LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 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-BF042716.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 4.944 247 250 259 rBV 165018 398608 5.64% 0.564%
2 5.356 282 286 288 rBVY 5385416 6675359 94.47% 9.437%
3 6.407 374 378 380 rBVY 4443433 7065750 100.00% 9.989%
4 6.521 385 388 391 rVV 5396637 5704861 80.74% 8.065%
5 6.750 406 408 413 rBV 1442421 1320197 18.68% 1.866%
6 6.910 419 422 424 rBV 4912254 4600586 65.11% 6.504%
7 7.322 455 458 461 rBVY 3526171 3888632 55.03% 5.497%
8 7.424 464 467 474 rvv2 54489 144929 2.05% 0.205%
9 7.779 496 498 507 rvVvB3 35178 74330 1.05% 0.105%
10 8.042 518 521 523 rBY 1599804 1699362 24.05% 2.402%
11 8.899 593 596 599 rBV2 56410 82437 1.17% 0.117%
12 9.116 612 615 618 rBY 4353791 5011519 70.93% 7.085%
13 9.447 642 644 648 rBV3 42825 85137 1.20% 0.120%
14 9.516 648 650 652 rVV 1080017 960350 13.59% 1.358%
15 9.653 660 662 664 rBV 74954 72369 1.02% 0.102%

16 9.733 667 669 671 rVB 145219 114934 1.63% 0.162%
17 9.790 671 674 676 rBVY 1838365 1683499 23.83% 2.380%
18 9.825 676 677 679 rVB 126987 96838 1.37% 0.137%
19 9.996 690 692 694 rBvV 68405 80587 1.14% 0.114%
20 10.236 706 713 715 rBV 193626 327525 4.64% 0.463%

21 10.339 720 722 725 rVB 96985 129419 1.83% 0.183%
22 10.442 728 731 734 rvVv2 116168 216400 3.06% 0.306%
23 10.579 740 743 746 rBV 3359611 3365160 47.63% 4._.757%
24 10.636 746 748 750 rvVv 127667 187590 2.65% 0.265%
25 10.705 752 754 758 rVB 345236 408128 5.78% 0.577%

26 10.876 768 769 773 rVB4 94330 164187 2.32% 0.232%
27 11.025 780 782 785 rvVB2 43557 75491 1.07% 0.107%
28 11.082 785 787 789 rVB 65521 87535 1.24% 0.124%
29 11.150 791 793 799 rvB2 181379 306552 4._.34% 0.433%
30 11.276 802 804 805 rBvV 898476 1732880 24.53% 2.450%

31 11.299 805 806 808 rVvVv 1243277 940787 13.31% 1.330%
32 11.345 808 810 812 rVB 277420 267160 3.78% 0.378%
33 11.505 821 824 828 rBV 111298 205056 2.90% 0.290%
34 11.768 845 847 849 rvv 162785 248117 3.51% 0.351%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.813 849 851 855 rvv2 1117106 1487271 21.05% 2.103%

36 11.882 855 857 862 rvB2 309366 488252 6.91% 0.690%
37 12.065 871 873 874 rBV 160621 150969 2.14% 0.213%
38 12.316 893 895 897 rBv2 94206 143794 2.04% 0.203%
39 12.408 901 903 907 rBV 87787 120320 1.70% 0.170%
40 12.476 907 909 912 rBV 1685502 1996015 28.25% 2.822%

41 12.533 912 914 918 rVVv3 53972 112422 1.59% 0.159%
42 12.602 918 920 926 rVB3 253308 466662 6.60% 0.660%
43 12.705 926 929 931 rBV 1645066 1895073 26.82% 2.679%
44 12.739 931 932 938 rVB3 96672 211977 3.00% 0.300%
45 12.854 940 942 945 rVV 2489835 3259919 46.14% 4._.609%

46 12.934 945 949 950 rVB3 85068 141821 2.01% 0.200%
47 13.036 954 958 960 rvB2 148069 260531 3.69% 0.368%

48 13.105 961 964 965 rBV2 80107 97277 1.38% 0.138%
49 13.139 965 967 968 rBV 162068 169980 2.41% 0.240%
50 13.265 976 978 980 rBV2 70411 94619 1.34% 0.134%
51 13.436 991 993 998 rBV3 50423 99311 1.41% 0.140%

