LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : 6G3505-05

Misc :

ALS Vial : 27 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-BF090115.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 3.553 168 172 179 rBB2 9880 23097 1.46% 0.159%
2 4.410 244 247 260 rVB 558377 917637 58.18% 6.320%
3 4.913 289 291 294 rBV 990201 1289972 81.79% 8.885%
4 6.033 387 389 392 rBVY 1218421 1208517 76.63% 8.324%
5 6.136 396 398 400 rBVY 1602538 1398586 88.68% 9.633%
6 6.364 416 418 421 rBV 438162 379334 24.05% 2.613%
7 6.524 430 432 434 rBV 1161587 1071339 67.93% 7.379%
8 6.947 466 469 471 rBV 836046 940620 59.64% 6.479%
9 7.656 529 531 533 rBV 588246 490847 31.12% 3.381%
10 8.742 623 626 628 rBY 1779837 1577175 100.00% 10.863%

11 9.142 659 661 664 rBv 259131 220653 13.99% 1.520%
12 9.393 681 683 686 rvB 465939 484909 30.75% 3.340%
13 10.182 749 752 754 rBV 856420 845107 53.58% 5.821%

14 10.330 763 765 771 rVB 32063 37535 2.38% 0.259%
15 10.776 802 804 805 rBvV 28863 24491 1.55% 0.169%
16 10.856 809 811 814 rBV 372775 517620 32.82% 3.565%
17 11.439 860 862 870 rBV 64645 88767 5.63% 0.611%
18 12.056 914 916 918 rBV 103774 84549 5.36% 0.582%
19 12.274 933 935 939 rVvB 81470 96067 6.09% 0.662%

20 12.445 948 950 953 rBV 1335140 1246233 79.02% 8.584%

21 12.708 967 973 979 rBV5 16115 37329 2.37% 0.257%
22 13.371 1028 1031 1037 rBV 91175 162656 10.31% 1.120%
23 13.462 1037 1039 1045 rVvB2 327211 498732 31.62% 3.435%

24 13.999 1083 1086 1092 rVB 27862 55107 3.49% 0.380%
25 14.411 1120 1122 1123 rBV 30816 38178 2.42% 0.263%
26 14.445 1123 1125 1129 rVB 35569 65621 4.16% 0.452%
27 14.571 1134 1136 1140 rBV2 28708 69240 4_.39% 0.477%
28 14.685 1144 1146 1148 rVB 20658 25220 1.60% 0.174%
29 14.731 1148 1150 1152 rBV 23890 29760 1.89% 0.205%
30 14.777 1152 1154 1156 rBV 246988 252188 15.99% 1.737%
31 14.994 1171 1173 1176 rVB 16717 18157 1.15% 0.125%
32 15.165 1185 1188 1190 rBV 50671 67920 4_.31% 0.468%
33 15.737 1235 1238 1242 rBV3 16227 31070 1.97% 0.214%
34 15.851 1245 1248 1254 rVB2 14493 31760 2.01% 0.219%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : 6G3505-05

Misc :

ALS Vial : 27 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.954 1254 1257 1261 rBV2 16909 34842 2.21% 0.240%
36 16.091 1266 1269 1272 rVB2 16908 32986 2.09% 0.227%
37 16.171 1274 1276 1280 rBV 8971 17451 1.11% 0.120%
38 16.274 1282 1285 1291 rBV5 12082 35296 2.24% 0.243%
39 16.754 1323 1327 1331 rBvV4 8309 22589 1.43% 0.156%
40 16.994 1345 1348 1355 rVB5 8186 25557 1.62% 0.176%
41 17.725 1407 1412 1416 rVB5 9021 24078 1.53% 0.166%

Sum of corrected areas: 14518792

8270-BF090115.M Fri Sep 04 16:39:30 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 3

