LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089530.D

Aca On : 2 Aug 2016 00:56 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H4287-18 SBﬁ&OEJ%
ALS Vial : 25 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-BF072716.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 1.655 4 6 36 rvB 857565 1960006 100.00% 18.739%
2 4 _.558 257 260 270 rBV 133736 199374 10.17% 1.906%
3 5.050 300 303 322 rBV 413825 719421 36.71% 6.878%
4 6.147 396 399 406 rBV 434318 727458 37.12% 6.955%
5 6.250 406 408 415 rvB 587639 758928 38.72% 7.256%
6 6.479 426 428 434 rBV 197930 204152 10.42% 1.952%
7 6.627 439 441 444 rBV 456963 560738 28.61% 5.361%
8 7.050 476 478 489 rBV 386551 454125 23.17% 4.342%
9 7.770 539 541 543 rBV 179058 249770 12.74% 2.388%
10 8.845 633 635 637 rBV 947674 832251 42.46% 7.957%

11 9.245 668 670 673 rBvV 255034 215909 11.02% 2.064%
12 9.508 691 693 695 rBvV 299461 266869 13.62% 2.551%
13 10.296 760 762 764 rBV2 266634 378075 19.29% 3.615%

14 10.433 771 774 778 rBV 23061 26913 1.37% 0.257%
15 10.879 808 813 814 rBV 15284 19615 1.00% 0.188%
16 10.982 819 822 827 rvv2 183785 266013 13.57% 2.543%
17 11.233 841 844 848 rBV 35378 42931 2.19% 0.410%
18 11.542 869 871 874 rBvV2 40591 59357 3.03% 0.567%
19 12.182 925 927 929 rBV 56206 54276 2.77% 0.519%
20 12.319 937 939 944 rBV 20921 25262 1.29% 0.242%
21 12.399 944 946 949 rBV 46521 54990 2.81% 0.526%
22 12.559 958 960 963 rBvV 749207 691221 35.27% 6.609%
23 12.811 978 982 988 rBv4 14004 35361 1.80% 0.338%

24 13.474 1037 1040 1045 rBV3 73507 114893 5.86% 1.098%
25 13.599 1048 1051 1059 rBV 242832 325776 16.62% 3.115%

26 14.102 1091 1095 1101 rBV 78784 103982 5.31% 0.994%

27 14.514 1129 1131 1135 rBV 34418 35495 1.81% 0.339%
28 14.594 1135 1138 1142 rBV 28806 67293 3.43% 0.643%
29 14.674 1143 1145 1149 rBV 111260 151090 7.71% 1.445%
30 14.822 1155 1158 1161 rVB 14469 26937 1.37% 0.258%
31 14.880 1161 1163 1165 rBV 19077 22595 1.15% 0.216%
32 14.925 1165 1167 1170 rBV 223366 250443 12.78% 2.394%
33 15.131 1182 1185 1188 rVB 45537 55096 2.81% 0.527%
34 15.200 1188 1191 1196 rVB4 8828 19822 1.01% 0.190%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample : H4287-18

Misc :

ALS Vial : 25 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-BF072716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.314 1198 1201 1203 rVV 65725 84133 4._.29% 0.804%
36 15.348 1203 1204 1207 rVVv 24035 38906 1.98% 0.372%
37 15.405 1207 1209 1212 rVVv4 15712 25933 1.32% 0.248%
38 15.497 1215 1217 1222 rVB3 11663 25505 1.30% 0.244%
39 15.920 1252 1254 1258 rBV 34431 56200 2.87% 0.537%
40 16.228 1278 1281 1284 rVV3 13065 34547 1.76% 0.330%
41 16.285 1284 1286 1293 rVB3 12817 32737 1.67% 0.313%
42 16.514 1302 1306 1311 rBV3 31233 67643 3.45% 0.647%
43 16.685 1318 1321 1325 rVB5 17544 37189 1.90% 0.356%
44 16.788 1327 1330 1336 rVB6 8272 24688 1.26% 0.236%
45 17.108 1355 1358 1365 rVB4 12697 32596 1.66% 0.312%
46 17.291 1371 1374 1379 rVB5 9680 23001 1.17% 0.220%