52 13.539 1000 1002 1006 rBV 177104 233881 3.31% 0.331%
53 13.654 1009 1012 1013 rBV2 156784 235542 3.33% 0.333%
54 13.768 1019 1022 1025 rVB2 278019 527854 7.47% 0.746%
55 13.905 1030 1034 1041 rBV2 1379944 3301589 46.73% 4.668%

56 14.008 1041 1043 1044 rBV 136864 115924 1.64% 0.164%
57 14.294 1066 1068 1069 rBV 78836 81310 1.15% 0.115%
58 14.408 1074 1078 1082 rBV5 90166 299606 4.24% 0.424%
59 14.659 1099 1100 1105 rBV3 144785 229526 3.25% 0.324%
60 14.751 1106 1108 1110 rBVZ2 92308 115969 1.64% 0.164%

61 14.911 1119 1122 1127 rBV 707699 1447109 20.48% 2.046%
62 14.991 1127 1129 1137 rVB4 156718 461592 6.53% 0.653%
63 15.185 1144 1146 1149 rVB 369451 459987 6.51% 0.650%
64 15.242 1149 1151 1154 rVV 470880 657235 9.30% 0.929%
65 15.299 1154 1156 1166 rVB2 752338 1325795 18.76% 1.874%

66 15.734 1192 1194 1197 rBV 210043 330734 4.68% 0.468%
67 16.328 1244 1246 1254 rVB4 94709 234213 3.31% 0.331%
68 16.625 1269 1272 1274 rBV2 170476 338562 4._.79% 0.479%
69 16.671 1274 1276 1279 rVB 215964 360837 5.11% 0.510%
70 17.025 1304 1307 1312 rVB 172184 359952 5.09% 0.509%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 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-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 70735701

8270-BF042716.M Wed May 04 17:18:14 2016 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086650.D

5|36 52

5000000 6.91

6.41

4000000
7.32

3000000

2000000
6.75

1000000

4.94

m

5.00
TIC: BF086650.D

L
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7.42

0
Time-->
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T
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I
3.00

T
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T
4.00

T
4.50

T
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I
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5000000
9.12
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8.04
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9.50

1000000

04
Time--> 8.00
Abundance

8.50

T I
9.00 10.00 10.50 11.00 11.50 12.00 12.50

TIC: BF086650.D

5000000

4000000

3000000

2000000 13.91

1491  15.30
1000000 % 3
77114.01 14.29.41 1419675

0
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 : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.94 6.04 ng 398608 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 250 (4.944 min): BF086650.D (-247) (-) m/z 43.05 100.00%
43.0
5000 59.1
| o 4k 4k Sho 5o
e e e e e e | | M/z 59.10  48.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL L LI R
59.0 460 480 500 520
m/z 58.00 13.96%
\?1‘.0 L L 83.0 101.0
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
43.0
460 480 500 520
5000 m/z 101.10 13.92%
58.0
150 579 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #222: Butane e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 10.06%
5000 29.0
150 \‘\ T
R I I UL UL I I IV UL A B SRS SRS SRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 2 unknown6.52 Concentration Rank 1

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

6.52 86.42 ng 5704860 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 388 (6.521 min): BF086650.D (-385) (-) m/z 132.10 100.00%
13R.1
5000 68.1
40.0 ‘ 96.1 SRR SRS SRR
54.1 6.20 6.40 6.60 6.80
0 ..,....,....,...!,“.'..:i!.'..,:!-.'.|,..':- ,??.9,...'. b m/z 68.10 51.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 SRR AR SRS LR
6.20 6.40 6.60 6.80
70.0 m/z 66.05 36.39%
310 440
| | | \‘ | 86.0 . 116.0 !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono 550 ou0 60 Gk
5000 ' m/z 134.10 32.94%

31.0 51.0

wwmmwmﬁrwmmm
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e e  ma
132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.62%

