LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59 Instrument :

Operator : UM/SJ BNA_F

Sample - H1804-03 ClientSampleld :

Vi : TRACK-D-GRID-7B
isc _

ALS Vial : 24 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-BF031816.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 3.819 131 134 138 rBV 269939 410037 9.93% 1.048%
2 5.064 241 243 248 rBvY 47857 75680 1.83% 0.193%
3 5.316 263 265 267 rBY 69670 77642 1.88% 0.198%
4 5.419 272 274 275 rBV 135749 150920 3.65% 0.386%
5 5.453 275 277 280 rVB 2516342 3340077 80.88% 8.539%
6 5.682 294 297 300 rvB 110225 144930 3.51% 0.371%
7 6.493 365 368 370 rBV 2566830 3702517 89.66% 9.466%
8 6.619 376 379 382 rBV 3004637 3311078 80.18% 8.465%
9 6.676 382 384 387 rvB2 67195 82753 2.00% 0.212%
10 6.847 397 399 402 rBVY 667470 754226 18.26% 1.928%

11 7.007 410 413 416 rBV 2839737 2685876 65.04% 6.867%
12 7.110 421 422 426 rVB 162223 144332 3.50% 0.369%
13 7.419 446 449 451 rBV 2241247 2343041 56.74% 5.990%
14 7.499 454 456 464 rVB 36317 65810 1.59% 0.168%
15 7.887 486 490 492 rBV2 41358 76239 1.85% 0.195%

16 8.139 509 512 516 rBV2 1099708 1332274 32.26% 3.406%
17 8.848 572 574 578 rBB 60810 54538 1.32% 0.139%
18 9.213 603 606 609 rBV 3656695 3914251 94.79% 10.007%
19 9.602 638 640 642 rVB 406583 527832 12.78% 1.349%

20 9.819 657 659 663 rBv 31637 45676 1.11% 0.117%
21 9.888 663 665 668 rVvB 1159874 1082383 26.21% 2.767%
22 10.185 689 691 697 rBvV 27825 49934 1.21% 0.128%
23 10.322 699 703 705 rBv2 131597 180387 4._.37% 0.461%
24 10.539 719 722 726 rBV 43893 78556 1.90% 0.201%

25 10.676 731 734 737 rBV2 1985034 2589781 62.71% 6.621%

26 10.791 743 744 749 rBV 106151 189390 4_59% 0.484%

27 11.248 782 784 785 rBV 64580 73708 1.78% 0.188%
28 11.374 793 795 796 rBV 1349688 1182159 28.63% 3.022%
29 11.396 796 797 798 rvVv 115200 86862 2.10% 0.222%
30 11.442 798 801 804 rvVvB3 37834 63796 1.54% 0.163%
31 11.899 840 841 844 rBV 168927 230864 5.59% 0.590%
32 11.979 847 848 852 rvB2 30066 48385 1.17% 0.124%
33 12.585 898 901 902 rBV 84755 82632 2.00% 0.211%

34 12.688 907 910 916 rBv4 126754 187267 4_.53% 0.479%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 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-BF031816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.779 916 918 919 rvv 301149 250043 6.06% 0.639%

36 12.814 919 921 922 rVB 75398 86073 2.08% 0.220%
37 12.962 931 934 936 rBV 4028590 4129467 100.00% 10.557%
38 13.442 971 976 978 rBV 1307394 2266073 54.88% 5.793%
39 13.511 981 982 991 rVB 233857 315957 7.65% 0.808%
40 13.865 1011 1013 1020 rBV 86105 196236 4._75% 0.502%

41 14.002 1023 1025 1028 rBV 1010383 1106296 26.79% 2.828%
42 14.117 1033 1035 1039 rVvVv 187510 319596 7.74% 0.817%

43 14.174 1039 1040 1047 rVB2 28514 51850 1.26% 0.133%

44 15.431 1147 1150 1157 rBV 705894 859246 20.81% 2.197%

45 15.877 1186 1189 1194 rVB 32560 49705 1.20% 0.127%

46 16.357 1227 1231 1237 rVB 35878 67343 1.63% 0.172%

47 16.917 1276 1280 1286 rBV 22861 51464 1.25% 0.132%
Sum of corrected areas: 39115182
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF085560.D
4000000
3000000 6.62 701
5.45 6.49
7.42
2000000
1000000
6.85
3.82
2 568 \7-11
I WSS )l o | W\ i S i
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: BF085560.D
4000000 12.96
9.21
3000000
2000000 10.68
11.37 13.44
8.14 9.89
1000000
s 11,90 1% 51
8.85 Jl 0. 10,&9-3210.54 10.79 11. 250448 {68 12106 .81\
0....,...".,.L........_.A..‘J.‘........L....ﬁ..........
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: BF085560.D
4000000
3000000
2000000
1000000 14.00
15.43
14.12
G3.87 17 15.88 16.36 16.92
A R
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\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.06 2.01 ng 75680 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 10
3 Acetone 58 C3H60 000067-64-1 9
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9

