LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator =: SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 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-BF020116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.121 176 178 182 rBvV 51184 76433 1.47% 0.154%
2 4.830 237 240 252 rVB 1200579 1880879 36.30% 3.801%
3 5.276 276 279 281 rBVY 3995216 5182065 100.00% 10.472%
4 5.676 312 314 316 rVB 66376 60035 1.16% 0.121%
5 6.327 368 371 374 rBV 4009629 4404182 84.99% 8.900%
6 6.442 379 381 384 rBVY 4266443 4468091 86.22% 9.029%
7 6.670 399 401 404 rBVY 1064553 938058 18.10% 1.896%
8 6.830 412 415 417 rBV 4065367 3559458 68.69% 7.193%
9 7.242 448 451 454 rBV 2460352 2876794 55.51% 5.813%
10 7.962 511 514 516 rBVY 1398975 1300879 25.10% 2.629%

11 9.036 606 608 611 rvB 3517380 3935215 75.94% 7.952%
12 9.436 641 643 645 rBvY 836386 719599 13.89% 1.454%
13 9.653 657 662 664 rBvY 144579 162755 3.14% 0.329%
14 9.710 664 667 669 rvv 1489746 1353378 26.12% 2.735%
15 9.745 669 670 673 rvB2 48815 556722 1.08% 0.113%

16 10.156 704 706 708 rvB 259047 202073 3.90% 0.408%
17 10.373 722 725 728 rBV 84417 122826 2.37% 0.248%
18 10.499 733 736 738 rVB 2698983 2702097 52.14% 5.460%
19 10.625 745 747 752 rVB 275711 321216 6.20% 0.649%

20 10.853 766 767 771 rVB3 57790 88994 1.72% 0.180%
21 11.071 785 786 788 rBv2 157866 164724 3.18% 0.333%
22 11.105 788 789 792 rVB 70355 58186 1.12% 0.118%
23 11.185 794 796 800 rvv2 1187650 1254421 24.21% 2.535%
24 11.265 800 803 804 rvB2 60209 84281 1.63% 0.170%
25 11.505 821 824 826 rVB 64226 90630 1.75% 0.183%
26 11.802 848 850 854 rVvB 32711 60656 1.17% 0.123%
27 11.905 858 859 863 rvv 86145 96404 1.86% 0.195%
28 11.974 863 865 869 rvB3 41991 65401 1.26% 0.132%

29 12.294 891 893 895 rVvB 830853 714485 13.79% 1.444%
30 12.396 899 902 904 rVvB 194187 171434 3.31% 0.346%

31 12.625 919 922 923 rBV 116117 165954 3.20% 0.335%
32 12.671 923 926 928 rVB 104048 144635 2.79% 0.292%
33 12.774 933 935 938 rvB 2811081 2581334 49.81% 5.216%
34 13.025 954 957 959 rvB 1028877 1108338 21.39% 2.240%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator =: SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.357 984 986 989 rvv 78724 101076 1.95% 0.204%

36 13.688 1013 1015 1018 rBV 792457 898800 17.34% 1.816%
37 13.814 1024 1026 1029 rBV 919605 993064 19.16% 2.007%
38 14.008 1040 1043 1049 rBv4 64296 125002 2.41% 0.253%
39 14.317 1067 1070 1079 rVVv2 477616 942985 18.20% 1.906%
40 14.602 1091 1095 1096 rBV2 41474 85650 1.65% 0.173%

41 14.728 1104 1106 1109 rVB 53943 57849 1.12% 0.117%
42 14.808 1111 1113 1117 rBV 49305 108871 2.10% 0.220%
43 14.934 1118 1124 1132 rBV2 374871 977839 18.87% 1.976%
44 15.128 1139 1141 1144 rVB 45135 62061 1.20% 0.125%
45 15.185 1144 1146 1152 rBV2 622821 1145825 22.11% 2.316%

46 15.277 1152 1154 1157 rBV3 30405 70207 1.35% 0.142%
47 15.414 1163 1166 1168 rVB 53004 68089 1.31% 0.138%
48 15.620 1181 1184 1186 rBV 84427 142718 2.75% 0.288%
49 15.665 1186 1188 1198 rVB2 531450 1202923 23.21% 2.431%

