LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 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-BF061115.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 2.170 85 86 92 rvv 137931 177806 3.61% 0.612%
2 2.273 92 95 97 rvvV 3235188 4928220 100.00% 16.952%
3 2.353 100 102 109 rBv 573566 945981 19.20% 3.254%
4 2.695 130 132 136 rvVB 122070 205790 4.18% 0.708%
5 5.610 385 387 390 rBV 131384 178506 3.62% 0.614%
6 6.010 419 422 424 rBV 1135589 1317508 26.73% 4_.532%
7 6.993 505 508 510 rBY 1825491 1517061 30.78% 5.218%
8 7.165 520 523 525 rVB 1171430 1434137 29.10% 4.933%
9 7.393 541 543 545 rVB 459471 367511 7.46% 1.264%
10 7.553 555 557 559 rBY 1403390 1116134 22.65% 3.839%

11 7.953 589 592 594 rBvV 716149 807959 16.39% 2.779%
12 8.685 654 656 658 rBvV 670966 542444 11.01% 1.866%
13 9.759 748 750 752 rvVB 2050371 1655902 33.60% 5.696%
14 10.148 782 784 786 rBV 149663 129822 2.63% 0.447%
15 10.456 809 811 813 rVB 658383 635194 12.89% 2.185%

16 11.256 878 881 883 rBV 1051645 1098782 22.30% 3.780%
17 11.976 942 944 946 rBV2 622952 935664 18.99% 3.218%
18 12.011 946 947 948 rVB 411557 285438 5.79% 0.982%
19 12.548 992 994 996 rVB 140825 140639 2.85% 0.484%
20 12.639 1000 1002 1006 rBV2 120094 234787 4.76% 0.808%

21 13.314 1059 1061 1063 rBV 747769 691058 14.02% 2.377%
22 13.588 1080 1085 1087 rBV 504076 875257 17.76% 3.011%
23 13.737 1096 1098 1101 rBV 1921123 1842091 37.38% 6.336%
24 13.828 1104 1106 1109 rBV2 79808 192285 3.90% 0.661%
25 14.320 1146 1149 1150 rBV 331590 466223 9.46% 1.604%

26 14.857 1194 1196 1201 rVB2 223358 359993 7.30% 1.238%
27 15.085 1212 1216 1218 rBV2 739336 1296287 26.30% 4._.459%
28 15.120 1218 1219 1221 rVB 270390 189436 3.84% 0.652%
29 16.514 1338 1341 1345 rVB3 350351 1028543 20.87% 3.538%
30 16.903 1373 1375 1379 rVB 291291 427706 8.68% 1.471%

31 16.983 1380 1382 1384 rBV 173373 218410 4.43% 0.751%
32 17.063 1387 1389 1392 rVB 397996 614405 12.47% 2.113%
33 18.034 1471 1474 1478 rVB 297383 697249 14.15% 2.398%
34 18.606 1521 1524 1534 rVB 335590 889756 18.05% 3.061%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 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-BF061115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.383 1589 1592 1597 rVB 161471 410089 8.32% 1.411%

36 19.474 1598 1600 1605 rVB 98460 217725 4.42% 0.749%

Sum of corrected areas: 29071798
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF061115\

BF079930.D

12 Jun 2015 9:40

TP/1Z

G2449-10

41 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF061115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 2 unknown2.27 Concentration Rank 1

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

2.27 268.19 ng 4928220 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 95 (2.273 min): BF079930.D (-92) (-) m/z 73.10 100.00%
73
5000 43
89
- 200 220 240 260
'W””I””P'Jml"Pmﬂ'”WJ”I””P'”P”'P”W'”W”'W”“I”' m/z 43.10 50.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.00 2.20 2.40 2.60
a1 89 m/z 89.10 30.35%
'WH'W“JML'MLNW'Ez'“wl“w'“'VH'V“'V“'V“'P“'P'“V“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
200 220 240 260
5000 55 m/z 41.05 10.33%
43
27 35 65 81 89 101109 119 129137145
wmmmmmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2101: Propane, 2-methoxy-2-methyl-
78 2.00 2.20 2.40 2.60
m/z 45.10 7.89%
5000
41 57
29
”Iﬁﬁl”hl””whhﬁ”wﬁ”'WJ'W'”W'“W'”'P“'P”'P”'P'”P" RS UL R I U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.70 11.20 ng 205790 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 12

