LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 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-BF032416_.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 4_973 233 235 242 rBvY 63319 90766 3.12% 0.350%
2 5.384 268 271 273 rBV 2444697 2456313 84.46% 9.479%
3 6.424 360 362 365 rBV 1947639 2442877 84.00% 9.427%
4 6.550 371 373 376 rBV 1914370 2644525 90.93% 10.205%
5 6.790 392 394 396 rBV 644659 650941 22.38% 2.512%
6 6.939 405 407 410 rBV 1731961 1991593 68.48% 7.685%
7 7.362 441 444 446 rBV 1231126 1757948 60.45% 6.784%
8 7.464 450 453 458 rVB 55821 78703 2.71% 0.304%
9 8.070 504 506 509 rBVY 918761 867496 29.83% 3.348%
10 9.156 598 601 603 rBV 2669022 2908247 100.00% 11.223%

11 9.545 633 635 638 rBv 434940 402590 13.84% 1.554%
12 9.762 652 654 656 rBvY 83002 71495 2.46% 0.276%
13 9.830 657 660 662 rvv 876640 923910 31.77% 3.565%
14 10.265 694 698 699 rBvV 102896 140322 4.82% 0.541%
15 10.482 713 717 720 rBV 42725 96988 3.33% 0.374%

16 10.619 726 729 731 rBV 1767765 1804730 62.06% 6.964%
17 10.733 737 739 744 rVB 159695 178168 6.13% 0.688%

18 10.928 754 756 758 rBV 23541 37011 1.27% 0.143%
19 11.179 776 778 779 rBV 107639 88796 3.05% 0.343%
20 11.225 779 782 784 rVB 32394 65652 2.26% 0.253%
21 11.305 787 789 794 rBV3 752962 978296 33.64% 3.775%
22 11.385 794 796 798 rvVB2 26568 40031 1.38% 0.154%
23 11.602 814 815 818 rVB 49303 43445 1.49% 0.168%
24 11.842 834 836 842 rvv2 118355 127091 4._.37% 0.490%
25 11.922 842 843 847 rvVB2 35851 45396 1.56% 0.175%

26 12.516 893 895 898 rBvV 117427 146770 5.05% 0.566%
27 12.619 903 904 912 rBv4 36167 75481 2.60% 0.291%
28 12.745 912 915 919 rBV 116381 196655 6.76% 0.759%
29 12.894 925 928 930 rBV 2429417 2153799 74.06% 8.311%

30 13.076 940 944 946 rBV 14688 31429 1.08% 0.121%
31 13.122 946 948 952 rvv2 23052 35456 1.22% 0.137%
32 13.362 968 969 972 rVB 76298 79207 2.72% 0.306%
33 13.591 985 989 992 rBV2 22599 42337 1.46% 0.163%

34 13.797 1004 1007 1012 rVV3 71639 135753 4.67% 0.524%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 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-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.945 1016 1020 1025 rBV 707328 776178 26.69% 2.995%

36 14.117 1032 1035 1037 rBv4 20640 32834 1.13% 0.127%
37 14.425 1060 1062 1063 rVB2 49890 39558 1.36% 0.153%
38 14.597 1075 1077 1078 rVB 52870 38369 1.32% 0.148%
39 14.688 1083 1085 1090 rVvv3 31087 71833 2.47% 0.277%
40 14.779 1091 1093 1095 rVvB 61327 62833 2.16% 0.242%
41 14.962 1106 1109 1111 rBV 66810 115208 3.96% 0.445%
42 15.248 1132 1134 1136 rVB 46349 58211 2.00% 0.225%
43 15.305 1136 1139 1141 rVvV 55639 68461 2.35% 0.264%
44 15.362 1141 1144 1152 rVB 434869 635659 21.86% 2.453%
45 16.734 1261 1264 1270 rBvV2 29026 66385 2.28% 0.256%
46 17.145 1298 1300 1305 rVvB 28970 62672 2.15% 0.242%
47 19.054 1466 1467 1469 rBvV2 68175 55754 1.92% 0.215%
Sum of corrected areas: 25914172
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF085926.D
2500000 5.38
2000000 6.48.55
6.94
1500000
7.36
1000000
6.79
500000
4.97 7.46
N S AN /S A G
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: BF085926.D
2500000 9|16 12.89
2000000
10.62
1500000
1000000107 9.83
11.30
500000 9.54
10.26 1073 4 11 12.5212.74 13.36 3.
9. . 10.4§ \_10.93 "L Z#1 381160 §%2 P25 13382 13:3613 5913
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: BF085926.D
2500000
2000000
1500000
1000000
13.95
500000 15.36
1412 14.43416065784.96 13241 1673  17.15 19.05
O e T T T e T e e I e e
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\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 6

