%
41
5000 129
29 69
97 210
e A A b T L L e Har | ) e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1820 1840 1860 1880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Hexadecane-1,2-diol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.90 6.39 ng 128566 Perylene-d12 19.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane-1.2-diol 258 C16H3402 006920-24-7 78
2 Cvclohexadecane 224 C16H32 000295-65-8 58
3 1-Octadecanol 270 C18H380 000112-92-5 58
4 1-Hexadecene 224 C16H32 000629-73-2 38
5 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 1000283-20-9 38
Abundance Scan 1550 (18.903 min): BF078762.D (-1546) (-) m/z 97.10 100.00%

5000

18.60 18.80 19.00 19.20
m/z 83.10 84.30%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93391: Hexadecane-1,2-diol

18.I60 18.I80 19.I00 19.I20
m/z 69.10 75.79%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55
41 6983 IIIIIIIIIIIIIIIIIIIIII
97 18.60 18.80 19.00 19.20
5000 m/z 57.10 69.56%

111

27 125

o 139 153167181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100814: 1-Octadecanol e S m e
69 83 18.60 18.80 19.00 19.20

97 m/z 111.10 65.29%

5000

125

139 252

153167 182196210 224

I I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.99 4.30 ng 86509 Perylene-di12 19.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 50
3 Tetracosane 338 C24H50 000646-31-1 50
4 Hexacosane 366 C26H54 000630-01-3 50
5 Triacontane 422 C30H62 000638-68-6 50
Abundance Scan 1645 (19.989 min): BF078762.D (-1642) (-) m/z 57.10 100.00%
57
5000 T &RJ\\%
113135157 AUV SRR
78 211 253 286 394 19.60 19.80 20.00 20.20 20.40
ol T N R — m/z 71.10 68.58%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 NV R AR BN
85 19.60 19.80 20.00 20.20 20.40
29 m/z 43.10 67.91%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
19.60 19.80 20.00 20.20 20.40
5000 85 m/z 85.10 50.29%
113 211
° - - - - \/\\/\_j\/\AW/L
m/z--> - '55' B 160" ' ﬁéo" "260" "250" ' 560" ' ééo" !
Abundance #136482: Tetracosane A ERmEa mEa S
57 19.60 19.80 20.00 20.20 20.40
m/z 69.10 29.75%
85
5000
113
oL 2 LT 1 169 107 225 55 201 00 398
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 3éo ' 19.|60 19.|80 20.'00 20.'20 20.'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 13 9-Eicosene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.01 4.03 ng 81095 Perylene-di12 19.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 89
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 76
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 59
4 Cvclohexane. 1-(1.5-dimethvlhexyv... 280 C20H40 056009-20-2 58
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 46
Abundance Scan 1647 (20.012 min): BF078762.D (-1646) (-) m/z 83.10 100.00%
a3
5000
125 164 192 296 o alan onen A e S
139 213231 56,279 19.60 19.80 20.00 20.20 20.40
Ok m/z 97.10 83.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-
43
5000 NN R SR B
19.60 19.80 20.00 20.20 20.40
m/z 69.10 82.66%
2 125
okl 140154 181196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 BN N SRR B
97 19.60 19.80 20.00 20.20 20.40
5000 m/z 57.10 70.28%
27 125
o 140154 182196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72510: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- A EREEEEEES A
560 97 19.60 19.80 20.00 20.20 20.40
m/z 55.10 68.83%
153
29
o 112 139 181 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.60 19.80 20.00 20.20 20.40

8270-BF040115.M Fri Apr 24 13:28:06 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 16 unknown20.78 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.78 7.64 ng 153758 Perylene-d12 19.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol4.1.01lheptane. 2.2.... 218 C15H220 070038-20-9 35
2 Acetic acid. 1-I2-(2.2.6-trimeth... 250 C16H2602 077143-23-8 25
3 Benzene. l1-bromo-4-(2-bromoethoxv)- 278 C8H8Br20 018800-30-1 18
4 Acetic acid. 1-hvdroxv-3.3-dimet... 266 C16H2603 1000188-31-1 15
5 8-Methyl-9,11-tridecadienol prop... 266 C17H3002 1000130-96-9 14
Abundance Scan 1714 (20.777 min): BF078762.D (-1711) (-) m/z 57.10 100.00%
57

5000 a1
‘ |‘ 20.40 20.60 20.80 21.00
Obr e m/z 95.10 95_.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68231: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-m...
43

