LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 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-BF120815.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.527 159 161 171 rBV 94565 200005 4_.52% 0.630%
2 3.984 199 201 219 rBv 342857 771701 17 .45% 2.431%
3 5.276 312 314 323 rBV 482678 1240975 28.06% 3.910%
4 5.401 323 325 338 rVB 703657 1165086 26.34% 3.671%
5 5.699 348 351 360 rBV 604918 952324 21.53% 3.001%
6 5.916 367 370 383 rVB 420565 679051 15.35% 2.140%
7 6.339 404 407 416 rBV 27530 76264 1.72% 0.240%
8 6.522 421 423 437 rBV 566288 932544 21.09% 2.938%
9 7.596 514 517 529 rBV 929917 1221321 27.61% 3.848%
10 7.813 533 536 545 rBV 46712 161478 3.65% 0.509%

11 9.333 666 669 676 rBVY 1674816 2302499 52.06% 7.255%
12 10.030 727 730 733 rBV 357196 562490 12.72% 1.772%

13 10.076 733 734 739 rVvv4 30107 58986 1.33% 0.186%
14 10.202 743 745 751 rVB3 54780 83497 1.89% 0.263%
15 10.385 758 761 765 rBV 917642 1389403 31.42% 4_.378%
16 10.488 767 770 777 rVB2 36658 82201 1.86% 0.259%
17 10.648 779 784 786 rvv2 29627 64857 1.47% 0.204%
18 10.785 791 796 799 rBV3 16894 51403 1.16% 0.162%
19 11.173 823 830 832 rBvV2 22556 58154 1.31% 0.183%

20 11.219 832 834 837 rvv 133851 210833 4.77% 0.664%

21 11.276 837 839 847 rVB4 13731 49892 1.13% 0.157%
22 11.585 860 866 868 rBvV 46203 115719 2.62% 0.365%
23 11.676 871 874 880 rBV 1376487 2066742 46.73% 6.512%
24 11.768 880 882 885 rvv 44930 65929 1.49% 0.208%
25 11.996 899 902 906 rBV 164081 287602 6.50% 0.906%

26 12.065 906 908 911 rvB2 39146 61445 1.39% 0.194%
27 12.419 936 939 941 rBV 30388 54640 1.24% 0.172%
28 12.728 963 966 968 rBV 70653 85390 1.93% 0.269%
29 12.774 968 970 974 rvVv 628382 1009322 22.82% 3.180%
30 13.425 1024 1027 1030 rBV2 29110 53899 1.22% 0.170%
31 13.699 1049 1051 1054 rBV 28404 52744 1.19% 0.166%
32 13.768 1054 1057 1059 rVVv3 27544 56303 1.27% 0.177%
33 13.825 1059 1062 1070 rVvVv 222117 436420 9.87% 1.375%
34 14.202 1091 1095 1100 rBV 29196 59892 1.35% 0.189%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 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-BF120815.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.339 1104 1107 1111 rBV3 35712 63576 1.44% 0.200%
36 14.545 1123 1125 1129 rBV 60702 103888 2.35% 0.327%
37 14.762 1139 1144 1146 rBV2 32273 65150 1.47% 0.205%
38 14.854 1149 1152 1154 rVB 282588 380067 8.59% 1.197%
39 14.968 1160 1162 1166 rVB3 31998 67271 1.52% 0.212%
40 15.105 1171 1174 1178 rBV2 194501 317347 7.18% 1.000%
41 15.242 1183 1186 1188 rBV2 42781 65236 1.48% 0.206%
42 15.402 1197 1200 1203 rBV 1254362 1697589 38.38% 5.349%
43 15.688 1222 1225 1229 rVB3 42143 76672 1.73% 0.242%
44 16.100 1258 1261 1264 rVB5 30722 61801 1.40% 0.195%
45 16.237 1270 1273 1275 rVV 160597 233193 5.27% 0.735%
46 16.294 1275 1278 1282 rVB3 43284 88432 2.00% 0.279%
47 16.385 1282 1286 1288 rBV3 35717 92060 2.08% 0.290%
48 16.488 1293 1295 1298 rVB 46743 68406 1.55% 0.216%

49 16.763 1316 1319 1324 rVB 99809 160996 3.64% 0.507%
50 16.911 1330 1332 1336 rVB2 199513 375607 8.49% 1.183%

