LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 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-BF063016.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 1.655 5 6 15 rvv 123807 275413 11.78% 1.237%
2 1.781 15 17 47 rVB 1385929 2338662 100.00% 10.500%
3 2.821 106 108 115 rBvV 11445 27864 1.19% 0.125%
4 4.833 281 284 287 rBV 103642 154701 6.61% 0.695%
5 5.279 320 323 326 rBVY 1223211 1203173 51.45% 5.402%
6 6.341 413 416 418 rVB 1330335 1451025 62.05% 6.515%
7 6.456 424 426 428 rBV 1551161 1326714 56.73% 5.957%
8 6.684 444 446 448 rBV 485534 381542 16.31% 1.713%
9 6.844 457 460 462 rVB 1239236 1137715 48.65% 5.108%
10 7.256 493 496 498 rBV 881491 920811 39.37% 4.134%

11 7.976 556 559 561 rBvV 364538 448392 19.17% 2.013%
12 9.050 650 653 655 rBVY 1759559 1547998 66.19% 6.950%
13 9.439 685 687 690 rvB 199045 180055 7.70% 0.808%
14 9.713 709 711 713 rBV 446079 425142 18.18% 1.909%
15 10.502 778 780 782 rBV 712727 643262 27.51% 2.888%

16 10.639 790 792 795 rBV 15548 32674 1.40% 0.147%
17 11.085 829 831 832 rBV 27116 35421 1.51% 0.159%
18 11.188 838 840 843 rBv2 371761 428761 18.33% 1.925%
19 11.245 843 845 849 rvB2 81947 130212 5.57% 0.585%

20 11.428 859 861 865 rvB 43066 52195 2.23% 0.234%
21 11.508 865 868 871 rBv2 18737 26422 1.13% 0.119%
22 11.691 878 884 887 rBv2 29400 71796 3.07% 0.322%
23 11.736 887 888 892 rvv2 119208 155420 6.65% 0.698%
24 11.793 892 893 897 rvv2 28904 58635 2.51% 0.263%
25 11.908 897 903 905 rvvs 16312 47234 2.02% 0.212%
26 12.011 908 912 915 rVB2 25391 47949 2.05% 0.215%
27 12.319 938 939 941 rBV2 19923 31591 1.35% 0.142%
28 12.399 944 946 948 rVB 143337 191418 8.18% 0.859%
29 12.525 955 957 961 rBV2 33023 50730 2.17% 0.228%
30 12.616 962 965 967 rBV 180625 195300 8.35% 0.877%
31 12.662 967 969 974 rVB3 16994 29534 1.26% 0.133%
32 12.776 977 979 981 rVB 1155883 1084369 46.37% 4._.869%
33 12.948 990 994 996 rvVB2 26595 40532 1.73% 0.182%
34 13.016 996 1000 1002 rBV2 35812 65521 2.80% 0.294%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 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-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.142 1009 1011 1012 rBV 25228 24366 1.04% 0.109%
36 13.234 1017 1019 1026 rVB5 22302 51437 2.20% 0.231%
37 13.359 1026 1030 1032 rBvV4 22702 54924 2.35% 0.247%
38 13.474 1036 1040 1043 rBVZ2 27934 51005 2.18% 0.229%
39 13.565 1045 1048 1049 rBV2 25939 40441 1.73% 0.182%
40 13.656 1055 1056 1057 rBV 20745 24724 1.06% 0.111%

41 13.679 1057 1058 1061 rVB 150261 174004 7.44% 0.781%
42 13.817 1067 1070 1074 rBV2 465517 683530 29.23% 3.069%

43 13.999 1084 1086 1091 rBV4 28522 53526 2.29% 0.240%
44 14.308 1111 1113 1118 rBVY 169841 248754 10.64% 1.117%
45 14.662 1142 1144 1148 rVB 72867 72980 3.12% 0.328%

46 14.731 1148 1150 1152 rVB 140869 157557 6.74% 0.707%
47 14.811 1154 1157 1160 rVB 101460 191298 8.18% 0.859%
48 14.925 1162 1167 1170 rBV2 273170 673232 28.79% 3.023%
49 15.074 1177 1180 1182 rVB 78754 115323 4._.93% 0.518%
50 15.120 1182 1184 1187 rVB 63833 83379 3.57% 0.374%