5000

63.0
15.0 280 390 520 m 77‘0 990 10401160 ‘

m/z--> 10 20 30 40 50 60 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 : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 4 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.24 3.89 ng 327525 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 78
Abundance Scan 713 (10.236 min): BF086650.D (-706) (-) m/z 57.10 100.00%
5%.1
e ,\N,MFMAA_NAA_,,thMLﬂJA
—v—v—v—v-|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—r
39 113.1 165.1 10.00 10.20 10.40 10.60
o 1412 m/z 43.10 77.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 RN SN BRI BRI B
85.0 10 00 10 20 10 40 10 60
29.0 : m/z 71.10 50.38%
| “ L ‘ 130 1410 1690 1070 2260
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance
57.0
—v—v—v—v-|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—r
10.00 10.20 10.40 10.60
5000 m/z 41.10 35.83%
85.0
29.0
113. 0 141 0 184 0
m/z--> ﬁo Jo éo 85 160 120 140 160 180 260 250
Abundance #36165: Undecane, 2-methyl- L e B e
43.0 10.00 10.20 10.40 10.60
m/z 85.10 33.84Y%
71.0
5000
99.0 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 5 Benzenesulfonamide, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.57 ng 216400 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 64
2 Tetracosane 338 C24H50 000646-31-1 38
3 Eicosane 282 C20H42 000112-95-8 38
4 Pentadecane 212 C15H32 000629-62-9 30
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 30

Abundance Scan 731 (10.442 min): BF086650.D (-728) (-) m/z 57.10 100.00%

51.1

90.1
5000

é

I 137.0 171.0 10.20 10.40 10.60 10.80
Al e o | M7z 43.100 73.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #37048: Benzenesulfonamide, 2-methyl-
90.0
5000 L e e
65.0 171.0 10 20 10 40 10. 60 10 80
39.0

137.0 ’ m/z 90.10 53.29%
\

Ld L \

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

57.0

F

10.20 10.40 10.60 10.80
5000 85.0 m/z 71.10  53.23%

23.0 113.0
"~ 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

L L L L L B L L L R N R R AR R RN R RS LR Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #107652: Eicosane R R e e
57.0 10.20 10.40 10.60 10.80
m/z 91.05 41.09%
5000
85.0
29.0
‘ “ ) ‘1113014101690 2620
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 6 Benzenesulfonamide, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.64 2.17 ng 187590 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 94
2 N-p-toluenesulfonvl-I1-threonine.... 363 C18H21NO5S 1000130-34-4 91
3 Tolbutamide 270 C12H18N203S 000064-77-7 72
4 Thiophene-3-o0l. 2.3-dihvdro-. 4-... 288 C11H1205S2 039582-96-2 43
5 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 43
Abundance Scan 748 (10.636 min): BF086650.D (-746) (-) m/z 91.05 100.00%
91.0
5000
65.1 171.1
381 | 10.40 10.60 10.80 11.00
Lo i 13900 | m/z 171.05 36.11%
IR R A A R B B B A S S B A A e - - 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #37047: Benzenesulfonamide, 4-methyl-
91.0
5000
65.0 171.0 10.40 10.60 10.80 11.00
390 ‘ m/z 155.00 32.27%
m/z--> mmmmmmmmmmmmmmmm
Abundance
91.0
171.0 10.40 10.60 10.80 11.00
5000 65.0 m/z 65.10 31.10%
41.0 115.0139.0 200.0 2280 2740  319.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100179: Tolbutamide
91.0 10.40 10.60 10.80 11.00
m/z 107 .05 21.69%
5000
41.0 650 155.0
150|”g|$|“ ”1JJL|“|” O . — NV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 7 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.70 4.71 ng 408128 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Eicosane 282 C20H42 000112-95-8 87
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83

Abundance Scan 754 (10.705 min): BF086650.D (-752) (-) m/z 57.10 100.00%

51.1

5000

10.40 10.60 10.80 11.00
m/z 43.10 79.37%

113.1 140.1 169.1 1961

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544; Tridecane
57.0
5000 LA L L L L L L L
85.0 10,40 10.60 10.80 11.00
20.0 m/z 71.10 52.34%
Ll 130 110 1840
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
B e
10.40 10.60 10.80 11.00
5000 m/z 41.10 37.21%
85.0
29.0
1130 141.0 169.0 282.0
wwmmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36165: Undecane, 2-methyl- e e B ma
43.0 10.40 10.60 10.80 11.00
m/z 85.10 33.98%
71.0
5000
99.0 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 8 Dodecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.15 3.54 ng 306552 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Eicosane 282 C20H42 000112-95-8 80
3 Tridecane 184 C13H28 000629-50-5 74
4 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 793 (11.150 min): BF086650.D (-791) (-) m/z 57.10 100.00%

