LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22Ie E A>2a4-01 TS-WSG-16121-11

ALS Vial : 17 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-BF101316.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 3.926 135 139 142 rBY 4233468 7277255 100.00% 8.214%
2 5.103 239 242 252 rBV 782096 1107406 15.22% 1.250%
3 5.526 276 279 281 rBVY 3783320 3721151 51.13% 4 ._.200%
4 6.189 335 337 340 rBVY 1367000 1270046 17.45% 1.434%
5 6.360 349 352 354 rBV 121644 144165 1.98% 0.163%
6 6.554 366 369 373 rBVY 2784140 4040471 55.52% 4_.561%
7 6.612 373 374 378 rVB 420374 505605 6.95% 0.571%
8 6.680 378 380 383 rBVY 3123106 4007841 55.07% 4.524%
9 6.920 399 401 405 rBV 917232 1130690 15.54% 1.276%
10 7.000 405 408 409 rvB2 54323 98281 1.35% 0.111%

11 7.034 409 411 412 rBV 862677 688710 9.46% 0.777%
12 7.069 412 414 417 rVB 2524277 2826034 38.83% 3.190%
13 7.332 434 437 446 rVB 89236 237361 3.26% 0.268%
14 7.480 446 450 464 rBV 2204820 3010449 41.37% 3.398%
15 7.903 483 487 488 rBvY 62294 80367 1.10% 0.091%

16 8.200 511 513 516 rBV 1374613 1589634 21.84% 1.794%
17 8.246 516 517 522 rVB2 94427 140922 1.94% 0.159%
18 9.286 605 608 610 rBV 2928240 3629263 49.87% 4_.097%
19 9.343 612 613 616 rvv3 97194 139257 1.91% 0.157%
20 9.412 616 619 620 rvv 140660 183535 2.52% 0.207%

21 9.618 636 637 639 rvB 331731 255318 3.51% 0.288%
22 9.675 639 642 644 rBvV 757637 683979 9.40% 0.772%
23 9.892 657 661 664 rVB3 80235 189844 2.61% 0.214%
24 9.960 664 667 669 rBV 2054747 1969533 27.06% 2.223%
25 10.086 675 678 679 rBvV 394768 436133 5.99% 0.492%

26 10.109 679 680 685 rvv2 110828 180007 2.47% 0.203%
27 10.223 688 690 694 rVB3 39095 87889 1.21% 0.099%
28 10.395 703 705 706 rVvB 106693 81936 1.13% 0.092%
29 10.429 706 708 710 rBV 190366 177053 2.43% 0.200%
30 10.475 710 712 714 rVB 113316 110022 1.51% 0.124%

31 10.749 732 736 738 rBV 2159247 2475713 34.02% 2.795%
32 10.783 738 739 741 rVvV 408318 414333 5.69% 0.468%
33 10.829 741 743 744 rVvVv2 54664 88468 1.22% 0.100%
34 10.863 744 746 751 rVB3 174137 292608 4.02% 0.330%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22Ie E A>2a4-01 TS-WSG-16121-11

ALS Vial : 17 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.978 753 756 757 rBv2 239772 258526 3.55% 0.292%

36 11.035 759 761 764 rvv4 39019 92595 1.27% 0.105%
37 11.321 784 786 790 rvB2 53951 107929 1.48% 0.122%
38 11.446 795 797 801 rBV 1330002 1593105 21.89% 1.798%
39 11.503 801 802 806 rvv 184075 210638 2.89% 0.238%
40 11.675 815 817 819 rBV 120704 167062 2.30% 0.189%

41 11.904 834 837 839 rvB2 53598 77563 1.07% 0.088%
42 11.984 842 844 845 rBV 111115 123273 1.69% 0.139%
43 12.018 845 847 849 rvB2 70125 99347 1.37% 0.112%

44 12.155 854 859 860 rBv4 65187 140314 1.93% 0.158%
45 12.201 860 863 864 rBvV 178550 246939 3.39% 0.279%

46 12.235 864 866 867 rvB2 168479 208940 2.87% 0.236%
47 12.338 871 875 877 rBv2 1510195 1612063 22.15% 1.820%
48 12.395 877 880 882 rvB2 371636 382493 5.26% 0.432%
49 12.464 884 886 887 rBv2 86376 79750 1.10% 0.090%
50 12.532 889 892 895 rVB3 447493 719719 9.89% 0.812%