50 16.123 1226 1228 1232 rBV4 22000 55486 1.07% 0.112%
51 16.305 1241 1244 1248 rBV5 25695 54414 1.05% 0.110%
52 16.568 1264 1267 1270 rBvV4 23897 59299 1.14% 0.120%

53 16.660 1270 1275 1278 rBV3 87334 262892 5.07% 0.531%
54 16.980 1300 1303 1305 rBV3 61578 152763 2.95% 0.309%
55 17.026 1305 1307 1310 rVB3 39003 83608 1.61% 0.169%

56 17.151 1316 1318 1323 rVB5 29887 70181 1.35% 0.142%
57 17.254 1323 1327 1330 rBvV4 36575 103719 2.00% 0.210%
58 17.437 1340 1343 1348 rVB6 53193 147145 2.84% 0.297%
59 17.666 1360 1363 1368 rVB5 43616 109403 2.11% 0.221%

60 17.848 1376 1379 1385 rVB7 26055 87609 1.69% 0.177%

61 18.100 1397 1401 1403 rBv4 20032 54077 1.04% 0.109%

62 18.740 1453 1457 1462 rVV7 29808 89564 1.73% 0.181%
Sum of corrected areas: 49484751
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF084852.D
4000000 5.28 6.3644 6.83
3000000
7.24
2000000
4.83 6.67
1000000
4.12 5.68
Ortr——T"T——7 7 T 7 AT T T T L B
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084852.D
4000000
9.04
3000000 10.50 12.77
2000000
7 96 9.71
11.18
13.03
1000000 9.44 12.29 13.6
10.16 10.62
. k,4 Aquklmﬁg 261150 110907 258 13.36
e e i i A e e e e B B R e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084852.D
4000000
3000000
2000000
1000000{3-81
15.19
15.67
14.01 14.6012381\ 15.185.48.4115. 16.126.31 16@. 6 15/8315297.4417.617.85 18.10 18.74
O e e e e R e e e e 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\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

483 40.10 ng 1880880  1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 240 (4.830 min): BF084852.D (-237) (-) m/z 43.10 100.00%

43
59
5000
101

440 460 480 500 520

83
o...,....,....,..3.6.-,':...‘??.':!,...‘??....,.~...,...=,|....,....,....,....,...., m/z 59.10 60.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LN AL NI L L L L L L LB LB
440 4.60 4.80 5.00 5.20
m/z 101.10 20.02%
3‘1 83 o3 101
o} SN AP | A AU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
e
57 4.40 460 4.80 500 520
5000 m/z 58.10 14 .65%
29 101
o 2 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.40 4.60 4.80 5.00 5.20

m/z 41.05 9.05%

5000 41

68
|| s0 126 142
0...,....,....,....,....,....,....,....,....,....,....,....,....,....,....I

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.44 Concentration Rank 1

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

6.44 95.26 ng 4468090 1,4-Dichlorobenzene-d4 6.67
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 381 (6.442 min): BF084852.D (-379) (-) m/z 132.00 100.00%
5000 68
40 54 % J " 620 640 6.60 6.80
7 . . . .
ol Jrer | asus W w/z 68.10  45.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IEESE NSRS SR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.34%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 620 640 6.60 6.80
5000 m/z 66.10 29.85%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e L R EE R am
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 19.52%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Hexadecane Concentration Rank 18

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

9.65 2.41 ng 162755 Acenaphthene-d10 9.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 662 (9.653 min): BF084852.D (-657) (-) m/z 57.10 100.00%
57
43
5000
9 113 9.40 9.60 9.80 10.00
o 126 140701 166 m/z 43.10 72.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 %7
5000 & IR SR R R R
g5 9.40 9.60 980 10.00
29 m/z 71.05 49 _.21%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43 U R L RN B
71 9.40 9.60 9.80 10.00
5000 g5 m/z 41.10 32.87%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #55008: Tetradecane B L o S
57 9.40 9.60 9.80 10.00
43 m/z 85.05 31.98%
71
5000 85
29
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.07 2.63 ng 164724 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 Pentadecane 212 C15H32 000629-62-9 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heneicosane 296 C21H44 000629-94-7 78

