LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 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-BF121315.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 5.116 262 265 269 rBV 457358 617442 21.47% 1.928%
2 5.527 298 301 304 rVB 2368052 2548131 88.59% 7.957%
3 6.544 387 390 393 rBY 2070761 2389404 83.07% 7.462%
4 6.693 400 403 405 rBVY 2223333 2876307 100.00% 8.982%
5 6.921 420 423 425 rBV 678505 592054 20.58% 1.849%
6 7.081 434 437 439 rVB 2189845 2364747 82.21% 7 .385%
7 7.482 469 472 474 rBV 1729807 1864683 64.83% 5.823%
8 8.202 533 535 537 rBV 841131 720020 25.03% 2.248%
9 9.276 627 629 632 rBVY 2695027 2498286 86.86% 7.802%
10 9.665 661 663 666 rVB 408596 403956 14.04% 1.261%
11 9.893 681 683 686 rBV 47824 38140 1.33% 0.119%
12 9.950 686 688 691 rBV 597360 642122 22.32% 2.005%
13 10.396 723 727 728 rBV 53539 66651 2.32% 0.208%
14 10.613 743 746 749 rBV 19746 30259 1.05% 0.094%
15 10.739 754 757 759 rBVY 1645472 1544834 53.71% 4.824%
16 10.865 766 768 773 rBV 67915 77849 2.71% 0.243%
17 11.082 782 787 792 rBV5 9362 28793 1.00% 0.090%
18 11.436 816 818 819 rVvVv 649882 650698 22.62% 2.032%
19 11.459 819 820 822 rVV 62940 61827 2.15% 0.193%
20 11.493 822 823 826 rVB2 42264 56808 1.98% 0.177%
21 11.962 863 864 867 rBV2 141582 171644 5.97% 0.536%
22 12.042 869 871 875 rVB2 21169 38089 1.32% 0.119%
23 12.145 876 880 885 rVB3 25514 57748 2.01% 0.180%
24 12.248 885 889 892 rBV3 14727 32525 1.13% 0.102%

25 12.579 916 918 921 rvVv 152703 155486 5.41% 0.486%

26 12.636 921 923 925 rVB 138446 154519 5.37% 0.483%

27 12.762 930 934 937 rBv4 16385 36241 1.26% 0.113%
28 12.842 939 941 945 rBv2 215924 342410 11.90% 1.069%
29 12.922 945 948 950 rvB2 67120 76277 2.65% 0.238%
30 13.014 954 956 959 rvB 2180142 2246641 78.11% 7.016%
31 13.196 969 972 973 rBV 26276 31895 1.11% 0.100%
32 13.254 976 977 979 rvVB2 31641 37275 1.30% 0.116%

33 13.494 994 998 1000 rBV2 97861 142136 4.94% 0.444%
34 13.551 1000 1003 1005 rVvVv 166296 173247 6.02% 0.541%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 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-BF121315.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.596 1005 1007 1010 rVv2 57928 82948 2.88% 0.259%
36 13.711 1014 1017 1021 rVVv2 22959 41676 1.45% 0.130%

37 13.916 1032 1035 1039 rBV2 273072 396920 13.80% 1.239%
38 14.065 1045 1048 1049 rBV2 689613 907282 31.54% 2.833%
39 14.236 1061 1063 1065 rBV2 106195 121287 4.22% 0.379%
40 14.271 1065 1066 1069 rVv2 37869 48888 1.70% 0.153%

41 14.431 1078 1080 1083 rBV2 24186 36214 1.26% 0.113%
42 14.545 1087 1090 1092 rBV 254068 276677 9.62% 0.864%
43 14.842 1113 1116 1120 rBV 94447 135976 4.73% 0.425%
44 14.922 1120 1123 1126 rBVY 141292 160069 5.57% 0.500%
45 14.991 1126 1129 1131 rVB2 41836 63152 2.20% 0.197%

46 15.082 1135 1137 1143 rBV 90955 225740 7.85% 0.705%
47 15.174 1143 1145 1149 rBV 208235 354179 12.31% 1.106%

48 15.288 1153 1155 1157 rVVv2 61910 77005 2.68% 0.240%
49 15.379 1161 1163 1166 rVB 51940 69052 2.40% 0.216%
50 15.437 1166 1168 1171 rBV 51345 78571 2.73% 0.245%

