LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 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-BF030316.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 5.133 246 249 260 rVB 204050 252607 7.59% 0.782%
2 5.533 282 284 287 rBV 2155442 3136805 94.27% 9.714%
3 6.562 371 374 377 rBV 2542603 2751445 82.69% 8.520%
4 6.710 384 387 389 rBV 2806622 3327337 100.00% 10.304%
5 6.939 405 407 409 rBV 1071861 862774 25.93% 2.672%
6 7.099 418 421 423 rBV 2741095 2602341 78.21% 8.059%
7 7.499 453 456 458 rBV 1856413 1826419 54.89% 5.656%
8 8.219 517 519 522 rBV 964017 1077128 32.37% 3.336%
9 9.305 611 614 616 rBvY 2758331 3164275 95.10% 9.799%
10 9.385 619 621 623 rBv 22504 35149 1.06% 0.109%
11 9.636 638 643 646 rBv2 26474 42447 1.28% 0.131%

12 9.693 646 648 650 rBvV 352392 336312 10.11% 1.041%
13 9.910 663 667 669 rvv 112092 105531 3.17% 0.327%
14 9.979 670 673 675 rvV 1076075 937209 28.17% 2.902%

15 10.013 675 676 678 rVB 54632 38663 1.16% 0.120%
16 10.139 684 687 689 rBv2 27417 45995 1.38% 0.142%
17 10.173 689 690 693 rvv2 27587 50352 1.51% 0.156%
18 10.230 693 695 697 rVvB3 32781 37377 1.12% 0.116%
19 10.413 707 711 712 rBV 99576 142376 4.28% 0.441%
20 10.528 719 721 723 rVB 38075 50626 1.52% 0.157%
21 10.630 726 730 733 rvV 50848 86625 2.60% 0.268%

22 10.768 739 742 744 rBV 1542175 1505912 45.26% 4.663%
23 10.882 749 752 756 rvV 144949 198305 5.96% 0.614%

24 11.076 766 769 770 rBvV2 28161 42861 1.29% 0.133%
25 11.328 789 791 792 rVvV 85136 76883 2.31% 0.238%
26 11.362 792 794 797 rVB 58662 70155 2.11% 0.217%

27 11.465 800 803 804 rBvV 864043 836231 25.13% 2.590%
28 11.533 807 809 811 rVB 109348 115618 3.47% 0.358%
29 11.693 820 823 826 rBV 40196 79322 2.38% 0.246%
30 11.751 826 828 830 rvB 29722 37350 1.12% 0.116%

31 11.991 844 849 851 rBV 108413 180441 5.42% 0.559%
32 12.071 854 856 861 rVvB 84260 162858 4._.89% 0.504%
33 12.254 870 872 876 rVB3 29076 61403 1.85% 0.190%
34 12.414 882 886 887 rBv2 26460 49973 1.50% 0.155%
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LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 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-BF030316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.516 892 895 896 rBvV 49030 58372 1.75% 0.181%
36 12.551 896 898 901 rvv2 46464 57476 1.73% 0.178%
37 12.676 906 909 911 rBV 589427 537037 16.14% 1.663%
38 12.768 915 917 921 rBV3 52779 89512 2.69% 0.277%
39 12.905 926 929 931 rBV 554287 610793 18.36% 1.891%
40 12.951 932 933 936 rBvV2 24517 36157 1.09% 0.112%

41 13.054 939 942 944 rVvV 1810670 2196811 66.02% 6.803%
42 13.122 945 948 952 rBV3 43506 108014 3.25% 0.334%

43 13.236 955 0958 959 rvB 54452 91829 2.76% 0.284%
44 13.294 961 963 965 rvv2 48717 71026 2.13% 0.220%
45 13.339 965 967 970 rvB4 49296 86864 2.61% 0.269%

46 13.945 1018 1020 1025 rVB2 130922 172644 5.19% 0.535%
47 14.105 1030 1034 1039 rVB2 654445 1256359 37.76% 3.891%
48 14.859 1098 1100 1103 rBV 271739 321448 9.66% 0.995%
49 15.145 1122 1125 1129 rBV 206151 473315 14.23% 1.466%
50 15.442 1148 1151 1154 rBV 133840 191237 5.75% 0.592%

