LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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 4.990 251 254 261 rBV 59992 94580 2.96% 0.297%
2 5.401 287 290 292 rBVY 2813828 3126701 97.88% 9.813%
3 6.441 378 381 383 rBVY 2956085 3194398 100.00% 10.025%
4 6.567 389 392 395 rBVY 2671797 2895353 90.64% 9.087%
5 6.807 410 413 415 rBV 652056 797883 24.98% 2.504%
6 6.956 424 426 429 rBY 2126084 2245874 70.31% 7.049%
7 7.367 459 462 465 rBV 1804521 1844032 57.73% 5.787%
8 7.470 470 471 478 rVB 35444 69310 2.17% 0.218%
9 8.087 523 525 534 rBY 1187570 1113544 34.86% 3.495%
10 9.173 617 620 622 rBY 2326668 3119473 97 .65% 9.790%

11 9.562 651 654 656 rBvV 380052 319404 10.00% 1.002%
12 9.779 671 673 675 rBV 73365 59944 1.88% 0.188%
13 9.836 676 678 681 rBv2 810648 1019678 31.92% 3.200%
14 10.282 715 717 718 rVB 126900 108477 3.40% 0.340%
15 10.499 733 736 739 rBV 50236 84031 2.63% 0.264%

16 10.625 745 747 750 rBV 1402579 1461788 45.76% 4._.588%
17 10.750 756 758 763 rVB 160621 180289 5.64% 0.566%

18 10.945 773 775 777 rBV 21909 32095 1.00% 0.101%
19 11.196 795 797 799 rBV 82130 76931 2.41% 0.241%
20 11.322 806 808 809 rBvV 808871 755047 23.64% 2.370%
21 11.391 812 814 820 rVvv3 37540 87399 2.74% 0.274%
22 11.493 822 823 826 rvV 47375 48496 1.52% 0.152%
23 11.562 826 829 833 rvv 79964 152643 4.78% 0.479%
24 11.619 833 834 841 rvB2 35359 53186 1.66% 0.167%
25 11.928 859 861 866 rvB 22848 39359 1.23% 0.124%

26 12.373 898 900 903 rBvV 102937 156408 4_.90% 0.491%
27 12.534 911 914 916 rBV 206758 273382 8.56% 0.858%
28 12.751 930 933 935 rBV 198110 276724 8.66% 0.868%
29 12.785 935 936 941 rVB3 32890 45546 1.43% 0.143%
30 12.911 944 947 949 rBV 1666096 1943013 60.83% 6.098%

31 13.082 959 962 964 rvB2 26980 41856 1.31% 0.131%
32 13.151 965 968 970 rBV2 58377 83401 2.61% 0.262%
33 13.185 970 971 975 rvVB2 26388 37165 1.16% 0.117%
34 13.482 995 997 1001 rBV 70636 81620 2.56% 0.256%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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
35 13.596 1004 1007 1011 rBVZ2 23702 52904 1.66% 0.166%
36 13.699 1013 1016 1018 rBV2 32030 59339 1.86% 0.186%
37 13.734 1018 1019 1023 rVV3 17871 33100 1.04% 0.104%

38 13.814 1023 1026 1034 rVB 279455 338542 10.60% 1.062%
39 13.951 1035 1038 1045 rBV2 763581 1173371 36.73% 3.683%

40 14.054 1045 1047 1049 rVB2 32076 35465 1.11% 0.111%
41 14.134 1051 1054 1056 rBV 77805 96731 3.03% 0.304%
42 14.339 1067 1072 1073 rBVY 35820 86315 2.70% 0.271%
43 14.431 1078 1080 1088 rVvVv 166158 333590 10.44% 1.047%
44 14.728 1104 1106 1110 rVB 78694 80818 2.53% 0.254%

45 14.797 1110 1112 1116 rBVY 96910 107877 3.38% 0.339%

46 14.865 1116 1118 1121 rBV 299590 291911 9.14% 0.916%
47 14.957 1124 1126 1132 rBVY 169905 375023 11.74% 1.177%
48 15.071 1132 1136 1146 rBV3 265917 711743 22.28% 2.234%
49 15.242 1149 1151 1154 rVB 106571 130238 4._.08% 0.409%
50 15.299 1154 1156 1159 rVB 103807 140638 4._.40% 0.441%