51 15.505 1171 1174 1176 rBV 443905 558900 19.43% 1.745%
52 15.551 1176 1178 1180 rVB 57049 79973 2.78% 0.250%
53 15.745 1193 1195 1200 rBV 101041 161550 5.62% 0.504%
54 15.917 1208 1210 1213 rBV 81463 126729 4.41% 0.396%
55 15.985 1213 1216 1218 rVV 393480 585585 20.36% 1.829%

56 16.031 1218 1220 1225 rVV3 66730 136601 4._.75% 0.427%
57 16.134 1227 1229 1234 rVB2 50066 96351 3.35% 0.301%
58 16.237 1234 1238 1245 rVB3 62679 215792 7.50% 0.674%
59 16.351 1245 1248 1255 rVB2 36556 105926 3.68% 0.331%

60 16.477 1257 1259 1261 rBV 26444 44755 1.56% 0.140%
61 16.762 1281 1284 1290 rBV 156613 322691 11.22% 1.008%
62 16.934 1296 1299 1301 rBV2 25544 47590 1.65% 0.149%
63 16.991 1301 1304 1307 rVVv2 37947 75489 2.62% 0.236%

64 17.071 1307 1311 1314 rVV 69926 159048 5.53% 0.497%
65 17.140 1314 1317 1321 rVB4 41319 100117 3.48% 0.313%

66 17.528 1348 1351 1357 rBV3 73196 189190 6.58% 0.591%
67 17.757 1367 1371 1376 rVB 48291 122867 4.27% 0.384%
68 17.848 1376 1379 1382 rBV5 22946 60532 2.10% 0.189%
69 17.928 1382 1386 1388 rVV3 46915 131522 4._.57% 0.411%
70 17.985 1388 1391 1398 rVB 118008 328917 11.44% 1.027%

71 18.168 1404 1407 1416 rVB5 42096 158689 5.52% 0.496%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 18.443 1427 1431 1436 rBV2 88750 257080 8.94% 0.803%
73 18.603 1436 1445 1454 rVB 327977 1112233 38.67% 3.473%

Sum of corrected areas: 32022907
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121315\

BF083766.D

14 Dec 2015 8:49

umsiz

G4648-13

56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF083766.D

5.53

5.12

6.69
6.54

6.92

7.08

7.48

0
Time-->

5.00

5.50

Abundance

2500000

2000000

1500000

1000000

500000

0

8.20

TIC: BF083766.D

10.74

9.95 11.44

10-4010.6l\£9'\8611.08 o

A

11.96

12584
12.

13.01

2.84 5

92 13&051%'-§97

T
Time--> 8.00

11.00 11.50

8.50

10.00 10.50

12.00

J2IRgA25
T

12.50

13.00 13.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF083766.D

17.00

14.50 15.00

16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 5

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

5.12 20.86 ng 617442 1,4-Dichlorobenzene-d4 6.92
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 265 (5.116 min): BF083766.D (-262) (-) m/z 43.10 100.00%
43
59
5000
101 S § D —
83 480 5.00 5.20 5.40
...,....,....,....I,'::..?.l.~!.|,...‘?,9....,.-...,....-,....,....,....,....,...., m/z 59.10 66.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I L I
59 480 500 520 540
m/z 101.10 25.70%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 17.66%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3950: 2,3-Butanedione, monooxime R L mna
43 480 5.00 5.20 5.40
m/z 41.10 9.50%
5000
101
15 58
28 69 84 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown6.69 Concentration Rank 1

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

6.69 97.16 ng 2876310 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 403 (6.693 min): BF083766.D (-400) (-) m/z 132.10 100.00%
132
5000
68
6 640 6.60 680 7.00
40 4, 54 75 104 . . .
..,....,....,...:,'-..‘.‘7.,....?.1.I.|....,..f.‘?,....,.':..,.1.1.5.,....,-'...,.. m/z 134.00 34.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ERDNUMRSE R L A
6.40 6.60 6.80 7.00
78 m/z 68.10 33.23%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S RSN AR LA A
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 21.07%
41 97
53 2 117
34 60 89 105 124
wwmm@mﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R Ammamns R e
132 6.40 6.60 6.80 7.00
m/z 96.10 15.06%
5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 4 Heptafluorobutanoic acid, h... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.92 8.75 ng 396920 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90
Abundance Scan 1035 (13.916 min): BF083766.D (-1032) (-) m/z 57.10 100.00%
57 83

