LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator =: SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 4.075 172 174 184 rVB 140168 203895 5.31% 0.640%
2 4.796 235 237 245 rVB 952752 1073022 27.94% 3.366%
3 5.253 275 277 279 rBV 974786 1122039 29.22% 3.519%
4 5.653 310 312 315 rVB 137105 123445 3.21% 0.387%
5 6.316 367 370 374 rBV 544373 733784 19.11% 2.302%
6 6.430 377 380 382 rVV 2375152 2157063 56.17% 6.766%
7 6.510 385 387 393 rVB 51965 61017 1.59% 0.191%
8 6.659 398 400 402 rBVY 1219521 989151 25.76% 3.103%
9 6.819 411 414 416 rBV 2970898 2919029 76.01% 9.156%
10 7.230 447 450 452 rBV 2432917 2238694 58.29% 7.022%

11 7.950 510 513 515 rvB 1327012 1281140 33.36% 4.018%
12 9.025 605 607 610 rBVY 3800101 3840396 100.00% 12.046%
13 9.116 613 615 617 rVvB2 32306 38502 1.00% 0.121%
14 9.425 640 642 644 rBV 755833 633036 16.48% 1.986%
15 9.642 659 661 663 rBvV 167551 136091 3.54% 0.427%

16 9.699 663 666 668 rvv 1348318 1345977 35.05% 4.222%

17 9.802 672 675 679 rBvV3 28568 52711 1.37% 0.165%
18 9.870 679 681 683 rBvV 27664 41877 1.09% 0.131%
19 9.928 683 686 688 rvv2 39176 68297 1.78% 0.214%
20 9.962 688 689 691 rvB 50302 41592 1.08% 0.130%

21 10.145 701 705 706 rBV 241749 264220 6.88% 0.829%
22 10.362 721 724 727 rBV 87495 138119 3.60% 0.433%
23 10.488 732 735 737 rvv2 1106182 1509498 39.31% 4_.735%
24 10.613 744 746 753 rVB 315592 350193 9.12% 1.098%
25 10.808 761 763 765 rBvV2 37020 56024 1.46% 0.176%

26 11.059 783 785 787 rBV 136090 123308 3.21% 0.387%
27 11.173 793 795 797 rVB 1359462 1134003 29.53% 3.557%
28 11.230 797 800 805 rvB 20769 43584 1.13% 0.137%
29 11.425 813 817 820 rBV2 28996 57063 1.49% 0.179%
30 11.733 841 844 847 rBV 100495 167225 4 _.35% 0.525%

31 11.905 857 859 863 rvB2 23032 46506 1.21% 0.146%
32 12.602 917 920 922 rBV 238114 256749 6.69% 0.805%
33 12.671 925 926 928 rVB 180575 171286 4._.46% 0.537%
34 12.762 932 934 936 rVB 3291019 2959152 77.05% 9.282%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator =: SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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
35 13.002 951 955 959 rBvV2 40715 77760 2.02% 0.244%

36 13.254 974 977 979 rBV3 86379 183136 4.77% 0.574%
37 13.299 979 981 982 rvVv 152957 145639 3.79% 0.457%
38 13.334 982 984 986 rvv2 76404 152996 3.98% 0.480%
39 13.368 986 987 990 rVB 70327 72015 1.88% 0.226%
40 13.665 1011 1013 1022 rBVY 480919 758249 19.74% 2.378%

41 13.802 1022 1025 1028 rVV 1033424 904531 23.55% 2.837%
42 13.996 1039 1042 1047 rBV 59182 105532 2.75% 0.331%
43 14.294 1065 1068 1072 rBV2 80899 133197 3.47% 0.418%
44 14.454 1080 1082 1083 rBV 33696 43834 1.14% 0.137%
45 14.591 1091 1094 1096 rBVY 67370 77712 2.02% 0.244%

46 14.648 1097 1099 1101 rVB 109651 126882 3.30% 0.398%
47 14.888 1117 1120 1122 rBV 75530 98170 2.56% 0.308%
48 15.174 1142 1145 1147 rBV 761892 843216 21.96% 2.645%
49 15.219 1147 1149 1153 rVB 71705 100224 2.61% 0.314%