51 16.991 1336 1339 1345 rBV 560862 906947 20.51% 2.858%
52 17.094 1345 1348 1351 rVB 3781548 4422721 100.00% 13.935%
53 17.345 1368 1370 1373 rBV2 43075 69288 1.57% 0.218%
54 17.734 1401 1404 1408 rBV 212543 272268 6.16% 0.858%
55 17.860 1412 1415 1417 rBV 180332 285332 6.45% 0.899%

56 18.146 1437 1440 1442 rBV 80008 108943 2.46% 0.343%
57 18.271 1449 1451 1454 rBV 42784 90824 2.05% 0.286%
58 18.408 1460 1463 1467 rBV2 99844 252632 5.71% 0.796%
59 18.511 1470 1472 1478 rVV 286245 375576 8.49% 1.183%
60 18.626 1481 1482 1488 rVB 450377 677446 15.32% 2.134%

61 19.071 1519 1521 1523 rBV 76541 103674 2.34% 0.327%
62 19.106 1523 1524 1528 rVV 68147 124702 2.82% 0.393%
63 19.197 1530 1532 1536 rVB 109656 175483 3.97% 0.553%
64 20.271 1622 1626 1631 rBV3 159012 548290 12.40% 1.728%
65 20.489 1642 1645 1650 rVB6 57424 128564 2.91% 0.405%

66 20.671 1658 1661 1666 rVB4 99605 266660 6.03% 0.840%
67 20.854 1673 1677 1683 rBV5 118282 377419 8.53% 1.189%
68 20.969 1684 1687 1691 rVV3 69648 199812 4._.52% 0.630%
69 21.060 1692 1695 1704 rVB3 100766 313592 7.09% 0.988%
70 21.677 1746 1749 1757 rVV8 50196 158200 3.58% 0.498%

71 21.826 1757 1762 1770 rVB2 428602 1242055 28.08% 3.913%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 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-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 31738730
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Meth
Quant Titl

TIC Library

TIC Integr

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF120815\
BF083620.D
9 Dec 2015
umziz
G4650-07

4:09

28 Sample Multiplier: 1

od
e

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF120815.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ation Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

N

TIC: BF083620.D

7.60
5.40

59 5.70

5.92

6.52
3.98
3.53
AL

6.34 7.81

0
Time-->

2.00

I
3.00

! T f
6.00 6.50

2.50

3.50

4.00

|
4.50 5.00 5.50

7.00

7.50

8.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF083620.D

9.33
11.68

10.38
12.77

14'8515.1]

13.83
134313307 14.20.334.594.784.9%

05
Time--> 8.

1%8 11. .7%%2 12/}(?

11.00 11.50 12.00 12.50

.49.66.78
Ty
10.50

10.00 13.00 13.50 14.00 14.50 15.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o .

15.40

TIC: BF083620.D
17.09

Time-->

15.50 16.00

16.50 17.00 17.50

18.00 18.50 19.00 19.50 20.00

20.50

21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 19

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

3.53 4.20 ng 200005 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 161 (3.527 min): BF083620.D (-159) (-) m/z 43.10 100.00%

43.1
59.1
5000

1011 o
51.0 , | 83.1

..,...w...u,=h.,:u..,”..,...w.:..,.”:,L...“ m/z 59.10 56.34%

m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 LI L L L L L L LB |
3.20 3.40 3.60 3.80
59.0 m/z 101.10 16.86%
101.0
210 350 | 510 ‘ 67.0 83.0 91,0
L B e e R B e e A M o
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R B
3.20 3.40 3.60 3.80
5000 m/z 58.10 14 .93%
41.0
50.0 73.0 86.0
T T T e T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4323: 3-Hexanol

59.0 320 340 360 3.80
m/z 41.10 9.34%

5000 310 430 73.0
\\ \“‘ 51.0 | | ‘ 84.0 101.0
e e KL AP RAD O

m/z--> 20 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.00 5.70 ng 287602 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 902 (11.996 min): BF083620.D (-899) (-) m/z 57.10 100.00%

57.1

5000

:

11.60 11.80 12.00 12.20 12.40
m/z 43.10  73.14%

1132 141.2163.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 TT 1T TTTT TTTT TT T T TT
85.0 11. 60 11. 80 12. 00 12. 20 12. 40
29.0 m/z 71.10 54.66%
| L | 130 1410 1690 282.0
T T T T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T
11.60 11.80 12.00 12.20 12.40
5000 m/z 85.10 37.43%
85.0
29.0