51 15.500 1154 1156 1160 rVV 202948 290772 8.74% 0.900%
52 15.568 1160 1162 1168 rVB 533776 808457 24 _.30% 2.504%
53 16.277 1222 1224 1231 rVB 89073 184956 5.56% 0.573%
54 17.020 1286 1289 1295 rVB2 88757 177760 5.34% 0.550%
55 17.454 1325 1327 1335 rVB 57205 144193 4_.33% 0.447%

Sum of corrected areas: 32292137
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LSC Report - Integrated Chromatogram

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085344.D

2500000
5.53

2000000 750
1500000
6.94

1000000

500000

5.13

T T e e e T L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085344.D

2500000

2000000 13.05

10.77
1500000

1000000{ 8:22 L
12.6812.90

500000
9.38 9 Qmméofémii )\ 11,08 4138L-5P 5 25 U

Time--> 8.50 9.00 9. 50 10 00 10. 50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085344.D

2500000

2000000

1500000

1000000 14.11 15.57

500000

0 ———— —————————— T ———— ]

Time--> 14 OO 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 : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 5.86 ng 252607 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (5.133 min): BF085344.D (-246) (-) m/z 43.10 100.00%
a3
59
5000
101 IS NARAE NN SRR AR
51 | 83 | 4.80 5.00 520 5.40
i S SRS m/z 59.10 59.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BRI UL R A
59 480 500 520 540
m/z 101.10 21.98%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.80 500 520 540
5000 M m/z 58.10 16.46%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R mar
43 480 5.00 5.20 5.40
m/z 41.10 8.63%
5000
101
15 31 | %8 g9 gp
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.71 Concentration Rank 1

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

6.71 77.13 ng 3327340 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 387 (6.710 min): BF085344.D (-384) (-) m/z 132.10 100.00%
132
5000
68
% 640 6.60 680 7.00
40 54 . . . .
B TR :|-.|.7.7, o7 | Meus oo m/z 134.10 33.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR R
6.40 6.60 6.80 7.00
21 51 78 m/z 68.10 33.81%
‘ L ‘ | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.10 20.78%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A Ea R
132 6.40 6.60 6.80 7.00
m/z 96.10 14 .56%
5000 67
41 97
53
e el
||||“i“||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|O§||“|||H|||||||||||||||| s
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 : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 4 Heptadecane Concentration Rank 12

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

9.91 2.25 ng 105531 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 667 (9.910 min): BF085344.D (-663) (-) m/z 57.10 100.00%
57
43 | 11
5000 85
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—q—v—v—v—v—r
99 9.60 9.80 10.00 10.20
113
et b A ST s w/z 71.10  69.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57
43 | 5
85
5000
9.60 9.80 10.00 10.20
29 99 m/z 43.10 63.90%
50 | 113127141155169183197211 240
m/z--> 20 4b 60 85 160 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 '9.60 9.80 10.00 10.20
5000 m/z 85.10 46.48%
85
29
99113127141155160 282
wwmmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane LI L L B L BN |
43 57 9.60 9.80 10.00 10.20
m/z 41.10 32.01%
71
5000
85
29
5 | | ) | eumenass
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 5 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.41 3.04 ng 142376 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 711 (10.413 min): BF085344.D (-707) (-) m/z 57.10 100.00%

57
71

5000

99 e
113127141154 169 10.00 10.20 10.40 10.60 10.80

m/z 71.10 72 .73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82608: Heptadecane
57
43 71
85
5000 [Trr T rrrrrrrrrrrrrT

10.00 10.20 10.40 10.60 10.80
29 99 m/z 43.10 62.07%

5 | 113127141155169183197211 240

A
i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o7
et Sttt
10.00 10.20 10.40 10.60 10.80
5000 n m/z 85.05 56.32%
85
29
99 113127141155169183197 226
SR AR M NP M Bt Sl cl LA
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91035: Octadecane P e e
43 57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 29.70%
71
5000 85
29 99
| | | 11‘3127141155169183197211225 254
SRS B BTN SN S M b e e e A NN
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.88 4.74 ng 198305 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Dodecane 170 C12H26 000112-40-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 752 (10.882 min): BF085344.D (-749) (-) m/z 57.10 100.00%
57
71
43
5000 85
99 DA PN U U JUL
1131271 41155169183 10.60 10.80 11.00 11.20
.w.”.m”l“ﬂuJ.J{“L,”.w”..”...}??”..”..”.“.““. m/z 71.10 77.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LR B UL UL S
85 10 60 10. 80 11. oo 11.20
29 m/z 43.10 62.94%
| ‘ L %0113197141185160 282
m/z--> 25 45 éo éo 160 120 150 160 180 200 220 240 2éo 280
Abundance
57
43 SRR UL SRR UL
71 10.60 10.80 11.00 11.20
5000 g5 m/z 85.10 48 .82%
29

