LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Samole - H3449-03 17-VE-PILE-WALL(0-2
Misc :

ALS Vial : 7 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-BF060716.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 1.724 11 12 22 rVB 159473 318032 11.01% 1.076%
2 1.861 22 24 36 rvv 858184 1777020 61.52% 6.014%
3 2.021 36 38 54 rvB 63023 162824 5.64% 0.551%
4 4.970 293 296 301 rBV 109354 177139 6.13% 0.600%
5 5.382 329 332 335 rBVY 1667413 2239924 77 .54% 7.581%
6 6.433 421 424 426 rBV 2115201 2433825 84.26% 8.237%
7 6.559 432 435 437 rBVY 2307635 2213508 76.63% 7.491%
8 6.787 453 455 458 rBV 752831 675898 23.40% 2.287%
9 6.947 466 469 471 rBV 2127135 1842685 63.79% 6.236%
10 7.359 502 505 507 rBVY 1595027 1550752 53.69% 5.248%
11 7.816 541 545 552 rBV2 27090 67414 2.33% 0.228%
12 8.079 565 568 570 rBY 1205001 991766 34.33% 3.356%
13 9.039 650 652 654 rVB 46517 37114 1.28% 0.126%
14 9.165 660 663 665 rVB 2560491 2888602 100.00% 9.776%
15 9.279 671 673 674 rBV 54578 44576 1.54% 0.151%
16 9.553 695 697 699 rVB 468023 383332 13.27% 1.297%
17 9.748 710 714 715 rBV2 37362 61952 2.14% 0.210%
18 9.771 715 716 719 rvVv 63752 64867 2.25% 0.220%

19 9.828 719 721 723 rVV 778753 1013062 35.07% 3.429%
20 9.873 723 725 727 rVB 201737 197421 6.83% 0.668%

21 9.953 731 732 734 rBV 40531 48601 1.68% 0.164%
22 9.999 734 736 738 rBvV2 29544 43967 1.52% 0.149%
23 10.274 758 760 762 rVB 101936 77094 2.67% 0.261%
24 10.491 777 779 780 rBV 33241 45264 1.57% 0.153%
25 10.616 787 790 792 rBV2 1259759 1495398 51.77% 5.061%
26 10.662 792 794 796 rVB2 29029 30760 1.06% 0.104%
27 10.742 800 801 806 rvB 118537 125599 4 _35% 0.425%
28 11.188 839 840 842 rBV 43147 43835 1.52% 0.148%
29 11.314 849 851 853 rBV 1188754 1002369 34.70% 3.392%
30 11.371 854 856 860 rvB 17935 31138 1.08% 0.105%
31 11.474 860 865 869 rvB4 22878 50196 1.74% 0.170%
32 11.565 869 873 876 rBvV3 19185 48413 1.68% 0.164%
33 11.851 896 898 902 rvv 255318 282342 9.77% 0.956%
34 11.908 902 903 905 rvB 42718 36294 1.26% 0.123%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Samole - H3449-03 17-VE-PILE-WALL(0-2
Misc :

ALS Vial : 7 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.514 954 956 958 rBV 27310 39217 1.36% 0.133%
36 12.639 964 967 973 rBV 27206 50646 1.75% 0.171%
37 12.731 973 975 978 rVvB2 373814 339748 11.76% 1.150%
38 12.811 978 982 984 rvVB2 28469 45927 1.59% 0.155%
39 12.902 987 990 992 rBV 2236317 2138493 74.03% 7.237%
40 13.142 1007 1011 1013 rBV2 26707 38848 1.34% 0.131%

41 13.440 1034 1037 1039 rBV 172118 206406 7.15% 0.699%
42 13.485 1039 1041 1046 rVB2 19378 42326 1.47% 0.143%
43 13.817 1067 1070 1078 rBV 100834 246217 8.52% 0.833%
44 13.942 1078 1081 1086 rVB 819632 779350 26.98% 2.638%