50 15.597 1179 1182 1184 rBV 66062 93632 2.44% 0.294%
51 15.642 1184 1186 1189 rBV 56758 99157 2.58% 0.311%
52 16.008 1215 1218 1228 rVB3 122031 329224 8.57% 1.033%
53 16.397 1249 1252 1256 rBV 45290 95652 2.49% 0.300%
54 16.534 1261 1264 1266 rBV 44033 79015 2.06% 0.248%
55 16.591 1266 1269 1275 rVBS8 22361 72629 1.89% 0.228%

56 16.945 1296 1300 1305 rBV2 143619 387695 10.10% 1.216%
57 17.025 1305 1307 1313 rVV5 44487 120058 3.13% 0.377%

58 17.117 1313 1315 1320 rVB2 34406 77899 2.03% 0.244%
59 17.391 1335 1339 1343 rVB2 60619 141494 3.68% 0.444%
60 17.825 1374 1377 1382 rBvV4 20021 52248 1.36% 0.164%

61 18.968 1472 1477 1482 rVB4 42131 132204 3.44% 0.415%

Sum of corrected areas: 31881688
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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: BF084921.D
3500000

3000000 6.82

2500000 6.43 7.23
2000000
1500000

6.66
1000000 4.80 5.25

6.3
500000
4.08 5.65 [L 6.51

e T NSSESNMSHSSESSESSNSESNSSSSE | SHSESSSSSEMESEE: SMESSEMESS | VISP SEEMESESESEMES | -\ S F S | DS S
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: BF084921.D

3500000 12.76
3000000
2500000

2000000

15000004 g5 9.70 1117
10.49

1000000
9.42

12,6041
117 - 1
23142 173190 13.00

T
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: BF084921.D

500000 J

3500000

3000000

2500000

2000000

1500000

3.80
1000000

500000

14.00 1424 434651489 16522 1sme4a 1601 154gs39 8%Mm12 1739 1783 18.97

R e e e e e s 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\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 9

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

4.08 4.12 ng 203895 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 174 (4.075 min): BF084921.D (-172) (-) m/z 55.10 100.00%
55 83
5000
43 98 A\
380 4.00 420 4.40
0 ...,....,....,..?7."'..‘.‘?'.|:.'.,..‘?7.,...77.,....,....,.... m/z 83.10 94.98%
m/z--> 10 20 30 50 60 70 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RS LI L R I
29 98 3.80 4.00 4.20 4.40
m/z 43.05 39.51%
0 “ 37“‘ 49 ||, 61 67 77 | 89
L S SUILIL I SULLS UL UL SURILL IUSIL UL B
m/z--> 10 40 50 60 70 80 90 100
Abundance
83
55
43 3.80 4.00 4.20 4.40
5000 m/z 98.10 31.61%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3309: 2-Pentene, 2,4-dimethy!l- R B o e
83 3.80 4.00 4.20 4.40
55 m/z 39.10 27 .99%
41
5000
27 98
15
0 \ wm 33 ||| 49| e 67 77 |91
m/z--> 10 20 30 40 5'0 60 70 80 90 100 380 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.80 21.70 ng 1073020 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 237 (4.796 min): BF084921.D (-235) (-) m/z 43.05 100.00%
43
59
5000
ot 440 460 480 5.00 520
o...,....,....,...37.-,':...,“?3.:.,...‘??....,??..,...:,|....,. m/z 59.10  60.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 UL R L UL
440 4.60 4.80 5.00 5.20
m/z 101.10 19.25%
o 25 3L 37 83 g3 01
miz--> A N e A A AR
Abundance
43
- 440 460 480 5.00 5.20
5000 m/z 58.10 14 .63%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- L A
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.22%
5000
41
0 |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"gq| ""J""I' UL RN UL UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 5 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.14 3.93 ng 264220 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 705 (10.145 min): BF084921.D (-701) (-) m/z 57.10 100.00%
57
43
5000 71 85
9 9.80 10.00 10.20 10.40
113 127
o...,....,...|!,.."..,....-1,....,....1?.1.1.5.5,.1?.9.,.... e || M/Z 43.05  66.96%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
43 ¥
5000 n NN AR
g5 9.80 10.00 10.20 10.40
29 m/z 71.10 51.96%
0 Do “ 99 113 127 141 155169 183 197 __ 226
m/z--> 20 45 éo 85 160 150 140 160 180 200 220 240
Abundance
57
43
71 9.80 10.00 10.20 10.40
5000 g5 m/z 85.10 38.32%
29 9
ol 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82607: Heptadecane
57 9.80 10.00 10.20 10.40
43 m/z 41.05 30.89%
71
5000 85
29 9
o InE 1}3127141155169182196210 240
m/z--> 20 40 6|0 80 1(')0 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 6 Nonane, 5-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.61 6.18 ng 350193 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 94
2 Tridecane 184 C13H28 000629-50-5 94
3 Tetracosane 338 C24H50 000646-31-1 90
4 Decane. 5-propvl- 184 C13H28 017312-62-8 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 746 (10.613 min): BF084921.D (-744) (-) m/z 57.10 100.00%
57
5000 a5
3 113 10.20 10.40 10.60 10.80 11.00
0 ...,....,...I,..'..,-...:-',..e.,...l.f‘.l...,l.?.g.,....,.... e || M7z 43.10  69.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45546: Nonane, 5-butyl-
43 71
5000 126 UL UM A I
1020 10.40 10.60 10.80 11.00
m/z 71.10 57.80%
0 M 1ilh H\ {l 9\7 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 36.78%
85
29