51 12.612 895 899 901 rBv4 88251 198686 2.73% 0.224%
52 12.704 901 907 908 rBv2 670613 793749 10.91% 0.896%
53 12.726 908 909 910 rvv 232937 238761 3.28% 0.270%
54 12.761 910 912 913 rVvVv 691784 942519 12.95% 1.064%
55 12.829 913 918 921 rVvv4 817922 3727603 51.22% 4._.208%

56 12.921 925 926 928 rvv3 181178 212605 2.92% 0.240%
57 13.001 931 933 935 rvv 1556888 1655898 22.75% 1.869%
58 13.035 935 936 941 rVV 2691815 2991217 41.10% 3.376%
59 13.138 944 945 947 rVB2 165952 165875 2.28% 0.187%
60 13.207 947 951 955 rBv4 407602 899635 12.36% 1.015%

61 13.275 955 957 958 rvv2 89654 132107 1.82% 0.149%
62 13.309 958 960 961 rvv 106827 149239 2.05% 0.168%
63 13.344 961 963 965 rVB 563743 545491 7.50% 0.616%
64 13.469 970 974 975 rBV2 348650 765349 10.52% 0.864%
65 13.538 977 980 983 rBV2 477586 828472 11.38% 0.935%

66 13.652 985 990 991 rBV3 193342 399338 5.49% 0.451%
67 13.687 991 993 996 rBV 2438641 2610482 35.87% 2.947%
68 13.732 996 997 1001 rVvB3 287253 284270 3.91% 0.321%
69 13.847 1001 1007 1010 rBV4 805994 1648356 22.65% 1.861%
70 13.915 1010 1013 1014 rVVv2 822195 1092227 15.01% 1.233%

71 13.961 1014 1017 1021 rVV3 1043600 1852908 25.46% 2.092%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22Ie E A>2a4-01 TS-WSG-16121-11

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.098 1024 1029 1033 rvv2 781993 1984688 27.27% 2.240%
73 14.189 1034 1037 1041 rvv2 138649 293958 4.04% 0.332%
74 14.258 1041 1043 1049 rVB 1059647 1746502 24.00% 1.971%
75 14.578 1067 1071 1075 rBV3 571974 1210905 16.64% 1.367%

76 14.647 1075 1077 1080 rVB 524893 520897 7.16% 0.588%
77 14.944 1101 1103 1107 rVB 159293 225971 3.11% 0.255%
78 15.012 1107 1109 1113 rVB 95694 127907 1.76% 0.144%
79 15.207 1124 1126 1127 rBV 346082 417884 5.74% 0.472%
80 15.230 1127 1128 1136 rVB 727995 1282503 17.62% 1.448%

81 15.561 1154 1157 1161 rBV 573239 996084 13.69% 1.124%
82 15.790 1174 1177 1183 rVB 83106 141040 1.94% 0.159%
83 16.018 1194 1197 1199 rBV 283678 453412 6.23% 0.512%
84 16.075 1199 1202 1206 rVB 605536 1073760 14.76% 1.212%
85 16.258 1215 1218 1224 rVB3 93833 317865 4._37% 0.359%

86 16.578 1244 1246 1250 rVB3 62850 112968 1.55% 0.128%
87 16.681 1252 1255 1260 rVB2 97444 244263 3.36% 0.276%
88 17.047 1284 1287 1290 rBV2 64161 129599 1.78% 0.146%
89 17.115 1290 1293 1296 rVB 61935 137289 1.89% 0.155%
90 17.195 1296 1300 1306 rBV3 113772 387248 5.32% 0.437%

91 17.596 1331 1335 1340 rBV2 276568 826156 11.35% 0.933%
92 17.813 1351 1354 1358 rVB 131053 283105 3.89% 0.320%
93 17.927 1360 1364 1367 rVVv4 100414 301743 4._.15% 0.341%
94 18.053 1370 1375 1381 rVV2 595149 1942187 26.69% 2.192%
95 18.156 1381 1384 1390 rVB3 164893 495072 6.80% 0.559%