51 15.188 1187 1190 1192 rBV 187713 299027 12.79%% 1.343%
52 15.314 1199 1201 1205 rVB4 37820 59645 2.55% 0.268%
53 15.405 1207 1209 1212 rVB 113224 146697 6.27% 0.659%
54 15.611 1225 1227 1229 rBV 267381 378259 16.17% 1.698%
55 15.657 1229 1231 1235 rVV2 104369 186855 7.99% 0.839%

56 15.737 1236 1238 1242 rVV3 45500 86517 3.70% 0.388%
57 15.840 1245 1247 1252 rVB2 60079 112523 4.81% 0.505%
58 16.297 1284 1287 1291 rBV2 66296 137962 5.90% 0.619%
59 16.457 1298 1301 1308 rBV2 45325 170577 7.29% 0.766%
60 16.560 1308 1310 1313 rVV 53337 91276 3.90% 0.410%

61 16.617 1313 1315 1321 rVB5 60606 161664 6.91% 0.726%
62 16.754 1325 1327 1332 rVB4 57930 135869 5.81% 0.610%

63 16.834 1332 1334 1339 rVB2 36172 92086 3.94% 0.413%
64 16.971 1342 1346 1353 rBV2 208739 688177 29.43% 3.090%
65 17.154 1360 1362 1367 rVB4 41121 80174 3.43% 0.360%
66 17.257 1368 1371 1373 rBV3 27080 62554 2.67% 0.281%

67 17.371 1378 1381 1386 rVV5 51457 204910 8.76% 0.920%
68 17.451 1386 1388 1392 rVB3 73161 166251 7.11% 0.746%
69 17.531 1392 1395 1397 rBvV4 17623 34290 1.47% 0.154%
70 17.691 1403 1409 1414 rBVS5 63945 293945 12.57% 1.320%

71 17.851 1420 1423 1429 rVB2 67894 182787 7.82% 0.821%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.091 1441 1444 1448 rBvV4 23778 75762 3.24% 0.340%

73 18.606 1485 1489 1495 rVB4 36936 124110 5.31% 0.557%
74 18.754 1497 1502 1510 rVB4 106252 333180 14.25% 1.496%
75 19.429 1558 1561 1566 rVB6 9517 29028 1.24% 0.130%

Sum of corrected areas: 22272788
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF089000.D
6.46
1500000 , ¢
6.34
5.28 6.84
1000000
7.26
500000 6.68
1.66
4.83
2.82
e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089000.D
9los
1500000
12.78
1000000
10.50
500000 o8 9.71 1119
9.44
.2
o 10.64 11.0
e e Lo e A I e B L e I I e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089000.D
1500000
1000000
500000
r—¥———F 77—
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 20

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

4.83 8.11 ng 154701 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 284 (4.833 min): BF089000.D (-281) (-) m/z 43.10 100.00%
43
59
5000
101 DD B S N
440 4.60 4.80 5.00 5.20
83
o IR - 1 NS <N N m/z 59.10 63.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI L R R
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 24 .00%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 4.60 480 5.00 520
5000 m/z 58.10 15.16%
101
15 a 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A e B RE M
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.23%
5000 41
68
0 150 . 126 147
T 5'0 60 70 80 90 100 110 150 130 140 | | 4.0 460 480 800 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4 unknown6.46 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.46 69.54 ng 1326710 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17N0O2 1000378-96-6 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 426 (6.456 min): BFO89000.D (-424) (-) m/z 132.00 100.00%
132
5000 68
96 RSN SRS AR R
40 54 81 15 6.20 6.40 6.60 6.80
0 m/z 68.10 47 .33%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN NASE AR R
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 32.58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
" 620 6.40 6.60 6.80
5000 m/z 66.10 30.86%
33 105
51 70 g
- e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 A
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine R S A
132 6.20 6.40 6.60 6.80
m/z 69.10 19.83%
5000
105
77
oL 38 ea || 90 | 118 | 147 165 190 224 267
m/z--> 4'0 6|O 80 100 120 140 160 180 200 220 240 2('30 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 6 1,19-Eicosadiene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.73 10.54 ng 157557 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 17-Octadecenal 266 C18H340 056554-86-0 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87

Abundance Scan 1150 (14.731 min): BF089000.D (-1148) (-) m/z 57.10 100.00%

5000

.