99
113127141155169183197 226

wmﬁﬂﬁﬁmmrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane e o B e
57 10.60 10.80 11.00 11.20

43 m/z 41.10 28.03%
71

5000

29 99
L) M8127141156169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10. 80 11. OO 11.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.99 4.32 ng 180441 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 849 (11.991 min): BF085344.D (-844) (-) m/z 192.10 100.00%

192

5000

11.60 11.80 12.00 12.20 12.40
m/z 191.10 57.27%

43 60 73

1
o 96 115197139152 213 227 256

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

Abundance #50627: Phenanthrene, 2-methyl-
192
5000 [TrfrfrrrrrrrrprrrorprTs
11.60 11.80 12.00 12.20 12.40
165 m/z 189.10 30.56%
27 50 63 75, \‘ 115127139152 | 178 |
T T T T [ R T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 193.10 16.87%
165

27 39 63 82 96 115127139152 | 178

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

Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192 11.60 11.80 12.00 12.20 12.40
m/z 190.10 15.09%
5000
165
2739 63 83 9 115157139150 | 178 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12.20 12.40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

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

12.07 3.90 ng 162858 Phenanthrene-d10 11.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 86

2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38

3 Naphtho[1l,2-b]norbornadiene 192 C15H12 1000210-14-8 38

4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 38

5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 30
Abundance Scan 856 (12.071 min): BF085344.D (-854) (-) m/z 189.10 100.00%

1

5000

%8

165

11.80 12.00 12.20 12.40
m/z 192.10  91.84%

113 128139 152

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 LA L L L L L B
94 11. 80 12. 00 12. 20 12. 40
m/z 190.10 88.11%
27 39 50 63 8L | 170122 137 150 163 178 ||
T I I B o o B e LA B i o o o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
P e A Y T
11.80 12.00 12.20 12.40
5000 m/z 191.10 70.07%
165

27 39 51 63 83 95105115125 139 152 178

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50633: Naphtho[1,2-b]norbornadiene PR
192 11.80 12.00 12.20 12.40

m/z 94.60 39.35%

.

5000 165

%

139 ‘ ‘
39 51 63 82 9505115126 152 | 176 ‘ﬂ

m/z--> 20 40 60 80 100 120 140 160 180 200 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 wunknownl2.77 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.14 ng 89512 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 35
2 7H-Furo[3,2-g][1]benzopyran-7-on... 202 C11H604 002009-24-7 27
3 Undecanoic acid 186 C11H2202 000112-37-8 27
4 Pentadecanoic acid 242 C15H3002 001002-84-2 27
5 Pyrene 202 C16H10 000129-00-0 22

Abundance Scan 917 (12.768 min): BF085344.D (-915) (-) m/z 202.10 100.00%

2

5000

226241 302 12.40 12.60 12.80 13.00
m/z 73.10 82.58%

185

144 164

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56046: Dodecanoic acid
60
43
5000 129
85 157 12.40 12.60 12.80 13.00
m/z 43.10 82.08%
2 H 101 ‘ 200
) Lot 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
202
R A e e o
12.40 12.60 12.80 13.00
5000 m/z 55.10 75.28%
174

89 113129 146
mwwmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #46616: Undecanoic acid R e EEaE L
M 60 12.40 12.60 12.80 13.00
m/z 57.10 61.85%
5000
16
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Cyclopentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.75 ng 172644 Chrysene-d12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 81
2 1-Pentadecanethiol 244 C15H32S 025276-70-4 59
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 55
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 55
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 55
Abundance Scan 1020 (13.945 min): BF085344.D (-1018) (-) m/z 230.10 100.00%
230
57
5000 "
RN U DU I
139154 174 250 301 13.60 13.80 14.00 14.20
,,‘ . 2t m/z 57.10 77.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63051: Cyclopentadecane