96 18.396 1401 1405 1414 rBV4 123672 449968 6.18% 0.508%
97 18.613 1420 1424 1426 rBV 129055 331043 4 _55% 0.374%
98 18.658 1426 1428 1433 rVB 138636 336656 4.63% 0.380%
99 19.150 1468 1471 1478 rVB4 45822 145175 1.99% 0.164%
100 19.481 1497 1500 1505 rVB3 51572 149024 2.05% 0.168%

Sum of corrected areas: 88591194
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

Sample : H5244-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

TS-WSG-16121-11

2000000

1000000

04
Time-->

9.96 10.75

11.50

10.00 10.50 11.00

12.00

12.50

13.00

Abundance TIC: BF090575.D

4000000 393 553

6.68
3000000 6.55
7.07
7.48
2000000
6.19
1000000 510
\\~M 6.36
S e L T

Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF090575.D

4000000

3000000 9.29 13.04 13.69

13.50

Abundance
4000000

3000000
2000000

1000000

TIC: BF090575.D

12,0520
Al

17. 218
AAL

.16 18.4018%566
JANGVA AN

18.05

19.15 19.4¢

0
Time-->

™1
14.00

17.50

16.50 17.00

16.00

15.00 15.50

14.50

18.00
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18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 11

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

5.10 19.59 ng 1107410 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 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 242 (5.103 min): BF090575.D (-239) (-) m/z 43.10 100.00%
a3
59
5000
101 DRSS SRR RN R
4.80 5.00 5.20 5.40
ST/ NN W - SN N B oy - T (-0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 16.41%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.10 15.76%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e A ERERE R R
509 4.80 5.00 5.20 5.40
m/z 41.10 8.78%
5000
a1 101
15 \\3\1 \‘H 53\\\‘\ 69 8\3
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 8

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

6.19 22.47 ng 1270050 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 95
2 _alpha.-Pinene 136 C10H16 000080-56-8 95
3 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
4 3-Carene 136 C10H16 013466-78-9 90
5 (+)-3-Carene 136 C10H16 000498-15-7 90

Abundance Scan 337 (6.189 min): BF090575.D (-335) (-) m/z 93.10 100.00%
93
5000
77
41
|| 53 67 |84 105112 21 5.80 6.00 6.20 6.40 6.60
rerrerrprrrre e e e b8 M e M2 L S Tm/z 91.05 44.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000
41 77 5.80 6.00 6.20 6.40 6.60
m/z 92.05 37.42%
5f 67 M 1?5 1%1 136
| L] L IR | N |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
93
T T
580 6.00 6.20 6.40 6.60
m/z 77.10 34 .28%
5000 39 77 0
27
53 67 105 121
15 86 136
mmwﬁwwmwmﬁwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- e T
93 5.80 6.00 6.20 6.40 6.60
m/z 79.10 27.80%
5000
41 &
27 53 105 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.68 Concentration Rank 2

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

6.68 70.89 ng 4007840 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 380 (6.680 min): BF090575.D (-378) (-) m/z 132.00 100.00%
132
68
5000
% 6.40 6.60 6.80 7.00
103
..,....,....,...:,“.'.‘.‘? o Skl ..':~.,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 57.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000

6.40 6.60 6.80 7.00
33 44 g7 105 m/z 66.10 35.19%

70 78
B A o R e e AARARARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68
,,,,
6.40 6.60 6.80 7.00
5000 m/z 134.00 32.23%
96
40
18 %/ 55 81
mmwwwwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole I e e

132 640 660 680 700
m/z 69.10 22 .70%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

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:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 D-Limonene Concentration Rank 17

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

7.03 12.18 ng 688710 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 97
2 Cyclohexene. 1-methvl-4-(l-methy... 136 C10H16 005989-54-8 94
3 Limonene 136 C10H16 000138-86-3 90
4 Cvclohexene. 4-ethenvl-1.4-dimet... 136 C10H16 001743-61-9 89
5 Cyclohexene, 1l-methyl-5-(1-methy... 136 C10H16 013898-73-2 83

Abundance Scan 411 (7.034 min): BF090575.D (-409) (-) m/z 68.10 100.00%
68
93
5000
79
39 53 107 121
| 136 6.60 6.80 7.00 7.20 7.40
o} e S o = m SN m/z 67.10 78.57%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68
93
5000 79