51 15.357 1159 1161 1164 rBV 462460 738170 23.11% 2.317%
52 15.585 1179 1181 1186 rVB 98276 154274 4.83% 0.484%
53 15.802 1197 1200 1203 rBV 160393 294050 9.21% 0.923%
54 15.860 1203 1205 1208 rVV2 38385 86084 2.69% 0.270%
55 16.271 1239 1241 1243 rBV2 21164 37075 1.16% 0.116%

56 16.545 1262 1265 1269 rBV2 68110 136312 4.27% 0.428%
57 16.717 1277 1280 1286 rBV2 40588 106752 3.34% 0.335%

58 16.820 1286 1289 1292 rVB 39020 73379 2.30% 0.230%
59 17.117 1312 1315 1322 rVB 41757 108164 3.39% 0.339%
60 17.265 1326 1328 1332 rBv4 20656 53040 1.66% 0.166%

61 18.214 1407 1411 1418 rVB6 31218 108866 3.41% 0.342%

Sum of corrected areas: 31862801
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086436.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 16

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

4.99 2.37 ng 94580 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 14
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 254 (4.990 min): BF086436.D (-251) (-) m/z 43.00 100.00%
43.0
5000 591
| mo O a5 4k 5o 520 Sho
o) EEEEEEEESEERY N " CHENSPUEY P | RS MMM MRS m/z 59.10 49.96%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A SRABSRRASERAASS RARSE RN
59.0 460 4.80 5.00 520 5.40
0
150 a0 1010 m/z 58.10 14 .35%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 57.0 m/z 101.10 14 .04%
29.0
101.0
78.0
e S I S SULIULS SURIIL IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3174: 4-Penten-2-one, 4-methyl- T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.54%
5000
0 20 | 0 830 80
mz-> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 unknown6.57 Concentration Rank 1

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

6.57 72.58 ng 2895350 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 392 (6.567 min): BF086436.D (-389) (-) m/z 132.10 100.00%
130.1
5000 68.1 j\
4.0 % s 5% 640 60 GE0 700
0 MMM m/z 68.10 51.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 R R RN

620 6.40 6.60 6.80 700
70.0 m/z 66.05 35.05%

31.0
51.0
AN R P RO R —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0

6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 31.74%

15.0 39.0 63.0 78.0 104.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e L R b
57.0 132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.10 20.76%

74.0
116.0
5000 98.0
o aseoaseo
0...,....,....,....,”..,...., B I

m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Tridecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.28 2.13 ng 108477 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 717 (10.282 min): BF086436.D (-715) (-) m/z 57.10 100.00%

57.1

5000

10.00 10.20 10.40 10.60

1131 1411 1692

o m/z 43.10 72.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane
57.0
5000 R e E = e
85.0 10 00 10. 20 10 40 10.60
29.0 m/z 71.10 42 .68%
o ‘ ‘\ ‘ I g 1130 141.0 184.0
T e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 85.10 35.42%
85.0
29.0

113.0 1410 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane R B Ah Rt
57.0 10.00 10.20 10.40 10.60
m/z 41.10 33.70%
5000 85.0
29.0
. |y, 30 1410 1690 1060 2400
SRR RN Y MY S R R 4. s R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.75 4.78 ng 180289 Phenanthrene-d10 11.32
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 Tridecane 184 C13H28 000629-50-5 90
4 Undecane 156 Cl11H24 001120-21-4 86
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 758 (10.750 min): BF086436.D (-756) (-) m/z 57.10 100.00%