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

4.41 48.38 ng 917637 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 247 (4.410 min): BF081405.D (-244) (-) m/z 43.05 100.00%
43
59
5000
o P T o5 a5 a0 4k 4k
L Y.ML M m/z 59.10 58.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 INSEDENREBL AR SR
4.00 4.20 4.40 4.60 4.80
m/z 101.10 14.82%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 4.40 460 4.80
5000 m/z 58.10 14.77%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R Rmmari B
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.92%
5000
a1 101
15 ! 3\1 \‘H 53\\\“ 69 8‘3
mz-> 10 20 30 40 50 60 70 80 90 100 110 | 400 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown6.14 Concentration Rank 1

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

6.14 73.74 ng 1398590 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 398 (6.136 min): BF081405.D (-396) (-) m/z 132.10 100.00%
132
5000 68
6 AR A S
40 54 ‘ 75 104 5.80 6.00 6.20 6.40
.,....,...:I'!.‘.‘?,.'.'..??r!'.'.|,..'.~~.,..f.‘?,....,.':..,.1.1.5.,....,'...,... m/z 68.10 46.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SRR A AR
5.80 6.00 6.20 6.40
78 m/z 134.10 31.86%
31 g il
1 | !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 m/z 66.10 31.69%
33 44 g7 105
51 60 10 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e ,/.\. Py
132 5.80 6.00 6.20 6.40
m/z 69.10 18.94%
5000
92
65
21 3 Slgg | T I 4y
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 4 Dodecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.44 3.43 ng 88767 Phenanthrene-d10 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Amvl Nitrite 117 C5H11NO2 000110-46-3 35
4 _beta.-D-Mannofuranoside. 1-0-(1... 332 C17H3206 1000155-29-9 14
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 11

Abundance Scan 862 (11.439 min): BF081405.D (-860) (-) m/z 43.10 100.00%
60 78
5000
129
S g7 Baiiniietedcos N ATM Ao St
| || | 115 143 157 171 185 213 11.20 11.40 11.60 11.80
PR TN VD S = e Y AN m/z 60.00 99.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56047: Dodecanoic acid
60 783
43
5000 11120 11.40 1160 11.80
29 85 129
115 157 200 m/z 73.10 96.25%
‘ ‘ 101 ‘ 143 ‘ 171
i .:!-Elg.‘l i .‘l‘.‘. Inl “.‘A“.‘. IHM i *H‘I" i ‘. — .‘ﬂ“. - A .18.3. S TN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
" 11120 1140 1160 11.80 _
5000 m/z 57.10 89.36%
29 129
" 101 115 143 o 172
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8238: Amy! Nitrite e e
41 11.20 11.40 11.60 11.80
m/z 41.10 83.11%
57
5000 29
71
15 “\ ‘\‘H \‘H \‘ 86
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.37 6.52 ng 162656 Chrysene-di12 13.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
2 9-Eicosene. (B)- 280 C20H40 074685-29-3 90
3 1-Tetracosanol 354 C24H500 000506-51-4 83
4 17-Pentatriacontene 491 C35H70 006971-40-0 81
5 11-Tricosene 322 C23H46 052078-56-5 80
Abundance Scan 1031 (13.371 min): BF081405.D (-1028) (-) m/z 57.10 100.00%
g7
83
5000
11 VRIS R BN SUNE B
3 139 13.00 13.20 13.40 13.60
e m/z 43.10 90.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83
5000 UV RN BN SUNRE B
13.00 13.20 13.40 13.60
m/z 55.05 88.24%
2 139 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
T T
13.00 13.20 13.40 13.60
5000 m/z 83.10 62.99%
29 111