Abundance Scan 243 (5.064 min): BF085560.D (-241) (-) m/z 43.10 100.00%
a3
59
5000
101 SUNEIS SIS (.S U, o
49 | 83 4.80 5.00 5.20 5.40
SENEEEEEEEEENBSESEMAY I 1 Y0NS OSSN MMM m/z 59.10 59.18%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI UL UL LIS I
59 480 500 520 5.40
m/z 101.10 23.09%
15 31 101
25 77 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.10 18.19%
55
27
15
37 49 63 7177 83 98
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #205: Acetone EmaE a e AR
43 4.80 5.00 5.20 5.40
m/z 41.10 9.48%
5000
15
58
27
"W?”'IA'W"mu”'ﬁl'”l”'lP'”l'”'P"W'”'I”'W' "'W"”I'”'I”A'P'J
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40

8270-BF031816.M Mon Mar 21 16:51:18 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 unknown6.62 Concentration Rank 1

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

6.62 87.80 ng 3311080 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 379 (6.619 min): BF085560.D (-376) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 * 620 6.40 6.60 6.80 7.00
54 104 : : . . .
..,....,....,....,".'..?,:.'..??...' Pt ot b g el || M/Z 68.10  40.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R AN AR AN
6.20 6.40 6.60 6.80 7.00
78 m/z 134.10 32.66%
1, | 1
s B B B o % % 1 110 1% 1% 1k
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.09%
104
66
14 27 37 4451 5 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e EEEmnmrEa R S
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.10 16.79%
5000 0
31 52
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 Benzene, 1,2,3-trimethyl- Concentration Rank 15

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

6.68 2.19 ng 82753 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 384 (6.676 min): BFO8§560.D (-382) () m/z 105.10 100.00%
105
5000 120
77 91
39 51 65 6.40 6.60 6.80 7.00
S PP WD N S 89 Tm/z 120.10  44.45Y%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9113: Benzene, 1,2,3-trimethyl-
105
5000
120 6.40 6.60 6.80 7.00
77 m/z 91.10 12.69%
15 27 33 il %1 1/}
miz--> 20 40 60 80 100 120 140 160
Abundance
105
6.40 6.60 6.80 7.00
5000 m/z 119.10 12.69%
27 120
15 27 39 51 65 o
mz-> 20 40 60 80 100 120 140 160
Abundance #9124: Benzene, 1,2,4-trimethyl-
105 6.40 6.60 6.80 7.00
m/z 77.10 12 .66%
120
5000

I A N
Ay ! |

T
m/z--> 20 40 60 80 100 120 140

|
160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 Indene Concentration Rank 10

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

7.11 3.83 ng 144332 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 97
2 Benzene, 1-propynyl- 116 C9HS8 000673-32-5 95
3 Benzene, 1l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 91
4 Benzene,l-ethynyl-2-methyl- 116 C9HS8 000766-47-2 91
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 91

Abundance Scan 422 (7.110 min): BF085560.D (-421) (-) m/z 115.10 100.00%
115
5000
63 89 HPUSARASARRARARRARSAS
39 50 6.80 7.00 7.20 7.40
L 162 169 m/z 116.05 93.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8168: Indene
116
5000

6.80 7.00 7.20 7.40
m/z 89.10 13.21%

63
27 39 51 T o7 % %8106 ||
B VN - 0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

115
A

6.80 7.00 7.20 7.40
5000 m/z 63.05 12 .06%

89
27 39 51 63 74 98 106

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8175: Benzene, 1-ethynyl-4-methyl-

115 6.80 7.00 7.20 7.40
m/z 117.10 9.91%

5000

51 63 74 89

98
P T A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.32 3.33 ng 180387 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
3 Tetracosane 338 C24H50 000646-31-1 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 703 (10.322 min): BF085560.D (-699) (-) m/z 57.10 100.00%
57
5000 85
3 113 149 147 10.00 10.20 10.40 10.60
m/z 43.10 75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #55008: Tetradecane
57
5000 85 T T T [T T T[T T T[T
10.00 10.20 10.40 10.60
29 m/z 71.10 66.42%
S N e T
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance
57
10,00 10.20 10.40 10.60
5000 a5 m/z 85.10 46.36%
29 141
113 169