113.0 141.0 184.0

wmwmwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane P e e et
57.0 11.60 11.80 12.00 12.20 12.40
m/z 41.10 30.16%

F

5000

[e0]
a1
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20 12. 40

29.0
‘1130 141.0 1690 2120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.83 8.65 ng 436420 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 64
Abundance Scan 1062 (13.825 min): BF083620.D (-1059) (-) m/z 43.10 100.00%
431 731
5000 Jw/k—\/w\/
129.1
97.1 149.0 213.2 LRI ISR UL SULILE UL
I 1712 g4 07 256.3 13.60 13.80 14.00 14.20
el m/z 73.10 98.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 RN S LR BULL S
anmmmmm
1200 2560 m/z 60.10 85.91%
I H 979 "~ 152,0171.0 19402130 237.0
m/z--> 25 J ' 80 160 150 140 160 180 200 220 240 260
Abundance
430 130
13.|60 13.|80 14.'00 14.'20
5000 m/z 41.10 78.20%
129.0
97.0 171.0 214.0
’ 152.0 195.0
m/z--> 25 Jo eb éo 160 150 150 1éo 180 200 220 240 2éo
Abundance #83683: Pentadecanoic acid N B B
430 | 730 13.60 13.80 14.00 14.20
m/z 57.10 71.80%
5000
129.0 242.0
‘ 970 ‘ 0 199.0
I,l”\l\,\””,\u b 4820700 L2280 L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.85 7.53 ng 380067 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 3.47-Diisopnropvibiphenvl 238 C18H22 061434-46-6 86
3 12-Azabicvclol9.2.21pentadecan-1... 223 C14H25NO 1000191-26-7 70
4 4.4°-Diisopropvibiphenvl 238 C18H22 018970-30-4 60
5 9,10-Anthracenedione, l-amino- 223 C14H9NO2 000082-45-1 50
Abundance Scan 1152 (14.854 min): BF083620.D (-1149) (-) m/z 223.20 100.00%
228.2
5000 181.1

14.60 14.80 15.00 15.20
m/z 238.20  58.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
5000 LI I L L L L L L L L L
14.60 14.80 15.00 15.20
153.0 m/z 181.10 47 .02%
55.0 81.0 1040493 05.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0
R E .
14.60 14.80 15.00 15.20
5000 m/z 165.10 30.33%
43.0
165.0
104.0
15.0 7.0 128.0 195.0
N L B B e R RAREE EaRE RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71625: 12-Azabicyclo[9.2.2]pentadecan-13-one P A PSP
97.0 223.0 14.60 14.80 15.00 15.20
m/z 195.20 27 .34%
56.0
5000
126.0
29.0 ‘ ‘ 152.0 180.0
- Al N ‘a‘ Al bl o L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknownl15.11 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.11 7.00 ng 317347 Chrysene-d12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-3-hvdroxv-2-methvl-succi... 204 C9H1605 1000192-42-7 22
2 Dodecanoic acid. 1-methvlpropvl ... 256 C16H3202 006937-42-4 16
3 Acetic acid. 2-(1-buten-3-vI1)-2-... 187 C8H13N0O4 1000159-10-0 10
4 Pentanedioic acid. ethvl methvl ... 174 C8H1404 051503-30-1 10
5 Trichloroacetic acid, undecyl ester 316 C13H23CI1302 074339-49-4 10
Abundance Scan 1174 (15.105 min): BF083620.D (-1171) (-) m/z 57.10 100.00%
57.1
5000
113.2 2021 \W\/\/\/\M
sad 14.80 15.00 15.20 1540
241.2 . . . .
3 131 1093 2883 “n/z 43.10 39.78%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59188: 2-Ethyl-3-hydroxy-2-methyl-succinic acid, 1-ethyl ...
29.0 57.0 113.0
5000 R SR S DU DA
85.0 159.0 1480 15.00 15.20 15.40
m/z 202.10 37.15%
Wl 187.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
29.0 14.80 15.00 15.20 15.40
5000 2010 m/z 41.10 33.92%
820 129.0
107.0 70800 227.0 256.0
mmwﬁwwwmwmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47636: Acetic acid, 2-(1-buten-3-yl)-2-nitro-, ethyl ester R REREEEEE R
29.0 14.80 15.00 15.20 15.40
m/z 55.10 33.01%