Abundance Scan 786 (11.071 min): BF084852.D (-785) (-) m/z 57.10 100.00%

g7
5000
4 85
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—r

10.80 11.00 11.20 11.40

113 14 169 192

o B — m/z 43.10 72.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 LA L L L L LN
4 85 10 80 11. 00 11. 20 11. 40
m/z 71.10 55.97%
o I IS SO T 282
T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_r
10.80 11.00 11.20 11.40
5000 a5 m/z 85.10 35.81%
41
183
o 13199 155 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64571: Pentadecane R B L B B
57 10.80 11.00 11.20 11.40

m/z 41.05 29.76%

5000

SN
[e0]
a1

18\“‘ L M3 141 169184 212

LA S Y I i T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.29 11.39 ng 714485 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 893 (12.294 min): BF084852.D (-891) (-) m/z 57.10 100.00%
57
5000 85
113 12.00 12.20 12.40 12.60
0....\,' o ML 169 107 225 255 m/z 43.10 65.66%
m/z--> 50 100 150 200 250 300 350

Abundance #115570: Heneicosane

85

-

5000
12.00 12.20 12.40 12.60
m/z 71.10 58.19%
29 13
0 \‘ A h “\ A h‘ |‘ il 1ﬂ.1 \169 197 225 253 296
— e e e T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.00 12.20 12.40 12.60
5000 m/z 85.10 41.25%
85
29
0 113 141 169 197 226
I B e e e o e e L e o o e e e e e e B A
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57 12.00 12.20 12.40 12.60

m/z 41.10 25.77%

5000

o
T
T o
o)
o
I
l; .

J113 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.03 22.32 ng 1108340 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Eicosane 282 C20H42 000112-95-8 90
5 2,3-Dimethyldodecane 198 C14H30 006117-98-2 87

Abundance Scan 957 (13.025 min): BF084852.D (-954) (-) m/z 57.10 100.00%
57
5000 85
113 12.80 13.00 13.20 13.40
141
oLt ,J.J. AP 19 197 25253 281 ‘m/z 71.10 63.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91035: Octadecane
57
5000 85 AUV UVERUMBSRI
12.80 13.00 13.20 13.40
m/z 43.10 60.77%
29 113
0 \‘ b ‘ H\ H H‘ \‘ ‘\ 14\.1‘169 197 225 254
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
12.80 13.00 13.20 13.40
5000 85 m/z 85.05 47 .42%
29
0 113 141 159 210 339 265 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane Dt e e
57 12.80 13.00 13.20 13.40
m/z 41.10 23.26%
5000 85
L2 | | ”113_141 169 197 225 253 281 309 337 365 408 ) A
m/z--> 50 100 1%0 260 250 300 350 400 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Nonadecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.36 2.04 ng 101076 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 87
4 10-Methvlnonadecane 282 C20H42 056862-62-5 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 986 (13.357 min): BF084852.D (-984) (-) m/z 57.05 100.00%
57
5000 85 \
111 q4q 215 271 13.00 13.20 13.40 13.60
ol d L1 e A T W/z 43.10  73.79%
m/z--> 50 100 150 200 250 300 350
Abundance #99476: Nonadecane
57 h
85
5000
13.00 13.20 13.40 13.60
m/z 71.05 64 .15%
0 \‘ \“ ‘\‘ all \H\ H‘ 1%3\14‘.1 169 197 268
m/z--> 55 160 1%0 260 250 360 3éo

Abundance

N
[{e)
o1
N

13.00 13.20 13.40 13.60

5000 g5 m/z 85.10 44 .29%
29
o 113 141 160 107 225 253 281 300 337 365 394
T T T T T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #109917: Methoxyacetic acid, 2-tetradecyl ester
57 13.00 13.20 13.40 13.60
m/z 55.05 27 .45%
5000
29 85
113 197
0 ‘ J I‘ \Ii ah Il JUI | \\141| 168 I 243| I I I
LI i T L B R T T T 7T T T T 7T T T T 7T T T T 7T T T T 7T _'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_r
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF020116.-M Fri Feb 05 14:44:59 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Octadecane, l1-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.69 18.10 ng 898800 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 91
2 Hexadecane 226 C16H34 000544-76-3 62
3 Tetradecane 198 C14H30 000629-59-4 58
4 Heptadecane 240 C17H36 000629-78-7 58
5 Pentadecane 212 C15H32 000629-62-9 58
Abundance Scan 1015 (13.688 min): BF084852.D (-1013) (-) m/z 57.10 100.00%
57
5000
4 N | G S
111 13.40 13.60 13.80 14.00
127
o 155 183 211 239255270 n/z 43.10 66 79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110991: Octadecane, 1-chloro-
57
5000 e AU AR
85 Bmmmnmmm
m/z 71.10 54 .59Y%
105,
0 ‘ ‘ ‘ ‘ ‘\‘ ‘ M \ u 147 175 203217 245259 288
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 260 220 250 260 2éo !
Abundance
57
4 ' '15 140 13.60 13.80 14.00
5000 85 m/z 85.10 40.00%
o 14 113127 155169 197 226
mﬁwﬁmﬁwﬁmﬂmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57 13.40 13.60 13.80 14.00
m/z 55.10 34.75%
5000 85
4
26 | | | | usi27 155160 198
LLILIN BLALISLINL I LI LU B O TTTT[TTTT —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 260 250 250 2éo 2éo ! 13.40 13.60 13.80 14.00