Sum of corrected areas: 10459515
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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: BF089530.D
1.66
800000
600000 6.25
£ o5 6.18 6.63
400000 7.05
200000 6.48
4.56
o7 ———— T e e
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: BF089530.D
8|84
800000 1256
600000
400000
9.24 9.51 10.30
200000 7.77 10.98
13.4
12.1
10.43 10.8AL 11.23 11.54 il -%Ok 12.81 A
- A N A A A A
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: BF089530.D
800000
600000
400000
.60 14.93
200000
50 1592 1822916.5166/979 17.117.29
O i e e e e T T T e T e e 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\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 19.53 ng 199374 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
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 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 260 (4.558 min): BF089530.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 e —
e 83 420 4.40 4.60 4.80 '
S ) R R SR AN AR RRARA RARSA RARAN AARAN AL RALRS ARSI RARRY m/z 59.10 63.11%
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 A I L AL
59 420 440 460 480
m/z 101.10 23.30%
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
420 440 460 480
5000 m/z 58.10 15.34%
101
15 58
0 28 69 84
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 A
59 420 4.40 4.60 4.80
m/z 41.10 10.01%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY A L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.25 Concentration Rank 2

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

6.25 74.35 ng 758928 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 408 (6.250 min): BF089530.D (-406) (-) m/z 132.00 100.00%
32
5000 68
0 9% 6.00 6.20 6.40 6.60
48 54 62| 87 104 | : : : :
ou.w.”:w.”,”.w.”.“.“,”.w.”.“w”,”.w.”.,.”,” m/z 68.10 36.04%
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
6.00 6.20 6.40 6.60
2 78 m/z 134.00 33.40%
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
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 23.66%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 6.00 6.20 6.40 6.60
m/z 69.05 14 .51%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
0 S S S S AR Y 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 n-Tridecan-1-ol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.23 3.23 ng 42931 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
2 5-Octadecene. (B)- 252 C18H36 007206-21-5 91
3 9-Octadecene. (B)- 252 C18H36 007206-25-9 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 90
5 1-Hexadecanol 242 C16H340 036653-82-4 90
Abundance Scan 844 (11.233 min): BF089530.D (-841) (-) m/z 55.10 100.00%
55 g9 83
4 97
5000
111 167
125 11.00 11.20 11.40 11.60
0! m/z 83.10 89.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61341: n-Tridecan-1-ol
55 &9 83
97
5000 L B SULILL B B
11.00 11.20 11.40 11.60
m/z 69.10 84 .89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
a1 69 oo 11.00 11.20 11.40 11.60
5000 97 m/z 43.10 81.74%
ot 111
o 125139 154168181195 204 252
T S EE L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104187: 9-Octadecene, (E)-
5 69 11.00 11.20 11.40 11.60
83 m/z 57.10 79.34%
5000
2
125
o 139 154168182196 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 6 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.54 4_.46 ng 59357 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 871 (11.542 min): BF089530.D (-869) (-) m/z 73.00 100.00%
73
43 60
5000 129
213 Trrrrryprrrrrrrrrrrrrort
A | ﬂ 143197171185 256 1120 1140 11,60 1180
0...,....,.'... . m/z 43.10 75.03%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129

11.20 11.40 11.60 11.80

m/z 60.10 75.01%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
B o B e
11.20 11.40 11.60 11.80
5000 129 m/z 57.10 64 .98%
29 g7
115 @ 143 199 242
101 157171185
oL 15 rl 213226
LN B s e AR RARRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 11.20 11.40 11.60 11.80
43 m/z 55.10 63.69%
5000 129
7 185 228
01115 | 143,.5171 | 199
S \ 0 i Wl 2 - T N
m/z--> 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl12.81 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.81 2.17 ng 35361 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.12.12b-Trimethvl-1.2.3.4.6.7.1... 268 C18H24N2 082605-35-4 35
2 Phenol. 4-(3.4-dihvdro-2.2.4-tri... 268 C18H2002 000472-41-3 25
3 1-t-Butvl-4-(adamantvl-1)benzene 268 C20H28 059974-45-7 17
4 Octadecanoic acid. 2-oxo-. methv... 312 C19H3603 002380-18-9 16
5 1H-Inden-5-0l, 2,3-dihydro-3-(4-... 268 C18H2002 010527-11-4 9
Abundance Scan 982 (12.811 min): BF089530.D (-978) (-) m/z 253.10 100.00%
24
5000 41
57 71
85 119 216
169 268 LN BN SRR BRI B

12.40 12.60 12.80 13.00 13.20

0 m/z 41.10 48.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117603: 3,12,12b-Trimethyl-1,2,3,4,6,7,12,12b-octahydroin...
253
5000 R IR SURLR BRI
12. 40 12. 60 12. 80 13. oo 13. 20
106 168 19 268 m/z 71.10 39.98%
126 182 239
0 35 55 69 83 14115 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
253
12.40 12.60 12.80 13.00 13.20
5000 159 m/z 57.10 36.30%