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

4.97 2.79 ng 90766 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 235 (4.973 min): BF085926.D (-233) (-) m/z 43.10 100.00%
43
59
5000
101
83 4.60 4.80 500 5.20 5.40
0 49 - - m/z 59.10 58.32%
LU SR SR UL LRI FULRLEL IR SO S LI I - - ¢
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SR S IR
59 460 4.80 5.00 520 5.40
m/z 101.10 22 .73%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
a1 460 480 5.00 520 5.40
5000 m/z 58.10 16.50%
86
. 51 69 101
LU UL SR SR SR LRI FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3098: 5-Hexen-2-one LI L L L L N L I
43 4.60 4.80 500 5.20 5.40
m/z 41.10 9.43%
5000
55
o 1 |, 37, 49| &3 7177 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown6.55 Concentration Rank 1

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

6.55 81.25 ng 2644530 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 373 (6.550 min): BF085926.D (-371) (-) m/z 132.10 100.00%
132
5000 68
40 2 J 620 640 6.60 680
54 . : : :
o Trer |apsus | w/z 68.10  45.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L S L R L I
6.20 6.40 6.60 6.80
2 51 78 m/z 134.10 31.85%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 680
5000 gg 116 m/z 66.10 28.96%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B e
132 6.20 6.40 6.60 6.80
m/z 69.10 18.47%
117
5000
29 91
A o Nl
0||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.26 3.04 ng 140322 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80
Abundance Scan 698 (10.265 min): BF085926.D (-694) (-) m/z 57.10 100.00%
57
5000 8
4
113 14 10.00 10.20 10.40 10.60
(o} m/z 71.10 64 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000
4 10.00 10.20 10.40 10.60
m/z 43.10 60.03%
0 H\ H\ Il \‘ 1:\L3 \\ 141 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
o 10,00 10.20 10,40 10.60
5000 m/z 85.10 50.03%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 \xu
Abundance #73965: Hexadecane T TR T T
57 10.00 10.20 10.40 10.60
m/z 41.10 31.91%
5000
4 85
0 26 L L 113 141 160184 226
m/z--> 20 Jo 60 éo 100 150 140 160 180 200 220 240 260 280 300 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.48 2.10 ng 96988 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Heptadecane 240 C17H36 000629-78-7 78
3 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 72
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
5 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 59

Abundance Scan 717 (10.482 min): BF085926.D (-713) (-) m/z 57.10 100.00%
57
5000
85 M) M A
| 1 J| 113 141 169 10.20 10.40 10.60 10.80
ob il b, T B S B B e S m/z 71.10 54 _.19%
m/z--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
5000 LR BN IR SO SO
10.20 10.40 10.60 10.80
85 m/z 43.10 41.07%
ol L Lt e 188 a5
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
10,20 10.40 10,60 10.80
5000 g5 m/z 85.10 26.43%
29
o 113 141 169 106 240
m/z--> 50 100 150 200 250 300 350 '
Abundance #152929: Silane, trichlorooctadecyl- B EAREE AL S
57 10.20 10.40 10.60 10.80
m/z 41.05 22.28%
5000
85
29
o “‘ ‘ 1, A113}§5155175 203 231 259 303 331 357 386
m/z--> 50 100 150 200 250 300 350 ' 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.64 ng 178168 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90