45 14.125 1095 1097 1098 rBVY 30372 32218 1.12% 0.109%
46 14.445 1120 1125 1133 rBV3 136974 455157 15.76% 1.540%
47 14.731 1147 1150 1151 rBV 20080 33170 1.15% 0.112%
48 14.800 1151 1156 1158 rVB 45888 95343 3.30% 0.323%
49 14.948 1167 1169 1174 rVB 23797 50548 1.75% 0.171%
50 15.040 1175 1177 1179 rVvV 72921 96384 3.34% 0.326%
51 15.097 1179 1182 1188 rVVv4 40760 147260 5.10% 0.498%
52 15.234 1192 1194 1197 rVB 23484 31598 1.09% 0.107%
53 15.360 1202 1205 1207 rBV 435408 640999 22.19% 2.169%
54 15.394 1207 1208 1212 rVB 23183 35220 1.22% 0.119%

55 15.806 1241 1244 1247 rBV 64626 104479 3.62% 0.354%
56 15.943 1254 1256 1261 rVB3 27442 45005 1.56% 0.152%
57 16.880 1335 1338 1346 rVB2 83915 179727 6.22% 0.608%
58 17.280 1369 1373 1382 rBV4 77015 328773 11.38% 1.113%
59 18.206 1449 1454 1462 rVB4 36185 118459 4._.10% 0.401%
60 19.006 1518 1524 1532 rBV7 56249 287098 9.94% 0.972%

61 19.166 1532 1538 1548 rVB3 128963 436162 15.10% 1.476%

Sum of corrected areas: 29547761
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087981.D

2500000
6.56

6.43 6.95

2000000
5.38 736

1500000

1000000{|  1.86
6.79

500000

2.02 4.97

B T L T L0

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF087981.D
2500000 916

12.90

2000000

1500000

10.62

8.08 11.31

1000000

500000 12.73

13.44
11-3%3114757 J&@l 12.52.642.91 13.14 .48

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087981.D
2500000

2000000

1500000

1000000

13.94

500000

1688 17.28 18.21 1900

I e e ————EEEE——S S L L e R 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\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3 Propane, 1,1-dimethoxy- Concentration Rank 15

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

2.02 4.82 ng 162824 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Glvcine 75 C2H5NO02 000056-40-6 9
3 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 9
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 9
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 9

Abundance Scan 38 (2.021 min): BF087981.D (-36) (-) m/z 75.10 100.00%
75
5000 45
39 | 57 1.80 2.00 2.20 2.40
ot e e et e e e e m/z 73.10 74.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 R A R A
1.80 2.00 2.20 2.40
m/z 45.10 37.62%
o M P S el e s
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
180 200 220 240
5000 m/z 41.05 25.65%
75
45 57 69
e L S S L S SULIUR N UL USSR IS LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4987: Glycolaldehyde dimethyl acetal
75 1.80 2.00 2.20 2.40
m/z 47.00 16.37%
5000
31 45
T \‘ | e ‘ 105
e e S S L S UL UL USSR IS LS R IR AR RSN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.97 5.24 ng 177139 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 296 (4.970 min): BF087981.D (-293) (-) m/z 43.10 100.00%
43
59
5000
101
51 | 83 460 4.80 5.00 5.20 5.40
NS MM NS m/z 59.10 60.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR U U
59 4.60 4.80 5.00 5.20 5.40
m/z 101.00 22.08%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 5.40
5000 m/z 58.10 18.12%
101
15 a 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e AR
59 460 4.80 5.00 5.20 5.40
m/z 41.10 8.30%
5000 41
68
1l 50 ] 126 142
S R R R SRR AN ARAR ARARA RARRA RARAN LARAN LA SALSS RS RS AR S U U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.56 Concentration Rank 1