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 17-Pentatriacontene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.91 8.28 ng 375607 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 Titanium tetrachloride 188 Cl4Ti 007550-45-0 70
3 1-Docosene 308 C22H44 001599-67-3 68
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 68
5 1-Tetracosanol 354 C24H500 000506-51-4 62
Abundance Scan 1332 (16.911 min): BF083620.D (-1330) (-) m/z 57.10 100.00%

57.1
7.1
5000
T rTT T T T T T T T T T T T

39.2 16.60 16.80 17.00 17.20

...,....',.LJI.‘.-,-....2??'.1..,....,....,....,....,...., m/z 55.10 87.34%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 N A BAEREEEEE
16.60 16.80 17.00 17.20
m/z 43.10 86.62%
25.0
‘ || ¥%6702100 267.0307.0 490.0
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
35.0 83.0 153.0
T

16.60 16.80 17.00 17.20
5000 190.0 m/z 83.10 75 .55%

m/z--> 0 50 100 150 200 250 300 350 400 450

i

Abundance #121981: 1-Docosene in e e e
5.0 16.60 16.80 17.00 17.20
m/z 69.10 69.83%
97.0
5000
140 | || “-3901810 308.0
e L B e B e B B s R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 16 60 16. 80 17.00 17.20

8270-BF120815.M Wed Dec 09 18:01:34 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Cyclotetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.73 6.00 ng 272268 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 92
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 1404 (17.734 min): BF083620.D (-1401) (-) m/z 57.10 100.00%
57.1
5000 97.1 JJJMM
‘ 2jL3'2154 11822 2231 259.2 350.2 17.40 17,60 17,80 1800 __
e et e S e e m/z 43.10 83.85%
m/z--> 50 100 150 200 250 300 350
Abundance #53622: Cyclotetradecane ‘/\»A‘\’/k\jkq\\/
55.0
5000 L B UL UL SUR R
17.40 17.60 17.80 18.00
7o 111.0 m/z 83.10 71.62%
1 M | M L h 9390168019?0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
17.40 17.60 17.80 18.00
5000 83.0 m/z 55.10 70.78%
111.0
15.0 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)- e EEEREEEEE R
57.0 17.40 17.60 17.80 18.00
m/z 69.10 55.56%
5000 97.0 AJNA¢VNAHAVV~/\WJL\AWA/VAvﬁ
29.0
25.0
16801960
IJIIIIlII\I{IF‘“ H\ —— 2270258|O||||||||||| S mEE e B B!
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00

8270-BF120815.M Wed Dec 09 18:01:35 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 12
R.T. EstConc Area Relative to ISTD R.T.
18.41 7.46 ng 252632 Perylene-d12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 1463 (18.408 min): BF083620.D (-1460) (-) m/z 57.10 100.00%
57.1
51 ) st s 18100 1520 1840 1560 1850
S N ¥ N W B SOt Gt S — m/z 71.10 69.58%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99476: Nonadecane
57.0
5000 U AU RN
mmmmmmmmmm
m/z 43.10 59.11%
|11 1230 1600 2680

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance
57.0
e A ma e
18.00 18.20 18.40 18.60 18.80
5000 m/z 85.10 51.75%
1130 1830231.0 287.0 343.0 414.0 «J\NJL\M
e B R o i e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R ARRasaEEa LS
57.0 18.00 18.20 18.40 18.60 18.80
m/z 55.10 32.69%
o M’W/\W
13. O
169 0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 18. OO 18 20 18. 40 18. 60 18 80

8270-BF120815.M Wed Dec 09 18:01:36 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 1,2-Benzenedicarboxylic aci... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.51 11.09 ng 375576 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.2-Benzenedicarboxvlic acid. de... 418 C26H4204 000119-07-3 72
2 Phthalic acid. heptvl octvl ester 376 C23H3604 088216-58-4 72
3 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 56
4 Di-n-octvl phthalate 390 C24H3804 000117-84-0 43
5 2,4,7-Trioxabicyclo[4.4.0]dec-9-... 374 C23H3404