111

254565 14.40 14.60 14.80 15.00

124138

151 174 191204 224237

0 m/z 82.10 97 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene
55
41
69
5000 82 96 N N SN R

14.40 14.60 14.80 15.00
m/z 43.10 83.91%

109

123 138152165 180 194208222 236250263 278

j I |

m/z--> 2|0 4IO 60 80 100 120 140 160 180 200 220 240 260 280 J\‘JJ\“L
Abundance
43 82
96 U N BN R
57 14.40 14.60 14.80 15.00
5000] 29 m/z 96.10 72.74%

109
24138
o 152166180194208222236250 268

Tmmwwmmﬁw’m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal B e R
14.40 14.60 14.80 15.00

m/z 83.10 71.34%

=

5000

110
250

124
138152166180194 208222 554

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14. 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 1-Heneicosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.93 45.03 ng 673232 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol- 354 C24H500 000506-51-4 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90

Abundance Scan 1167 (14.925 min): BF089000.D (-1162) (-) m/z 57.10 100.00%
57
e T _AJL
LRI SR RN B
139 14.60 14.80 15.00 15.20
168
o...J, ..l. i R 2280276 "m/z 83.10 95.29%
m/z--> 50 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 L L SN UL SN
14.60 14.80 15.00 15.20
2 m/z 97.10 92.87%
m/z--> 50 250 300 350
Abundance
57 83
14.60 14.80 15.00 15.20
5000 11 m/z 55.10 83.78%
29 139
o 167 195 222 250 280 308 336 W_,,AAVA,~¢/\\W-,¢A¥AVA
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol B R B o e T
57 7 14.60 14.80 15.00 15.20
m/z 43.10 83.20%
5000
125
o 21 ’ | L L1§34181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.41 9.81 ng 146697 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 Tetradecanal 212 C14H280 000124-25-4 83
5 Pentadecanal- 226 C15H300 002765-11-9 74

Abundance Scan 1209 (15.405 min): BF089000.D (-1207) (-) m/z 57.10 100.00%

7 82

5000

-

111 R e e

15.00 15.20 15.40 15.60 15.80
151166180 204 232247 270
218 m/z 82.10 87.31%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-
43 82

96

3

15.00 15.20 15.40 15.60 15.80
110 m/z 43.10 86.19%

124,40
152166180194208222236250 268

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 \\M\"AM
Abundance
43 82
96 DR R DU SRS N
57 15.00 15.20 15.40 15.60 15.80
5000| g m/z 55.10 61.20%

110
0 152166180194208222236250264 282

WWTWWWWT#’TW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal A B
15.00 15.20 15.40 15.60 15.80
m/z 96.10 59.62%

3

5000
29

124
138152166180194208222 250 Hpg

3

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9 Octacosane Concentration Rank 6

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

15.61 25.30 ng 378259 Perylene-d12 15.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 1227 (15.611 min): BF089000.D (-1225) (-)
57
85
5000
o ] ﬂ L ,141 169 107 224245266