Abundance Scan 739 (10.733 min): BF085926.D (-737) (-) m/z 57.10 100.00%

57

5000

10.40 10.60 10.80 11.00

141 168183

0! m/z 71.10 69.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 LA L L L L LN LB L |
4 85 10.40 10.60 10.80 11.00
m/z 43.10 65.68%
0 ‘ h\ - 113 ) 141 169 282
.npnqu.qunpn.vnwnulnnpn..”.””..”.”.”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R AR EEREREEEES
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 48 .89%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91035: Octadecane R LA S
57 10.40 10.60 10.80 11.00
m/z 41.10 31.01%
5000 85
4
. | M3 141 160 197 225 254
B O B o e e e AN LAt s s RAS NN R A RARERmmas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.60 ng 127091 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 81
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 18
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 11
Abundance Scan 836 (11.842 min): BF085926.D (-834) (-) m/z 73.10 100.00%
43 60 B
5000
"' 1160 11.80 12.00 12.20
0 m/z 43.10 78 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73
5000 LRI B BN BRI UL
29 nmnmnmnm
m/z 60.00 78.21%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 "' 1160 11.80 12.00 12.20
5000 m/z 57.10 69.16%
129
29 87 185 228
. 99 115 ' 14357171 199213
m/z--> 25 46 éo 85 160 150 1&0 1éo 180 200 220 250 2é0
Abundance #65565: Tridecanoic acid A Raa e e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 63.40%
5000 129
29
’ 15 oh 214
99 143 157 185
OIIIIIIIIIIIIIT” I""I""I"" .‘.:.L??...‘.  BEa mE .
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\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.80 3.50 ng 135753 Chrysene-di12 13.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87

2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 83

3 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 83
4 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 74

5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 62
Abundance Scan 1007 (13.797 min): BF085926.D (-1004) (-) m/z 57.10 100.00%

3 897
5000 VJ\/j\»¢«VA/\J
129139 159 202 230 302 || 13.40 13.60 13.80 14.00 14.20
0 i m/z 83.10 82.95%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
97 \,vw/\,\/\q/vj
5000 SRR B U SURLLE BN

13.40 13.60 13.80 14.00 14.20
125 m/z 97.10 82.14%

o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

2

Abundance
57
IR e e e e o
83 o7 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 80.08%
41
125
0,26 140154 187 210 238 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159526: Pentafluoropropionic acid, octadecy! ester LI e e
438 13.40 13.60 13.80 14.00 14.20

m/z 55.10 76.67%

5000 69

g

A4 125140154 181195 224 252

Ot e e ERmme e

T T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 7-Nonenamide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.69 2.26 ng 71833 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Nonenamide 155 C9H17NO 090949-53-4 50
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 50
3 N-Isopropoxy-2-carbomethoxyazeti... 173 C8H15N0O3 053084-24-5 35
4 Urea, N"-(3,5-dichlorophenyl)-N, ... 232 C9H10CI2N20 010290-38-7 25
5 N-Acetyl-2-aminovaleric acid 159 C7H13NO3 015891-50-6 22
Abundance Scan 1085 (14.688 min): BF085926.D (-1083) (-) m/z 59.10 100.00%
59
5000 41
|’|\||A
134 158 183 201 231245 081 14.40 14.60 14.80 15.00
o} m/z 72.10 75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26840: 7-Nonenamide
59
A
5000 L DAL B UL SO
14.40 14.60 14.80 15.00
44 m/z 55.10 53.37%
2 ° 9811212614 \
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
59
' 14.40 14.60 14.80 15.00
5000 m/z 41.10 45 . 70%

41

o 140154165 184198 222238 264 28!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38369: N-Isopropoxy-2-carbomethoxyazetidine B A RRREE R
14.40 14.60 14.80 15.00

m/z 43.10 31.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14. 60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085926.D

Acq On : 31 Mar 2016 14:35

Operator : UM/SJ

Sample : H2075-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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_97 2.8 ng 90766 1 6.79 650941 20.0
unknown6 .55 6.55 81.3 ng 2644530 1 6.79 650941 20.0
Heptadecane 10.26 3.0 ng 140322 3 9.83 923910 20.0
Pentadecane, 2,6,... 10.48 2.1 ng 96988 3 9.83 923910 20.0
Eicosane 10.73 3.6 ng 178168 4 11.30 978296 20.0
Pentadecanoic acid 11.84 2.6 ng 127091 4 11.30 978296 20.0
Trichloroacetic a... 13.80 3.5 ng 135753 5 13.95 776178 20.0
7-Nonenamide 14.69 2.3 ng 71833 6 15.36 635659 20.0
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