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

6.56 65.50 ng 2213510 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 435 (6.559 min): BF087981.D (-432) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrrryrTT T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80
Ohrrrrripi a8 S U P a7 | s W w/z 68.10  40.25%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR RSE S R
6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.45%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
97 620 640 6.60 6.80
5000 o m/z 66.10 25.60%
52
st 44 60 78 gg 105 116
Ol P e T T T T T T T T T T e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B R REEREEE A
132 6.20 6.40 6.60 6.80
m/z 69.10 16.31%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 4'0 5 60 70 8IO 9'0 100 110 12'0 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.85 5.63 ng 282342 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 35
Abundance Scan 898 (11.851 min): BF087981.D (-896) (-) m/z 73.00 100.00%
43 60 73
5000 129
85 SN A ——
8 L5 | 143157171185 ,100213 0 g 11.60 11.80 12.00 12.20
o} m/z 60.00 86.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R UL UL U S
11. 60 11. 80 12. oo 12. 20
213 m/z 43.05 83.85%
0 i 143 BT 169
m/z--> 2blllﬁb"'éollléo 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 "' 11/60 11.80 12.00 12.20
5000 129 m/z 57.10 72 .04%
87 15 oh 214
101 143 157 185
O Rt S s T B B N .
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance #95855: Pentadecanoic acid B R REEEE RS S
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 66.53%
- V\/J—‘M
OI  RRmasme e A e e
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\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.73 8.72 ng 339748 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Cvclopropane. 1-(1-methvlethvl)-... 210 C15H30 041977-39-3 35
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 32
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 975 (12.731 min): BF087981.D (-973) (-) m/z 56.10 100.00%
56
5000
4
239 207 RARAR IR RS AR
h l| 157 185 213 a1 12.40 12.60 12.80 13.00
Obprrer el m/z 57.05 55.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
41 12.40 12.60 12.80 13.00
1 957 m/z 43.10 37.65%
RE h H\ e | 187 185 213 2?9 | 283 312
miz--> 20 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
1240 12,60 12.80 13.00
5000 41 m/z 41.10 34 .59Y%
73
o2 9711, 157 185 213 239257 0 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69593: Cyclopropane, 1-(1-methylethyl)-2-nonyl- AR L E e e S
56 12.40 12.60 12.80 13.00
m/z 73.00 30.96%
5000
41
83
. | ‘ o 154 182 210
miz-> 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 : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octadecanoic acid, butyl ester Concentration Rank 13

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

13.44 5.30 ng 206406 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 83
3 Butvl mvristate 284 C18H3602 000110-36-1 47
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43

5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 30
Abundance Scan 1037 (13.440 min): BF087981.D (-1034) (-) m/z 56.10 100.00%
96
5000
129 285
83 267
3M || 01 T i P 340 13.20 13.40 13.60 13.80
ol m/z 57.10 61.61%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285 LA L B L LB L L B B
340 13.20 13.40 13.60 13.80
. 267 m/z 43.05 38.48%
97 241
b A LT s 1 g P | an
m/z--> 50 100 150 200 250 300
Abundance
57
L
13.20 13.40 13.60 13.80
5000 m/z 73.00 33.81%
29 267285
83 129
. 111 157 185 o513 241 310 340
— T T T
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56 13.20 13.40 13.60 13.80
m/z 285.30 33.08%
5000 229
129 284
101 85
ol e e
m/z--> 50 100 150 200 250 300 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heptadecyl trifluoroacetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.82 6.32 ng 246217 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 95
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 93
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
Abundance Scan 1070 (13.817 min): BF087981.D (-1067) (-) m/z 57.10 100.00%
57
83
5000 11
5 199 167 " 3160 13180 14,00 1420
0 m/z 43.05 78 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57
97
4
5000 LRI SUSUN DU UL SUN
13.60 13.80 14.00 14.20
125 m/z 83.10 77 .80%
154 182 210 238 265283

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 L B
41 13.60 13.80 14.00 14.20
5000 m/z 55.05 75.58%
125
15 79 154 179196 224 571269 320

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

Abundance #155046: 1-Heneicosanol R A BEREE R
13.60 13.80 14.00 14.20

m/z 97.10 70.32%

5000

29

167 196 222238 266 294
B e R EE ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

8270-BF060716.M Tue Jun 14 16:52:57 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14 .45 11.68 ng 455157 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 1-Octadecanol 270 C18H380 000112-92-5 93

Abundance Scan 1125 (14.445 min): BF087981.D (-1120) (-) m/z 57.10 100.00%

37 83

5000 4

-

14.20 14.40 14.60 14.80
m/z 83.05 84.83%

139 167 193 221239

o 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol

556 83

:

5000

14.20 14.40 14.60 14.80
m/z 55.10 84.44%

167

196 222238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

55 83
N
14.20 14.40 14.60 14.80
5000 11 m/z 43.05 80.65%
29 139

o 167 196 224 252 280 308

mmmmmw’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane T T
14.20 14.40 14.60 14.80

m/z 97.10 78 .57%

-

5000

125

:

154 180196 224 9251 269
R e e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80

8270-BF060716.M Tue Jun 14 16:52:58 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Supraene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.97 ng 95343 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Saualene 410 C30H50 000111-02-4 80
3 Farnesol. acetate 264 C17H2802 1000352-67-2 59
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 59
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 53
Abundance Scan 1156 (14.800 min): BF087981.D (-1151) (-) m/z 69.10 100.00%
6o
Tl e 14780 1450 14180 1500 1130
162 192215 253 282 - - - -
OIIH.I.nI.la.ILll.JI Jlm....., o - —— m/z 81.10 54 _81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 AR DI IR SR B
14.40 14.60 14.80 15.00 15.20
41 o 137 m/z 41.10 23.44%
o 1136 ) 163 191 217 245 273299 341367 410
L R UL LA UL UL SRR SRR B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14,80 15.00 15.20
5000 m/z 95.10 13.53%
41
95 137
0 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #114184: Farnesol, acetate I RREEEEEES T
69 14.40 14.60 14.80 15.00 15.20
m/z 68.10 12.81%
5000 93
43 136
oL15 H L { 11 J 101 189 551 264 "
m/z--> 50 100 150 2(')0 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF060716.M Tue Jun 14 16:52:59 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.04 3.01 ng 96384 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1177 (15.040 min): BF087981.D (-1175) (-) m/z 57.10 100.00%
57
141 169 197 14.80 15.00 15.20 15.40
o....,l ...J],.J.J..'~,~....,.21.9..,2‘.31...,....,....,...., m/z 71.10 68.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 L S B BN I
14.80 15.00 15 20 15. 40
29 m/z 43.10 57.97%
ol ] L h | M3 141 169 197 225 253 281 309 337 365 394
L S S S SN SUNL AR SUNLEL LN SURL L SURLL
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o " 14.80 15.00 15.20 15.40
5000 m/z 85.10 49 .06%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #223851: Hentriacontane i B B
57 14.80 15.00 15.20 15.40
m/z 55.10 24 .03%
>0 MJ\/\/J/L\/\/\A
85
29| | 113 141 169 197
ol L4 70109 197 225 253 280 300 351 379 407 436 —
m/z--> 50 100 150 200 250 300 350 400 14.80 15. 00 15 20 15. 40

8270-BF060716.M Tue Jun 14 16:53:00 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Trifluoroacetic acid, penta... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.10 4_.59 ng 147260 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 87
2 11-Tricosene 322 C23H46 052078-56-5 87
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 1-Heptacosanol 396 C27H560 002004-39-9 87

Abundance Scan 1182 (15.097 min): BF087981.D (-1179) (-) m/z 83.10 100.00%

:

5000

14.80 15.00 15.20 15.40
m/z 57.10 92.08%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
7

83

3

14.80 15.00 15.20 15.40
m/z 97.10  88.74%

5000

140 166182 210 937255

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
N
14.80 15.00 15.20 15.40
5000 83 m/z 55.10 87.71%

111
140 168 196 224243 266 204 322

il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1 R EEEER RS S
55 14.80 15.00 15.20 15.40
m/z 69.10 84.09%
- LMJM
29
oA 4 139 168 106 220238 266
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-BF060716.M Tue Jun 14 16:53:01 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 Hexacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.26 ng 104479 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1244 (15.806 min): BF087981.D (-1241) (-) m/z 57.05 100.00%
57
i ,/\WAA,\_\_/\
5000
113 15,40 15.60 15.80 16.00 16.20
141 169 211 : : : : :
oL bk 1], Ly 389200 299 267 Tn/z 71.10 68.40%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85 SRR SURBL SRS BN B
mmmmmmmmmm
113 m/z 43.10 53.96%
0 ?\9 I h ‘H ‘\ ‘\‘ H‘ “‘ 14\.1 | 169 ! 197 225 253 295 366
m/z--> 50 160 150 260 2%0 360 3éo
Abundance
57
15.40 15.60 15.80 16.00 16.20
5000 P m/z 85.10 52.63%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 360 3%0
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- A B A W s o S
43 15.40 15.60 15.80 16.00 16.20
- m/z 55.05 20.35%
5000
o | J’ u 57 185 183202225 253 295 337
m/z--> 50 100 1&'30 200 250 300 3&'30 15. 40 15. 60 15. 80 16. 00 16. 20