113 141 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane B e
57 10.20 10.40 10.60 10.80 11.00

m/z 41.10 28.84%
5000 85
29 113

o | % 141 160 197 225 253 281 309 338
Frprr e e e e e e e A Bt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 20 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 7 Tetradecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.95 ng 167225 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 49
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 18
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 11
Abundance Scan 844 (11.733 min): BF084921.D (-841) (-) m/z 73.00 100.00%
43 60 7B
5000 129
11.40 11.60 11.80 12.00
o} m/z 60.10 88.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 78
43
5000
129 11.40 11.60 11.80 12.00
115 185 228 m/z 43.10 82.96%
01 143 127171
0 |||||||||||T :ﬂ‘ H‘ MI\ |‘||:|I-|57|||| |‘||1|99||2:|L|3||‘|||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
23 11.40 11.60 11.80 12.00
5000 m/z 57.10 71.76%
129
29 g7 115 17118 214
v -2 - A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56047: Dodecanoic acid AN B S
60 78 11.40 11.60 11.80 12.00
m/z 55.10 63.93%
43
5000
29 , 129 157 200
‘ T lo1 15 ‘ 143 | 171 ‘
0 .?-.5 .‘l..‘l‘.‘..”. ‘..‘.‘. Hl‘h;\\\l‘”u‘l - \H — ....}.8.5..‘....  ARARERRER R R RS e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 8 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.60 5.68 ng 256749 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 76
2 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 35
3 Oxazolidine. 2-methvl- 87 C4H9NO 016250-70-7 27
4 Cvclohexanol .2-amino-.trans- 115 C6H13NO 006982-39-4 27
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 27