139 168 196 2023 252 280

r

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43 13.00 13.20 13.40 13.60
m/z 69.10 53.75%
5000 83
18
| L e 140 168 196 238 266 308 336
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 17-Pentatriacontene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.21 ng 55107 Chrysene-di12 13.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 86
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 86
4 1-Docosene 308 C22H44 001599-67-3 80
5 1-Octadecene 252 C18H36 000112-88-9 80
Abundance Scan 1086 (13.999 min): BF081405.D (-1083) (-) m/z 57.10 100.00%
57
5000 97
& ﬂ L[ 13.60 13.80 14.00 14.20 14.40
20 m/z 43.10 62.71%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000 AR SRR SR SRR B
13 60 13 80 14. oo 14. 20 14.40
29 125 m/z 55.10 51.92%
L “ “H \‘H m\u u‘h “\. b ?1?99‘?36 267292320 348 376 406 434 462 490
miz--> 0 50 250 300 350 400 450
Abundance
57
83 LA SR SURIU B
13.60 13.80 14.00 14.20 14.40
5000 m/z 97.10 42 .24%
29 111
139 167 196 224 252 280
miz--> 0 55 160 1%0 200 250 360 3%0 460 4%0 '
Abundance #90869: 13-Tetradecen-1-ol acetate I RREEEEEES T
43 13.60 13.80 14.00 14.20 14.40
83 m/z 83.10 41 .50%
5000
111
L |139 167194 224 254
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4éo ' 13 60 13 80 14. oo 14. 20 14'40

8270-BF090115.M Fri Sep 04 16:39:36 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 13-Oxabicyclo[10.1.0]tridecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.41 3.03 ng 38178 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Oxabicvclol10.1.01tridecane 182 C12H220 000286-99-7 64
2 Tetradecanal 212 C14H280 000124-25-4 59
3 Cvclopentadecanol 226 C15H300 004727-17-7 59
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 58
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 53

Abundance Scan 1122 (14.411 min): BF081405.D (-1120) (-) m/z 57.10 100.00%
11123 LSRR B BASRRLS BSUA B
||| | 137 208 14.00 14.20 14.40 14.60 14.80
S m/z 43.10 75.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44066: 13-Oxabicyclo[10.1.0]tridecane
a >
67
5000 R LR B B
29 14.00 14.20 14.40 14.60 14.80
11 m/z 82.10 71.38%
| \ | n\ IR v
m/z--> 20 Jo 100 120 150 160 180 200
Abundance
41 57
82
14.00 14.20 14.40 14.60 14.80
5000 - 68 96 m/z 55.10 71.11%
110
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73912: Cyclopentadecanol A RREEE RS E ST
1 55 82 14.00 14.20 14.40 14.60 14.80
67 m/z 41.10 45_.90%
96
5000
29
109
124 208
...,.‘.‘..‘;‘i‘..‘l‘,.“‘..‘M...‘ L 17 152165 180 T e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 9 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .57 5.49 ng 69240 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 72
2 Heptadecane 240 C17H36 000629-78-7 72
3 Pentadecane 212 C15H32 000629-62-9 64
4 Tetradecane 198 C14H30 000629-59-4 59
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
Abundance Scan 1136 (14.571 min): BF081405.D (-1134) (-) m/z 57.10 100.00%
57
43
5000 71 85
99 U AU LR B SURBLRE B
113127 14.20 14.40 14.60 14.80

m/z 43.10 57.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
43 57
71
5000 l|llllllllllll|llll|l
85 14.20 14.40 14.60 14.80
29 m/z 71.10 46.64%
99
b o 2TIALI5160 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R e o S R R
71 14.20 14.40 14.60 14.80
5000 o m/z 85.10 45.59%
29

99
113127141155169183196210 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64573: Pentadecane
43 57 14.20 14.40 14.60 14.80