6.60 6.80 7.00 7.20 7.40

121
41 53 ‘ 107 ‘ 136 m/z 93.10 59.66%
mz-> 20 40 60 8 100 120 140 160 180 200
Abundance
68
6.60 6.80 7.00 7.20 7.40
5000 93 m/z 79.10 32.79%
39 79
27
107
121 o
B R T e R
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15667: Limonene
68 6.60 6.80 7.00 7.20 7.40
m/z 94.10 23.75%
5000 93
79
27 41 53 ‘ 107 121 136
,ﬂﬂ.mnnm JH.JW.Mh,ﬂ..”..ﬂ,....“...,.”.,..”
m/z--> 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1H-Naphtho[2,l1-b]pyran, 3-e... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.34 20.24 ng 1612060 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Naphthol2.1-blpvran. 3-ethenv... 290 C20H340 001227-93-6 58
2 1H-Naphthol2.1-blpvran. 3-ethenv... 290 C20H340 000596-84-9 53
3 Naphthalene. 2-butvldecahvdro- 194 C14H26 006305-52-8 42
4 7-Tetradecvne 194 C14H26 035216-11-6 30
5 3-lodomethyl-3,6,6-trimethyl-cyc... 264 C10H171 1000193-08-2 27
Abundance Scan 875 (12.338 min): BF090575.D (-871) (-) m/z 81.10 100.00%

-

5000
12.00 12.20 12.40 12.60
m/z 55.10 76.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136498: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydro-3,4a...
275
257
5000 TT LI L L L N LB B}
192 12. OO 12 20 12. 40 12.60
137 177 m/z 257.20 75.27%
ale Pl T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
275
257
81 12.00 12.20 12.40 12.60
5000 55 95 137 177192 m/z 95.10 74.19%
29 121 151
15 220 40 290
mﬂmﬁmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56495: Naphthalene, 2-butyldecahydro- R e e A ma B
137 12.00 12.20 12.40 12.60
81 g5 m/z 43.10 68.54%
41
5000
194
7 110 152167
R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12 20 12. 40 12.60

8270-BF101316.M Mon Oct 17 16:04:59 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.70 9.96 ng 793749 Phenanthrene-d10 11.45
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-Diisopropvibiphenvl 238 C18H22 061434-46-6 70
3 4.47-Diisopropvibiphenvl 238 C18H22 018970-30-4 60
4 Anthracene. 1.4-dimethoxyv- 238 C16H1402 013076-29-4 58
5 2-Propenoic acid, 3-(3,4,5-trime... 238 C12H1405 000090-50-6 47
Abundance Scan 907 (12.704 min): BF090575.D (-901) (-) m/z 223.10 100.00%
223
181 238
5000
43 89 104 12.40 12.60 12.80 13.00
o 63 12 257212 | "njz 238.10  55.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
5000 165
195 12.40 12.60 12.80 13.00
m/z 181.05 52 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
223
12.40 12.60 12.80 13.00
5000 238 m/z 165.10 36.49%
43
27 104 165 181
63 /7 128 151 195509
memwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92584: 4,4'-Diisopropylbiphenyl
223 12.40 12.60 12.80 13.00
238 m/z 195.10 31.60%
5000
104
27 43 g377 | 119 141 165181 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00

8270-BF101316.M Mon Oct 17 16:05:00 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknownl2.76 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.76 11.83 ng 942519 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 32
2 Phenol. 3.5-bis(l.1-dimethvlethvl)- 206 C14H220 001138-52-9 27
3 Pvridol3.2-dlpvrimidine-2.4(1H.3... 191 C9H9N302 024410-25-1 22
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 22
5 Dithiocarbaminic acid, N-cyano-,... 290 C14H14N20S2 274691-67-7 22