;

5000

13.60 13.80 14.00 14.20
m/z 83.10 66.43%

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
B LI B s
13.60 13.80 14.00 14.20
5000 m/z 43.10 59.85%
29 111 244
210
126 154 182 298
mﬁmmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester B Em R B
43 13.60 13.80 14.00 14.20
m/z 97.10 59.72%
69
5000
‘ 125140 169 195 224 252
e B AN B s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 11 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.86 7.95 ng 321448 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 64
2 Tetradecanamide 227 C14H29NO 000638-58-4 50
3 cis-11-Eicosenamide 309 C20H39NO 010436-08-5 46
4 Dodecanamide 199 C12H25NO0 001120-16-7 43
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 43
Abundance Scan 1100 (14.859 min): BF085344.D (-1098) (-) m/z 59.10 100.00%
¢
5000
41
T 4160 14180 1600 15,20
MO : : : :
o Al 170,104212 240 266 294 320337385 | yz77775 10 76.62%
m/z--> 50 100 150 200 250 300 350
Abundance #106877: 9-Octadecenamide, (2)-
59
5000 L BUCL BN BN B
14.60 14.80 15.00 15.20
‘ gy 98 126 m/z 55.10 47 .44%
281
: I\“ IH‘ H‘ H\‘ M‘\ m‘\ \‘dl ‘l 1§4|. ; ]:84; |22|0|23|8 2|63| I‘ : T
m/z--> 50 100 150 200 250 300 350
Abundance
59
" 14.60 14.80 15.00 15,20
5000 m/z 41.10 30.22%
41
18 79 97 128 4g6184 5057
m/z--> 50 100 150 200 250 300 350
Abundance #122405: cis-11-Eicosenamide B A B
14.60 14.80 15.00 15.20
m/z 69.10 29.68%
5000
16
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 : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 13 _beta.-iso-Methyl ionone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.28 4_.58 ng 184956 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 52
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 30
3 1-Cyclohexene, 1,3,3-trimethyl-2._._. 206 C14H220 1000197-08-4 25
4 5-(1-1sopropenyl-4,5-dimethylbic... 332 C22H3602 1000195-69-8 25
5 2"-Fluoro-6"-(trifluoromethyl)-a... 206 C9H6F40 174013-29-7 22
Abundance Scan 1224 (16.277 min): BF085344.D (-1222) (-) m/z 191.20 100.00%
191
5000 81
123
95 163 264 AN SR BN B
214 244 | 583305 332 383 16.00 16.20 16.40 16.60
m/z 81.10 43.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 LSRN SN NN B
16.00 16.20 16.40 16.60
g5 135 163 m/z 177.15 43.72%
69
II‘II‘III\‘I‘\II\\‘I“I‘il‘lwllIIIII —
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16,00 16,20 16.40 16.60
5000 57 m/z 95.10 43_47%
107 149
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... e Al Eama s R S
191 16.00 16.20 16.40 16.60
m/z 69.10 37 .40%
5000{ 43
123 149
.‘.‘.‘,“.(‘3‘?“.‘.M,‘h.‘.“‘.“‘l.‘l,.‘.“..,.... ———— .
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 : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085344.D

Acq On : 10 Mar 2016 20:28

Operator : UM/SJ

Sample : H1753-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.13 5.9 ng 252607 1 6.94 862774 20.0
unknown6.71 6.71 77.1 ng 3327340 1 6.94 862774 20.0
Heptadecane 9.91 2.3 ng 105531 3 9.98 937209 20.0
Hexadecane 10.41 3.0 ng 142376 3 9.98 937209 20.0
Eicosane 10.88 4.7 ng 198305 4 11.46 836231 20.0
Phenanthrene, 2-m... 11.99 4.3 ng 180441 4 11.46 836231 20.0
4H-Cyclopenta[def... 12.07 3.9 ng 162858 4 11.46 836231 20.0
unknownl12.77 12.77 2.1 ng 89512 4 11.46 836231 20.0
Cyclopentadecane 13.95 2.8 ng 172644 5 14.11 1256360 20.0
9-Octadecenamide, ... 14.86 8.0 ng 321448 6 15.57 808457 20.0
-beta.-iso-Methyl... 16.28 4.6 ng 184956 6 15.57 808457 20.0
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