LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44 Instrument :
Operator : SJ/I1Z BNA_F

Sample - H1629-01 ClientSampleld :
Misc - TOP-UNEXCAUATED
ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 height area % max. total
1 2.344 3 5 20 rvB 63785 139939 2.71% 0.277%
2 5.201 252 255 267 rVB 694715 1038359 20.07% 2.057%
3 5.590 286 289 292 rBV 3320869 4672664 90.34% 9.255%
4 6.607 374 378 380 rBV 4259300 4570656 88.36% 9.053%
5 6.756 388 391 393 rBV 4847914 4885481 94.45% 9.677%
6 6.984 409 411 414 rVB 1264343 1179846 22.81% 2.337%
7 7.144 422 425 427 rBV 4128557 3580508 69.22% 7.092%
8 7.544 457 460 463 rBV 2421143 3091095 59.76% 6.123%
9 8.276 521 524 526 rBV 1497473 1647704 31.85% 3.264%
10 9.350 615 618 620 rBVY 5509388 5172536 100.00% 10.246%

11 9.739 650 652 654 rBvY 726132 601765 11.63% 1.192%
12 9.956 669 671 673 rBvV 135559 105968 2.05% 0.210%
13 10.025 675 677 679 rVB 1635663 1710632 33.07% 3.388%
14 10.459 711 715 716 rBV 204285 211258 4.08% 0.418%
15 10.676 731 734 737 rBV 73513 120772 2.33% 0.239%

16 10.813 743 746 749 rBV 3413672 3361887 64.99% 6.659%
17 10.928 754 756 763 rvV 259014 305319 5.90% 0.605%
18 11.373 793 795 797 rBV 108922 103325 2.00% 0.205%
19 11.511 805 807 811 rBV2 2026432 2030731 39.26% 4.022%
20 11.579 811 813 815 rvB2 55498 86655 1.68% 0.172%

21 12.036 848 853 855 rBvV 189549 280805 5.43% 0.556%
22 12.128 859 861 865 rvB2 63660 121044 2.34% 0.240%
23 12.322 872 878 881 rvB2 36263 87596 1.69% 0.174%
24 12.722 911 913 915 rBV 666910 564498 10.91% 1.118%
25 12.814 920 921 925 rBV2 83683 123327 2.38% 0.244%

26 12.951 929 933 935 rBV 542411 532563 10.30% 1.055%
27 13.099 943 946 948 rVB 4918696 4915607 95.03% 9.737%

28 13.168 948 952 956 rVB3 37308 68003 1.31% 0.135%
29 13.282 958 962 963 rVB 44801 85852 1.66% 0.170%
30 13.385 969 971 974 rVB2 49259 74569 1.44% 0.148%
31 13.671 993 996 1000 rBV5 22213 62195 1.20% 0.123%
32 13.785 1004 1006 1008 rVB 38929 59429 1.15% 0.118%
33 13.899 1013 1016 1017 rBV2 34771 65820 1.27% 0.130%

34 13.991 1022 1024 1029 rVVv2 233505 327748 6.34% 0.649%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator : SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.151 1034 1038 1039 rBV2 1162474 1702657 32.92% 3.373%

36 14.368 1055 1057 1063 rBV5 22031 63078 1.22% 0.125%
37 14.528 1069 1071 1073 rBV 51955 74448 1.44% 0.147%
38 15.191 1126 1129 1133 rBV 172145 361220 6.98% 0.715%
39 15.488 1153 1155 1158 rVvVv 103721 151577 2.93% 0.300%
40 15.557 1158 1161 1164 rVV 126572 171744 3.32% 0.340%

41 15.625 1164 1167 1173 rVB 814012 1222557 23.64% 2.422%

42 15.785 1178 1181 1186 rBV7 22766 59788 1.16% 0.118%
43 15.980 1196 1198 1203 rVB 35480 66727 1.29% 0.132%
44 16.151 1211 1213 1221 rVBS8 30634 126961 2.45% 0.251%
45 16.345 1227 1230 1234 rVB3 23468 58727 1.14% 0.116%
46 16.791 1267 1269 1275 rVB3 31643 70345 1.36% 0.139%

47 17.088 1292 1295 1300 rVB2 78539 173246 3.35% 0.343%
48 17.534 1331 1334 1343 rVB 81523 196486 3.80% 0.389%

Sum of corrected areas: 50485717
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF030216\

BF085116.D

2 Mar 2016 13:44

SJ/1Z

H1629-01

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

[TOP-UNEXCAUATED

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF085116.D

5.59

5.20

6.76
6.61

7.14

6.98

7.54

0
Time-->

4.50

T
5.00 5.50

6.00

1
6.50

1
7.00

7.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF085116.D

10.81

11.51
10.02

10.46 0.93

10.6 11.37Y 58
A

13.10

JL 13132839 13.83.