Abundance Scan 912 (12.761 min): BF090575.D (-910) (-) m/z 191.15 100.00%

191
69

5000

217
12.40 12.60 12.80 13.00
23 255 275290 m/z 69.10 70.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
5000 57 LA LI L L L L B LB B B
12. 40 12. 60 12.80 13.00
29 o3 121 149 m/z 109.10 47 .28%
7 206
EE I P S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
L e
57 12.40 12.60 12.80 13.00
5000 m/z 137.10 45 .98%
206
41 9
15 77 91107 135 163
mmwmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54032: Pyrido[3,2-d]pyrimidine-2,4(1H,3H)-dione, 1,3-dime...
191 12.40 12.60 12.80 13.00
m/z 43.10 44 . 74%
5000
29 106
2 7| 1B 162176 |
A B e B LR na e R LA RRmas s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF101316.M Mon Oct 17 16:05:01 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 10 unknownl12.83 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.83 37.56 ng 3727600 Chrysene-di12 14.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5.6-Tetramethvladamantane 192 C14H24 034694-70-7 38
2 Acetic acid. 6.6-dimethvl-2-meth... 280 C16H2404 1000186-15-5 32
3 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 32
4 trans-.beta.-lonone 192 C13H200 000079-77-6 32
5 Isophthalic acid, ethyl 3-methyl... 264 C15H2004 1000344-71-7 27

Abundance Scan 918 (12.829 min): BF090575.D (-913) (-) m/z 177.10 100.00%
177
43 69
95
5000
121
137 195
161 211 237 257272 290 12.60 12.80 13.00 13.20
0 m/z 43.10 68.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54697: 1,3,5,6-Tetramethyladamantane
177
5000 LA B L L L L L L
121 12.60 12.80 13.00 13.20
m/z 69.10 66.00%
7 91 4 192
...,....,...w\.,.w.w..u,m..w I S N s —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
R A REARE R RS
177 12.60 12.80 13.00 13.20
5000 m/z 95.10 54 _.50%
135
9 107
27 60 9 220
15 192 238 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54648: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)- T
177 12.60 12.80 13.00 13.20
m/z 71.10 51.80%
5000 43
91 135
107 149
O T PO RO SO0V S 1 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 60 12. 80 13. 00 13 20

8270-BF101316.M Mon Oct

17 16:05:02 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl3.69 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.69 26.31 ng 2610480 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenemethanol. 1.2.3.4.... 286 C20H300 024035-43-6 30
2 2.6-Difluoro-3-methvlbenzoic aci... 452 C28H46F202 1000338-85-7 14
3 Benzimidazol-5-amine. 1-(4-ethox... 253 C15H15N30 007104-62-3 14
4 2(5H)-Furanone. 5-(phenvlimino)- 173 C10H7NO2 019990-26-2 11
5 2(1H)-Quinolinone, 4,8-dimethyl- 173 C11H11NO 1000351-64-0 11
Abundance Scan 993 (13.687 min): BF090575.D (-991) (-) m/z 253.20 100.00%
243
173
5000
43 91 o 211 286 AR SRR SN SO
69 ﬂ |1 5 | 13.40 13.60 13.80 14.00
wep 423200 m/z 173.10 75.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133182: 1-Phenanthrenemethanol, 1,2,3,4,4a,9,10,10a-octah...
271
159
5000
13.40 13.60 13.80 14.00
. 109 | 11852 m/z 159.10  66.30%
. .“,‘.6.9.‘9.‘1, .“. ”\ I“w‘lh\‘\lu\l\‘l“\l L ..2‘.11,. I —
m/z--> 50 100 150 200 250 300 350 400
Abundance
173
13.40 13.60 13.80 14.00
5000 m/z 271.15  64.50%
43 69 97 17 252 280 402 432
m/z--> 50 100 150 200 250 300 350 400
Abundance #104759: Benzimidazol-5-amine, 1-(4-ethoxyphenyl)- ] A R ER S LR
253 13.40 13.60 13.80 14.00
m/z 185.10 31.36%
5000
225
44 65 116 169 196
T rrrrrrrr [ rrrryrrrryrrrrr T T r T T _I_I_V—FV_V_V_V—FV_I_V_V—FV_V_V_V—FI_V_V_V'
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00