Abundance Scan 920 (12.602 min): BF084921.D (-917) (-) m/z 56.10 100.00%
56
5000
257
3 129 239
3 | 97 1 157 185 213 312 12.20 12.40 12.60 12.80 13.00
Ob et m/z 57.10 54 _.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 AR DR B R B
a1 nmnmnmnmmm
73 257
129 239 m/z 59.10 47 .12%
oL ‘ | h H‘ " H\l R e S A ‘ 283 312
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
56
41 A AR SRR U
12.20 12.40 12.60 12.80 13.00
5000 m/z 43.10 44 .10%
73
o 95 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1859: Oxazolidine, 2-methyl- AR EEEEE e
56 12.20 12.40 12.60 12.80 13.00
m/z 41.10 36.11%
5000
72
29
(o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 9 Acetic acid, octadecyl ester Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.67 3.79 ng 171286 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 87
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 64
3 1-Tetradecanol. acetate 256 C16H3202 000638-59-5 62
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 58
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 58
Abundance Scan 926 (12.671 min): BF084921.D (-925) (-) m/z 43.10 100.00%
43
5000 ” L
12.40 12.60 12.80 13.00
bl m/z 55.10 51.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124061: Acetic acid, octadecyl ester
43
5000 LN RN SR I S
7 8397 1240 12.60 12.80 13.00
29 111 m/z 57.10 48_.17%
oL15 Lo 125139153 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
R 12.40 12.60 12.80 13.00
5000 97 m/z 83.10 46.75%
111
125
o 2 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92239: 1-Tetradecanol, acetate A BEEEE e e
12.40 12.60 12.80 13.00
o7 m/z 69.10 40.59%
5000
o} R e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 12.60 12.80 13.00

8270-BF020116.-M Mon Feb 08 17:18:28 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 9-Octadecenamide, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.25 4.05 ng 183136 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 7-Nonenamide 155 C9H17NO 090949-53-4 74
3 Dodecanamide 199 C12H25NO 001120-16-7 64
4 Octadecanamide 283 C18H37NO 000124-26-5 53
5 Tetradecanamide 227 C14H29NO 000638-58-4 53
Abundance Scan 977 (13.254 min): BF084921.D (-974) (-) m/z 59.00 100.00%
59
5000 M
41
81 95 112126 ' 13.00 13.20 13.40 13.60
141155 193 : : .
ol g 2 'm/z 72.10 59.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000
13.00 13.20 13.40 13.60
41 m/z 55.10 42 .93%
oz % 14128 154170184108 220 238 26477
m/z--> 26 4b eb 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
59
' 13.00 13.20 13.40 13.60
5000 m/z 41.10 33.34%
44
. 29 3 981121261401
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55486: Dodecanamide T
509 13.00 13.20 13.40 13.60
m/z 69.10 20.07%
5000
o 43
o O 8?100114128142156170184199
TTT |||| LI —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF020116.-M Mon Feb 08 17:18:29 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 11 Octadecanoic acid, butyl ester Concentration Rank 15

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

13.30 3.22 ng 145639 Chrysene-di12 13.80

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 87
2 n-Butvl mvristate 284 C18H3602 000110-36-1 86
3 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 40
4 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37

Abundance Scan 981 (13.299 min): BF084921.D (-979) (-) m/z 56.05 100.00%
56
5000
73
129 L B e e
3 97 | 147165 185 041 267285 13.00 13.20 13.40 13.60
0 S TN I S L. Bt it Y W— m/z 57.10 56.91%
miz--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
13.00 13.20 13.40 13.60
29 | 13 - m/z 43.10  45.60%
97 1 185 267285
oLl iJ“.ﬂuﬂw ol 157 7 213 2| su 340
miz--> 50 100 150 200 250 300
Abundance
56
A
13.00 13.20 13.40 13.60
5000 m/z 41.10 38.71%
229
73
101 129 185 211 284
39 157 255
T L L e L S
miz--> 50 100 150 200 250 300
Abundance #21174: 1,3-Hexanediol, 2-ethyl- ST
56 13.00 13.20 13.40 13.60
m/z 55.05 32.58%
5000
73
29 l 103
ol Il L1 128145 . . .
LI B B T— 01 1T T T T T 7T T T T 7T T T T 7T T T T 7T T T T 7T _'_l_'—rl_'_'_l—r'_l_'_'—r'_'_l_'—rl_'_'_l—l
miz--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60

