LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 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-BF060716.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 1.758 13 15 24 rVB 136215 299672 8.09% 1.745%
2 1.884 24 26 38 rvB 2359065 3702155 100.00% 21.552%
3 4.981 295 297 302 rBV 67496 99620 2.69% 0.580%
4 5.416 332 335 337 rBV 991471 876446 23.67% 5.102%
5 6.456 423 426 428 rVB 1053273 948530 25.62% 5.522%
6 6.593 435 438 440 rBV 1056817 974207 26.31% 5.671%
7 6.822 456 458 461 rBV 521256 533094 14.40% 3.103%
8 6.982 469 472 474 rVB 954000 771618 20.84% 4._.492%
9 7.382 505 507 510 rVB 424418 506289 13.68% 2.947%
10 8.113 568 571 573 rBV 880418 748960 20.23% 4 .360%

11 9.188 663 665 668 rBv 906179 982358 26.53% 5.719%
12 9.588 698 700 702 rBV 122175 95652 2.58% 0.557%
13 9.873 722 725 727 rBV 591052 683966 18.47% 3.982%
14 10.651 791 793 796 rBv2 457305 463924 12.53% 2.701%
15 11.348 852 854 857 rBV 538705 583440 15.76% 3.396%

16 12.559 958 960 962 rBV 108863 92361 2.49% 0.538%
17 12.788 977 980 982 rBV 100232 99344 2.68% 0.578%
18 12.937 991 993 995 rVB 799848 735363 19.86% 4.281%
19 13.851 1070 1073 1077 rBV 77686 114492 3.09% 0.667%
20 13.988 1082 1085 1091 rVB 655896 727966 19.66% 4.238%

21 14.297 1109 1112 1114 rBV2 61309 71395 1.93% 0.416%
22 14.480 1125 1128 1133 rBV 58453 100984 2.73% 0.588%
23 14.777 1152 1154 1157 rBV 32747 38083 1.03% 0.222%
24 14.914 1164 1166 1169 rVB 159898 171529 4.63% 0.999%
25 15.005 1171 1174 1178 rVB 45627 87382 2.36% 0.509%
26 15.108 1180 1183 1184 rBV 114968 185857 5.02% 1.082%
27 15.291 1197 1199 1202 rVB 29859 43275 1.17% 0.252%
28 15.348 1202 1204 1207 rVvVv 33517 45592 1.23% 0.265%
29 15.417 1207 1210 1213 rVV 360676 457515 12.36% 2.663%
30 15.474 1213 1215 1221 rVB 37976 54474 1.47% 0.317%

31 15.657 1229 1231 1236 rVB2 57012 103153 2.79% 0.600%
32 15.897 1248 1252 1255 rBV 151403 282145 7.62% 1.642%
33 16.125 1270 1272 1276 rVB3 28672 54719 1.48% 0.319%
34 16.274 1281 1285 1289 rBV5 36035 82818 2.24% 0.482%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 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-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.377 1292 1294 1297 rVB 22075 38695 1.05% 0.225%
36 16.491 1302 1304 1310 rVB5 18926 52896 1.43% 0.308%
37 16.651 1315 1318 1322 rBV 60315 131634 3.56% 0.766%
38 16.846 1333 1335 1340 rVB3 30088 65826 1.78% 0.383%

39 16.948 1340 1344 1346 rBV 40294 112713 3.04% 0.656%
40 17.097 1354 1357 1359 rBVY 55990 121653 3.29% 0.708%

41 17.154 1359 1362 1365 rVB 89953 195960 5.29% 1.141%
42 17.394 1378 1383 1390 rBV4 111464 370184 10.00% 2.155%

43 18.023 1433 1438 1445 rVB4 33428 116791 3.15% 0.680%
44 18.354 1463 1467 1475 rBV3 50073 153129 4.14% 0.891%

Sum of corrected areas: 17177859
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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: BF087828.D

2500000 1.88

2000000

1500000
1000000 : 6.98

500000 7.38

1.7§
4.98

G | G | G G|

T
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: BF087828.D

2500000
2000000
1500000

1000000
8.11 9.19 12.94

9.87
11.35
500000 10.65
9.59

12.5612.79

e e T

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: BF087828.D

2500000

2000000

1500000

1000000
13.99

500000 15.42

16. 1525786, 4P.69.6 85961 405 17.39 18.02 1835
O e e e T e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 16