m/z--> 50 100 150 200 250

300

350

m/z 57.10 100.00%

15.20 15.40 15.60 15.80 16.00

m/z 71.10 72 .44%

Abundance #209566: Octacosane
57
5000 85 LA L I L L B L L L B
15:20 15.40 15.60 15.80 16.00
- m/z 43.10 58.98%
ol L L (113 141 169 197 205 253 281 309 337 365 394
SRS 1 R i AL LB D L AR L .
miz--> 50 100 150 200 250 300 350
Abundance
57
il
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 54.50%
29
. M3 141 169 197 205 253 205 323 367
T T b . o — AL,
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B R L e
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 22 .75%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
N .
mz--> 50 100 150 200 250 300 350 15:20 15,40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 10 Silane, [(11-chloroundecyl)... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.66 12.50 ng 186855 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. T(ll1-chloroundecvDoxvlt... 278 C14H31CIOSi 026305-82-8 59
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 49
3 1-Heptacosanol 396 C27H560 002004-39-9 45
4 Acetic acid n-octadecvl ester 312 C20H4002 000822-23-1 43
5 Behenic alcohol 326 C22H460 000661-19-8 38
Abundance Scan 1231 (15.657 min): BF089000.D (-1229) (-) m/z 83.10 100.00%
55 83
5000 111
(19157 100 557 201 2040 o0 1560 1580 1600
o 0% O A% Y N Y P Y Y R m/z 97.10 93.71%
m/z--> 50 100 150 200 250 300 350
Abundance #125668: Silane, [(11-chloroundecyl)oxy]trimethyl-
69 | 97
5000 LI B B BN U
1540 15.60 15.80 16.00
123 m/z 55.10 78.32%
0||||||| ||“|||||||||||||2|63|||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
43
69 I ISR R BN SO
97 15.40 15.60 15.80 16.00
5000 m/z 69.10 73.13%
121
o 139 g1 204 250 297
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R BEERE BT L
57 7 15.40 15.60 15.80 16.00
m/z 57.10 60.17%
5000
125
o 20 \I | ‘ hlﬁ3 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00

8270-BF063016-M Fri Jul 15 18:03:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 11 Bicyclo[10.8.0]eicosane, cis-

Concentration Rank 17

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

16.30 9.23 ng 137962 Perylene-di12 15.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 97

2 Octadecanal 268 C18H360 000638-66-4 93

3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 76

4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 76

5 1,19-Eicosadiene 278 C20H38 014811-95-1 68
Abundance Scan 1287 (16.297 min): BF089000.D (-1284) (-) m/z 57.10 100.00%

7

82

5000

52167 194509

0!

235 253

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

Abundance #126196: Bicyclo[10.8.0]eicosane, cis-

82 g6
5000

10124
1381521661801942082222362°0

278

110

0!

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
96
5000
29

124
138152166180194208222 250 Hpg
WWTWWWWW
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129467: Oxirane, heptadecyl-

96

5000
110

152166180194208222236250264 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

16.00 16.20 16.40 16.60

m/z 43.10 85.13%

%

I T T T
16.00 16.20 16.40 16.60

m/z 82.05 81.21%

16.00 16.20 16.40 16.60

m/z 55.10 64 .18%

16.00 16.20 16.40 16.60

m/z 83.10 59.87%

I T T T
16.00 16.20 16.40 16.60

8270-BF063016-M Fri Jul 15 18:03:59 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknownl6.62 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.62 10.81 ng 161664 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Selina-6-en-4-ol 222 C15H260 1000140-23-2 14
2 Cvclohexanemethanol. chlorodiflu... 226 C9H13CIF202 1000376-25-9 12
3 Lonaifolene-(V4) 204 C15H24 061262-67-7 11
4 3-Heptene. 7-(ethvithio)- 158 C9H18S 055320-20-2 10
5 Butane-1l-sulfonic acid (5-furan-... 300 C12H20N403S 1000275-97-8 10
Abundance Scan 1315 (16.617 min): BF089000.D (-1313) (-) m/z 55.10 100.00%
81
147
5000 108 78
2 199 991 255
300 355 LN SN SO SURBURE SUN
16.40 16.60 16.80 17.00
ob——— m/z 81.10 75.94%
m/z--> 50 100 150 200 250 300 350
Abundance #79396: Selina-6-en-4-ol
43 81 161 204
5000 108 RN BN SO SURIURE SUN
135 16.40 16.60 16.80 17.00
‘ o | 222 m/z 83.10 68.55%
obr—— .‘lH“.‘H M .“ "‘HI‘ .M v “.‘ | I“' .‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
55
o " 16.40 16.60 16.80 17.00
5000 m/z 147.10 61.65%
29 115 141
L s U WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #64306: Longifolene-(V4) R A BEREE R
105 16.40 16.60 16.80 17.00
a1 133 161 m/z 69.10 57.98%
5000 79 189
o’ :J.kﬂ.k. —————————— AR R EAEEma e
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00