Abundance Scan 132 (2.695 min): BF079930.D (-130) (-) m/z 73.10 100.00%
73
5000 43
55 87
A
240 2.60 2.80 3.00
..,....,....,..3.6.',|:.|..5,°..‘.'.',....,'..'..,....,....,... m/z 43.05 42.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 240 2.60 2.80 3.00
55 87 m/z 55.10 29.34%
‘%9 3 || 50 ‘ 67 | |
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
21 o 87 240 260 2.80 3.00
5000 m/z 87.10 26.20%
29
15 67 97
miz--> 10 20 30 40 50 6 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- ../.\,....,....,....,....
7B 240 2.60 2.80 3.00
m/z 41.10 12.82%
5000 43
58
29 3(
L1 N .
m/z--> 10 20 30 40 50 60 70 8 90 100 240 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.61 9.71 ng 178506 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 387 (5.610 min): BF079930.D (-385) (-) m/z 43.10 100.00%
43
5000 59
101 520 540 560 580 6.00
gl s L e e T Re 40 44 00%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 59 ISR L LR L
520 5.40 5.60 5.80 6.00
m/z 58.10 17.89%
25 3L a7 | g3 gz 101
miz--> 10 20 30 40 50 6 70 8 90 100
Abundance
43
520 540 560 580 6.00
5000 57 m/z 101.10 12.40%
29
101
37 50 78
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3602: l—Propen—Z—oI, acetate L BRI LA L N L
48 520 5.40 5.60 5.80 6.00
m/z 41.10 8.44%
5000
15 %8 72
"'I""I"?ZI"??HH"'I""I"" |l"'|""|"'}??"'|'
m/z--> 10 20 30 40 50 60 70 80 90 100 520 5.40 5.60 5.80 6.00

8270-BF061115.M Fri Jun 12 18:58:26 2015

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 unknown7.16 Concentration Rank 2

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

7.16 78.05 ng 1434140 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 523 (7.165 min): BF079930.D (-520) (-) m/z 132.10 100.00%
132
5000
68
0 ‘ % 6.80 7.00 7.0 7.40
40 54 - - . -
S i :|-.|.7.7, &7 | Meus W m/z 134.10 33.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AU R IR
6.80 7.00 7.20 7.40
21 51 78 m/z 68.10 31.43%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.0 7.40
5000 67 m/z 66.10 19.79%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e EERRET B
57 132 6.80 7.00 7.20 7.40
24 m/z 96.10 12.71%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN | S
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 Anthracene, 9-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.55 3.01 ng 140639 Phenanthrene-d10 11.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 90
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 89

Abundance Scan 994 (12.548 min): BF079930.D (-992) (-) m/z 192.10 100.00%

2

5000

82 96 12.20 12.40 12.60 12.80
63 113126
0 o 2r0230 206280274 | Tmyz 191.10  58.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50608: Anthracene, 9-methyl-

41

-

5000
12.20 12.40 12.60 12.80

m/z 189.10 27 .28%

96

2165

115 13915 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
AU
12.20 12.40 12.60 12.80
5000 m/z 193.10 16.67%

165
2639 63 82 9% 115 139152 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50623: Phenanthrene, 1-methyl- A s
192 12.20 12.40 12.60 12.80

m/z 149.10 14 .24%

5000

26 39 63 82 96 115 139152
RS Ea S R A R e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 unknownl2.64 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.64 5.02 ng 234787 Phenanthrene-d10 11.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 46
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 46
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 42
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 41

Abundance Scan 1002 (12.639 min): BF079930.D (-1000) (-) m/z 192.10 100.00%

2

5000

95 165
109 130 150

12.40 12.60 12.80 13.00
L2902 255 213 | h7z 189.10  96.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190

5000

12.40 12.60 12.80 13.00
m/z 190.10 94.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
12.40 12.60 12.80 13.00
5000 m/z 191.10 68.45%
83 165
15 39 63 98 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50626: Phenanthrene, 2-methyl- AR

192 12.40 12.60 12.80 13.00
m/z 187.10 19.19%

5000

39 63 82 9% 115 139
e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1240 1260 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 10 Benzo[kl]xanthene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.97 ng 192285 Chrysene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolkl1xanthene 218 C16H100 000200-23-7 60
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 55
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 50
4 Pvrene. 4-methvl- 216 C17H12 003353-12-6 46
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 46

Abundance Scan 1106 (13.828 min): BF079930.D (-1104) (-) m/z 218.10 100.00%

8

5000

13.60 13.80 14.00 14.20
m/z 216.10  93.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68245: Benzo[kl]xanthene
2