43 97

5000

:

125

13.60 13.80 14.00 14.20
m/z 83.10 89.31%

139

154168182196210 230

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

43
83

-

13. 60 13. 80 14. 00 14 20
1 m/z 55.10 82.83%
\‘ \‘\ I

5
[T -

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

5000

43 57

:

83 S
97 13.60 13.80 14.00 14.20
5000 m/z 97.10 81.58%
111

29
25
139153167182 210

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester T T
43 13.60 13.80 14.00 14.20

57 m/z 69.10 78 .98%

:

5000

111

-

125 140154 169
[T T LI L L B LN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.17 12.67 ng 354179 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
5 Tetratriacontane 479 C34H70 014167-59-0 86

Abundance Scan 1145 (15.174 min): BF083766.D (-1143) (-) m/z 57.10 100.00%

57
5000

14.80 15.00 15.20 15.40
m/z 71.10 72.52%

141

169 197 226 248 276

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99477: Nonadecane
57
5000 85 |||||||||||||||||||

14.80 15.00 15.20 15.40
m/z 43.10 56.44%

‘ L ™ 14 aeg 197 225040 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R AR L
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 51.41%
29 113 11 169 197 226
mmwwwwwmrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane S BT B e
57 14.80 15.00 15.20 15.40
m/z 55.10 24 _35%
85
5000
4
113
‘ LT e 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER L L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 80 15. OO 15 20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.99 20.95 ng 585585 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 1216 (15.985 min): BF083766.D (-1213) (-) m/z 57.10 100.00%
57
85
5000
141 19 15.60 15.80 16.00 16.20 16.40
N ....,....'I,..J. A 423 253271 295 m/z 71.10 73.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115570: Heneicosane
57
85
5000 T T[T T T T T[T T
15. 60 15. 80 16. oo 16. 20 16 40
29 113 m/z 85.10 58.49%
LM e 197 225 253 29
m/z--> 2'0 4'0 6|O 8|0 100 120 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 43.10 53.62%

113

%

39 141 165182 211 25 281 308 337

Wm‘m‘wwwwﬁmwﬁmmm

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #123100: Pentadecane, 8-heptyl- T
57 15.60 15.80 16.00 16.20 16.40
m/z 55.10 21.35%

5000 85
2 113 210
‘\ Lo T, 14 169 1937 239 266 309

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 60 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 1,19-Eicosadiene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.76 11.55 ng 322691 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 96
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 83

Abundance Scan 1284 (16.762 min): BF083766.D (-1281) (-) m/z 57.10 100.00%

8

5000

E

278 16.40 16.60 16.80 17.00
m/z 82.10 90.11%

139154 180 199 228 245 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105307: 1,19-Eicosadiene

:

5000

16.I40 16!60 16.I8O 17.IOO
m/z 43.10 73.48%

111125 151165180194208222236250 278

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
B R R R E e e e
43 o7 16.40 16.60 16.80 17.00
5000 m/z 96.10 64.53%
110
29 124138
15 152166180194 211 236250 268
mﬁmﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #107629: Oxirane, heptadecy!- e D
16.40 16.60 16.80 17.00

96 m/z 55.10 58 .95%

5000

:

152166180194208222236250264 282
e e R ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 2H-Cyclopropa[a]naphthalen-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.99 11.77 ng 328917 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 50
2 2(3H)-Naphthalenone. 4.4a.5.6.7.... 218 C15H220 019598-45-9 45
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 41
4 Benzolblnaphthol1l.2-d1furan 218 C16H100 000239-30-5 38
5 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 38

Abundance Scan 1391 (17.985 min): BF083766.D (-1388) (-) m/z 218.20 100.00%

218

203

5000

B

55 69 95 119 S A e e
1

161175 235 257 o83 17.60 17.80 18.00 18.20 18.40
m/z 203.20 68.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68242: 2H-Cyclopropala]naphthalen-2-one, 1,1a,4,5,6,7,7a,...
218
203
000 7 91 R m e
> 105119133147161175 17.60 17.80 18.00 18.20 18.40
‘ ‘ ‘ m/z 119.10 23.68%
“ \H H \ \H M M .‘.“kl.‘. ‘189 ‘--‘--------|----|---
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218
161 G e e
17.60 17.80 18.00 18.20 18.40
5000 147 m/z 189.15 21.53%
41 203
o1 175
27 55 77 Y 105121 189