8270-BF063016.-M Fri Jul 15 18:04:00 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 13 unknownl6.75 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.75 9.09 ng 135869 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 Cl15H24 1000140-07-7 46
2 1H-Cvclopropalalnanhthalene. la.... 204 C15H24 000489-29-2 30
3 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 25
4 _delta.-Selinene 204 C15H24 028624-23-9 25
5 Boron, (1,3-butanediiminato-N,N"._.. 204 C12H21BN2 136704-98-8 25
Abundance Scan 1327 (16.754 min): BF089000.D (-1325) (-) m/z 189.10 100.00%
9

5000

:

16.40 16.60 16.80 17.00
m/z 177.10  74.52%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204

3

5000

16.I4O 16!60 16.I80 17.IOO
m/z 204.15  69.69%

95 109,55 147161

41 189

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
161 189504
a 105 16.40 16.60 16.80 17.00
5000 91 133 m/z 95.10 61.49%
55 119
77 147
27 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,... R e R B
16.40 16.60 16.80 17.00
m/z 121.10 51.83%
- N/LA//\”/\\/\\/
0 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

8270-BF063016-M Fri Jul 15 18:04:01 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 _beta.-Sitosterol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.97 46.03 ng 688177 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-Sitosterol

2 .gamma.-Sitosterol

3 Isocholestervl methvl ether
4 5-Cholestene-3-ol. 24-methvl-
5 Ergost-5-en-3-ol, (3.beta.)-

414 C29H500
414 C29H500
400 C28H480
400 C28H480
400 C28H480

000083-46-5 99
000083-47-6 98
029944-53-4 59
1000214-17-4 45
004651-51-8 43

Abundance Scan 1346 (16.971 min): BF089000.D (-1342) (-) m/z 43.10 100.00%
43
5000
16.60 16.80 17.00 17.20
O m/z 81.10 56.30%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
5000 LA L L L L L L L L B
81 105 " 16.60 16.80 17.00 17.20
18 m/z 105.10 55.85%
73 213 os5 303329 oo
0 I\I‘ H H i \H 234 276 354
m/z--> 0 200 250 300 350 400
Abundance
43
R R R R
16.60 16.80 17.00 17.20
5000 81 4107 m/z 55.10 55.18%
145 203 414
173 213 255 329 381
0 234 | 276 354
T L o o o LA T o S !
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212393: Isocholesteryl methy! ether T
43 16.60 16.80 17.00 17.20
m/z 107.10 55.02%
81 107 368
5000
145 400
‘ V J[ 213 247 275 301 329 l ‘
o) — H ‘HHH\ \\‘i\”\lhh\n o ‘f:lu‘ultuuuuul { ‘ L e B
m/z--> 0 250 300 350 400 16. 60 16 80 17.00 17.20

8270-BF063016-M Fri Jul 15 18:04:02 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2(1H)Naphthalenone, 3,5,6,7... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.37 13.71 ng 204910 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 50
2 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 49
3 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 47
4 4.4.9.9-Tetramethvl-4.9-disilatr... 218 C12H18Si2 1000280-67-7 47
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 38
Abundance Scan 1381 (17.371 min): BF089000.D (-1378) (-) m/z 218.20 100.00%
218

5000
267 355 17.00 17.20 17.40 17.60
0 N — m/z 203.20  74.60%
m/z--> 50 100 150 200 250 300 350
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218
41 91 133
5000 175 I B
o7 9 17.00 17.20 17.40 17.60
m/z 69.10 34 .65%
0 "ﬂﬁﬂukﬂ S
m/z--> 50 100 150 200 250 300 350
Abundance
203
160
o e
39 17.00 17.20 17.40 17.60
5000 m/z 55.10 24 .79%
69
116
9% 133 177 220
O e o A B S A
m/z--> 50 100 150 200 250 300 350
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol R ERRREEE ST
218 17.00 17.20 17.40 17.60
m/z 93.10 23.71%
5000