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

4.98 3.74 ng 99620 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 297 (4.981 min): BF087828.D (-295) (-) m/z 43.10 100.00%
43
59
5000
101 AR RN SRR RN R
51 | 83 | 4.60 4.80 5.00 5.20 5.40
SREDEEESEESEESESERSBESA 1 1O~ S FL NS D m/z 59.10 57.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AN RS RN R
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 17.76%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.00 15.73%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e e S
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.68%
5000
41
29 101
T |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"qq| ""J""I' LR AN RS LR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.59 Concentration Rank 2

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

6.59 36.55 ng 974207 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 438 (6.593 min): BF087828.D (-435) (-) m/z 132.00 100.00%
32
5000
68
5 —_——
40 54 104 6.20 6.40 6.60 6.80 7.00
....,....:n:..“ﬁ....,‘?l.,....,..5.‘?,..!.,....,.1.1.5.,....,~'...,.. m/z 134.00  33.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R BRI UL
6.20 6.40 6.60 6.80 7.00
78 m/z 68.10 33.33%
Tea
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
RARSE SRS RRASE NSRS
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 21.22%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R e B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.28%
97
5000
70
31
;o M8l B0 1T gs | 05 196
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Hexatriacontyl pentafluorop... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.15 ng 114492 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
3 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
4 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 90
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 87
Abundance Scan 1073 (13.851 min): BF087828.D (-1070) (-) m/z 57.10 100.00%
57
5000 97 g-,J\\JAvVV.JA\A/\V-JA-’/\”
“ | 130 302 1360 13.80 14.00 14.20
A 207 e | M/Z 43.10  76.88%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57
97
5000 LB SULILN B I UL
13.60 13.80 14.00 14.20
m/z 71.10 58.44%
20 d Hi H“ 181 222 264 306 348 391 432 504 549 650
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 1360 13.80 14.00 14.20
5000 m/z 55.10 58.23%
139
181 222 264 320 362 404 448 493 594 JN_j,\_Jﬂw,ANﬁ\quﬂ~A~Aﬂvj\‘
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #240603: Triacontyl pentafluoropropionate e RARREEE RS
57 13.60 13.80 14.00 14.20
m/z 83.10 51.30%
97
5000
f39
‘ )1, 181 222 264 306 348 420 465 566
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Heptadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.77 ng 100984 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 1128 (14.480 min): BF087828.D (-1125) (-) m/z 57.10 100.00%
57
5000 85
" “ it L5t e OV ot A i e m/z 71.10 68.42%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 AR A RN RN S
85 1420 14.40 14.60 14.80
29 m/z 43.10 63.29%
MR a0 g0 20
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 14.20 14.40 14.60 14.80
5000 m/z 85.10 49_.71%
154
29
113 267
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B A RRREE R
57 14.20 14.40 14.60 14.80
m/z 55.10 29.81%
5000 85
29 ‘ ‘\ I ” U3 141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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, heptadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.91 7.50 ng 171529 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 17-Octadecenal 266 C18H340 056554-86-0 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87

Abundance Scan 1166 (14.914 min): BF087828.D (-1164) (-) m/z 57.10 100.00%

7 82

5000 41

-

109 L o o
166 194 223 254 9g1 326

138 14.60 14.80 15.00 15.20

m/z 43.10 86 .54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129467: Oxirane, heptadecyl-
43 82

-

14,60 14.80 15.00 15.20
110 m/z 82.10 84.74%

166 194019 236 264282

5000

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

:

Abundance
43 82
R R
14.60 14.80 15.00 15.20
5000 m/z 55.10 63.61%
109
21 66 137 222
166 194 250 565
Wmmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117617: Oxirane, hexadecyl- R R e R B
4 8 14.60 14.80 15.00 15.20
m/z 96.05 58.04%
5000
> 109
9 138 166180 208205 250 268
1