8270-BF060716.M Tue Jun 14 16:53:02 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl6.88 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.88 5.61 ng 179727 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. l1a.2.3.4... 204 Cl15H24 000489-40-7 49
2 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 49
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 49
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 43
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 38
Abundance Scan 1338 (16.880 min): BF087981.D (-1335) (-) m/z 204.20 100.00%
204

5000

16.60 16.80 17.00 17.20
m/z 135.05  69.46%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64569: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd...
105 161 204

:

16.I60 16.I8O 17.IOO 17.I20
m/z 121.10  49.99%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
93 135
B A RRREE R
a1 16.60 16.80 17.00 17.20
5000 m/z 133.10 47 .25%
19 14 204
7
57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... B A RRREE R
204 16.60 16.80 17.00 17.20
m/z 69.10 46.23%
2000 95 w/\w\"
161
123
41 79
o 7 1 176
- d''-'-|'I—'-'-'-'-I—'-'_|—'-I—'_|—'_|-I—'""-'-I—'-'-'-'-I—r IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20

8270-BF060716.M Tue Jun 14 16:53:02 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl7.28 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.28 10.26 ng 328773 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 38
2 5.alpha.Androst-16-ol. 17-ethvli... 414 C27H4203 1000124-58-6 22
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 12
4 Bicvclol2.2.1Theptane. 2-cvclopr... 176 C13H20 1000159-45-7 11
5 2-Chloroethyl o-tolylcarbamate 213 C10H12CINO2 090869-76-4 11
Abundance Scan 1373 (17.280 min): BF087981.D (-1369) (-) m/z 43.10 100.00%
48
o 145 /\AJ\\r\—\/\\/\r\/\
5000 213
173 255 303 309
| ‘ i| | | 3T1||4T4 17.00 17.20 17.40 17.60
ol /BN U S N | ) B— m/z 55.10 68.31%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate
43
5000 L BRI B ISR SULA
ﬂ%ﬂ%ﬂ%ﬂm
107 147 396 m/z 107.10 65.69%
ol ,\ h I \\u H\M H\‘ Ll MH pT3 PO %5 215 34 | 428 456
m/z--> 150 200 250 300 350 400 450
Abundance
57
17.00 17.20 17.40 17.60
5000 m/z 95.10 62.29%
as 280
121 159 315
. 185 o5 253 359 399
miz-> 50 100 150 200 250 300 350 400 450
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R e e
41 107 394 17.00 17.20 17.40 17.60
283 m/z 57.10 57.11%
0! R o R I e e
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.20 17. 40 17. 60

8270-BF060716.M Tue Jun 14 16:53:03 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Androst-4-en-3-one, 17-hydr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.21 3.70 ng 118459 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 95
2 Testosterone 288 C19H2802 000058-22-0 87
3 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000481-30-1 42
4 Sambucinol 266 C15H2204 090044-33-0 27
5 4H-Pyran-4-one, 2,6-dimethyl- 124 C7H802 001004-36-0 22

Abundance Scan 1454 (18.206 min): BF087981.D (-1449) (-) m/z 124.10 100.00%

4

5000

_:::::::37

173187 203 17.80 18.00 18.20 18.40 18.60

0 m/z 43.10 54.41%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000 LA I L L L L L LB
288 17.80 18.00 18.20 18.40 18.60
oL 100 | 147 046 m/z 57.10 52.53%
164 187203 208 270
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
288 A B
17.80 18.00 18.20 18.40 18.60
5000 246 m/z 229.20 43.13%
79 147
41 55 105
203 228
92 165 185 270
o SR RPN 1 T 1 VPR MS H S KSMt
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134666: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)- e R e A .
124 147 17.80 18.00 18.20 18.40 18.60
g1 m/z 71.10 34.41%
105
o 41 5> ! '\/_V‘AA*"/”\/‘\’W/K/vV
[0} e e e s
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. 00 18. 20 18. 40 18 60