8270-BF101316.M Mon Oct 17 16:05:03 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl3.85 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.85 16.61 ng 1648360 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Carene. 4-.alpha.-isoprope... 176 C13H20 1000151-26-0 38
2 Benzaldehvde. 3-methoxv- 136 C8H802 000591-31-1 25
3 Sebacic acid. isobutvl 1-phenvlp... 376 C23H3604 1000354-98-6 14
4 2-Ethyl-5-n-butviphenol 178 C12H180 072386-21-1 14
5 10,10-Dimethyl-2,6-dimethylenebi... 220 C15H240 019431-80-2 14
Abundance Scan 1007 (13.847 min): BF090575.D (-1001) (-) m/z 105.10 100.00%
5000
13.60 13.80 14.00 14.20
m/z 133.10 83.38%
m/z--> 50 100 150 200 250 300 350
Abundance #42610: (+)-2-Carene, 4-.alpha.-isopropenyl-
41 93 133
5000 LN BULEELN SULILE UL B
Bmmmmmmm
161 m/z 91.10 80.31%
,,\,HM m\mm\ N
m/z--> 100 150 200 250 300 350
Abundance
136
" 13.60 13.80 14.00 14.20
5000 m/z 93.10 67 .53%
77 107
39
15 57
m/z--> §0 160 150 200 250 300 3%0
Abundance #200620: Sebacic acid, isobutyl 1-phenylpropyl ester R B R
135 185 13.60 13.80 14.00 14.20
o1 m/z 43.10 67 .49%
5000
57
117
158 214 241
. IZ?I\ _ I‘Ihﬂwiyl il S NN N S
m/z--> 50 100 150 200 250 300 350 1360 1380 1400 1420

8270-BF101316.M Mon Oct 17 16:05:03 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

Sample : H5244-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

TS-WSG-16121-11

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dehydroabietic acid

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.92 11.01 ng 1092230 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehvdroabietic acid 300 C20H2802 001740-19-8 99
2 1-Phenanthrenecarboxvlic acid. 1... 300 C20H2802 005155-70-4 50
3 Ethvl 4-hvdroxv-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 43
4 2-Phenvl-4-(propen-1-vD)-pvrimid... 239 C14H13N30 1000287-21-7 38
5 2-Ethylidene-hydrazono-3-methyl-._.. 239 C10H10CIN3S 1000148-08-4 38

Abundance Scan 1013 (13.915 min): BF090575.D (-1010) (-) m/z 239.20 100.00%
239
285
5000 197
141
43 91 117
69 13.60 13.80 14.00 14.20
7 316
.“.*..5'.1..'.' w2l L S0 Tm/z 285.15  56.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #144996: Dehydroabietic acid
239 285
5000 ARV AR
167 Bmmmmmmm
m/z 197.10 39.98%
43 117
.1.?....,“....,ﬁ?.,.%.l.,...‘.‘,.l\“ ‘\ ]M\ mlal‘”‘u .2.‘:.|'.3....‘..2..57.... ‘”:?4\)'1'” ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
285
239 IRV SURRUR SUNE
13.60 13.80 14.00 14.20
5000 m/z 141.10 30.99%
197
43 41 301
27 6o 91 115 159 181 | 213 255

wmwmwwmmmm
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

i

13.60 13.80 14.00 14.20

m/z 135.10 26.18%

%

m/z-->
Abundance #131625: Ethyl 4-hydroxy-7-trifluoromethyl-3-quinolinecarb. ..
239
5000 285
0 211
29 53 69 87 114 137 10221 | 266
L R LA a e B e e AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

13 60 13. 80 14. 00 14. 20

8270-BF101316.M Mon Oct

17 16:05:04 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl3.96 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.96 18.67 ng 1852910 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 43
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 38
3 6-Isopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 38
4 Imidazole-2-hvdrazide-1-carboxvl... 154 C5H6N402 1000126-42-2 27
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 110823-68-2 27
Abundance Scan 1017 (13.961 min): BF090575.D (-1014) (-) m/z 81.10 100.00%

5000

13.60 13.80 14.00 14.20
m/z 93.10 66.48%

253 271

06220 235 289

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66155: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe...
7 123

13!60 13.I80 14.IOO 14.20
m/z 55.10  66.42%

5000

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

41 93107
79 M

55 121 204 13.60 13.80 14.00 14.20
5000 161 g9 m/z 107.10 64.86%

147

27
175

mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr... AR
13.60 13.80 14.00 14.20
m/z 41.10 61.57%