m/z 55.10 23.93%

5000 71

29
99

| | 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.17 5.39 ng 67920 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 1188 (15.165 min): BF081405.D (-1185) (-) m/z 57.10 100.00%
57
113133 14. 80 15. oo 15. 20 15. 40
e TS 207 2e 0 Tm/z 43.10 56.01%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 U SR DU SR B B
85 1480 15.00 15.20 15.40
29 m/z 71.05 51.57%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.80 15.00 15.20 15.40
5000 P m/z 85.10 39.24Y%
29
113 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #115570: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.10 20.09%
85
5000
29 113
BNy J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl5.74 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.74 2.46 ng 31070 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 ervthro-7.8-Dichlorodisparlure 336 C19H38CI2 059840-25-4 43
2 13-Octadecenal 266 C18H340 056554-90-6 38
3 Z-(13.14-Epoxv)tetradec-11-en-1-... 268 C16H2803 1000131-33-2 37
4 Octanenitrile 125 C8H15N 000124-12-9 35
5 2-Tridecen-1-ol, (E)- 198 C13H260 074962-98-4 32
Abundance Scan 1238 (15.737 min): BF081405.D (-1235) (-) m/z 57.10 100.00%
g7
82
5000 276
7
4
191 209 A U A R
15.40 15.60 15.80 16.00
m/z 43.10 83.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #135481: erythro-7,8-Dichlorodisparlure
43
5000 LA L L L LB B L |

15.40 15.60 15.80 16.00
m/z 82.10 66.40%

m L W 1t 138 166162 208 2492‘?4 300

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 8 \
R
“ 15.40 15.60 15.80 16.00
5000 m/z 55.10 60.02%
97
112
18 127 147 168 196 22153729257
mmmmrmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99241: Z-(13,14-Epoxy)tetradec-11-en-1-ol acetate R RS B
43 15.40 15.60 15.80 16.00
m/z 96.10 56.41%

. 149165180195210225240 268
A ARARA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Eicosane, 10-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.05 2.76 ng 34842  perylene-di2 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Eicosane. 10-methvl- 206 C21H44 054833-23-7 53

2 Octacosane 394 C28H58 000630-02-4 53
3 Heptacosane 380 C27H56 000593-49-7 53
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 50
5 Octadecane 254 C18H38 000593-45-3 50
Abundance Scan 1257 (15.954 min): BF081405.D (-1254) (-) m/z 57.10 100.00%
g7
85
5000

| "dﬁiilf5 207 15.60 15.80 16.00 16.20

L :Lu I m/z 85.10 55.24%

m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl-
57

5000 85 .................,.
15.60 15.80 16.00 16.20

m/z 71.10 54 .97%

| L e ﬂ d 133 h h183 211 239 281

m/z--> 50 100 150 200 250 300 350
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 43.10 54 _.80%
29 118 441
169 197 225 253 281 309 337 365 394
I e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane R e R B
57 15.60 15.80 16.00 16.20
m/z 55.05 36.27%
5000 85
29 113 141
| “ 1,141 169 197 225 253 281 309 337 380
—— e e R Emmam e
m/z--> 50 100 150 200 250 300 350 1560 15.80 16.00 16.20

8270-BF090115.M Fri Sep 04 16:39:41 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 15 unknownl16.09 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.09 2.62 ng 32986 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cedrene-V6 204 C15H24 1000162-76-8 27
2 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 22
3 .beta.-d-Arabino-2-hexulopvranos... 234 C9H1407 058238-50-9 10
4 Lilial 204 C14H200 000080-54-6 10
5 3H-1,2-Dithiole-3-thione, 5-tert... 204 C8H12S3 013120-76-8 10
Abundance Scan 1269 (16.091 min): BFO8140$5.D (-1266) (-) m/z 189.20 100.00%
59 189
5000 43 9109 a5 204
17,

|‘ ‘ 15.80 16.00 16.20 16.40

WA e A A W 8L Tm/z 59.10  83.96%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58622: Cedrene-V6
189