Tmﬁm-wmﬁwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68256: Pyrene, hexadecahydro- T
218 17.60 17.80 18.00 18.20 18.40

m/z 95.10 20.47%

%

41

5000 67 175

=
(=)
a1
g

121135 189
161
203
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. OO 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.44 9.20 ng 257080 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 53
2 Farnesvl bromide 284 C15H25Br 006874-67-5 53
3 Guaia-3.9-diene 204 C15H24 000489-83-8 45
4 1H-Cvcloproplelazulene. l1la.2.3.5... 204 C15H24 021747-46-6 45
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 43

Abundance Scan 1431 (18.443 min): BF083766.D (-1427) (-) m/z 204.15 100.00%

204

5000

-

18.20 18.40 18.60 18.80
m/z 43.10 94.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
2

-

18.I20 18.I40 18.I60 18.I80
m/z 135.10  73.77%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

Abundance
69 93
204 IIIIIIIIIIIIIIIIIIIIIII
a1 119 18.20 18.40 18.60 18.80
5000 m/z 69.10 61.09%
135
161 187
286
243 269
mmmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58648: Guaia-3,9-diene e RARREEE RS
105 135 161 204 18.20 18.40 18.60 18.80
m/z 133.10 58.88%
41
5000
81
6!
RARRaEEaEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083766.D

Aca On : 14 Dec 2015 8:49

Operator : UM/I1Z

Sample : 64648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Pyrene, hexadecahydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.60 39.80 ng 1112230 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 62
2 2H-1-Benzopvran-2-one. 7-acetvl-... 260 C14H1205 129812-32-4 53
3 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 52
4 2.3-Diethoxvauinoxaline 218 C12H14N202 057050-66-5 50
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 42
Abundance Scan 1445 (18.603 min): BF083766.D (-1436) (-) m/z 218.20 100.00%
218
5000 /\\
A R mmam
057 18.20 18.40 18.60 18.80 19.00
283 38 | "'m/z 203.15  75.30%
m/z--> 50 100 150 200 250 300 350
Abundance #68256: Pyrene, hexadecahydro-
218
41
5000 67 175 18.20 18.40 18,60 18.80 19.00
‘ 9 s m/z 43.10 41.03%
. ‘;H ALl .|%1;# I‘\}IJNF‘}I\I \.19,9. N —
m/z--> 50 100 150 200 250 300 350
Abundance
203
45 18.20 18.40 18,60 18.80 19.00
5000 m/z 189.15 27.93%
65 91 119 147 17° 228 260
mz-> 50 100 150 200 250 300 350
Abundance #68005: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol T T T
218 18.20 18.40 18.60 18.80 19.00
m/z 69.10 24 _95%
5000 190
69
3“9 Lol 9ﬂ‘ ”.:I‘.Z!.‘S 'm 14\.7 17VL‘ N
mz-> 50 100 150 200 250 300 350 | | 18.20 18.40 18.60 18.80 19.00

8270-BF121315.M Mon Dec 14 18:38:36 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121315\
Data File : BF083766.D

Acq On : 14 Dec 2015 8:49

Operator : UM/1Z

Sample - G4648-13

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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... 5.12 20.9 ng 617442 1 6.92 592054 20.0
unknown6 .69 6.69 97.2 ng 2876310 1 6.92 592054 20.0
Heptafluorobutano... 13.92 8.8 ng 396920 5 14.07 907282 20.0
Nonadecane 15.17 12.7 ng 354179 6 15.51 558900 20.0
Heneicosane 15.99 20.9 ng 585585 6 15.51 558900 20.0
1,19-Eicosadiene 16.76 11.6 ng 322691 6 15.51 558900 20.0
2H-Cyclopropaf[a]n-.. 17.99 11.8 ng 328917 6 15.51 558900 20.0
1,1,4a-Trimethyl-_... 18.44 9.2 ng 257080 6 15.51 558900 20.0

6

Pyrene, hexadecah... 18.60 39.8 ng 1112230 15.51 558900 20.0
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