51.1

5000

10.40 10.60 10.80 11.00

113.1 1401 169.1

0 m/z 43.10 77 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LA L L L L L LB L L B
85.0 10.40 10.60 10.80 11.00
29.0 m/z 71.10 51.88%
0 \‘ ‘\ h | Y 1130 141.0 169.0 282.0
T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
AN A &
10.40 10.60 10.80 11.00
5000 m/z 41.10 35.53%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane R
57.0 10.40 10.60 10.80 11.00
m/z 85.10 33.05%
5000
85.0
29.0
o L Loy 11380 1410 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.20 2.04 ng 76931 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
4 Eicosane 282 C20H42 000112-95-8 78
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 797 (11.196 min): BF086436.D (-795) (-) m/z 57.10 100.00%
51.1
>0 J\V\Jw/\\
151 s 10180 1100 1120 1140 1150
0 - m/z 43.10 80.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
57.0
5000 AU DU B B BN
85.0 10 80 11. oo 11. 20 11.40 11.60
20.0 : m/z 71.10 49 .58%
o | L 1130 141.0 169.0 197.0 226.0
m/z--> 25 45 éo 50 160 150 150 160 180 200 250 250
Abundance
57.0
10,80 11.00 11.20 11.40 11.60
5000 85.0 m/z 41.10 35.77%
140.0
o 38.0 113.0 182.0 545 0 226.0
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 250 250
Abundance #86886: 2-Bromo dodecane e B
57.0 10.80 11.00 11.20 11.40 11.60
m/z 85.10 33.74%
5000 85.0
29.0 113.0 169.0
ow\w\\wmo 2480
m/z--> 60 80 100 120 140 160 180 200 220 240 10 80 11. oo 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Cyclododecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.56 4.04 ng 152643 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 C12H24 000294-62-2 95
2 1-Hexadecanol 242 C16H340 036653-82-4 90
3 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 90
4 1-Heptadecene 238 C17H34 006765-39-5 87
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 87
Abundance Scan 829 (11.562 min): BF086436.D (-826) (-) m/z 55.10 100.00%
54.1
83.1
5000
1120 11140 1160 11.80
0 m/z 43.05 88.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34706: Cyclododecane
55.0
83.0
5000 L PURRULA B UM B B
29.0 nm 11:20 11,40 11,60 11.80
ol AL ALl ]
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
43.0
69.0 R DAL BRI SR BN I
11.20 11.40 11.60 11.80
5000 97.0 m/z 57.10 74.24%
0 26.0 1250 154. 0 196. 0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #129668: Dichloroacetic acid, tetradecyl ester A e AL
43.0 11.20 11.40 11.60 11.80
83.0 m/z 83.10 T1.77%
5000
111.0
0 26} ..1165! 139.0 168.0 196.0
m/z--> 20 "Zb"'go 80 100 120 140 160 180 200 220 11:20 11,40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 5-Eicosene, (E)-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.37 4.14 ng 156408 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 93
2 1-Hexadecanol 242 C16H340 036653-82-4 93
3 1-Nonadecene 266 C19H38 018435-45-5 81
4 1-Hexadecene 224 C16H32 000629-73-2 81
5 1-Heptadecene 238 C17H34 006765-39-5 81

Abundance Scan 900 (12.373 min): BF086436.D (-898) (-) m/z 55.05 100.00%
.0
12.00 12.20 12,40 1260
o m/z 43.10 98.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55.0
83.0
5000 AU SRR B BRI
12.00 12.20 12.40 12.60
29.0 111.0 m/z 57.10 85.67%
0 JNL 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
69.0 UM BAUSR B I
12.00 12.20 12.40 12.60
5000 97.0 m/z 41.10 73.27%
o 22.0 125.0 154.0 196.0 224.0 w\\J\\_&/J\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98170: 1-Nonadecene R AR L
41,0 12.00 12.20 12.40 12.60
m/z 69.10 66.79%
5000 A,\/JLJMN_“A—/hM\V~¢AAF%-/\_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 1220 12.40 12.60

8270-BF042716.M Thu Apr 28 15:49:35 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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 Octadecane, 1l-chloro- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.81 5.77 ng 338542 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 87
2 Tritetracontane 605 C43H88 007098-21-7 87
3 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1026 (13.814 min): BF086436.D (-1023) (-) m/z 57.10 100.00%
57.1
RIS SN BRI B
1.1 13.40 13.60 13.80 14.00 14.20
230.1
Ol ey .JT#.&.}??.?,....,???.}.... e || M/Z 43.10  74.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110991: Octadecane, 1-chloro-
57.0
5000 A N R DR B
13. 40 13. 60 13. 80 14. 00 14 20
50 m/z 71.10 52.75%
0 I 9 \‘ M ‘w“‘\uu:‘l'wG:‘LO 217.0 288.0
miz--> 0 §o 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
13140 13.60 13.80 14.00 14.20
5000 m/z 55.10 36.92%
o 111.0 169.0 2250 2810 3370 393.0 463.0 519.0 575.0
m/z--> 0 §o 160 1%0 200 250 300 350 400 450 560 séo 660
Abundance #109917: Methoxyacetic acid, 2-tetradecy! ester S EAEE EE s e
7.0 13.40 13.60 13.80 14.00 14.20
m/z 85.10 36.75%
5000
13.0 19702430
o e e e e e R R REE TR e S
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 5&1;0 6(|)O 13. 40 13. 60 13. 80 14. 00 14 20