8270-BF020116.-M Mon Feb 08 17:18:30 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 12 Tetradecanamide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.33 3.38 ng 152996 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 78
2 Dodecanamide 199 C12H25NO 001120-16-7 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 56
5 Decanamide- 171 C10H21NO 002319-29-1 53
Abundance Scan 984 (13.334 min): BF084921.D (-982) (-) m/z 59.00 100.00%
59
5000 2 /U\\
13 86 ;10114128 13.00 13.20 13.40 13.60
100 156 240 : : : :
ob il P A00HE  seitotes 208 240254 | 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74437: Tetradecanamide
59
5000 72
13.00 13.20 13.40 13.60
m/z 43.10 18.05%
oL 2 H 1 86100114128142156170184198 221
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 250 2éo
Abundance
59
13.00 13.20 13.40 13.60
5000 m/z 41.10 13.92%
72
2943
oL 15 86100114128142156170184199
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 250 2é0
Abundance #91513: Hexadecanamide e et
59 13.00 13.20 13.40 13.60
m/z 44.05 9.99Y%
5000 72
43
0 291 86100114128142156170184198212226240255
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 240 260 13. oo 13 20 13. 40 13 60

8270-BF020116.-M Mon Feb 08 17:18:31 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 13 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 16.77 ng 758249 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1ll1-Tricosene 322 C23H46 052078-56-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 1013 (13.665 min): BF084921.D (-1011) (-) m/z 57.10 100.00%
g7 “
83
41
5000
111
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
139 13.40 13.60 13.80 14.00
3 S E m/z 55.05 91.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83
5000 RN DN BN SURR
13.40 13.60 13.80 14.00
m/z 43.10 91.12%
o 139955 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
o7 13.40 13.60 13.80 14.00
5000 71 m/z 83.05 74 .59%
29
125
o 153 181 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43 13.40 13.60 13.80 14.00
m/z 97.10 66.87%
5000 83
111
o || | 140 168 106 224243 266 204 322
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