0
Time-->

12.00

10.00 10.50

11.00 11.50

1?%ﬁ3232

12.50

13.00 13.50

Abundance

5000000

4000000

3000000

2000000

1000000

13.9

13.99

TIC: BF085116.D

14.15
15.63

14.3%4.53 1519 1889615 795 98619635 1679 17.09  17.53

Time-->

T
14.00

17.50

17.00

16.00 16.50

15.00 15.50

14.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator =: SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Propane, 1,1-dimethoxy- Concentration Rank 9

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

2.34 2.37 ng 139939 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 9
3 Ethane, 2-chloro-1,1-dimethoxy- 124 C4H9CI102 000097-97-2 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 9

Abundance Scan 5 (2.344 min): BF085116.D (-3) (-) m/z 75.10 100.00%
75
5000 45 /\
USRI UL R I I
57 2.40 2.50 2.60 2.70
o...,....,....,...3.?:'..|.,...'.,....,-:.:.,??..,....,19.3..,....,....,.. m/z 73.05  74.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 USRI UL A LR I
2.40 2.50 2.60 2.70
m/z 45.10 43.33%
o ...“...,....,..?ﬁ....,..?T,....,”..,..??,....}Pﬁ.,....,....“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
75
USRI UL R I I
2.40 2.50 2.60 2.70
5000 m/z 41.05 29.19%
Fad ] ; L
39 119
G R AN AR RS RS ARSI RARRA RALSS LRSS RARRS LARRS U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9976: Ethane, 2-chloro-1,1-dimethoxy- AR AR ARE RO
75 2.40 2.50 2.60 2.70
43 m/z 47.05 20.87%
93
5000
15 31 \A\’\‘\’\/\
0 ‘ ‘\M | g8 s | ‘ 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 240 250 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator =: SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 17.60 ng 1038360 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 255 (5.201 min): BF085116.D (-252) (-) m/z 43.05 100.00%
43
59
5000
s 450 500 520 540 560
83 : : : :
o...,....,....,..??','::..,??~.'.,...‘.3?....,.~...,....-,|....,. m/z 59.10 53.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN U N R
59 480 5.00 520 540 5.60
m/z 101.10 20.22%
15 31 101
o 257 37, 53 83 N
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 5.60
5000 m/z 58.10 17.93%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— | L L B LB L LA
43 480 500 520 5.40 5.60
m/z 41.05 8.23%
5000
101
15 97 71
0 | 10,33 1l 49 662 | 77 86 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator =: SJ/1Z

Sample : H1629-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 3 unknown6.76 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.76 82.82 ng 4885480 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 391 (6.756 min): BF085116.D (-388) (-) m/z 132.10 100.00%
132
5000 68
40 % 6.40 660 680 7.00
54 . . . .
7 5
o J7er [ asus o m/z 68.10 43.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L L B | LRI BLELL L B
6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.10 33.79%
0 ‘ b1 H 1 . !
e I B o . e e o o e B B B B
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
T T
6.40 6.60 6.80 7.00
5000 m/z 66.10 27.87%
33 44 o 105
€ 80 115
O T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R ABASNTaL ST
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.55%
116
5000 98
SIS PRI TN T N NI S | | I
m/z--> 40 60 80 100 120 140 160 180 6. 40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator =: SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.47 ng 211258 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 91
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 715 (10.459 min): BF085116.D (-711) (-) m/z 57.10 100.00%
g7
5000
4
10.20 10.40 10.60 10.80
0! m/z 43.10 68.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73966: Hexadecane
57
5000 4 85
10.20 10.40 10.60 10.80
113 m/z 71.10 67.71%
0 15 \‘ \‘ | H\ |l \‘ 1 1‘\\11 " 169 197 22\6
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360
Abundance
57
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 44 .31%
41
183
o 13108 155 310
WTFTWNﬂTTﬁTmWTWTWTWTWTWTWTm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45605: Decane, 2,3,5-trimethyl-
57 10.20 10.40 10.60 10.80
m/z 41.10 31.64%
5000 85
4
141
0 1|l i\ | )l 113 ‘ 169
R R LR LR s Ll LRl LRl LN RN RN RS RS R AR R rrTTyTTTTrTTT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator =: SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.93 3.01 ng 305319 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 756 (10.928 min): BF085116.D (-754) (-) m/z 57.10 100.00%