8270-BF042716.M Thu Apr 28 15:49:35 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.43 5.69 ng 333590 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 93
3 Octadecane 254 C18H38 000593-45-3 87
4 Eicosane 282 C20H42 000112-95-8 81
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 1080 (14.431 min): BF086436.D (-1078) (-) m/z 57.10 100.00%
57.1
IR SR SR IR B
240.2 14.20 14.40 14.60 14.80
- -.\, g l '1 ﬂl?’“l.e?.l.zf’??. o 3261 8903 0 hs7 43.10  74.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57.0
5000 LRI S IR B B
14.20 14.40 14.60 14.80
99.0 m/z 71.10 52.92%
0250, | L4 u‘ i \14; 0 183. 0 240.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
1420 14.40 14,60 14.80
5000 m/z 85.10 37.10%
126.0
o 95,0 169.0 2110 2940
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane T B T
57.0 14.20 14.40 14.60 14.80
m/z 55.10 26.52%
5000
99.0
o280) | | ‘l}MORMZﬂﬁMO
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF042716.M Thu Apr 28 15:49:36 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Octane, 3,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.19 ng 80818 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 70
2 Tridecane 184 C13H28 000629-50-5 64
3 Dodecane 170 C12H26 000112-40-3 64
4 Nonadecane 268 C19H40 000629-92-5 60
5 Octacosane 394 C28H58 000630-02-4 58
Abundance Scan 1106 (14.728 min): BF086436.D (-1104) (-) m/z 57.10 100.00%
57.1
5000
85.1 185.1
157.1 256.2 14.40 14.60 14.80 15.00
0 ...,....,...l,;.'..,d...", ..'L.,.Js?” S a2 S I3 sz 43.10  63.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18444: Octane, 3,5-dimethyl-
57.0
5000 LR LI UL B UL
14.40 14.60 14.80 15.00
290 m/z 71.10 54 _.42%
' 85.0 1130
R N e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 185.10 30.37%
85.0
29.0

113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36156: Dodecane
57.0 14.40 14.60 14.80 15.00
m/z 85.10 29.17%
5000
85.0

29.0

“ ‘ H ‘1130 141.0 1700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14. 60 14. 80 15. OO

8270-BF042716.M Thu Apr 28 15:49:37 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Docosa-2,6,10,14,18-pentaen... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.92 ng 107877 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 80
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
3 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
4 Saualene 410 C30H50 007683-64-9 68
5 Cyclopropane, 1-(1,2-dimethylpro... 252 C18H36 041977-42-8 59
Abundance Scan 1112 (14.797 min): BF086436.D (-1110) (-) m/z 69.10 100.00%
69.1
LRI FRSURE SRR I
3910 107. 137 1 94 12541 14.40 14.60 14.80 15.00 15.20
ol sy L2090 | M/Z 81.10  48.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0
5000 A A UM SUL B
14.40 14.60 14.80 15.00 15,20
111.0 m/z 41.10 34.87%
0 d \“ ‘ HMH‘ \H‘ “ :#- \ . 1920 231.0 273.0 315.0 384.0
m/z--> 50 100 150 260 250 300 350 400
Abundance
69.0
1440 14.60 14.80 15.00 15.20
5000 m/z 95.10 13.17%
0 270 100, 0137.0 1%, 0 /\N~J\A\A//\/\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... LI e e
69.0 14.40 14.60 14.80 15.00 15.20
m/z 68.05 11.41%
137.0
29.0 , | 3070 | 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF042716.M Thu Apr 28 15:49:37 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Cycloheptadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.87 7.91 ng 291911 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptadecanol 254 C17H340 004429-77-0 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 90
5 13-Octadecenal 266 C18H340 056554-90-6 86

Abundance Scan 1118 (14.865 min): BF086436.D (-1116) (-) m/z 57.10 100.00%

5000

14.60 14.80 15.00 15.20
m/z 43.10 91.81%

138.2 1662 1941 225.1 268.1

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91011: Cycloheptadecanol
55.0 82.0

14.60 14.80 15.00 15.20
m/z 82.10 66.00%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43.0 82.0
e e I EREEE R
14.60 14.80 15.00 15.20
5000 m/z 55.10 65.04%
109.0

o 137.0 4660 194.0 222.0 2500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99459: Oxirane, hexadecy!- Al EEma s B
14.60 14.80 15.00 15.20
m/z 41.10 48.93%