8270-BF020116.-M Mon Feb 08 17:18:32 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 14 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.95 ng 133197 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetratriacontane 479 C34H70 014167-59-0 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 1068 (14.294 min): BF084921.D (-1065) (-) m/z 57.10 100.00%
57
5000 85
113 141 100 207 397 14,00 14.20 14.40 1460
ol LAt aee 27 e 39 m/z 71.05 65.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57
5000 L B B B SULRA
85 Mmmmmmmm
29 m/z 43.10 65.80%
o [ L] 218 141 169 197 225 253 282
m/z--> §0 160 1éo 260 2éo 300 350 460
Abundance
57
o 14,00 14.20 14.40 1460
5000 m/z 85.05 43.09%
29 113
0 141 169 197 225 253 296
m/z--> §0 160 1%0 260 2éo 360 350 400
Abundance #151555: Heptacosane AR R B E e R S
57 14.00 14.20 14.40 14.60
m/z 55.10 28.06%
5000 85
29 ‘ 113 141 169
ol b T, 797 197,225 258 281 309 337 380 .
m/z--> 50 100 150 200 250 300 350 400 14.00 14 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 15 Squalene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.65 3.01 ng 126882 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 4.8.12-Tetradecatrienenitrile. 5... 245 C17H27N 005981-31-7 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 1099 (14.648 min): BF084921.D (-1097) (-) m/z 69.10 100.00%
6o
5000 \
41
HRI DA SUNLN IR B
09137 14.40 14.60 14.80 15.00
O bbb iy 75205 281 /7 81.10  51.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69
5000 N B BULLILN BN R
14.40 14.60 14.80 15.00
41 m/z 41.10 27.47%
o ) ‘\FM“A 191 231 273301 341368 410
T III""IIIII rrrryrrrTTTTTT T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
' 14.40 14.60 14.80 15.00
5000 m/z 95.05 13.43%
41
137
o 109 191 231 273 341 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... R AR RRRES T
69 14.40 14.60 14.80 15.00
m/z 68.10 12.79%
5000
a1 137
0 [, do1 245273301 341368 409436 477504 546
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 séo 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 16 Benzenepropanenitrile, 3,4-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.01 7.81 ng 329224 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanenitrile. 3.4-dimet... 191 C11H13NO2 049621-56-9 50
2 Silane. trimethvIlphenoxv- 166 C9H140Si 001529-17-5 43
3 2-Aminothiazolo(5.4-b)pvridine 151 C6H5N3S 031784-70-0 43
4 Silane. 3-butenvlmethoxvmethvlph... 206 C12H180Si 076557-75-0 43
5 3,4-Dimethoxy-dl-phenylalanine 225 C11H15NO04 033522-62-2 43
Abundance Scan 1218 (16.008 min): BF084921.D (-1215) (-) m/z 151.10 100.00%
151
5000 69 K
41
107 o 40 5760 16180 1600 16,20 16.40
27 218 253 : : . . .
o LHLLLH#WW,—L m/z 69.10 50.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #49753: Benzenepropanenitrile, 3,4-dimethoxy-
151
5000 LRI BN SRS SURIURN B
191 15.60 15.80 16.00 16.20 16.40
m/z 41.05 27.78%
107
0..3.9|..”‘.£‘|“h..13.‘0.l....‘l....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
151
1560 15.80 16.00 16.20 16.40
5000 m/z 191.05 20.93%
0 i Snas W«\JAWM
m/z--> 50 100 150 200 250 300 350 400
Abundance #23591: 2-Aminothiazolo(5,4-b)pyridine I RREEEEEES T
151 15.60 15.80 16.00 16.20 16.40
m/z 189.10 19.61%
5000
124
0 3ugu 6\.mngl3\\ |
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 17 _gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.95 9.20 ng 387695 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 87
4 Campesterol 400 C28H480 000474-62-4 47
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 46
Abundance Scan 1300 (16.945 min): BF084921.D (-1296) (-) m/z 43.10 100.00%
a3
107 145
5000
414 AU S S
55 38l 16,60 16.80 17.00 17.20
Ot m/z 55.10 71.79%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 AU JURIULE U B
145 o1s 203 414 16,60 16.80 17.00 17.20 '
‘ s 255 ‘ 329 g m/z 107.10  61.46%
o) — \‘I 1 IM' i ‘1\“ ] ‘?“I“' ZIVIGI IH' : ‘l '3|$"1 : .“ Imi .‘. .
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance
43
16.60 16.80 17.00 17.20
5000 81 105 m/z 145.10 59.87%
18 145 . e 414
. 173 234255276 303 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro- A e B
43 16.60 16.80 17.00 17.20
m/z 95.10 51.80%
- hu\/\KAJWNLQ/\VN\WA/\“HNNV
414
69 105
0 ’ Ll m \m MJ U\ s Jhlism 1\718 213 246 273 303 329 354 381 L
m/iz--> 0 50 100 150 M 250 %0 350 400 16,60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 18 unknownl17.03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.85 ng 120058 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5-Triethoxvbenzophenone 314 C19H2204 052199-46-9 35
2 18.19-Dinorprean-4-ene-3.20-dion... 314 C21H3002 013934-52-6 16
3 19-Norpreana-1.3.5(10)-trien-17-... 314 C21H3002 017550-02-6 14
4 6H-Benzofurol3.2-cll11benzopvran... 314 C18H1805 020390-12-9 14
5 6,10-Methano-19-norandrost-4-ene... 314 C20H2603 1000192-08-7 11
Abundance Scan 1307 (17.025 min): BF084921.D (-1305) (-) m/z 55.10 100.00%
314
5000
281 355
16,80 17.00 17.20 17.40
(o} — m/z 314.30 86.84%
m/z--> 50 100 150 200 250 300 350
Abundance #124976: 2,4,5-Triethoxybenzophenone
314
229
5000 L B BRI SURBLLE L
” 77 105 16,80 17.00 17.20 17.40
m/ 69.10 69 .03%
‘ 51 ‘ 123 151 181 211 257 e ‘ z 0
o) I‘I ‘:‘iH‘u ol I\\Iulwl‘ul\ . I‘\‘h\l : \;HHI ! H\ : l\\l I‘\I L Ihl ‘ul | E— |'
m/z--> 50 100 150 200 250 300 350
Abundance
43 314
16,80 17.00 17.20 17.40
5000 110 148 m/z 41.10 52.26%
91 231
67
129 | 1691872%° | 549 271 206
O T e e e
m/z--> §o 160 1éo 260 2%0 360 3%0
Abundance #125182: 19-Norpregna-1,3,5(10)-trien-17-ol, 3-methoxy- Al BT S S
314 16.80 17.00 17.20 17.40
m/z 83.10 48.97%
5000
147 173 227 296
55 267
91 121 199 { L‘ \ \
0‘ 4 .‘..‘. A r —_
m/z--> 50 100 150 200 2%0 300 3%0 1dBO 1750 1750 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084921.D