107
39 g3 7791 | 121 184 151104509223 535 | 268

15

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

Abundance #117671: 1-t-Butyl-4-(adamantyl-1)benzene A RREEE RS E ST
253 12.40 12.60 12.80 13.00 13.20

m/z 216.10 31.23%
57
5000 41
268
‘ ‘ T ‘ 109 128 155
) O v Y S B N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.47 7.05 ng 114893 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
Abundance Scan 1040 (13.474 min): BF089530.D (-1037) (-) m/z 83.10 100.00%
g7
5000 11 ?&
139 207 230 13.20 13.40 13.60 13.80
0 L e m/z 57.10 99.90%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
5000 LI SN SULLN SULLLN B
13.20 13.40 13.60 13.80
29 m/z 55.10 96.40%
0 \‘ \‘ 1 H H ‘\ J\ \139 182 210 255 356
m/z--> 50 200 250 300 350
Abundance
57
83 SR AN SN SUNILN I
13.20 13.40 13.60 13.80
5000 111 m/z 43.10 89.63%
29
o 140 182 210 255 306
mz-> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester R B B ma e
13.20 13.40 13.60 13.80
83 m/z 97.10 87.85%
5000 111
29 169
oL Ll ‘ bl | s 2a 302
m/z--> 50 100 150 200 250 300 350 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.10 6.38 ng 103982 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate
2 Docosvl pentafluoropropionate

452 C21H35F702
472 C25H45F502

959085-66-6 93
1000351-80-9 93

312 C21H440
430 C22H39F502

015594-90-8 92
1000351-88-8 91

3 1-Heneicosanol
4 Nonadecvl pentafluoropropionate

5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 1095 (14.102 min): BF089530.D (-1091) (-) m/z 57.10 100.00%
57
83
5000
111
R R e
1 139 207 239 13.80 14.00 14.20 14.40
0 ...',....,-'-.-.,-....,...!,....,....,....,....,. m/z 43.05 83.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LA L L LB L L LN |
111 13.80 14.00 14.20 14.40
29 m/z 55.10 69.11%
0 [ M H‘ “ ‘\ \‘\ - h ‘169 210 23\8 283 434
] 1 L o SN A o o o o B o
m/z--> 50 200 250 300 350 400 450
Abundance
57
R R Eamasmmaas
97 13.80 14.00 14.20 14.40
5000 m/z 83.10 65.20%
125
o 29 153 181 224250 280 308 353 454
L e e e o o e e I LA I o o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol e
55 83 13.80 14.00 14.20 14.40
m/z 97.10 64 .54%
5000 111 WL\/
29
oLl 1, 113167 196 238 266 204
LB i e e - e e
m/z--> 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40

8270-BF072716.M Tue Aug 02 17:25:06 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Hexadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .51 2.83 ng 35495 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 91
2 Heptadecanal 254 C17H340 1000376-70-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 17-Octadecenal 266 C18H340 056554-86-0 91
5 Tetradecanal 212 C14H280 000124-25-4 91
Abundance Scan 1131 (14.514 min): BF089530.D (-1129) (-) m/z 57.10 100.00%
4 2
5000 JLL
14:20 14.40 1460 14.80
Oty m/z 82.10 95.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal
4
5000
14.20 14.40 14.60 14.80
110, m/z 43.10 90.94%

138]_52166180 196 222

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 82
R e e S N EEma
14.20 14.40 14.60 14.80
5000 96 m/z 55.10 65.34%

29

10194
138152166180194208 236 254

-

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117604: Octadecanal S RS e e
14.20 14.40 14.60 14.80
m/z 96.05 61.01%
5000
110954
ol 138152166180194208222 250 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80

8270-BF072716.M Tue Aug 02 17:25:07 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.67 12.07 ng 151090 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1145 (14.674 min): BF089530.D (-1143) (-) m/z 57.10 100.00%
g7
o 1 ‘,\JLA
L) 1 100 mn 2 a0 L4040 160 1250 1500
ol b b e 208 e m/z 71.10 75.32%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 R DA U SUILE BN
14.40 14.60 14.80 15.00
29 m/z 43.10 62 .55%
o e Id w341?1‘169 197 225 253 281 309 337 380
m/z--> 50 100 150 260 250 300 350 '
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 51.61%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane T T T
57 14.40 14.60 14.80 15.00
m/z 55.10 24 _.86%
N T W
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00

8270-BF072716.M Tue Aug 02 17:25:08 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 12 17-Octadecenal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.13 4.40 ng 55096 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Octadecenal 266 C18H340 056554-86-0 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Pentadecanal- 226 C15H300 002765-11-9 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 16-Octadecenal 266 C18H340 056554-87-1 91

Abundance Scan 1185 (15.131 min): BF089530.D (-1182) (-) m/z 57.10 100.00%

5000

.