51.1

1250 1570 1921 2770 10.80 11.00 11.20 11.40
233.2 : m/z 43.10 74.32%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45560: Dodecane, 2-methyl-
43.0
5000 710 LA L L L L L LB L L B
10.80 11.00 11.20 11.40
w00 1410 m/z 71.10 52.61%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R MRS e S e
10.80 11.00 11.20 11.40
5000 m/z 41.10 38.84%
85.0
29.0
113.0 141.0 169.0 282.0
memwmmm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane R ERRREEE L
57.0 10.80 11.00 11.20 11.40
m/z 85.10 34.05%
5000
29.0 85.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 9 Phenanthrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.86 ng 248117 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 95
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
Abundance Scan 847 (11.768 min): BF086650.D (-845) (-) m/z 192.10 100.00%
190.1
5000
94.8 165.1 [ BN BUNIRA RN BN
63.0 150.1 11.40 11.60 11.80 12.00
391 630 78g || 1150 13401501 |, m/z 191.05 58.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192.0
5000
11.40 11.60 11.80 12.00
165.0 m/z 189.10 33.05%
390 630780 "' 1150 1390 | Al
miz--> % 4@ 8 100 150 1o ko 180 2o
Abundance
192.0
11.40 11.60 11.80 12.00
5000 m/z 193.10 17.46%
165.0
39.0 63.0 g10 96.0 1150 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl- s
192.0 11.40 11.60 11.80 12.00
m/z 190.10 16.38%
5000
165.0
150 390 630 80gg0 1150 1300 ) h
m/z--> 20 40 60 80 100 120 140 160 1é0 200 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 10 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.81 17.17 ng 1487270 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 81
Abundance Scan 851 (11.813 min): BF086650.D (-849) (-) m/z 43.10 100.00%
431
73.1
5000
97.1 129.1 DRI U SN BN B
: 157.1 1852 2132 256.3 11.40 11.60 11.80 12.00 12.20
Y : m/z 60.00 80.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43.0 | 730
5000 A U B B N
2420 11. 40 11.60 11.80 12.00 12 20
970 1290 199.0 m/z 41.10 78.63%
.-‘- . .‘-‘- ,H,H\,m” M e ‘ 15201720 1 om0 |
miz--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
1140 11.60 11.80 12.00 12.20
5000 730 m/z 73.10 75.71%
970 129.0 256.0

152,0171.0 19402130 237.0

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

Abundance #65562: Tridecanoic acid R T e
43.0 73.0 11.40 11.60 11.80 12.00 12.20
' m/z 57.10 71.83%
5000
‘ - 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.88 5.64 ng 488252 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 86
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 50
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 46
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 25
5 4-0xo0-2-(4-Ffluorophenyl)-3,4-dih... 190 C10H7FN20 076128-79-5 22

Abundance Scan 857 (11.882 min): BF086650.D (-855) (-) m/z 189.10 100.00%
189.1
5000
165.1 11.60 11.80 12.00 12.20
63.0
Ob 9 N 20 191 2101 ' "m/z 190.10  99.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.60 11.80 12.00 12.20
95.0 m/z 192.10 48.02%
27.0 430 630 799 | 1110 1370 1630 |
m/z--> 25 Jo éo 85 160 150 150 1éo 1§o 260 '
Abundance
190.0
90 146.0 R N SN BN B
11.60 11.80 12.00 12.20
5000 82.0 m/z 191.10 41 .01%
117.0
162.0
65.0 102.0
m/z--> 25 Jo éo 85 160 150 150 1éo 1§o 260 '
Abundance #48999: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0 11.60 11.80 12.00 12.20
m/z 94.70 25.30%
5000
95.0 134.0 162.0
75.0
.|...‘.1‘;i).?.‘.5?.|0“.‘. .“. |“.“..“l|.‘n.-]:4:'0|‘..‘lH‘.|....|“....|..‘..luuuul R BRARE Emmam
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 12 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.60 2.83 ng 466662 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58

Abundance Scan 920 (12.602 min): BF086650.D (-918) (-) m/z 43.10 100.00%

431
73.0
5000 .