AU A R A SRS AN SRS SRR LA SARAN RARAN LA SARAS LARE SARN SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 \
Abundance #136481: Tetracosane T
57 10.00 10.20 10.40 10.60
m/z 41.10 33.88%

5000 85

29

h L 141 160 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.00 10.20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.79 3.20 ng 189390 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Pentadecane 212 C15H32 000629-62-9 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 78
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 744 (10.791 min): BF085560.D (-743) (-) m/z 57.10 100.00%
g7
5000 4 85
\ e W e
113 141 10.40 10.60 10.80 11.00 11.20
rerprreeee el Ao reereree. | m/z . 43.10  73.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107651: Eicosane
57
5000 L DAL DR RN B
85 10 40 10 60 10. 80 11. oo 11. 20
29 m/z 71.10 67 .42%
Py ) s a1 169 197 225 253 262
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
10,40 10,60 10.80 11.00 11.20
5000 g5 m/z 85.10 42 .73%
29
113 141 19 212
mmm‘wwwﬁwﬁvﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544: Tridecane | LR N L LN LN N L
57 10.40 10.60 10.80 11.00 11.20
m/z 41.05 35.07%
5000
85
29 J
NN BRIV
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 ' 10 40 10 60 10. 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.91 ng 230864 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Dodecane, 1,2-dibromo- 326 C12H24Br2 055334-42-4 15
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 841 (11.899 min): BF085560.D (-840) (-) m/z 73.10 100.00%
43 6o 7B
5000
192
85 129
3 115
143157171 213 11.60 11.80 12.00 12.20
S 21 70 m/z 43.10 89.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 R B LN SULRN B
nmnmnmnm
m/z 60.10 83.93%
\\‘ \ H H\ }01;}5 \ 1431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
11160 11.80 12.00 1220 |
5000( o 129 m/z 41.10 68.51%
87 242
143 199
115 185
101 157 171 213
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid s e AN
60 73 11.60 11.80 12.00 12.20
43 m/z 57.10 68.41%
129
5000 -
L1l i i
| | ulllall L |
NSRS SN

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.39 ng 187267 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Hexadecane 226 C16H34 000544-76-3 25
4 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 18
5 tert-Hexadecanethiol 258 C16H34S 025360-09-2 15
Abundance Scan 910 (12.688 min): BF085560.D (-907) (-) m/z 73.10 100.00%
43 73
5
5000 129
185 i R AN AR
U3 e ATL | 00 2 12.40 12.60 12.80 13.00
m/z 43.10 89.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #83686: Pentadecanoic acid

SN
w
&)}
~
w

5000 129 R LR
12. 40 12 60 12. 80 13. 00

m/z 60.10 81.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 e e e
57 12.40 12.60 12.80 13.00
5000 12 m/z 57.10 75.58%
29 185 228

97115 143 171 199,15

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

%

Abundance #73966: Hexadecane e

43 57 7 12.40 12.60 12.80 13.00

m/z 55.05 71.61%
5000 85
29 113
127 226

EEO I O P Y R JW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 Hexadecanamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.78 4.52 ng 250043 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 90
3 Dodecanamide 199 C12H25NO 001120-16-7 72
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 64
5 Octanamide 143 C8H17NO 000629-01-6 56
Abundance Scan 918 (12.779 min): BF085560.D (-916) (-) m/z 59.10 100.00%
59
5000 72
86 . 114128 o1o 1240 12.60 12.80 13.00
...,....,||!..|!|..'-.'.,al..l.?(.’...,....14.2}1.?6.1.7.(’.}??.1.95%...,2.?‘3.2]3}?..2?7. m/z 72.10 47.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide
59
5000 72 LI L L L L IO L L LB LB L
12.40 12.60 12.80 13.00