133

5000 204 LB R e e

15.80 16.00 16,20 16.40
m/z 177.20  69.40%

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

Abundance
189
e
133 15.80 16.00 16.20 16.40
m/z 58.00 55.60%
5000 a1 91 105 204 b
147
55 77 119 161
27 175
Twwmmmﬁwm’mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78885: .beta.-d-Arabino-2-hexulopyranosonic acid, 2,3-O-(... e e
43 59 189 15.80 16.00 16.20 16.40
m/z 43.10 52.52%
5000
> T 131 159
NN AN ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl6.27 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.27 2.80 ng 35296 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.3.01lnonane. 7-methyvlen... 204 C15H24 1000156-11-9 35
2 Ledene oxide-(I1D) 220 C15H240 1000159-36-7 27
3 2H-Pvran. 2-(7-heptadecvnvlioxv)t... 336 C22H4002 056599-50-9 27
4 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 22
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 000515-13-9 16
Abundance Scan 1285 (16.274 min): BF081405.D (-1282) (-) m/z 43.10 100.00%
43 93
133
67

5000

16.00 16.20 16.40 16.60
m/z 93.10 81.63%

I TTTT I TTT I T a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58750: Bicyclo[4.3.0]nonane, 7-methylene-2,4,4-trimethyl-...

81

5000
16.00 16.20 16.40 16.60

m/z 133.00 71.78%

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

43

16.00 16.20 16.40 16.60
5000 21 m/z 57.10 71.52%

69 91 159
107 14

177
202 220
Wmmwmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #135628: 2H-Pyran, 2-(7-heptadecynyloxy)tetrahydro- B R
5 16.00 16.20 16.40 16.60

m/z 107 .00 71.00%

81

5000

231
259 280 305 334

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081405.D

Aca On > 4 Sep 2015 6:21

Operator : UM/I1Z

Sample : G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl16.99 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.99 2.03 ng 25557 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrimidine. 2-methoxy-5-methvl- 124 C6H8N20 017758-07-5 43
2 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 007560-64-7 32
3 1.3-Benzenediol. 2-methvl- 124 C7H802 000608-25-3 27
4 3-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 040702-26-9 25
5 4a,5,6,7,8,8a,10,10a-0ctahydro-2... 207 C12H17NO2 1000194-96-9 22
Abundance Scan 1348 (16.994 min): BF081405.D (-1345) (-) m/z 124.10 100.00%
67 g1 I
147
5000 229
h 2‘|’7 281 16,60 16.80 17.00 17.20 17.40
,,,,,,,,',,,' m/z 67.00 73.90%

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

Abundance #10023: Pyrimidine, 2-methoxy-5-methyl-
94 124
67
5000
16.60 16.80 17.00 17.20 17.40
39 m/z 81.00 70.60%
52 8 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 95 124
81
a9 16.60 16.80 17.00 17.20 17.40
5000 109 m/z 79.10 59.07%

53

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

Abundance #10101: 1,3-Benzenediol, 2-methyl- H e
124 16.60 16.80 17.00 17.20 17.40
m/z 91.00 57.01%

5000 8 95
/%1 0 U S ] N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090315\
Data File : BF081405.D

Acq On : 4 Sep 2015 6:21

Operator : UM/1Z

Sample - G3505-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.41 48.4 ng 917637 1 6.36 379334 20.0
unknown6.14 6.14 73.7 ng 1398590 1 6.36 379334 20.0
Dodecanoic acid 11.44 3.4 ng 88767 4 10.87 517620 20.0
Trichloroacetic a... 13.37 6.5 ng 162656 5 13.47 498732 20.0
17-Pentatriacontene 14.00 2.2 ng 55107 5 13.47 498732 20.0
13-Oxabicyclo[10.... 14.41 3.0 ng 38178 6 14.78 252188 20.0
Eicosane 14 .57 5.5 ng 69240 6 14.78 252188 20.0
Octacosane 15.17 5.4 ng 67920 6 14.78 252188 20.0
unknownl5.74 15.74 2.5 ng 31070 6 14.78 252188 20.0
Eicosane, 10-methyl- 15.95 2.8 ng 34842 6 14.78 252188 20.0
unknown16 .09 16.09 2.6 ng 32986 6 14.78 252188 20.0
unknownl16 .27 16.27 2.8 ng 35296 6 14.78 252188 20.0
unknownl16.99 16.99 2.0 ng 25557 6 14.78 252188 20.0
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