8270-BF060716.M Tue Jun 14 16:53:04 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 19 unknown19.01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.01 8.96 ng 287098 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (H-(2D)-Lonaipinane 206 C15H26 1000156-12-3 46
2 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 25
3 Lonaipinane. (BE)- 206 C15H26 1000156-14-5 25

4 1.8-Nonadiene. 2.7-dimethvl-5-(1... 192 C14H24
5 Silane, (4-bromo-3-buten-1-ynyl)... 202 C7H11BrSi

068702-20-5 14
107646-62-8 11

Abundance Scan 1524 (19.006 min): BF087981.D (-1518) (-)
55 95 1
69
109
5000, 41 125 203
175
1471 219233 249 282
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66199: (+)-(2)-Longipinane
109
41
82
5000 55 124
2 38 163 206
177191

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

107 123
41 206
55 81 191

5000 163

27 137
177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66197: Longipinane, (E)-
109

41
5000 55 81 95 124

149163477191 206

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

m/z 189.10 100.00%

3

18.60 18.80 19.00 19.20 19.40

m/z 95.10 80.76%

-

I I I I T
18.60 18.80 19.00 19.20 19.40

m/z 55.10 77 .74%

-

18.60 18.80 19.00 19.20 19.40

m/z 69.10 69.03%

-

18.60 18.80 19.00 19.20 19.40

m/z 81.10 68.28%

-

I I I I T
18.60 18.80 19.00 19.20 19.40

8270-BF060716.M Tue Jun 14 16:53:05 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087981.D

Aca On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample : H3449-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.17 13.61 ng 436162 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 60
2 Caparratriene 206 C15H26 1000374-08-7 46
3 (2Z2.4BE)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 46
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 38
5 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 38
Abundance Scan 1538 (19.166 min): BF087981.D (-1532) (-) m/z 69.10 100.00%
69 95 109
55 123 ﬁA\_‘ﬁ—AJJ/\\j/\\¥v\~ﬂdﬁ‘N~¢
5000
41 163
7 191205 231 273 A
17 246 287302 18.80 19.00 19.20 19.40
0 m/z 95.10 90.49%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan

%

18.I80 19.IOO 19.I20 19.I4O
m/z 109.10  84.38%

5000

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 69 95
109 IIIIIIIIIIIIIIIIIIIII
55 18.80 19.00 19.20 19.40
5000 m/z 123.10 75.27%
136 163
177%%% 206
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene B B
18.80 19.00 19.20 19.40
m/z 55.10 71.92%
177191206
0 I L B e e e e

T I I T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061316\

Data File : BF087981.D

Acq On : 13 Jun 2016 14:08

Operator : UM/SJ

Sample - H3449-03 17-VE-PILE-WALL(0-2
Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.02 4.8 ng 162824 1 6.79 675898 20.0
2-Pentanone, 4-hy... 4.97 5.2 ng 177139 1 6.79 675898 20.0
unknown6 .56 6.56 65.5 ng 2213510 1 6.79 675898 20.0
n-Hexadecanoic acid 11.85 5.6 ng 282342 4 11.31 1002370 20.0
Hexadecanoic acid... 12.73 8.7 ng 339748 5 13.94 779350 20.0
Octadecanoic acid... 13.44 5.3 ng 206406 5 13.94 779350 20.0
Heptadecyl triflu... 13.82 6.3 ng 246217 5 13.94 779350 20.0
1-Heneicosanol 14 .45 11.7 ng 455157 5 13.94 779350 20.0
Supraene 14.80 3.0 ng 95343 6 15.36 640999 20.0
Octacosane 15.04 3.0 ng 96384 6 15.36 640999 20.0
Trifluoroacetic a... 15.10 4.6 ng 147260 6 15.36 640999 20.0
Hexacosane 15.81 3.3 ng 104479 6 15.36 640999 20.0
unknownl16 .88 16.88 5.6 ng 179727 6 15.36 640999 20.0
unknownl17.28 17.28 10.3 ng 328773 6 15.36 640999 20.0
Androst-4-en-3-on... 18.21 3.7 ng 118459 6 15.36 640999 20.0
unknown19.01 19.01 9.0 ng 287098 6 15.36 640999 20.0
5-Bromo-4-oxo0-4,5... 19.17 13.6 ng 436162 6 15.36 640999 20.0
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