5000
13.60 13.80 14.00 14.20

m/z 215.10 88.04%

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

216

13.60 13.80 14.00 14.20
5000 m/z 189.10 42 _07%

94
39 63 111 137 163

WWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67036: Fluoranthene, 2-methyl- R B A B
13.60 13.80 14.00 14.20

m/z 191.20 37 .80%

189

5000

139 163 189
—
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 11 Hexadecanoic acid, 2-hydrox... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.86 5.55 ng 359993 Chrysene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 60
2 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 56
3 Titanium tetrachloride 188 CIl4Ti 007550-45-0 53
4 Dodecane. 1-cvclopentvl-4-(3-cvc... 348 C25H48 007225-68-5 52
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 52
Abundance Scan 1196 (14.857 min): BF079930.D (-1194) (-) m/z 55.10 100.00%
g5
5000
14.60 14.80 15.00 15.20
259 291 315334352 /7  69.10 93 270
m/z--> 50 100 150 200 250 300 350
Abundance #109918: Hexadecanoic acid, 2-hydroxy-, methyl ester
55
83
29
5000 L AR DU BN SUR
14.60 14.80 15.00 15.20
m/z 57.10 88.96%
111
A m I S U
m/z--> 50 100 150 200 250 300 350
Abundance
69
| 14.60 14.80 15.00 15.20
5000 m/z 43.10 77 .35%
41
93
135
15 111 161 187204 229247 272290
m/z--> 50 100 150 200 250 300 350
Abundance #48481: Titanium tetrachloride R A REERE EEREE S L
35 3 153 14.60 14.80 15.00 15.20
m/z 83.10 77 .34%
118
5000 190
NEEN
T '“””L“L'l'”"' L S UL A B LR BASARL DAL S B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.98 7.11 ng 218410 Perylene-di12 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 98
2 Benzolelpvrene 252 C20H12 000192-97-2 98
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
4 Pervlene 252 C20H12 000198-55-0 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 1382 (16.983 min): BF079930.D (-1380) (-) m/z 252.10 100.00%
252
5000
38 62 99 120 149 177 200 224 279302 338 364 396 16.50 16.80 17.00 17.20 17.90
38 62 99, | 149 177200 %57 | 279302 338364 3% | /7 250.10  24.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89817: Benzo[a]pyrene
252
5000 AR SRR RO BN

16.60 16.80 17.00 17.20 17.40
m/z 253.10 21.36%

126
50 74 100, | 149 174 200 224 MH
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
A B s R
16.60 16.80 17.00 17.20 17.40
5000 m/z 126.10 12.61%
125
50 74 99 146 174 200 224
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #89826: Benz[e]acephenanthrylene B RE e S S
252 16.60 16.80 17.00 17.20 17.40
m/z 125.10 9.48%
5000
126
39 74 100, | 150 174 200 224
T T T T B R
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF061115.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 13 28-Nor-17.beta.(H)-hopane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.03 22.70 ng 697249 Perylene-di12 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 62
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 37
3 Anthracene. 9-butvl- 234 C18H18 001498-69-7 35
4 2-Amino-4-methvl-6-(2-thienvDpv... 191 C9HIN3S 026963-43-9 27
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 27
Abundance Scan 1474 (18.034 min): BF079930.D (-1471) (-) m/z 191.20 100.00%
191
5000 /\\,d\,ﬁg\/\ry/\”\A,_ﬂ_~,\¥Jr
4t '~ 17.80 18.00 18.20 18.40
383 : - - -
231 260281 312 337357 413 77 17718 a1 270
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191
5000 R IR SR NS B
109 17.80 18.00 18.20 18.40
135 398 m/z 95.10 39.22%
163 217
i I‘L' .H“‘.N. ‘ﬁ L ml\l — IZ?OI — |?2|8|3|§|5| .‘. —
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
'~ 17.80 18.00 18.20 18.40
5000{ 43 m/z 81.10 38.43%
123
149
. 95 W/\_\/\r’\,\/‘
mz-> 50 100 150 200 250 300 350 400
Abundance #78719: Anthracene, 9-butyl- R Al BT S S
191 17.80 18.00 18.20 18.40
m/z 69.10 28.12%
5000
234
39 76 101 139165 | 713
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 14 _beta.-iso-Methyl ionone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.61 28.96 ng 889756 Perylene-d12 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 60
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 47
3 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 42
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
5 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 37
Abundance Scan 1524 (18.606 min): BF079930.D (-1521) (-) m/z 191.20 100.00%
191
5000 9% \-a__r\\/\/\\\,v,vf\_,*
69 123
4 103 18.20 18.40 18.60 18.80 19.00
ol 218239259279 304324 347 370 397 n/z 95.10  41.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 LRI SRR SUNIILS BN B
18.20 18.40 18.60 18.80 19.00
o5 135 163 m/z 81.10 36.79%
"l‘ ““h“‘u‘iuu‘uuluuuu|||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
18.20 18.40 18.60 18.80 19.00
5000 m/z 69.10 31.60%
43 — 123 149 \Vﬂ\NA/\”‘f\/\\~\\,«WﬂkMAv\
mz-> 50 100 150 200 250 300 350 400
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- A
95 191 18.20 18.40 18.60 18.80 19.00
m/z 123.10 25.15%
43
2000 67 %
L 135
Llddas Do |z 2o s0
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 15 unknownl19.38 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.38 13.35 ng 410089 Perylene-d12 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 43
2 2.5.5.8a-Tetramethvl-4-methvlene... 206 C14H220 093175-76-9 43
3 Phenol. 2.4-bis(l.1-dimethvlethvl)- 206 C14H220 000096-76-4 41
4 Phenol. 3.5-bis(l.1-dimethvlethvl)- 206 C14H220 001138-52-9 35
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
Abundance Scan 1592 (19.383 min): BF079930.D (-1589) (-) m/z 191.20 100.00%
191
95
5000
o> 137 163
219245 281 322 369 411 19.00 19.20 19.40 19.60
m/z 95.10 66.46%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
5000 43 NN AR UL
19.00 19.20 19.40 19.60
123 149 m/z 81.10 54 _.09%
.‘.‘.‘ |“.(‘3“.9”.‘ .‘“,“‘. ‘.\“.“ﬂ.“i .‘.“. ‘I" ——————
miz--> 0 50 100 150 200 250 300 350 400
Abundance
123 191
19.00 19.20 19.40 19.60
5000 43 m/z 205.20 46.92%
149
mz-> 0 50 100 150 200 250 300 350 400
Abundance #60209: Phenol, 2,4—b|s(l,l—dlmethylethyl)— | LA LA BN A NN
191 19.00 19.20 19.40 19.60
m/z 55.10 34.42%
5000
57
29
"‘LJ F"”“?}lﬁ;?'lﬁﬁlﬁé"\lk" UL AL SR SR S NN SR NS
miz--> 0 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079930.D