1000161-14-6 40

Abundance Scan 1472 (18.511 min): BF083620.D (-1470) (-) m/z 149.10 100.00%
149.1
5000
1 5120 1640 17100 18,80
83.1 279.1 : - -
ol f&lusi | issizes1 2091 3653 | nsyC 43,10 14.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160003: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
5000 LA L L L L L LN |
18.20 18.40 18.60 18.80
43.0 m/z 57.10 10.78%
| 1760 1120 2790 420.0
T T T T T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
R R EamEsmmaas
18.20 18.40 18.60 18.80
5000 m/z 41.10 9.90%
57.0
L B e e N Em A B
m/z--> 50 100 150 200 250 300 350 400
Abundance #134729: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ... T
149.0 18.20 18.40 18.60 18.80
m/z 150.00 9.07%
5000
70.0 223.0
S O o N s
m/z--> 50 100 150 200 250 300 350 400 18 20 18. 40 18. 60 18 80

8270-BF120815.M Wed Dec 09 18:01:36 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 _.beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.27 16.19 ng 548290 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 96
3 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 50
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 50
5 Kauren-18-ol, acetate, (4.beta.)- 330 C22H3402 072150-74-4 38
Abundance Scan 1626 (20.271 min): BF083620.D (-1622) (-) m/z 43.10 100.00%
431
107.1
5000

3294 lll||||||||||||||||llll
381.4414.4 20.00 20.20 20.40 20.60

m/z 55.10 69.12%

1
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #159283: .beta.-Sitosterol
43.0
5000 810 LA L L L L LN
145.0 20.00 20.20 20.40 20.60
213.0 41401 Tm/z 57.10 62.72%
Lt T g 0 o |
i ‘. I IH\IHI “l““. b IL\MLI by ‘l“.‘”. MI\‘I I" .2.8??. i ‘; — ".'q“i |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
B A RRREE R
20.00 20.20 20.40 20.60
5000 81.0 m/z 107.10 52.36%
414.0
145.0 213.0 303.0
178.0 255.0 3819
113.0 | 342.0
b Bl el S T ik e e b A e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro- B A RRREE R
43.0 20.00 20.20 20.40 20.60
m/z 81.10 47 .52%
5000
414.0
105.0
145.0 320.0
...J“Q$WAA+ULEPP?%PH,??Pwh.k.w%@ﬂ,”. .
m/z--> 0 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60

8270-BF120815.M Wed Dec 09 18:01:37 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 2H-Cyclopentacyclooctene, 4... Concentration Rank 20

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

20.49 3.80 ng 128564 Perylene-di12 18.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-Cvclopentacvclooctene., 4.5.6.... 204 C15H24 1000221-85-8 83

2 Guaia-3.9-diene 204 C15H24 000489-83-8 55

3 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 45
4 Naphthalene. 1.2.4a.5.6.8a-hexah... 204 C15H24 017627-24-6 43

5 Farnesyl bromide 284 C15H25Br 006874-67-5 43
Abundance Scan 1645 (20.489 min): BF083620.D (-1642) (-) m/z 204.20 100.00%

133.1 204.2
287.3
551 8111051
5000
161.2 257.3
N 514.1 20.20 20.40 20.60 20.80

m/z 133.10 90.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58786: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
204.0

133.0

20. 20 20 40 20 60 20. 80
m/z 135.10 75 .54%

5000

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

105.0 135.0 161.0 204.0

41.0 20.20 20.40 20.60 20.80
5000 ' m/z 287.30 69.41%

81.0

mﬁwﬁmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58778: 1R,4S,7S,11R-2,2,4,8- Tetramethyltrlcyclo[S 3.1.0(4...
109.0 204. 20.20 20.40 20.60 20.80

133.0 161.0 m/z 81.10 61.13%

5000

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

8270-BF120815.M Wed Dec 09 18:01:38 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.67 7.87 ng 266660 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 80
2 Cvcloheptane. 4-methvlene-1-meth... 204 C15H24 1000159-38-5 46
3 1-Isopropenvl-3-propenvlcvclopen... 150 C11H18 1000192-81-2 41
4 lsoaromadendrene epoxide 220 C15H240 1000159-36-6 35
5 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 30
Abundance Scan 1661 (20.671 min): BF083620.D (-1658) (-) m/z 109.10 100.00%
551 81.1109.1 205.2
135.2
5000 163.1
232.2
273'1299.2 HRR IR BN BN U