8270-BF020116.-M Fri Feb 05 14:45:00 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Ethanol, 2-(dodecyloxy)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.01 2.52 ng 125002 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 72
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 64
3 Tritetracontane 605 C43H88 007098-21-7 64
4 Heptadecane 240 C17H36 000629-78-7 58
5 Tetratriacontane 479 C34H70 014167-59-0 58
Abundance Scan 1043 (14.008 min): BF084852.D (-1040) (-) m/z 57.10 100.00%
g7 h
5000
h‘Z‘S 217 13.60 13.80 14.00 14.20 14.40
O L e L B m/z 43.10 73.21%
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #76353: Ethanol, 2-(dodecyloxy)-
57
5000
13.60 13.80 14.00 14.20 14.40
m/z 71.10 58.67%
J‘MVH?T‘
s S B W B L B S BN SRR
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance
57
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 44 .97%
5
o 197 267 350 899 998
m/z--> 6 160 260 360 460 560 660 760 860 960 1doo
Abundance #172667: Tritetracontane
57 13.60 13.80 14.00 14.20 14.40
m/z 41.10 34 .54Y%
5000
0 ‘ ||127 197 267 337 463 533 604
T T T 171 T TT TT T T TT 1T TT T T TT 1T TT 1T TT 1T TT 1T T —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
m/z--> c') 1(')0 2(')0 3(')0 400 5(')0 6(|)O 7(')0 8(|)O 9(')0 10'00 13.60 13.80 14.00 14.20 14.40

8270-BF020116.-M Fri Feb 05 14:45:01 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 1-Hexadecanesulfonyl chloride Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.32 18.99 ng 942985 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 91
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90

Abundance Scan 1070 (14.317 min): BF084852.D (-1067) (-) m/z 57.10 100.00%
57
83
5000
‘ 111
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
139 14.00 14.20 14.40 14.60
0 ...,...J.',.1.1.1~,1.6.8.1.9F...2‘.‘°,....,....3,5?...,....,...., m/z 43.10 76.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
83
5000 DA BN R
11 14100 1420 14.40 14.60
29 m/z 55.10 66 .66%
‘ ‘139167 196224 271
Olllwl‘lu\‘ \‘h‘\\hh\\ .|....3|0.7...|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
57
83 14.00 14.20 14.40 14.60
5000 m/z 83.10 57 .60%
111
29 139169 519238 g,
O I o e e e O T e
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene L B e e e
48 14.00 14.20 14.40 14.60
m/z 97.10 51.96%
5000 83
y 111
o | 139167 196224 267292 321 462 490
TTrirrrrrrrrrryrrrryrrrr[rrrr[rrrr[rrrr[rrrryrrrr —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 50 100 150 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60

8270-BF020116.-M Fri Feb 05 14:45:02 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.93 17.07 ng 977839 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 87
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 68
4 1-Nonadecene 266 C19H38 018435-45-5 58
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 58
Abundance Scan 1124 (14.934 min): BF084852.D (-1118) (-) m/z 57.05 100.00%
57 83
5000 111 \_jﬂA\VJ\_A/ﬁA\\Au‘§_/V\N~A
L AU DU SR SULE
139 14.60 14.80 15.00 15.20
3
o ,~.| .L. G181 208 25281 | "m/z 83.05  85.84%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97
5000 LA BN SR SULRRE
29 14.60 14.80 15.00 15.20
195 m/z 55.05 84.02%
0! H 7 ‘ \H\ \‘\ \‘l L 153 181 308
m/z--> 50 160 150 260 250 360 3%0
Abundance
57 83
14.60 14.80 15.00 15.20
5000 111 m/z 97.10 84 .00%
29
. 139 168 194 224 250 297 360
m/z--> B "55' ' "160" "150" ' 560" "250" ' 560" "3éo"
Abundance #146886: Dichloroacetic acid, heptadecyl ester ST T T
57 8 14.60 14.80 15.00 15.20
m/z 43.10 81.79%
5000 111
29
oLl | ‘.‘ | L1199 168 101210 238 66 205
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1,0 14.|60 14.I80 15.'00 15.'20 '