5000

T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF101316.M Mon Oct 17 16:05:05 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl4.26 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .26 17.60 ng 1746500 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecene. 3-bromo- 216 C10H17Br 056325-56-5 42
2 11.11-Dimethvl-spirol2.91dodeca-... 190 C14H22 1000062-28-4 41
3 Cis-3-ethvl-endo-tricvclol5.2.1.... 164 C12H20 1000215-29-1 25
4 Bicvclol4.3.01nonane. 7-methvlen... 204 C15H24 1000156-11-9 18
5 _alpha.-Santalol 220 C15H240 000115-71-9 18
Abundance Scan 1043 (14.258 min): BF090575.D (-1041) (-) m/z 81.10 100.00%
g1

55

5000

14.00 14.20 14.40 14.60
m/z 95.10 79.30%

201217232 257 275291

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73755: Cyclodecene, 3-bromo-
81

5000

14,00 14.20 14.40 14.60
m/z 55.10 76.58%

152 172189 218

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 79
B s
14.00 14.20 14.40 14.60
5000 55 105 a3 m/z 93.10 75.73%
175
148
26 190
Wmmmmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33789: Cis-3-ethyl-endo-tricyclo[5.2.1.0(2.6)]decane R I R o
95 14.00 14.20 14.40 14.60
m/z 41.10 71.43%
67
5000 135
,J,,}, ‘,%,1,64,,, S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14. 20 14. 40 14 60

8270-BF101316.M Mon Oct 17 16:05:06 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Behenic alcohol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.58 12.20 ng 1210910 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1071 (14.578 min): BF090575.D (-1067) (-) m/z 57.10 100.00%
57 83
5000 111 L__~J\._~xﬂAJA\«_A\Nv,\ﬂﬂk~
AN IR B DU B
3 J 139 187 14.20 14.40 14.60 14.80
) LA 107 157207225043 267285303 355 | s, g3.10  93.50%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 1l U UL BRI B SIS e
14.20 14.40 14. 60 14.80
m/z 97.10 85.66%
29 ‘ }139
DL 0L T 167 196 224 252 280 308
m/z--> éo 160 150 260 250 360 3%0
Abundance
55 83
14.20 14.40 14.60 14.80
5000 111 m/z 69.10 82.66%
29
139 167 105 233 266 204 \\,~VA\\,AxﬁﬂvA\Av\V\,v,JAJxv
m/z--> éo 160 150 200 2éo 360 3%0
Abundance #227401: Heptadecy! heptafluorobutyrate R
57 14.20 14.40 14.60 14.80
83 m/z 55.10 79.51%
5000
111
29 ‘ ‘ 139 169 210 238
IO O i - .
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF101316.M Mon Oct 17 16:05:07 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.23 25.75 ng 1282500 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87
Abundance Scan 1128 (15.230 min): BF090575.D (-1127) (-) m/z 83.10 100.00%
55
LRI S S B SUM
139 15.00 15.20 15.40 15.60
ol J Ny 15 107187208 232262 282 341 | "m/z 97.10 88.83%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 L S B IR B
15.00 15.20 15. 40 15. 60
2 m/z 55.10 86.83%
bl \‘ H ‘H‘ \ \‘ 167 19 238 266 294
m/z--> 50 2éo 300 3%0
Abundance
55 83
"' 15.00 15.20 15.40 15.60
5000 11 m/z 69.10 86.17%
29
139 168 196 238 266 “J\JL/\
m/z--> 55 160 150 260 250 300 3%0
Abundance #210517: 1-Heptacosanol e RARREEE RS
57 7 15.00 15.20 15.40 15.60
m/z 57.10 85.44Y%
5000
125
21 g L L1§34181 209 236 264 292 320 350 378
m/z--> 5'0 100 150 200 250 3(')0 3&1,0 15'00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