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.11 8.12 ng 185857 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Triacontane 422 C30H62 000638-68-6 83
5 Hexacosane 366 C26H54 000630-01-3 81
Abundance Scan 1183 (15.108 min): BF087828.D (-1180) (-) m/z 57.10 100.00%
57
85
292 14.80 15.00 15.20 15.40
141 169 : : : :
't l| "' s | s m/z 71.10 70.24%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 L B U SRR B
14.80 15.00 15. 20 15.40
29 m/z 43.10 55.77%
\‘ J ‘\ I u‘ 1]\-3 141 169 197 226
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance
57
o 14.80 15.00 15.20 15.40
5000 m/z 85.10 55.20%
29
13 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane e e U SR
57 14.80 15.00 15.20 15.40
m/z 55.10 23.33%
o ] M
290 | | | U113 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 300 3%0 ' 14%0 1500 1520 1540 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 10 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.66 4.51 ng 103153 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
4 1.19-Eicosadiene 278 C20H38 014811-95-1 72
5 16-Heptadecenal 252 C17H320 1000144-57-9 64
Abundance Scan 1231 (15.657 min): BF087828.D (-1229) (-) m/z 57.10 100.00%

7

43
82

96
5000

-

15.40 15.60 15.80 16.00
m/z 43.10 83.16%

2166181

207221 539253 551

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
43 57 82

96

:

15.40 15.60 15.80 16.00
m/z 82.10 72.25%

5000
29

124
13815216618019420g222

250 268

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

43 82

:

96 LA
57 15.40 15.60 15.80 16.00

5000{ 29 m/z 96.05 54_72%

110
24138
152166180194208222236250 268

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

Abundance #129467: Oxirane, heptadecyl- R BEERE BT L
2 15.40 15.60 15.80 16.00

9 m/z 55.05 52 .74%

:

5000

:

110

152166180194208222236250264 282
L e e R m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.90 12.33 ng 282145 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Docosane 310 C22H46 000629-97-0 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 1252 (15.897 min): BF087828.D (-1248) (-) m/z 57.10 100.00%

57
85
5000

191169 107217239 266 15.60 15.80 16.00 16.20
ey "'LJ LM09 ra1r2%e 266 m/z 71.05 71.21%
m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane

:

5000 85 St e
15.60 15.80 16.00 16.20

m/z 43.10 54 .88%

29 113
| h Ly “141 169 197 225 253 295 323 367
— =t
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R e RS R
85 15.60 15.80 16.00 16.20
5000 m/z 85.10 54 _.58%
29 113
141 169 197 225 253 296
— e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane L B
57 15.60 15.80 16.00 16.20
m/z 55.10 22.29%
29 113
— et R R e RS R
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 12 unknownl6.27 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.27 3.62 ng 82818 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestervl benzoate 490 C34H5002 000604-32-0 20
2 Cholest-5-en-3-o0l (3.beta.)-. ac... 428 C29H4802 000604-35-3 18
3 Cholesta-3.5-diene 368 C27H44 000747-90-0 14
4 Cholest-5-ene. 3-(1-oxobuthoxv)- 456 C31H5202 137036-79-4 10
5 Benzonitrile, pentachloro- 273 C7CI5N 020925-85-3 9
Abundance Scan 1285 (16.274 min): BF087828.D (-1281) (-) m/z 105.05 100.00%
43 g1 105 145 213 275
301
5000 178 o 33 386

16.00 16.20 16.40 16.60

m/z 145.10 97 .47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #234180: Cholesteryl benzoate

105

368

81 147

16. OO 16. 20 16. 40 16. 60

5000

m/z 213.10 96 .04%

283 314339

miz--> 50 100 150 200 250 300 350 400
Abundance
43
16.00 16.20 16.40 16.60
5000 81 368 m/z 275.30 88.22%
107 147
213 260
173 298 326 428
L T T o S B T T
miz--> 50 100 150 200 250 300 350 400
Abundance #195842: Cholesta-3,5-diene e
48 & 368 16.00 16.20 16.40 16.60
105 145 m/z 43.10 86.45%
5000 247
213
173 Jgs 326
|
ey B e
miz--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF060716.M Thu Jun 09 18:18:13 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.65 5.75 ng 131634 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 trans-2-Dodecen-1-ol. trifluoroa... 280 C14H23F302 1000352-26-2 64
3 Octadecanal 268 C18H360 000638-66-4 64
4 1.19-Eicosadiene 278 C20H38 014811-95-1 58
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 55
Abundance Scan 1318 (16.651 min): BF087828.D (-1315) (-) m/z 57.10 100.00%