8270-BF020116.-M Fri Feb 05 14:45:02 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Triacontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

15.62 2.49 ng 142718 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 1184 (15.620 min): BF084852.D (-1181) (-) m/z 57.10 100.00%

5000

-

15.20 15.40 15.60 15.80 16.00

155 197 253
0 m/z 71.10 65.02%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160628: Triacontane
57
5000 LI L L L L LB L B
15. 20 15. 40 15. 60 15. 80 16. 00
99 m/z 43.10 57 .06%
ol28L 1 dd 141 183 225 267 300 351 422
T T T [ e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
[ T
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.05 44.74%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

%

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123100: Pentadecane, 8-heptyl- e R e LA A
517 15.20 15.40 15.60 15.80 16.00
m/z 55.10 23.50%
5000

%

99
210
26 } | 14117677 252 309

L A A

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 20 15. 40 15. 60 15. 80 16. 00

8270-BF020116.-M Fri Feb 05 14:45:03 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.67 21.00 ng 1202920 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 87
3 1-Octadecanol 270 C18H380 000112-92-5 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 83
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 83
Abundance Scan 1188 (15.665 min): BF084852.D (-1186) (-) m/z 57.10 100.00%
57
97
5000
J 1125 15.40 15.60 15.80 16.00
153 : : : :
ol ,-....l,..~l.J.-,A.~.1?2.,2?9..,2.6?..,....,.3.7.6.,....,...., m/z 43.10 76.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 L ISR L BN SR
15.40 15.60 15.80 16.00
1 m/z 55.10 74.76%
ol | ‘M\Nm | 139167 196224 267292 321 462 490
m/z--> §0 160 1%0 260 2éo 300 350 460 4éo '
Abundance
57 83
15.40 15.60 15.80 16.00
5000 111 m/z 97.10 73.05%
29
. 139 168194 224250 297 360
miz-> 50 100 150 200 250 300 350 400 450
Abundance #100814: 1-Octadecanol L B L B B
55 83 15.40 15.60 15.80 16.00
m/z 83.10 72.69%
5000 111
29
0 \‘l l l 11?9:1‘?7“196 224202
Trryrrrrrrrrryrriryrrrr|yrrrr[rrrr[rrrrrrrrrroro —v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
m/z--> §0 160 1%0 260 2éo 360 3éo 460 4éo ' 15.40 15.60 15.80 16.00

8270-BF020116.-M Fri Feb 05 14:45:04 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 1-Octadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.66 4_.59 ng 262892 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 86
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 52
3 1-Docosene 308 C22H44 001599-67-3 52
4 17-Pentatriacontene 491 C35H70 006971-40-0 43
5 1-Eicosanol 298 C20H420 000629-96-9 43

Abundance Scan 1275 (16.660 min): BF084852.D (-1270) (-) m/z 55.10 100.00%

5 7

5000

16.40 16.60 16.80 17.00
m/z 57.05 96.69%

153 239
181 202 5pq

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89783: 1-Octadecene
57

83

16.I4O 16!60 16.I80 17.I00
m/z 97.05 91.59%

5000

139 168 106 224 252

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
a3 R R BEREEEEE e aa
16.40 16.60 16.80 17.00
5000 m/z 43.10 88.14%
111
67

o 139 167 194211 237254

mﬂmmmm@wwwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene R B A B
16.40 16.60 16.80 17.00
m/z 83.05 82.58%

5000

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16.60 16.80 17.00

8270-BF020116.-M Fri Feb 05 14:45:05 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl16.98 Concentration Rank 13