20.40 20.60 20.80 21.00
m/z 95.10 95.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan

20. 40 20 60 20. 80 21. OO
m/z 55.10 93.38%

5000

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

107.0
41.0 81.0

20.40 20.60 20.80 21.00

0,
5000 133.0 1610 m/z 205.20 02 _47%

189.0

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

Abundance #22903: 1-Isopropenyl-3-propenylcyclopentane e e
67.0 107.0 20.40 20.60 20.80 21.00
m/z 81.10 92.24%
41.0
5000
135.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20. 40 20 60 20. 80 21. OO

8270-BF120815.M Wed Dec 09 18:01:39 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Hop-22(29)-en-3.beta.-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.85 11.14 ng 377419 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 87
2 Lonaifolenaldehvde 220 C15H240 019890-84-7 60
3 Farnesvl bromide 284 C15H25Br 006874-67-5 44
4 cis-Z-.alpha.-Bisabolene epoxide 220 C15H240 1000131-71-2 35
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 35

Abundance Scan 1677 (20.854 min): BF083620.D (-1673) (-) m/z 95.10 100.00%

5000

284.2315.3 350.2 426.4 20.60 20.80 21.00 21.20
m/z 189.15 83.68%

34.2

m/z--> 50 100 150 200 250 300 350 400
Abundance #161281: Hop-22(29)-en-3.beta.-ol
189.0
95.0
55.0
135.0 IIIIIIIIIIIIIIIIIIIIIII
5000 20.60 20.80 21.00 21.20
m/z 109.10 81.08%
Lm0 o suosmono
— T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
R B B S
41.0 135.0 20.60 20.80 21.00 21.20
5000 ' 205.0 m/z 81.10 80.07%
173.0
A R
m/z--> 50 100 150 200 250 300 350 400
Abundance #108551: Farnesyl bromide R B B S
69.0 20.60 20.80 21.00 21.20
204.0 m/z 69.10 74 _.59%
119.0
5000
161.0
29, ] h l 286.0
AL 0N W NN, [ (R
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

8270-BF120815.M Wed Dec 09 18:01:39 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknown20.97 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.97 5.90 ng 199812 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 43
2 Benzlalanthracen-12(7H)-one. 7-h... 274 C19H1402 017513-43-8 38
3 Bi-1-cvclohexen-1-vl. 3.3.3".3".... 274 C20H34 076993-52-7 37
4 Naphthalene. 2-methvl-1-(3.4-dim... 274 C20H180 1000269-03-0 32
5 1-(4-Undecylphenyl)ethanone 274 C19H300 1000185-92-4 32
Abundance Scan 1687 (20.969 min): BF083620.D (-1684) (-) m/z 259.25 100.00%
250.3
95.1
5000
293.2 350.1 20.60 20.80 21.00 21.20
m/z 95.10 56.26%
m/z--> 50 100 150 200 250 300 350
Abundance #103086: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de...
259.0
5000 IUNABUNAMVUNAS D URRE
217.0 mmmmmmmm
41.0 930 1360 o m/z 69.10 54.72%
. “. ‘.‘“ |h"“" “l‘\ .H‘Hlu‘. w‘;“h ‘.‘“““. M\i ‘.“ I\‘hl ‘\‘; I‘ : ‘\I .‘ .‘ T .‘. : T
m/z--> 50 100 150 200 250 300 350
Abundance
226.0 259.0
20,60 20.80 21.00 2120
5000 m/z 134.10 47 .64%
600 0701260453,
m/z--> §o 100 1%0 200 250 300 3éo
Abundance #103118: Bi-1-cyclohexen-1-yl, 3,3,3',3',5,5,5',5'-octamethy! e REREE
259.0 20.60 20.80 21.00 21.20
m/z 105.10 47 .38%
41.0
5000 137.0
203.0
231.0
“ \J‘M‘HJMU\HH \HIHJ]-?LSIO\ thlJl I\I A — R B
m/z--> 50 100 150 200 250 300 350 2060 2080 2100 21.20