m/z 43.10 22 .45%

29 W M 86100114128142156170184193212226240255

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
R
12.40 12.60 12.80 13.00
5000 - m/z 41.10 17.44%
41
2 86100114128142156170184198 227
= e MM - .
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55487: Dodecanamide e B RRE S
59 12.40 12.60 12.80 13.00
m/z 55.10 14 .62%
5000
72
28 43
15 L | | | 86100114128142156170 109
A RN e s e e e aders
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 3
R.T. EstConc Area Relative to ISTD R.T.
13.44 40.97 ng 2266070 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35N0 000301-02-0 72
2 Tetradecanamide 227 C14H29NO 000638-58-4 50
3 Hexadecanamide 255 C16H33N0 000629-54-9 50
4 Nonanamide 157 C9H19NO 001120-07-6 43
5 Undecanamide, 1l1-bromo- 263 C11H22BrNO 005875-26-3 43
Abundance Scan 976 (13.442 min): BF085560.D (-971) (-) m/z 59.10 100.00%
59
5000
41
81 98112126 13.20 13.40 13.60 13.80
140
154168 184198 221 238 264 281 n/z 72.10 73 . 84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 LB SURBLLE IULILN U S
13. 20 13. 40 13. 60 13. 80
m/z 55.10 37.63%
M J‘ s %ﬁ 114128 154170184198 220 238 264 281
m/z--> ﬁo Jo eb 85 100 150 150 160 180 200 220 240 2éo 2éo
Abundance
59
' 13.20 13.40 13.60 13.80
5000 m/z 41.05 29.38%
43
29 73 97 114128 155160 184198515227
wmﬁmmﬁwwwmfwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91512: Hexadecanamide T R mmme ARSI S S A
59 13. 20 13. 40 13. 60 13. 80
m/z 43.10 23.70%
5000
43
29 1 861001141281421561701841982122262402
IIII""I""I""I""IIIII T SRE SRR BREAS IIIII""I""IIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 1-Tetracosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.55 ng 196236 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90
Abundance Scan 1013 (13.865 min): BF085560.D (-1011) (-) m/z 57.10 100.00%
83
3 139 208 230 Bmmmmmmm

A m/z 83.10 84.01%

m/z--> 50 100 150 200 250 300 350
Abundance #142901: 1-Tetracosanol
43
83

5000
13160 1380 14.00 14.20
m/z 43.10 80.94%

18 111
L 4 M i 140 168 196 238 266 308 336
b A e e A
miz--> 150 200 250 300 350
Abundance
43

69 13.60 13.80 14.00 14.20

5000 m/z 55.10 78.68%
97
125 169 210
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43 13.60 13.80 14.00 14.20

m/z 97.05 75.33%

5000 83
18 111
‘h‘{ G ' b | \139 168 196 224 252 278 308 336 364
Al 10, | ; B e e S

m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 Tetradecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.12 5.78 ng 319596 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 59
2 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 59
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 45
Abundance Scan 1035 (14.117 min): BF085560.D (-1033) (-) m/z 59.10 100.00%
59
72
5000
41
97 114126 13.80 14.00 14.20 14.40
140 154 193 212 228 m/z 72.10  70.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74438: Tetradecanamide
59
5000 R A SR DU B
72 1380 14.00 14.20 14.40
43 m/z 55.10 44 .65%
B e 1412 0 17 is4es 227
m/z--> 25 45 eb 86 160 150 140 160 180 260 250
Abundance
59
13.80 14.00 14.20 1440
5000 m/z 41.10 31.63%
44 72
15 29 86 100 116
m/z--> 25 45 eb 86 160 120 140 160 180 260 250
Abundance #19501: Octanamide L o Al
59 13.80 14.00 14.20 14.40
m/z 43.10 28.39%
72
86
o [y By 10
m/z--> 25 ' eb 86 160 150 150 160 180 260 250 1380 1400 1420 1J40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085560.D

Acq On : 19 Mar 2016 7:59

Operator : UM/SJ

Sample - H1804-03 TRACK-D-GRID-7B
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : 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... 5.06 2.0 ng 75680 1 6.85 754226 20.0
unknown6 .62 6.62 87.8 ng 3311080 1 6.85 754226 20.0
Benzene, 1,2,3-tr... 6.68 2.2 ng 82753 1 6.85 754226 20.0
Indene 7.11 3.8 ng 144332 1 6.85 754226 20.0
Tetradecane 10.32 3.3 ng 180387 3 9.89 1082380 20.0
Eicosane 10.79 3.2 ng 189390 4 11.37 1182160 20.0
n-Hexadecanoic acid 11.90 3.9 ng 230864 4 11.37 1182160 20.0
Pentadecanoic acid 12.69 3.4 ng 187267 5 14.00 1106300 20.0
Hexadecanamide 12.78 4.5 ng 250043 5 14.00 1106300 20.0
9-Octadecenamide, ... 13.44 41.0 ng 2266070 5 14.00 1106300 20.0
1-Tetracosanol 13.87 3.5 ng 196236 5 14.00 1106300 20.0
Tetradecanamide 14.12 5.8 ng 319596 5 14.00 1106300 20.0
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