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

16.98 2.67 ng 152763 Perylene-d12 15.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-4-Acetoxv-trans-1-(m-methoxyv... 273 C16H19NO3 1000241-10-4 30
2 2.6-Octadien-1-one. 3.7-dimethvl... 228 C16H200 075697-95-9 18
3 5-(1-BenzoxazolvD)-2(1H)-pvrimid... 213 C11H7N302 349488-95-5 16
4 2-Pentvl-1H-auinolin-4-one 215 C14H17NO 109072-26-6 14
5

6-Octen-1-one, 3-ethenyl-1-phenyl- 228 C16H200

065564-67-2 11

Abundance Scan 1303 (16.980 min): BF084852.D (-1300) (-) m/z 43.10 100.00%
43
159
81105 213
5000
| ‘ 16.60 16.80 17.00 17.20
[ m/z 159.10 75.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102351: cis-4-Acetoxy-trans-1-(m-methoxyphenyl)cyclohexan...
159 213
5000
43 213 16.60 16.80 17.00 17.20
m/z 57.10 70.36%
108 134
o185 L A T .%8F,.. 24
m/z--> 50 100 150 200 250 300 350 400
Abundance
105
B e e B
16.60 16.80 17.00 17.20
5000, 4l 69 159 m/z 213.20 68.48%
131 185 228
O T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #64921: 5-(1-Benzoxazolyl)-2(1H)-pyrimidinone
159 213 16.60 16.80 17.00 17.20
m/z 55.10 64 ._.30%
63
5000
38 103 185
129
0...L4U.M!WMn!.hl...,....,....,.... N e
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF020116.-M Fri Feb 05 14:45:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084852.D

Aca On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 2,4a,8,8-Tetramethyldecahyd... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.44 2.57 ng 147145 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 83
2 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 55
3 1-Oxaspirol2.5Toctane. 5.5-dimet... 206 C14H220 1000195-92-1 50
4 But-3-enal. 2-methvl-4-(2.6.6-tr... 206 C14H220 104900-59-6 38
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 25
Abundance Scan 1343 (17.437 min): BF084852.D (-1340) (-) m/z 121.10 100.00%
8/l 107121 205
41 55
147 189
5000 161175
227 245 -
283 17.20 17.40 17.60 17.80
0 m/z 109.10 98.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
3

5000

17.20 17.40 17.60 17.80
m/z 81.10 96.81%

163177

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
107 123
41 206 LI L L L L L LB
55 8l 191 17.20 17.40 17.60 17.80
5000 163 m/z 93.00 91.39%
27 137
177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60264: 1-Oxaspiro[2.5]octane, 5,5-dimethyl-4-(3-methyl-1,... AN EEa TS e S
1 17.20 17.40 17.60 17.80

m/z 107 .00 91.25%

5000

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020416\
Data File : BF084852.D

Acq On : 5 Feb 2016 2:15

Operator : SJ/1Z

Sample : H1320-12

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
Quant Title : 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... 4.83 40.1 ng 1880880 1 6.67 938058 20.0
unknown6 .44 6.44 95.3 ng 4468090 1 6.67 938058 20.0
Hexadecane 9.65 2.4 ng 162755 3 9.71 1353380 20.0
Eicosane 11.07 2.6 ng 164724 4 11.18 1254420 20.0
Heneicosane 12.29 11.4 ng 714485 4 11.18 1254420 20.0
Octadecane 13.03 22.3 ng 1108340 5 13.81 993064 20.0
Nonadecane 13.36 2.0 ng 101076 5 13.81 993064 20.0
Octadecane, 1-chl... 13.69 18.1 ng 898800 5 13.81 993064 20.0
Ethanol, 2-(dodec... 14.01 2.5 ng 125002 5 13.81 993064 20.0
1-Hexadecanesulfo... 14.32 19.0 ng 942985 5 13.81 993064 20.0
1-Docosene 14.93 17.1 ng 977839 6 15.20 1145830 20.0
Triacontane 15.62 2.5 ng 142718 6 15.20 1145830 20.0
17-Pentatriacontene 15.67 21.0 ng 1202920 6 15.20 1145830 20.0
1-Octadecene 16.66 4.6 ng 262892 6 15.20 1145830 20.0
unknownl16.98 16.98 2.7 ng 152763 6 15.20 1145830 20.0
2,4a,8,8-Tetramet... 17.44 2.6 ng 147145 6 15.20 1145830 20.0
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