190

g

69
27 51 | 91 109 129147 1%3

ot e e L e R R R R

m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60

8270-BF063016-M Fri Jul 15 18:04:03 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknownl7.45 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.45 11.12 ng 166251 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 45
2 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 42
3 Linalool. pentafluoropropionate 300 C13H17F502 1000352-63-8 35
4 7-0xabicvclol4.1.0lheptane. 2.2.... 218 C15H220 070038-20-9 35
5 Pyrazole-5-carboxamide, N-(1,3-b... 273 C14H15N303 1000276-80-2 27
Abundance Scan 1388 (17.451 min): BF089000.D (-1386) (-) mﬁl
5000 241 213
313 425
| 17.20 17.40 17.60 17.80
o 7 P — m/z 95.10 99.85%
miz--> 50 100 150 200 250 300 350 400
Abundance #75936: 4,6,6-Trimethyl-2-(3-methylbuta-1,3-dienyl)-3-oxat...
41 107
5000 o 133 218 L SIS SRS S I
161 17,20 17.40 17.60 17.80
m/z 81.10 93.03%
s
0! H‘H [ |||||||||||||||||||||||
miz--> 50 100 150 200 250 300 350 400
Abundance
41 95
67 123 ' 17.20 17.40 17.60 17.80
5000 m/z 93.10 86.88%
218
147
175
L L L A L U B UL
miz--> 50 100 150 200 250 300 350 400
Abundance #144116: Linalool, pentafluoropropionate A RRREs EEa S
119 205 17.20 17.40 17.60 17.80
41 95 m/z 135.10 78.32%
L 47
oL15 bl 177 | 229 259 285
miz--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF063016.-M Fri Jul 15 18:04:04 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 d-Norpregnane (5.alpha.,14.... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.69 19.66 ng 293945 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 d-Norpreanane (5.alpha..l14.alpha.) 274 C20H34 1000281-13-7 50
2 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 45
3 D-Norandrostan-16-one. (5.alpha.)- 260 C18H280 032319-06-5 43
4 5H-3.5a-Epoxvnaphthl2.1-cloxepin... 278 C18H3002 001153-34-0 43
5 (1S,6R,95)-5,5,9,10-Tetramethylt. .. 218 C16H26 1000298-97-8 35
Abundance Scan 1409 (17.691 min): BF089000.D (-1403) (-) m/z 218.20 100.00%

218
5000 " 85 g 95100 135 1893 rxf/\&/\ //\\\
zss s | e o e

m/z 189.10 45_73%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122977: d-Norpregnane (5.alpha.,14.alpha.)
2

17.40 17.60 17.80 18.00
m/z 55.10  44.55%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218
a1 R e B
17.40 17.60 17.80 18.00
0
5000 678 175 m/z 135.10 44 _53%
195
121135 189
148161
0 203
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110980: D-Norandrostan-16-one, (5.alpha.)- e B A RRREE R
218 17.40 17.60 17.80 18.00
m/z 95.10 43.70%
109 148
5000 175 203

41 67 81 g5
135 | 161

189 232245 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17. 60 17. 80 18 00

8270-BF063016-M Fri Jul 15 18:04:05 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 18 unknownl7.85 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.85 12.23 ng 182787 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 46
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 38
3 Hvoscvamine 289 C17H23N0O3 000101-31-5 35
4 Phenol. 2.6-diamino- 124 C6H8N20 022440-82-0 27
5 Furan-2-carboxylic acid (2,2,6,6... 250 C14H22N202 300574-70-3 27
Abundance Scan 1423 (17.851 min): BF089000.D (-1420) (-) m/z 124.10 100.00%
4
5000 229
253 2?9 370 412 17.60 17.80 18.00 18.20
o AL m/z 43.10 62.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134627: Testosterone
124 288
5000 246 LR UL BULRLL B B
o1 147 17.60 17.80 18 00 18. 20
Al 67 203 m/z 229.20 44 _.20%
o .“H‘i“!“ﬂﬂ?”‘. I\\L .“2.%‘.6.““‘;26!8. ‘; T
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
17.60 17.80 18.00 18.20
5000 m/z 55.10 41 .03%
288
91 147 046
o 174 208
miz-> 50 100 150 200 250 300 350 400
Abundance #135271: Hyoscyamine e AR RRRES T
124 17.60 17.80 18.00 18.20
m/z 57.10 35.98%
5000
289
ol “ F°4 | 200 259
m/z--> 5 1éo 260 2%0 360 3éo 460 17%0 1780 1800 1820