g7

5000

10.60 10.80 11.00 11.20

113 140155170 197

(o m/z 43.10 71.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 LA L L LB L L LB |
4 10.60 10.80 11.00 11.20
m/z 71.10 66.37%
113
0 H\ H\ Il H‘ N \\ 141 169 197212 240
.”,””P.”P”.P”q.”wnnlnnp.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e R EBEEEESEEEE S
10.60 10.80 11.00 11.20
5000 m/z 85.10 43.60%
4 85
0 113 141 169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane e EmESE e e
57 10.60 10.80 11.00 11.20
m/z 41.10 33.96%
85
5000
4
113
0 ‘ Ll [ 14 169 197 225 253268 296
”q.”q”.qnnlnnp.”P”.P”q.”q”..””..”.”..”q.”.. B LA R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator =: SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.77 ng 280805 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 92
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 92
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 90
Abundance Scan 853 (12.036 min): BF085116.D (-848) (-) m/z 192.10 100.00%
192
5000 AP\
1180 12.00 12.20 12.40
of m/z 73.10 60.72%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50627: Phenanthrene, 2-methyl-
192
5000
11.80 12.00 12.20 12.40
165 m/z 191.10 60.55%
oL 27 50 63 75, 115107139152 | 177 |
mz-> 20 40 60 80 100 120 150 1éo 180 200 220 240 260
Abundance
192
1180 12.00 12.20 12.40
5000 m/z 60.00 47 .50%
96 165
. 63 83 115 139151
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50614: Anthracene, 9-methyl- P
192 11.80 12.00 12.20 12.40
m/z 43.10 47 _.07%
5000
2739 63 83 | 11517139152 ‘ 178 ‘
mz-> 20 46 60 85 100 120 140 160 180 200 220 240 260 11.80 12,00 12:20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator =: SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.99 3.85 ng 327748 Chrysene-d12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 90
3 1-Octadecanol 270 C18H380 000112-92-5 87
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 1024 (13.991 min): BF085116.D (-1022) (-) m/z 57.10 100.00%

43 57

3 g7

5000

:

13.60 13.80 14.00 14.20 14.40
m/z 83.10 91.43%

200

. 139153 168182

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
43

83

:

13.60 13.80 14.00 14.20 14.40
m/z 43.10 88.48%

5000

29 12

5
139154169 196210 238,45 0g3

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R S e S
13.60 13.80 14.00 14.20 14.40
5000 a3 m/z 55.10 86.57%
97
111

125139154168183 210204 252

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol R B e TR
43 13.60 13.80 14.00 14.20 14.40
m/z 97.10 83.53%
5000
29
125
m \ 139153 168182106p10224 252
Otk S B R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator =: SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Perylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.49 2.48 ng 151577 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 97
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91
Abundance Scan 1155 (15.488 min): BF085116.D (-1153) (-) m/z 252.10 100.00%
252
5000
12 15.20 15.40 15.60 15.80
224 : : : :
ol 4t .75 . 190) | 150173 198 <0 Ml 285 3% "z 250.10 30.79%
m/z--> 50 100 150 200 250 300 350
Abundance #89813: Perylene
252
5000
15.20 15.40 15.60 15.80
125 m/z 253.10 21.15%
oL17 39 74 99 N 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
1520 15.40 15.60 15.80
5000 m/z 125.10 18.99%
125
0 50 74 99 146 174 200 224
NI L UL UL UL SRR B S
m/z--> 50 100 150 200 250 300 350
Abundance #89828: Benz[e]acephenanthrylene R e AR,
252 15.20 15.40 15.60 15.80
m/z 126.10 15.99%
5000
126
0 51 74 100y | 150 174 200 224 y
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator =: SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl6.15 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.15 2.08 ng 126961 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(3-[Trifluoromethyl]phenoxy)be... 266 C14H9F302 078725-46-9 35
2 Benzene, 2,4-dibromo-1,3,5-trime... 276 C9H10Br2 006942-99-0 27
3 Benzenamine, 2-fluoro-5-nitro-N-... 278 C13H8CIFN202 304478-89-5 25
4 Pyrene, l-phenyl- 278 C22H14 005101-27-9 25
5 17H-Cyclopenta[a]phenanthren-17-... 278 C19H1802 056614-59-6 18
Abundance Scan 1213 (16.151 min): BF085116.D (-1211) (-) m/z 43.10 100.00%
43 57 83 266
97
5000 138 207
123 173 231 287
192 15.80 16.00 16.20 16.40
O m/z 266.15 91.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97792: 3-(3-[Trifluoromethyl]phenoxy)benzaldehyde
266
5000 AR RARRA LA R B
937 15.80 16.00 16.20 16.40
5 77 168 209 m/z 57.10 91.67%
olo28 T % 15145 1 18 || g5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
278
197 15.80 16.00 16.20 16.40
5000 m/z 83.10 83.92%
117
51 01
. [ 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104917: Benzenamine, 2-fluoro-5-nitro-N-(3-chlorobenzylid... R e EEaE L
278 15.80 16.00 16.20 16.40
m/z 278.10 76 .26%
5000
ol 248263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085116.D

Acq On : 2 Mar 2016 13:44

Operator : SJ/1Z

Sample - H1629-01 TOP-UNEXCAUATED
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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]
Propane, 1,l1-dime... 2.34 2.4 ng 139939 1 6.98 1179850 20.0
2-Pentanone, 4-hy... 5.20 17.6 ng 1038360 1 6.98 1179850 20.0
unknown6 .76 6.76 82.8 ng 4885480 1 6.98 1179850 20.0
Hexadecane 10.46 2.5 ng 211258 3 10.02 1710630 20.0
Heptadecane 10.93 3.0 ng 305319 4 11.51 2030730 20.0
Phenanthrene, 2-m... 12.04 2.8 ng 280805 4 11.51 2030730 20.0
Heptafluorobutano... 13.99 3.9 ng 327748 5 14.15 1702660 20.0
Perylene 15.49 2.5 ng 151577 6 15.63 1222560 20.0
unknownl16.15 16.15 2.1 ng 126961 6 15.63 1222560 20.0
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