:

5000

16.40 16.60 16.80 17.00
m/z 82.10 80.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-

2 96

:

T T T T
16.40 16.60 16.80 17.00
124 m/z 43.10 74_49%
138

152166180194 211 236250 268

5000

110

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 69
R RN EERES e R
83 16.40 16.60 16.80 17.00
m/z 83.10 59.88%
5000 29 97
112 138 166
15 1527 180195 211 252 280

Wmﬁmﬁwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal e AR RRRES T
16.40 16.60 16.80 17.00

m/z 96.05 58 .80%

5000

110
250

%

124
138152166180194208222 36

T T T I
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-BF060716.M Thu Jun 09 18:18:14 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl6.85 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.85 2.88 ng 65826 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dichloro-4-trifluoromethvlpy... 215 C6H2CI2F3N 039890-98-7 10
2 Preanane-3.17.20-triol. (3.alpha... 336 C21H3603 001098-45-9 10
3 3-Bromo-2.4.6-trimethvlaniline 213 C9H12BrN 082842-52-2 10
4 Benz(a)anthracene. 7-nitro- 273 C18H11NO2 020268-51-3 9
5 2-Amino-5,6-dichloro-1-methylben... 215 C8H7CI2N3 030486-79-4 9
Abundance Scan 1335 (16.846 min): BF087828.D (-1333) (-) m/z 43.10 100.00%
43
107 134
160 289
71 215 255
5000 197 315 367

“ | ‘ 16.60 16.80 17.00 17.20
S M RN S A m/z 107.10 72.46%

m/z--> 50 100 150 200 250 300 350
Abundance #73571: 2,6-Dichloro-4-trifluoromethylpyridine
215
180
5000 69 TTTT TTTT TTTT TT T T TTT
16 60 16. 80 17. OO 17. 20
160 m/z 134.10 62.29%
RIES
12I‘\‘\\H‘\\‘pu\\ : II\I‘\II\\‘III T
m/z--> 50 OO 150 200 250 300 350
Abundance
255
16.60 16.80 17.00 17.20
107 m/z 160.10 60.62%
5000 55 79 7 015
291
173
29
iR 197 | 234 318335
i e e e e A L
m/z--> 50 100 150 200 250 300 350
Abundance #72130: 3-Bromo-2,4,6-trimethylaniline R  Emm mama s
134 213 16.60 16.80 17.00 17.20
m/z 91.05 59.59%
5000
39 65 o1
115
15
m/z--> 50 100 150 200 250 300 350 16 60 16. 80 17. OO 17. 20

8270-BF060716.M Thu Jun 09 18:18:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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

Concentration Rank 14

Peak Number 15 Pentacosane

R.T. EstConc Area Relative to ISTD R.T.
16.95 4.93 ng 112713 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 86
3 2-methvltetracosane 352 C25H52 1000376-72-6 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80

Abundance Scan 1344 (16.948 min): BF087828.D (-1340) (-) m/z 57.10 100.00%
g7
% M/\A
5000
| U3 183 215 .. 267 16,60 16,80 17.00 17.20
i .3. | ]I |I| J il 16&5 e 245| e m/z 71.10 72 .75%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 A R BURSE B B
mmmmﬂmﬂm
113 m/z 85.10 54 .58%
29 | | || M 169189211 239 267 205 3p3 352
L L L LA L B L L LI L
m/z--> 50 100 150 200 250 300 350
Abundance
43
- 16,60 16,80 17.00 17.20
5000 m/z 43.10 52 .58%
9 197 183 281
155 211228 251 310 337 364
m/z--> 55 160 150 260 250 360 3éo
Abundance #185534: 2-methyltetracosane R S E i
57 16.60 16.80 17.00 17.20
m/z 55.10 19.61%
5000 85
29 113
L i} | 77,141 169 197 225 253 309 337
m/z--> 5'0 1(')0 150 200 25'30 300 3&'30 16 60 16. 80 17. 00 17'20 '