14.80 15.00 15.20 15.40
m/z 82.10 89.13%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115860: 17-Octadecenal

96

3

5000
14.80 15.00 15.20 15.40

110 m/z 43.10 87.71%
124138 22400252
o 152 168182196210444238 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
R RAEEEE RS EE
96 14.80 15.00 15.20 15.40
5000 m/z 55.10 69.51%
29

1004
138152166180 196 222 240

3

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

Abundance #82954: Pentadecanal- R R mEEE
14.80 15.00 15.20 15.40

m/z 83.05 65.34%

5000

-

124138152, g 182

208 226
e e  EEEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40

8270-BF072716.M Tue Aug 02 17:25:09 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.31 6.72 ng 84133 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1201 (15.314 min): BF089530.D (-1198) (-) m/z 57.10 100.00%
57
85 ”
5000
13 15.00 15.20 15.40 15.60
141 169 266 . . . .
ol b b b 208 e m/z 71.10 72.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 U DAL DR B SR
mmmmmmmm
m/z 43.10 58.04%
29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
15.00 15.20 15.40 15.60
5000 g5 m/z 85.10 52.42%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane B e N
57 15.00 15.20 15.40 15.60
m/z 55.10 23.20%
113 141
oL 20 L {11169 107 225 253 281 309 337 365 393 422 N
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 15. oo 15 20 15. 40 15. 60

8270-BF072716.M Tue Aug 02 17:25:09 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Chloroacetic acid, tridecyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.35 3.11 ng 38906 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloroacetic acid. tridecvl ester 276 C15H29CI102 018277-85-5 76
2 Chloroacetic acid. tetradecvl ester 290 C16H31CI02 018277-86-6 64
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 62
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 62
5 Behenic alcohol 326 C22H460 000661-19-8 55
Abundance Scan 1204 (15.348 min): BF089530.D (-1203) (-) m/z 69.10 100.00%
43 9
5000
15.00 15,20 15.40 15.60
0 m/z 57.10 99.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124251: Chloroacetic acid, tridecyl ester

5000

15.00 15.20 15.40 15.60
m/z 97.10  97.51%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
83
57 LR AR AR DN
15.00 15.20 15.40 15.60
5000 m/z 55.10 96.45%

111

41
140 168 196

241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane e REREE
15.00 15.20 15.40 15.60

m/z 83.10 91.24%

5000

125

154 180196 224 9251 269
B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60

8270-BF072716.M Tue Aug 02 17:25:10 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.92 4.49 ng 56200 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 80
2 Tetradecanal 212 C14H280 000124-25-4 80
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 72
4 Pentadecanal- 226 C15H300 002765-11-9 53
5 1,12-Dodecanediol 202 C12H2602 005675-51-4 50

Abundance Scan 1254 (15.920 min): BF089530.D (-1252) (-) m/z 57.10 100.00%

82

:

5000

15.60 15.80 16.00 16.20
m/z 82.10 88.31%

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55
82
41
5000
15.60 15.80 16.00 16.20
110 m/z 43.10 78.48%
. ....u..”.”w 124138152166180104208222236250 278
m/z--> 2|0 4IO 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
82 U BN N AR BN
15.60 15.80 16.00 16.20
5000 29 96 m/z 83.10 56.37%

110
124138152 168 194 217

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109264: 1,16-Hexadecanediol R R ma AR
55 15.60 15.80 16.00 16.20

m/z 55.10 56.15%
96

5000

I

110124

138152166180194208222 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15. 80 16. 00 16.20

o

8270-BF072716.M Tue Aug 02 17:25:11 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl16.23 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.23 2.76 ng 34547 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. pentadecvl 2.2.2-... 402 C18H33CI1303 1000314-56-1 43
2 4-Trifluoroacetoxvtetradecane 310 C16H29F302 1000245-47-6 43
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 35
4 Cetene 224 C16H32 000629-73-2 35
5 1-Nonadecene 266 C19H38 018435-45-5 27
Abundance Scan 1281 (16.228 min): BF089530.D (-1278) (-) m/z 83.05 100.00%
43 57 97
111
5000
" 16.00 16,20 16.40 16.60
0 m/z 97.10 93.97%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #212783: Carbonic acid, pentadecyl 2,2,2-trichloroethyl| ester
83 97
69
55
5000 U BN SRR UL B
4 16.00 16.20 16.40 16.60
m/z 57.10 89.49Y%
o 27
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
69 " 16.00 16,20 16.40 16.60
5000 m/z 43.10 88.59%