5000

208.0 250.0

166.0

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14.80 15.00 15.20

8270-BF042716.M Thu Apr 28 15:49:38 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Pentafluoropropionic acid, ... Concentration Rank 3

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

15.07 19.28 ng 711743 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 E-7-Octadecene 252 C18H36 1000130-92-0 90
Abundance Scan 1136 (15.071 min): BF086436.D (-1132) (-) m/z 57.10 100.00%

51.1
83.1
5000
A AU DR BN B
252.1 14.80 15.00 15.20 15.40
139.2
Obprrrrth b, 1661 1931 2212 m/z 43.10 88.54%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
83.0

5000

111.0 1480 15.00 15.20 15.40
m/z 55.10 81.29%
o 2?"0‘\‘ N 139.0 1680 21002380  5g39
rreep
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
S
69.0 14.80 15.00 15.20 15.40
5000 070 m/z 83.10 62.67%

0 1250 169.0195.0 204.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride T
.0 14.80 15.00 15.20 15.40

83.0 m/z 97.10 59.62%

%

5000 111.0

i

271.0 3p7.0
R e o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15.00 15. 20 15. 40

8270-BF042716.M Thu Apr 28 15:49:39 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 16-Heptadecenal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.59 4.18 ng 154274 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 1.19-Eicosadiene 278 C20H38 014811-95-1 87
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
Abundance Scan 1181 (15.585 min): BF086436.D (-1179) (-) m/z 43.10 100.00%

82.1

23

5000
1381 1802 2172 2701 3555 | 15.20 15.40 15.60 15.80 16.00
0 m/z 57.10 97.37%
m/z--> 50 100 150 200 250 300 350
Abundance #89755: 16-Heptadecenal
82.0
43.0
5000 LA L L L L L L L LB
15. 20 15. 40 15. 60 15. 80 16 00
10.0 m/z 82.10 62.63%
3‘7-0 196.0224.0 25‘2'0
ol e A e e e
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 82.0
R e e AR
15.20 15.40 15.60 15.80 16.00
5000 m/z 55.10 61.87%
110.0
. 138.0166.0194.0 236.0264.0
I A e e e L S e o e e e o e N B
m/z--> 50 100 150 200 250 300 350
Abundance #99446: Octadecanal AR B
43.0, 82.0 15.20 15.40 15.60 15.80 16.00
m/z 41.10 42 .70%
- \\dﬂ\ﬁﬁdﬂ\dvxfky,\«/\f\\LJ\\
10.0
I hﬁ?mmmwnﬁﬁw
ol - ‘i.l e .
m/z--> 50 200 250 300 350 15. 20 15. 40 15. 60 15. 80 16 00

8270-BF042716.M Thu Apr 28 15:49:39 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.80 7.97 ng 294050 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 1200 (15.802 min): BF086436.D (-1197) (-) m/z 57.10 100.00%
57.1
[ |99.1 W12 1532 e e 16140 15,60 1580 16.00 1620
ol d iy 242 1882 2252251 "m/z 43.10 61.15%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 AL BN BURSLI UL B
15. 40 15. 60 15. 80 16. 00 16. 20
99.0 m/z 71.10 53.67%
o 27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 2éo 360 3éo
Abundance
57.0
15,40 15.60 15.80 16.00 16.20
5000 m/z 85.10 38.62%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #136481: Tetracosane A B e
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.10 20.69%
99.0
ﬁWH|idimm1%02M2N0%%m0
m/z--> % ﬁo mo mo 250 %o ﬁo ' mmmmmmmmmm

8270-BF042716.M Thu Apr 28 15:49:40 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 1-Eicosanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.33 ng 86084 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 86
2 1-Docosene 308 C22H44 001599-67-3 64
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 62
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 49
5 1-Tetracosanol 354 C24H500 000506-51-4 49
Abundance Scan 1205 (15.860 min): BF086436.D (-1203) (-) m/z 57.10 100.00%
) 1
| " 15,60 15.80 16.00 16.20
Obrrr et m/z 83.10 94 _.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116747: 1-Eicosanol
43.0
5000 LB LU SRS B B
1110 mmmmmmmm
' m/z 43.10 87 .54%
o180 || 139.0 167.0 196.0 252.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
97.0 " 15,60 15.80 16.00 16.20
5000 m/z 55.10 84 .86%
29.0
125.0
o 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester B AL B
43.0 15.60 15.80 16.00 16.20

m/z 69.10 69.10%

5000

(o]
(=)
o
%

e 154.0 183.0 224.0 252.0
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 60 15. 80 16. 00 16. 20

o

8270-BF042716.M Thu Apr 28 15:49:41 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 19 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.55 3.69 ng 136312 Perylene-d12 15.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 70
2 Hexadecanal 240 C16H320 000629-80-1 58
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 53
4 17-Octadecenal 266 C18H340 056554-86-0 53
5 16-Heptadecenal 252 C17H320 1000144-57-9 50