8270-BF060716.M Thu Jun 09 18:18:16 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 9-Phenyl-5H-benzocycloheptene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.10 5.32 ng 121653 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Phenvl-5H-benzocvcloheptene 218 C17H14 138089-71-1 83
5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 83
3 1.2.3.4-Tetrahvdro-1-phenvl-1.2.... 218 C17H14 138089-69-7 58
4 2H-Cyclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 52
5 4,4,9,9-Tetramethyl-4,9-disilatr... 218 C12H18Si2 1000280-67-7 50
Abundance Scan 1357 (17.097 min): BF087828.D (-1354) (-) m/z 218.20 100.00%
218
203
5000
119135 R R DR B ----
m/z 203 15 63 47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75988: 9-Phenyl-5H-benzocycloheptene
218
5000 202

16.80 17.00 17.20 17.40
m/z 95.10 28.28%

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

218
202

16.80 17.00 17.20 17.40
5000 m/z 69.10 23.03%
108

39 63 77 91 127 152165 1g7

TmmﬁTmﬁwmﬁrwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76000: 1,2,3,4-Tetrahydro-1-phenyl-1,2,3-methanonaphthalene R EEEER RS S
218 16.80 17.00 17.20 17.40
m/z 189.10 21.98%

A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 80 17. 00 17. 20 17. 40

5000

8270-BF060716.M Thu Jun 09 18:18:17 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Germanicol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.15 8.57 ng 195960 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 62
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 46
3 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 45
4 Thiophene. 2-ethvynvl-5-T(trimeth... 204 C11H12SSi 182323-29-1 43
5 2-l1sopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000192-43-5 38
Abundance Scan 1362 (17.154 min): BF087828.D (-1359) (-) m/z 189.15 100.00%
231 NI AR BRI DU I
257 283 425 16.80 17.00 17.20 17.40
m/z 177.10 74 .58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221173: Germanicol
204
131
177
5000 D B B B B
95 16 80 17. 00 17.20 17.40
" 69 - m/z 204.20 67.93%
iy ||| e rsn e 3% o
m/z--> 50 100 150 200 250 300 350 400
Abundance
189
AU SRR IARRE B
133 16.80 17.00 17.20 17.40
5000 105 161 m/z 95.10 38.88%
81
55
miz-> 50 100 150 200 250 300 350 400
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2... R e R
16.80 17.00 17.20 17.40
m/z 121.10 32.84Y%
-~ MM\W

m/z--> 50 100 150 200 250 300 350 400 16 80 17. 00 17. 20 17.40

8270-BF060716.M Thu Jun 09 18:18:18 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 _gamma.-Sitosterol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.39 16.18 ng 370184 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 97
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 25
4 2-Butenoic acid. 2-methvl-. 4.5.... 330 C20H2604 056298-87-4 25
5 Cholest-7-en-3-o0l, 4,4-dimethyl-_._._. 414 C29H500 006384-28-7 18

Abundance Scan 1383 (17.394 min): BF087828.D (-1378) (-) m/z 43.10 100.00%
43
107
81 145
5000
255 303 329
381 414 S
17.00 17.20 17.40 17.60 17.80
] m/z 55.10 77.93%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 N AR B DU B
145 414 17.00 17.20 17.40 17.60 17.80
‘ o B s WBan gy m/z 107.10  69.52%
: I\‘I 1 I\\Im; M\HI ‘?“l‘Hz:V:G: I\‘\I : ‘l |35?| |L I‘\‘i I‘I .
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
17.00 17.20 17.40 17.60 17.80
5000 81 105 m/z 95.10 69.15%
18 145 o1s 414
329
[ 2347576 393 7 354 381
m/z--> 0 5|0 1C|)0 15|0 2CI)O 25|0 3CI)O 3é0 4CI)O
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- L E e o
43 17.00 17.20 17.40 17.60 17.80
m/z 145.05 61.86%
5000 368
81 107
145 329 414
LG 2 207 215
mz-> 0 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60 17.80