12.20 12.40 12.60 12.80 13.00
m/z 55.10 77.23%

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0
12 20 12. 40 12 60 12. 80 13. 00
H 1850 410 m/z 57.10 76.60%
1.
S R
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
R S R R
43.0 12.20 12.40 12.60 12.80 13.00
m/z 73.00 75.45%
5000 1290
185.0 228.0

101.0 157.0

%

m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T T

43.0 12.20 12.40 12.60 12.80 13.00

m/z 60.00 74 .36%
73.0
129.0
185.0
213.0241.0
A “Hm | e s 3120 3720

m/z--> 50 150 200 250 300 350 12 20 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 Heptafluorobutanoic acid, h... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.77  3.20ng 527854  Chrysene-di2 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutanoic acid. heptad... 452 C21H35F702

1000282-97-3 91

2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 86

5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 81

Abundance

m/z

57.10 100.00%

5000

1

Scan 1022 (13.768 min): BF086650.D (-1019) (-)

7.1

230.1
11}49-2182.1 | 269.2

-

13.40 13.60 13.80 14.00

m/z 43.10 91.44%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0
5000 LA L L L L L LB L L B
13.40 13.60 13.80 14.00
‘ m/z 55.10 75.60%
169 0 238.0
i \ NP  E—
mz--> 0 50 O 250 300 350 400 450
Abundance
43.0
B R e e
13.40 13.60 13.80 14.00
5000 83.0 m/z 83.10 55.19%
125.0

167.0 210.0  267. 0307 0 490.0

m/z--> 0 50

100 150 200 250 300 350 400 450

Abundance #93396: Ethanol, 2-(tetradecyloxy)- T
57.0 13.40 13.60 13.80 14.00
m/z 41.10 51.51%
- I ,M/J\wa
196.0
1% | ‘ L ]f39 O . 258.0

HHH

m/z--> 0 50

100 150 200 250 300 350 400 450

13. 40 13. 60 13 80 14.00

8270-BF042716.M Wed May 04 17:18:23 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 14 9-Octadecenamide, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .66 3.46 ng 229526 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
2 Octanamide 143 C8H17NO 000629-01-6 53
3 Dodecanamide 199 C12H25N0 001120-16-7 53
4 Pentanal. oxime 101 C5H11NO 000628-79-5 43
5 trans-2,7-Dimethyl-4,6-octadien-... 154 C10H180 1000281-69-5 43
Abundance Scan 1100 (14.659 min): BF086650.D (-1099) (-) m/z 59.00 100.00%

59.0
5000
N

o5 1 R EARRARESEASS S A
126. 1154118412131 256.2 506 5314.2 347.3 1440 14.60 14.80 15.00

ol ool AL IBATTT 28620902 3108 0 "m/z 72.05  58.91%

m/z--> 50 100 150 200 250 300 350
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000

14.40 14.60 14.80 15.00
m/z 55.10 50.84%

29.0 ‘ 114.0 281.0
PO 0 sseotse0 200252070
m/z--> 50 100 150 200 250 300 350

Abundance
59.0
R RAARE EEAT
14.40 14.60 14.80 15.00
5000 m/z 41.10 39.84%
29.0 100.0 143.0
m/z--> 50 100 150 200 250 300 350
Abundance #55487: Dodecanamide A EEEamE B
59.0 14.40 14.60 14.80 15.00

m/z 43.10 38.38%

5000
28.0

L “ J‘ 100.0128.0156.0  199.0

m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 15 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .99 6.96 ng 461592 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
Abundance Scan 1129 (14.991 min): BF086650.D (-1127) (-) m/z 57.10 100.00%
57.1
5000 ‘J\J__j\&/!\\
99.1 14.60 14.80 15.00 15.20 15.40
1411
I 1‘- | 2o 17512071 250.2 809233933714 | sz 43.10  65.43%
m/z--> 50 100 150 200 250 300 350
Abundance #99475: Nonadecane
57.0
5000 AR DAL DL UL B
14 60 14. 80 15. oo 15.20 15.40
0 268.0 m/z 71.10 54 _.38%
O |y e e e |
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14,60 14.80 15.00 15.20 15.40
5000 m/z 85.10 39.05%
99.0
27.0 Mmlmonm 281.0  337.0 394.0 MMAJWﬁ\m/KW
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #107652: Eicosane I RREEEEEES T
57.0 14.60 14.80 15.00 15.20 15.40
m/z 55.10 23.18%
5000
2 me e
m/z--> m 100 150 2m 250 3m 350 Mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 16 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.19 6.94 ng 459987 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 94
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 1146 (15.185 min): BF086650.D (-1144) (-) m/z 252.10 100.00%
259.1
5000
51.0 87.0 12]51 1741 2231 307.3337.2365.4 399.4 14.80 15.00 15.20 1540 1560
o510 870 , i 1741 2231 \| 307.3337.23654 3994 ., 550 10  28.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252.0
5000