8270-BF063016-M Fri Jul 15 18:04:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 19 unknownl18.61 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.61 8.30 ng 124110 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.9-Trimethvlcvcloundeca-4.8-d... 206 C14H220 1000195-33-9 41
2 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 41
3 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 38
4 Silane. chlorodiisopropvlisoprop... 208 C9H21CIOSi 1000305-87-8 35
5 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HON3 000767-15-7 30
Abundance Scan 1489 (18.606 min): BF089000.D (-1485) (-) m/z 109.05 100.00%
55 81 95 109
123 165
5000 a1 -
38 18192205 275 —
18.20 18.40 18.60 18.80 19.00
o} m/z 81.10 92.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66120: 2,5,9-Trimethylcycloundeca-4,8-dienone

:

18.I20 18.I40 18.I60 18.I80 19.IOO
m/z 55.10  89.40%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \/\N\‘/\/\/\/\\/W
Abundance
95 123
R ERREE B
41 18.20 18.40 18.60 18.80 19.00
101 >
5000 55 69 m/z 95.10 89.32%
109 | 437 206
163
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66157: 2,3,3-Trimethyl-2-(3-methyl-buta-1,3-dienyl)-cyclo... A

18.20 18.40 18.60 18.80 19.00
m/z 96.10 87.90%

5000

:

I T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.20 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089000.D

Aca On 14 Jul 2016 22:21

Operator : UM/SJ

Sample : H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2,2,6-Trimethyl-1-(2-methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.75 22.28 ng 333180 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethyl-1-(2-methvl-cycl... 218 C15H220 1000188-72-8 64
2 5-Bromo-4-oxo0-4. 5 6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
3 1.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 49
4 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 46
5 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 46
Abundance Scan 1502 (18.754 min): BF089000.D (-1497) (-) m/z 95.10 100.00%
5000 41 205
163
231 273 302 R e
| | l 18.40 18.60 18.80 19.00
ob Lk, N m/z 69.10 98.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
41 95
67 123
5000 AR R AR RS B
218 1840 18,60 18.80 19.00
147 m/z 109.10 90.52%
‘ 175
O.H. L M“H ”\\u H ‘\ \ ‘ ‘...|....|....|....|....|.
m/z--> 50 100 250 300 350 400 450
Abundance
109
45 N SRR SRR I
137 218 18.40 18.60 18.80 19.00
5000 28 m/z 81.10 88.33%
160
189
e R L L WL L UL WL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227678: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrameth... R e R
18.40 18.60 18.80 19.00
m/z 123.10 83.31%
o 245 273 300 336 365
m/z--> 50 100 150 200 250 300 350 400 450 1840 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
Data File : BF089000.D

Acq On 14 Jul 2016 22:21

Operator : UM/SJ

Sample - H3996-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.83 8.1 ng 154701 1 6.68 381542 20.0
unknown6 .46 6.46 69.5 ng 1326710 1 6.68 381542 20.0
1,19-Eicosadiene 14.73 10.5 ng 157557 6 15.19 299027 20.0
1-Heneicosanol 14.93 45.0 ng 673232 6 15.19 299027 20.0
Oxirane, hexadecyl- 15.41 9.8 ng 146697 6 15.19 299027 20.0
Octacosane 15.61 25.3 ng 378259 6 15.19 299027 20.0
Silane, [(11-chlo... 15.66 12.5 ng 186855 6 15.19 299027 20.0
Bicyclo[10.8.0]Jei... 16.30 9.2 ng 137962 6 15.19 299027 20.0
unknownl6.62 16.62 10.8 ng 161664 6 15.19 299027 20.0
unknownl16.75 16.75 9.1 ng 135869 6 15.19 299027 20.0
-beta.-Sitosterol 16.97 46.0 ng 688177 6 15.19 299027 20.0
2(1H)Naphthalenon... 17.37 13.7 ng 204910 6 15.19 299027 20.0
unknownl17 .45 17.45 11.1 ng 166251 6 15.19 299027 20.0
d-Norpregnane (5.... 17.69 19.7 ng 293945 6 15.19 299027 20.0
unknownl17 .85 17.85 12.2 ng 182787 6 15.19 299027 20.0
unknownl18.61 18.61 8.3 ng 124110 6 15.19 299027 20.0
2,2,6-Trimethyl-1._.. 18.75 22.3 ng 333180 6 15.19 299027 20.0
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