Aca On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample : 62449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 unknownl19.47 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.47 7.09 ng 217725 Perylene-di12 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoaquinoline. 1.2.3.4-tetrahvdro... 283 C18H21N0O2 036646-87-4 32
2 2"-Fluoro-6"-(trifluoromethvl)-a... 206 C9H6F40 174013-29-7 22
3 Amiphenazole 191 C9HON3S 000490-55-1 22
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 22
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 15
Abundance Scan 1600 (19.474 min): BF079930.D (-1598) (-) m/z 191.20 100.00%
191
95
5000 55 123
163 e
14 254 7 296317 340 371 411 19.20 19.40 19.60 19.80
m/z 95.10 65.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108147: 1soquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-meth...
191
5000 HURUUNSR SUNN IR B
19.20 19.40 19.60 19.80
120 16 m/z 81.10 54 _.60%
282
SN VR N S S —
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
11920 19.40 19,60 19.80
5000 m/z 109.10 39.59Y%
43 163
15 75 113 437
miz-> 50 100 150 200 250 300 350 400
Abundance #50012: Amiphenazole B R B B
191 19.20 19.40 19.60 19.80
m/z 55.10 39.13%
5000
121
149
43 77
""W J“}?QhM'JH“"“ U SN DL SRR U HURR IR SUNRLA BN I
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF061115\
Data File : BF079930.D

Acq On : 12 Jun 2015 9:40

Operator : TP/1Z

Sample - G2449-10

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.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]
unknown2 .27 2.27 268.2 ng 4928220 1 7.39 367511 20.0
Butane, 2-methoxy... 2.70 11.2 ng 205790 1 7.39 367511 20.0
2-Pentanone, 4-hy... 5.61 9.7 ng 178506 1 7.39 367511 20.0
unknown7 .16 7.16 78.0 ng 1434140 1 7.39 367511 20.0
Anthracene, 9-met... 12.55 3.0 ng 140639 4 11.98 935664 20.0
unknownl2 .64 12.64 5.0 ng 234787 4 11.98 935664 20.0
Benzo[kl]xanthene 13.83 3.0 ng 192285 5 15.09 1296290 20.0
Hexadecanoic acid... 14.86 5.5 ng 359993 5 15.09 1296290 20.0
Benzo[e]pyrene 16.98 7.1 ng 218410 6 17.07 614405 20.0
28-Nor-17 .beta.(H... 18.03 22.7 ng 697249 6 17.07 614405 20.0
-beta.-iso-Methyl... 18.61 29.0 ng 889756 6 17.07 614405 20.0
unknown19 .38 19.38 13.4 ng 410089 6 17.07 614405 20.0
unknown19 .47 19.47 7.1 ng 217725 6 17.07 614405 20.0
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