97
1

:

11
o 125140154168 196

mewwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester R B R
7 16.00 16.20 16.40 16.60

83 m/z 55.10 75 .64%
97

5000

5

125
139153167181 196

224

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF072716.M Tue Aug 02 17:25:12 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl6.29 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.29 2.61ng 32737  Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentadecanone 226 C15H300 002345-28-0 35

2 2-Nonadecanone 282 C19H380 000629-66-3 32
3 2-Propanone. 1l-cvclohexvl- 140 C9H160 000103-78-6 27
4 Octanal. 7-hvdroxv-3.7-dimethvl- 172 C10H2002 000107-75-5 25
5 2-Heptadecanone 254 C17H340 002922-51-2 23
Abundance Scan 1286 (16.285 min): BF089530.D (-1284) (-) m/z 59.10 100.00%
59
43
5000 278
137 TrrJyprrrryrrrrrrrrrrr|rrrrr
16.00 16.20 16.40 16.60
| 191 208
Obrrrprrrr bl m/z 58.00 69.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82960: 2-Pentadecanone
58
43
5000 LI L L L L L LB
16.00 16.20 16.40 16.60
85 m/z 43.10 58.08%
o 111127141 168183197211226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 58
e B
16.00 16.20 16.40 16.60
5000 m/z 71.10 42 .53%
29 85
o 111127 152166180 222 239 267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18716: 2-Propanone, 1-cyclohexyl- T
59 16.00 16.20 16.40 16.60
m/z 278.20 38.97%
43
5000
8297
”.“”.“.”“.”,””,”..”.w.”..”..”..”...”..”,””,”. e e [ R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF072716.M Tue Aug 02 17:25:13 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl1l6.51 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.51 5.40 ng 67643 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Benzimidazolinepropionic acid.... 220 C11H12N203 021190-17-0 35
3-T(3-Methoxv-propvlamino)-methv... 321 C19H31NO3 1000300-76-2 25
3 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 25
4 4.5-di-epi-aristolochene 204 C15H24 1000374-17-1 22
5 _beta.-Neoclovene 204 C15H24 056684-96-9 14
Abundance Scan 1306 (16.514 min): BF089530.D (-1302) (-) m/z 43.10 100.00%
43
105
81 145161
5000
16,20 16.40 16.60 16.80
O m/z 105.05 69 .59%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76946: 5-Benzimidazolinepropionic acid, .beta.-methyl-2-oxo-
161
5000 AR AR B SRR SRR
16 20 16 40 16. 60 16.80
45 -7 220 m/z 55.10 69.01%
105 133
0 ...‘,“.‘.‘l.‘,...l‘“.“‘ N Mh H”Mm\lll8|5”20|2”| N —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
161
16.20 16.40 16.60 16.80
5000 m/z 145.05 64 .95%
102 217
144
44 321
119
. 60 79 177 198 233 22,0000,
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205824: Androst-5-ene, 1-acetoxy-16,17-dimethyl-20-oxo-
43 16.20 16.40 16.60 16.80
m/z 81.10 63.79%
5000
99
213
0 I M‘ MM‘“\lzl 1161 185 229 254 283 526
m/z--> 45 éo 85 100 120 140 160 180 200 220 240 260 280 300 320 1620 1640 1660 1680