14.80 15.00 15.20 15.40 15.60
m/z 253.15 21.64%

125.0
50.0 83.0 | | 1740 2230 |
— e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—r'_f
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.10 14.06%
126.0
57.0 87.0 174.0 222.0
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #89825: Benzo[K]fluoranthene A B R AR
252.0 14.80 15.00 15.20 15.40 15.60
m/z 126.00 12.22%
5000
126.0
51.0 84.0 }‘ 1740 2230
— e e R R RSN
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 17 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.73 4.99 ng 330734 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 1194 (15.734 min): BF086650.D (-1192) (-) m/z 57.10 100.00%
57.1
5000 J~f\~a~/x~\v_/\”~\&/\,M_A,/\
jwl 150 60 1550 16100
131.7 266.1 : : : :
ol b A | 37 1692 2252 2001 30423373 3994 7o 4310 64.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115575: Eicosane, 10-methyl-
57.0
5000 R AL BN BN SURRE
15.40 15.60 15.80 16.00
9.0 m/z 71.10 54.63%
154.0
A ‘ 0|y . 1830 239.0 2810
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 39.28%
99.0
27,0 141.0 183.0 225.0 267.0 338.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155177: Octacosane AN RS B
57.0 15.40 15.60 15.80 16.00
m/z 55.10 21.54%
5000
99.0
210 ‘ | ;\ | 1410 1830 2250 2810 337.0  394.0
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086650.D

Aca On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 18 unknownl16.33 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.33 3.53 ng 234213 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 47
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 37
3 Anthracene. 9-heptvl- 276 C21H24 1000157-50-3 35
4 Spirol4-oxatricvclol5.3.0.0(2.6)... 276 C18H2802 1000156-82-9 35
5 4,5-Dihydrothiazol-4-one, 2-(2-m... 222 C10H10N202S 022476-61-5 30
Abundance Scan 1246 (16.328 min): BF086650.D (-1244) (-) m/z 191.20 100.00%
192
95.1
5000
95.1 37.1 280.1
228.2 331.4 397.5 16.00 16.20 16.40 16.60
m/z 95.10 62.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191.0
50001 28.0 LA SRR SRR
16.00 16.20 16.40 16.60
950 1350 m/z 81.10 40.23%
|||‘||‘|||“|“:|‘“|“|‘i:‘:‘::||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0 191.0
s 16100 16,20 1640 1660
5000 m/z 69.10 37 .54%
135.0
222.0 264.0 303.0
m/z--> §0 160 1éo 200 2%0 360 3%0 400
Abundance #104294: Anthracene, 9-heptyl- R R ma AR
191.0 16.00 16.20 16.40 16.60
m/z 123.10 33.66%
5000 276.0

41.0 70.0 101.0 1520 . | _ 2310

| T T I T T
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
Data File : BF086650.D

Acq On : 3 May 2016 17:54

Operator : UM/SJ

Sample : H2685-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.94 6.0 ng 398608 1 6.75 1320200 20.0
unknown6 .52 6.52 86.4 ng 5704860 1 6.75 1320200 20.0
Hexadecane 10.24 3.9 ng 327525 3 9.79 1683500 20.0
Benzenesulfonamid... 10.44 2.6 ng 216400 3 9.79 1683500 20.0
Benzenesulfonamid... 10.64 2.2 ng 187590 4 11.28 1732880 20.0
Tridecane 10.70 4.7 ng 408128 4 11.28 1732880 20.0
Dodecane, 2-methyl- 11.15 3.5 ng 306552 4 11.28 1732880 20.0
Phenanthrene, 2-m... 11.77 2.9 ng 248117 4 11.28 1732880 20.0
Pentadecanoic acid 11.81 17.2 ng 1487270 4 11.28 1732880 20.0
4H-Cyclopenta[def... 11.88 5.6 ng 488252 4 11.28 1732880 20.0
Octadecanoic acid 12.60 2.8 ng 466662 5 13.90 3301590 20.0
Heptafluorobutano... 13.77 3.2 ng 527854 5 13.90 3301590 20.0
9-Octadecenamide, ... 14.66 3.5 ng 229526 6 15.30 1325800 20.0
Nonadecane 14.99 7.0 ng 461592 6 15.30 1325800 20.0
Benzo[e]pyrene 15.19 6.9 ng 459987 6 15.30 1325800 20.0
Eicosane, 10-methyl- 15.73 5.0 ng 330734 6 15.30 1325800 20.0
unknownl16 .33 16.33 3.5 ng 234213 6 15.30 1325800 20.0
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