Sample : H5244-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 _.beta.-Sitosterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.60 16.59 ng 826156 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 96
3 Isocholestervl methvl ether 400 C28H480 029944-53-4 80
4 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 68
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 1000214-17-4 62
Abundance Scan 1335 (17.596 min): BF090575.D (-1331) (-) m/z 43.10 100.00%
48
g1 107
5000
303 329 LSRR BRI BN DR U
354 381 414 17.20 17.40 17.60 17.80 18.00
el m/z 55.10 72 .06%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
5000 AR B B BN U
81 105 " 17120 1740 17.60 17.80 18.00
18 m/z 107.10 69.73%
.‘.‘ H H | H IL\MLI ““.‘ by ‘u P4 \ 276 I“' ; ‘; |3|5‘|"| ) 'Mi .‘. .
miz--> 0 150 200 250 300 350 400
Abundance
43
17.20 17.40 17.60 17.80 18.00
5000 81 4107 m/z 81.10 67.32%
145 414
213 303
i il il T v/\»//\\ﬂxﬁj\¥\vA\~j\N/\
234 | 276 354
miz--> 0 55 160 1%0 200 250 360 3éo 460
Abundance #212393: Isocholesteryl methy! ether T
43 17.20 17.40 17.60 17.80 18.00
m/z 57.10 64 .96%
8l 107 368
5000
145 400
‘ V 213 247 275 301 329 ‘
—— H ‘HHH\“\\‘HHHUL\ \Im ‘f:lu‘ultuunuultuluu“ul||| T T
miz--> 0 m 300 350 400 ﬂ%ﬂ@ﬂmﬂmmm

8270-BF101316.M Mon Oct

17 16:05:09 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090575.D

Aca On : 14 Oct 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H5244-01 TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 20 unknownl18.05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.05 39.00 ng 1942190 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 49
2 1-Octadecene 252 C18H36 000112-88-9 46
3 1-Hexacosanol 382 C26H540 000506-52-5 46
4 n-Tetracosanol-1 354 C24H500 000506-51-4 45
5 9-Methyl-Z-10-tetradecen-1-o0l ac... 268 C17H3202 1000130-99-4 45
Abundance Scan 1375 (18.053 min): BF090575.D (-1370) (-) m/z 57.10 100.00%
57
" 17.80 18.00 18.20 18.40
el m/z 98.10 60.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 8
5000
111 17.80 18.00 18.20 18.40
29 m/z 83.10 59.39%
| M,\Hi‘,\\,u -‘H‘. L0168 21028aee05
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
83 R UM SN SR B
17.80 18.00 18.20 18.40
5000 m/z 43.10 57.72%
29 111
139 168 196 224 252
m/z--> §0 160 1éo 260 2éo 360 3%0 460 4éo
Abundance #203699: 1-Hexacosanol R B AR B S
57 g3 17.80 18.00 18.20 18.40
m/z 55.10 52.90%
5000 111
29 ‘ 364
167
RET U T T ch GO e
m/z--> 50 100 150 200 250 300 350 400 450 1780 1800 1820 1840
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\

Data File : BF090575.D

Acq On : 14 Oct 2016 17:56 Instrument :
Operator : UM/SJ BNA_F

Sample - H5244-01 ClientSampleld :
Misc - TS-WSG-16121-11
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.10 19.6 ng 1107410 1 6.92 1130690 20.0
(1R)-2,6,6-Trimet. .. 6.19 22.5 ng 1270050 1 6.92 1130690 20.0
unknown6 .68 6.68 70.9 ng 4007840 1 6.92 1130690 20.0
D-Limonene 7.03 12.2 ng 688710 1 6.92 1130690 20.0
1H-Naphtho[2,1-b]... 12.34 20.2 ng 1612060 4 11.45 1593110 20.0
10,18-Bisnorabiet... 12.70 10.0 ng 793749 4 11.45 1593110 20.0
unknownl2.76 12.76 11.8 ng 942519 4 11.45 1593110 20.0
unknownl12 .83 12.83 37.6 ng 3727600 5 14.10 1984690 20.0
unknownl13.69 13.69 26.3 ng 2610480 5 14.10 1984690 20.0
unknownl13.85 13.85 16.6 ng 1648360 5 14.10 1984690 20.0
Dehydroabietic acid 13.92 11.0 ng 1092230 5 14.10 1984690 20.0
unknownl13.96 13.96 18.7 ng 1852910 5 14.10 1984690 20.0
unknownl14 .26 14.26 17.6 ng 1746500 5 14.10 1984690 20.0
Behenic alcohol 14.58 12.2 ng 1210910 5 14.10 1984690 20.0
1-Heneicosanol 15.23 25.8 ng 1282500 6 15.56 996084 20.0
-beta.-Sitosterol 17 .60 16.6 ng 826156 6 15.56 996084 20.0
unknown18.05 18.05 39.0 ng 1942190 6 15.56 996084 20.0
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