8270-BF120815.M Wed Dec 09 18:01:40 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknown21.06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.06 9.26 ng 313592 Perylene-d12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 45
2 2-Amino-3-methvilpvridine-N-oxide 124 C6H8N20 053669-61-7 38
3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 38
4 2.4-Diaminophenol 124 C6H8N20 000095-86-3 35
5 1,2-Benzenediol, 3-methyl- 124 C7H802 000488-17-5 35
Abundance Scan 1695 (21.060 min): BF083620.D (-1692) (-) m/z 57.10 100.00%
T T ”V~L¢J“”‘\PA//\\,A/x»v-ﬂ««f
5000
31 229.2
166.2187.1 ﬁ3mm3m4mu 2080 21.00 2120 21.40
. B N R m/z 124.10 89.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111022: Testosterone
124.0
41.0 e e 4
5000 79.0 288.0 2080 21.00 2120 21.40
2030 246'0 m/Z 43-10 88-50%
Lkl deme 220
: 'Ll‘ IHI\ i .““l"l““l‘“'.m.“‘hl‘ “1“‘.‘“.”. ‘l‘u‘u “:‘ le —H L T
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
81.0 20.80 21.00 21.20 2140
miz-> 50 100 150 200 250 300 350 400
Abundance #110773: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone R A EEEREmm
124.0 20.80 21.00 21.20 21.40
m/z 55.10 43.52%
5000
288.0
40.q‘ 760 |‘ ‘ \ \\ , 177.0 223.0253.0
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 350 4(')0 20. 80 21. 00 21 20 21'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083620.D

Aca On : 9 Dec 2015 4:09

Operator : UM/I1Z

Sample : G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknown21.68 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.68 4.67 ng 158200 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-41-8 38
2 2(1H)-Naphthalenone. octahvdro-4... 194 C13H220 054699-31-9 25
3 1.3-Pentadiene. 2.4-di-t-butvl- 180 C13H24 132850-21-6 25
4 1H-3a.7-Methanoazulen-5-ol. octa... 220 C15H240 028231-03-0 22
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 20

Abundance Scan 1749 (21.677 min): BF083620.D (-1746) (-) m/z 55.10 100.00%

5000

:

206.1234.2

259.2 T T T I L I T T T I T T T
s4l.1 21.40 21.60 21.80

m/z 95.10 99.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #16390: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo-
95.0
55.0
5000 21.40 21 60 21.80
‘ 138.0 m/z 96.05 66.91%
“ | ‘ ‘

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

55.0 109.0

83.0 St st
194.0 21.40 21.60 21.80

5000 137.0 m/z 109.10 55.57%

165.0

L

L R R L L L B L R L R R AR RN RN R AR RanE]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

L

Abundance #42745: 1,3-Pentadiene, 2,4-di-t-butyl- — T
57.0 100.0 165.0 21.40 21.60 21.80
m/z 43.10 54 _15%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.40 21 60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120815\
Data File : BF083620.D

Acq On : 9 Dec 2015 4:09

Operator : UM/1Z

Sample - G4650-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120815.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... 3.53 4.2 ng 200005 1 5.70 952324 20.0
Eicosane 12.00 5.7 ng 287602 4 12.79 1009320 20.0
n-Hexadecanoic acid 13.83 8.7 ng 436420 4 12.79 1009320 20.0
10,18-Bisnorabiet... 14.85 7.5 ng 380067 4 12.79 1009320 20.0
unknownl15.11 15.11 7.0 ng 317347 5 16.99 906947 20.0
17-Pentatriacontene 16.91 8.3 ng 375607 5 16.99 906947 20.0
Cyclotetradecane 17.73 6.0 ng 272268 5 16.99 906947 20.0
Nonadecane 18.41 7.5 ng 252632 6 18.63 677446 20.0
1,2-Benzenedicarb... 18.51 11.1 ng 375576 6 18.63 677446 20.0
-beta.-Sitosterol 20.27 16.2 ng 548290 6 18.63 677446 20.0
2H-Cyclopentacycl ... 20.49 3.8 ng 128564 6 18.63 677446 20.0
5-Bromo-4-oxo0-4,5... 20.67 7.9 ng 266660 6 18.63 677446 20.0
Hop-22(29)-en-3.b... 20.85 11.1 ng 377419 6 18.63 677446 20.0
unknown20.97 20.97 5.9 ng 199812 6 18.63 677446 20.0
unknown21 .06 21.06 9.3 ng 313592 6 18.63 677446 20.0
unknown21.68 21.68 4.7 ng 158200 6 18.63 677446 20.0
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