Aca On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample : H1348-02

Misc :

ALS Vial : 63 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 19 unknownl7.39 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.39 3.36 ng 141494 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2-Mercapto-3-benzolblthienvlide... 283 C16H13NS2 092886-26-5 27
2 Ethvl 4-acetvlbenzoate 192 C11H1203 038430-55-6 16
3 Ethane. 1.2-dibromo-1.2-dichloro- 254 C2H2Br2CI2 000683-68-1 16
2-T3-(1-Ethoxvethoxv)propvIl1l1.3... 250 C11H2202S2 076494-97-8 16
5 Acethydrazide, N2-(3-trifluorome... 219 C8H8F3N30 1000269-79-1 10
Abundance Scan 1339 (17.391 min): BF084921.D (-1335) (-) m/z 57.10 100.00%
57
177
5000
147 460
201 AR B s i e s e
| jl 12l 228255 o, 17.00 17.20 17.40 17.60 17.80
o 7 m/z 177.05 51.99%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #108023: (2-Mercapto-3-benzo[b]thienylidene)-4-methylaniline
177
283
147
5000 A SRS SRR DU B
17.00 17.20 17.40 17.60 17.80
39 6589 159 m/z 147.05  30.35%
| M\ T TR
o w\ T Y
mz—-> 0 15 200 250 300 350 400 450
Abundance
177
17.00 17.20 17.40 17.60 17.80
5000 147 m/z 175.15 27 .15%
3 76 121
15
L S L A L U B UL R
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #91088: Ethane, 1,2-dibromo-1,2-dichloro-
177 17.00 17.20 17.40 17.60 17.80
m/z 161.05 22.99%
5000
26 61 9% 129
0l Ju.,]‘.@.r nuWh, - ??%.%55...,. e R s AR e
mz—-> 0 50 100 mozm 250 300 350 400 450 ﬂ%ﬂ%ﬂ%ﬂmﬂ%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020616\
Data File : BF084921.D

Acq On : 6 Feb 2016 19:35

Operator : SJ/1Z

Sample - H1348-02

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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]
3-Penten-2-one, 4. .. 4._.08 4.1 ng 203895 1 6.66 989151 20.0
2-Pentanone, 4-hy... 4.80 21.7 ng 1073020 1 6.66 989151 20.0
Hexadecane 10.14 3.9 ng 264220 3 9.70 1345980 20.0
Nonane, 5-butyl- 10.61 6.2 ng 350193 4 11.17 1134000 20.0
Tetradecanoic acid 11.73 3.0 ng 167225 4 11.17 1134000 20.0
Hexadecanoic acid... 12.60 5.7 ng 256749 5 13.80 904531 20.0
Acetic acid, octa... 12.67 3.8 ng 171286 5 13.80 904531 20.0
9-Octadecenamide, ... 13.25 4.0 ng 183136 5 13.80 904531 20.0
Octadecanoic acid... 13.30 3.2 ng 145639 5 13.80 904531 20.0
Tetradecanamide 13.33 3.4 ng 152996 5 13.80 904531 20.0
Trichloroacetic a... 13.67 16.8 ng 758249 5 13.80 904531 20.0
Eicosane 14.29 3.0 ng 133197 5 13.80 904531 20.0
Squalene 14.65 3.0 ng 126882 6 15.17 843216 20.0
Benzenepropanenit... 16.01 7.8 ng 329224 6 15.17 843216 20.0
-.gamma.-Sitosterol 16.95 9.2 ng 387695 6 15.17 843216 20.0
unknownl17.03 17.03 2.9 ng 120058 6 15.17 843216 20.0
unknownl17 .39 17.39 3.4 ng 141494 6 15.17 843216 20.0
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