8270-BF060716.M Thu Jun 09 18:18:18 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Pentadecanal- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

18.02 5.11 ng 116791 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 64
2 8-Azabicvclol3.2.1Toctan-3-0l. 8... 141 C8H15NO 000120-29-6 60
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 58
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 58
5 2,5a-Methano-5aH-pyrido[1,2-b][1... 167 C10H17NO 054980-46-0 49

Abundance Scan 1438 (18.023 min): BF087828.D (-1433) (-) M/ﬂ

5000

187 204 282 17.80 18.00 18.20 18.40
m/z 82.10 81.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82955: Pentadecanal-
57 82
41
96
5000 AR RSN ARSI A

17.I80 18.IOO 18!20 18.I40
m/z 43.10  74.56%

111

2
125 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 96
R NI s
17.80 18.00 18.20 18.40
5000 - m/z 96.10 61.26%
124
57 141

27

%

mwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- R  RREEEEES e
17.80 18.00 18.20 18.40

m/z 55.10 57.68%

5000

T T T T
17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087828.D

Aca On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample : H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Androst-4-en-3-one, 17-hydr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.35 6.69 ng 153129 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 83
2 Testosterone 288 C19H2802 000058-22-0 64
3 Androst-4-en-3-one. 17-hvdroxvy-.... 288 C19H2802 000481-30-1 47
4 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 38
5 Thiophene-2-sulfonic acid, (3-fl... 271 C11H10FNO2S2 1000311-21-1 30
Abundance Scan 1467 (18.354 min): BF087828.D (-1463) (-) m/z 124.05 100.00%
4
5000 /\
A e e
18.00 18.20 18.40 18.60
m/z 229.20 43.87%
m/z--> 100 150 200 250 300 350 400
Abundance #134675 Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
A
5000 AR BARSUAREE N
288 18.00 18.20 18.40 18.60
246 m/z 43.10 43.78%
- \M\ W“ ?%7\ A
m/z--> 50 250 300 350 400
Abundance
124
288 NN SRR ORI I
18.00 18.20 18.40 18.60
5000 246 m/z 55.10 31.89%
s 79 147
105 203
174 227
m/z--> 50 100 150 200 250 300 350 400
Abundance #134666: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)- R e R
124 147 18.00 18.20 18.40 18.60
m/z 109.05 23.62%
5000 228 288
203
m/z--> 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060816\
Data File : BF087828.D

Acq On : 9 Jun 2016 00:14

Operator : UM/SJ

Sample - H3399-20 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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._.98 3.7 ng 99620 1 6.82 533094 20.0
unknown6 .59 6.59 36.5 ng 974207 1 6.82 533094 20.0
Hexatriacontyl pe... 13.85 3.1 ng 114492 5 13.99 727966 20.0
Heptadecane 14.48 2.8 ng 100984 5 13.99 727966 20.0
Oxirane, heptadecyl- 14.91 7.5 ng 171529 6 15.42 457515 20.0
Hexadecane 15.11 8.1 ng 185857 6 15.42 457515 20.0
Octadecanal 15.66 4.5 ng 103153 6 15.42 457515 20.0
Hexacosane 15.90 12.3 ng 282145 6 15.42 457515 20.0
unknownl16.27 16.27 3.6 ng 82818 6 15.42 457515 20.0
Oxirane, hexadecyl- 16.65 5.8 ng 131634 6 15.42 457515 20.0
unknownl16 .85 16.85 2.9 ng 65826 6 15.42 457515 20.0
Pentacosane 16.95 4.9 ng 112713 6 15.42 457515 20.0
9-Phenyl-5H-benzo... 17.10 5.3 ng 121653 6 15.42 457515 20.0
Germanicol 17.15 8.6 ng 195960 6 15.42 457515 20.0
-.gamma.-Sitosterol 17.39 16.2 ng 370184 6 15.42 457515 20.0
Pentadecanal - 18.02 5.1 ng 116791 6 15.42 457515 20.0
Androst-4-en-3-on... 18.35 6.7 ng 153129 6 15.42 457515 20.0
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