Abundance Scan 1265 (16.545 min): BF086436.D (-1262) (-) m/z 57.10 100.00%

:

5000

16.20 16.40 16.60 16.80
m/z 43.10 85.42%

1101 1371

178.1 217.2 250.2

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
82.0

é

5000 LA L L L L L L L L L L
16.20 16.40 16.60 16.80
0
20.0 136.0 m/z 82.05 60.00%
o 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
B e N N
16.20 16.40 16.60 16.80
5000 m/z 96.05 47.18%
110.0

137.0 166.0 196.0 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecy!- T
16.20 16.40 16.60 16.80

m/z 55.10 45_79%

I3

5000

236.0 264.0

166.0 194.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086436.D

Aca On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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:\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 20 unknownl18.21 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.21 2.95 ng 108866 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 42
2 Testosterone 288 C19H2802 000058-22-0 25
3 4H-Pvran-4-one. 2.6-dimethvl- 124 C7H802 001004-36-0 20
4 Atropine 289 C17H23N0O3 000051-55-8 20
5 Sambucinol 266 C15H2204 090044-33-0 18
Abundance Scan 1411 (18.214 min): BF086436.D (-1407) (-) m/z 57.10 100.00%
57.1
124.1
5000
185.2 288.2 ——
17.80 18.00 18.20 18.40 18.60
01 m/z 43.10 89.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #111064: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...

17.80 18.00 18.20 18.40 18.60
m/z 124.10 76.24%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124.0
(10 S R
17.80 18.00 18.20 18.40 18.60
5000 41.0 79.0 m/z 55.10 61.04%
’ 288.0
147.0
203.0 246.0
o 101.0 173.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10117: 4H-Pyran-4-one, 2,6-dimethyl- R e
43.0 124.0 17.80 18.00 18.20 18.40 18.60
m/z 71.10 45.23%
69.0
5000
94.0
10, 4
M M- e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. 00 18 20 18 40 18 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042716\
Data File : BF086436.D

Acq On : 27 Apr 2016 21:03

Operator : UM/SJ

Sample : H2724-07

Misc :

ALS Vial : 12 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 .99 2.4 ng 94580 1 6.81 797883 20.0
unknown6 .57 6.57 72.6 ng 2895350 1 6.81 797883 20.0
Tridecane 10.28 2.1 ng 108477 3 9.84 1019680 20.0
Eicosane 10.75 4.8 ng 180289 4 11.32 755047 20.0
Hexadecane 11.20 2.0 ng 76931 4 11.32 755047 20.0
Cyclododecane 11.56 4.0 ng 152643 4 11.32 755047 20.0
5-Eicosene, (E)- 12.37 4.1 ng 156408 4 11.32 755047 20.0
Octadecane, 1-chl... 13.81 5.8 ng 338542 5 13.95 1173370 20.0
Heptadecane 14.43 5.7 ng 333590 5 13.95 1173370 20.0
Octane, 3,5-dimet... 14.73 2.2 ng 80818 6 15.36 738170 20.0
Docosa-2,6,10,14,... 14.80 2.9 ng 107877 6 15.36 738170 20.0
Cycloheptadecanol 14.87 7.9 ng 291911 6 15.36 738170 20.0
Pentafluoropropio... 15.07 19.3 ng 711743 6 15.36 738170 20.0
16-Heptadecenal 15.59 4.2 ng 154274 6 15.36 738170 20.0
Octacosane 15.80 8.0 ng 294050 6 15.36 738170 20.0
1-Eicosanol 15.86 2.3 ng 86084 6 15.36 738170 20.0
Oxirane, hexadecyl- 16.55 3.7 ng 136312 6 15.36 738170 20.0
unknown18.21 18.21 3.0 ng 108866 6 15.36 738170 20.0
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