119

5000

20 40 20. 60 20. 80 21. OO
m/z 43.10 70.99%

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
95 I|IIII|IIII|IIII|IIII|II
20.40 20.60 20.80 21.00
5000 m/z 69.10 69.93%
81 137
27 65 121 | 151166 190 208
0 250
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105395: Benzene, 1-bromo-4-(2-bromoethoxy)- R
107 20.40 20.60 20.80 21.00
280 m/z 71.10 66.33%
5000
27 63 172
143
o s e | 109" | 187201016 25 |
e ey | - e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.40 20,60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 17 unknown21.02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.02 6.50 ng 130840 Perylene-di12 19.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (4-Methoxvphenvl)(2-methvInaphth... 276 C18H16N20 083733-40-8 27
2 7H-Dibenzolc.alcarbazole 267 C20H13N 000194-59-2 22
3 Dibenzo(c.a)carbazole 267 C20H13N 028641-62-5 14
4 Androst-5-ene-3.17-diol. dipropa... 402 C25H3804 002297-30-5 14
5 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 11
Abundance Scan 1735 (21.017 min): BF078762.D (-1731) (-) m/z 267.10 100.00%
43 107 133 27
81
5000 161 213 531
189 285303 329
20.60 20.80 21.00 21.20 21.40
0 m/z 276.10 98.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104180: (4-Methoxyphenyl)(2-methylnaphthalen-1-yl)diazene
141 276

107
5000
20.60 20.80 21.00 21.20 21.40

m/z 43.10 81.19%

77

182199217233 260

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
267
R N EREE e s
133 20.60 20.80 21.00 21.20 21.40
5000 m/z 107.10 78.88%

106
o 63 88 150 187 213 239
-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98699: Dibenzo(c,g)carbazole A BEmasEEan S
267 20.60 20.80 21.00 21.20 21.40

m/z 55.10 77 .39%

5000

0 163 187 211 239
I~ I L I TT 1T I TTTrT I L I 11
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078762.D

Aca On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample : 61989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 19 unknown23.26 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
23.26 2.15 ng 43321 Perylene-di12 19.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Bromo-flavone 300 C15H9Bro02 001148-47-6 47
2 47 -Bromo-flavone 300 C15H9Bro02 020525-20-6 38
3 Pvrazine. 2.5-bis(4-chlorophenvl)- 300 C16H10CI2N2 074376-33-3 37
4 Benzophenone (2-troponvlhvdrazone 300 C20H16N20 1000241-54-0 35
5 5-(p-(Dimethylamino)benzylidenea... 300 C21H20N2 006256-22-0 35
Abundance Scan 1931 (23.258 min): BF078762.D (-1929) (-) m/z 300.10 100.00%
300
5000
. 121154 162 221
TR 101 226 23.00 23.20 23.40 23.60
0! m/z 302.20 67 .05%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117435: 7-Bromo-flavone
300
5000 /«ﬁ"'|""|""|""(}"'
102 200 23.00 23.20 23.40 23.60
63 279 m/z 299.10 36.06%
82 119 137 170 220
0<
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
120 300
" 23100 23.20 2340 23.60
5000 m/z 301.10 31.93%
92
51 75 136 165182 2% 212
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 \
Abundance #117446: Pyrazine, 2,5-bis(4-chlorophenyl)- e i )
136 300 23.00 23.20 23.40 23.60
m/z 298.10 31.57%
5000
75 101
o 33 ot 119 162 189204 238 265 [\

T I T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF042315\
Data File : BF078762.D

Acq On : 23 Apr 2015 22:11

Operator : TP/1Z

Sample - G1989-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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... 3.27 11.7 ng 90867 1 5.76 155522 20.0
unknown5.39 5.39 77.7 ng 604215 1 5.76 155522 20.0
4H-Cyclopenta[def... 14.87 2.4 ng 33765 4 13.83 282034 20.0
9,10-Anthracenedione 15.22 2.7 ng 38557 4 13.83 282034 20.0
Cyclopentane, 1,1... 18.51 6.0 ng 230996 5 17.71 768389 20.0
Hexadecane-1,2-diol 18.90 6.4 ng 128566 6 19.41 402608 20.0
Octacosane 19.99 4.3 ng 86509 6 19.41 402608 20.0
9-Eicosene, (E)- 20.01 4.0 ng 81095 6 19.41 402608 20.0
unknown20.78 20.78 7.6 ng 153758 6 19.41 402608 20.0
unknown21 .02 21.02 6.5 ng 130840 6 19.41 402608 20.0
unknown23.26 23.26 2.1 ng 43321 6 19.41 402608 20.0
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