8270-BF072716.M Tue Aug 02 17:25:14 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 19 unknownl6.69 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.69 2.97 ng 37189 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dichlorobenzvl ether 334 C14H10CI140 073927-56-7 14
2 2.9-Heptadecadiene-4.6-divn-8-ol... 244 C17H240 050816-77-8 14
3 2.3-Dichlorobenzvl alcohol. n-bu... 232 C11H14CIl120 1000375-30-7 10
4 4-Pyrimidinamine. 6-chloro-2-(me... 175 C5H6CIN3S 001005-38-5 10
5 2,4-Dichlorophenethyl alcohol 190 C8H8CI20 081156-68-5 10
Abundance Scan 1321 (16.685 min): BF089530.D (-1318) (-) m/z 57.10 100.00%
57
105 159
g5 131
187
5000 367
208 281 ' 16.40 16.60 16.80 17.00
ok A m/z 55.10 80.20%
m/z--> 50 100 150 200 250 300 350
Abundance #171890: 2,6-Dichlorobenzyl ether
159
125
5000 AR SR BRI UL
16.40 16.60 16.80 17.00
. 89 188 m/z 159.10 78.76%
o3 Tl ) . ‘J‘ ,\n\,‘,m‘l‘\‘ U em 299 3%
m/z--> 50 100 150 200 250 300 350
Abundance
41 91 159
117 AR SR BN UL
16.40 16.60 16.80 17.00
5000 m/z 105.05 76.16%
69
141
18 187 215 o4y
oLt L0 Wl S M ML R, o L e
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #87156: 2,3-Dichlorobenzyl alcohol, n-butyl ether Al Bmma s B
159 16.40 16.60 16.80 17.00
m/z 175.10 74.71%
5000
125
41 89
o152 177197 232
m/z--> 50 100 150 2(')0 25'30 3(')0 351;0 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089530.D

Aca On : 2 Aug 2016 00:56

Operator : UM/SJ

Sample - H4287-18

Misc :

ALS Vial : 25 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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

Concentration Rank 19

Peak Number 20 unknownl7.11

R.T. EstConc Area Relative to ISTD R.T.
17.11 2.60 ng 32596 Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolene 204 C15H24 000475-20-7 16
2 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 12
3 4.8.12.16-0Octadecatetraen-1-ol. ... 318 C22H380 1000142-00-0 10
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 10
5 _beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 10

Abundance Scan 1358 (17.108 min): BF089530.D (-1355) (-) m/z 189.10 100.00%
189
69 % 135 161
119
5000 41
207
16.80 17.00 17.20 17.40
0 m/z 95.10 78.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64270: Longifolene
161
9117
41 133
5000 189 USRI AR SN BN
67 16.80 17.00 17.20 17.40
m/z 81.10 71.47%
5 205
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
M 107
USRI R SN BN
79 16.80 17.00 17.20 17.40
5000 m/z 135.10 71.32%
135 189
161
o 57 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #160036: 4,8,12,16-Octadecatetraen-1-ol, 4,9,13,17-tetrame... o B B e B
16.80 17.00 17.20 17.40
m/z 161.00 71.16%
5000
136
o 161177 205 231249 275 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.80 17.00 17.20 17.40

8270-BF072716.M Tue Aug 02 17:25:16 2016

Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080116\

Data File : BF089530.D

Acg On : 2 Aug 2016 00:56 Instrument :
Operator : UM/SJ BNA_F

Sample - H4287-18 ClientSampleld :
Misc : SB-63-0.5-1.5
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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]
2-Pentanone, 4-hy... 4.56 19.5 ng 199374 1 6.48 204152 20.0
unknown6 .25 6.25 74.3 ng 758928 1 6.48 204152 20.0
n-Tridecan-1-ol 11.23 3.2 ng 42931 4 10.98 266013 20.0
n-Hexadecanoic acid 11.54 4.5 ng 59357 4 10.98 266013 20.0
unknownl12 .81 12.81 2.2 ng 356361 5 13.60 325776 20.0
Pentafluoropropio... 13.47 7.0 ng 114893 5 13.60 325776 20.0
Heptadecyl heptaf... 14.10 6.4 ng 103982 5 13.60 325776 20.0
Hexadecanal 14.51 2.8 ng 35495 6 14.93 250443 20.0
Heptacosane 14.67 12.1 ng 151090 6 14.93 250443 20.0
17-Octadecenal 15.13 4.4 ng 55096 6 14.93 250443 20.0
Heneicosane 15.31 6.7 ng 84133 6 14.93 250443 20.0
Chloroacetic acid... 15.35 3.1 ng 38906 6 14.93 250443 20.0
1,19-Eicosadiene 15.92 4.5 ng 56200 6 14.93 250443 20.0
unknownl16.23 16.23 2.8 ng 34547 6 14.93 250443 20.0
unknownl16.29 16.29 2.6 ng 32737 6 14.93 250443 20.0
unknownl16.51 16.51 5.4 ng 67643 6 14.93 250443 20.0
unknownl16 .69 16.69 3.0 ng 37189 6 14.93 250443 20.0
unknownl17.11 17.11 2.6 ng 32596 6 14.93 250443 20.0
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