LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample : H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.735 12 13 46 rVB 2313290 5871343 100.00% 10.697%
2 4.730 273 275 285 rBVY 556400 1003186 17.09% 1.828%
3 5.187 313 315 318 rBV 2405618 3428019 58.39% 6.245%
4 6.262 406 409 417 rBV 2597159 3948117 67.24% 7.193%
5 6.387 417 420 422 rBvV 3181109 3981583 67.81% 7.254%
6 6.490 427 429 431 rVB 91994 89639 1.53% 0.163%
7 6.616 438 440 446 rBV 1111976 1139011 19.40% 2.075%
8 6.776 451 454 456 rBV 2590262 3008381 51.24% 5.481%
9 7.187 487 490 492 rBV 2259152 2547565 43.39% 4.641%
10 7.302 499 500 507 rvB 44993 66447 1.13% 0.121%

11 7.656 527 531 540 rBV3 26966 100122 1.71% 0.182%
12 7.896 550 552 555 rBvV 945098 1386443 23.61% 2.526%
13 8.982 644 647 649 rBV 4710998 4417416 75.24% 8.048%
14 9.382 679 682 684 rBvV 908706 965602 16.45% 1.759%

15 9.576 697 699 700 rBV 71930 93198 1.59% 0.170%
16 9.645 703 705 708 rvvV 1618880 1532457 26.10% 2.792%
17 9.691 708 709 711 rVB 49191 68630 1.17% 0.125%
18 10.102 743 745 746 rVB 74719 68554 1.17% 0.125%

19 10.388 768 770 771 rBV 147562 121972 2.08% 0.222%
20 10.433 771 774 776 rBV 1991637 2361805 40.23% 4 _.303%

21 10.571 783 786 789 rBV2 126347 175777 2.99% 0.320%

22 10.651 789 793 795 rvv3 30365 79822 1.36% 0.145%
23 10.799 804 806 812 rVvB4 29217 88272 1.50% 0.161%
24 11.016 822 825 826 rBV 70472 76697 1.31% 0.140%

25 11.119 831 834 836 rBV 1393069 1408447 23.99% 2.566%

26 11.199 838 841 845 rvB4 66087 108333 1.85% 0.197%

27 11.359 853 855 859 rBv2 59613 87679 1.49% 0.160%
28 11.622 873 878 879 rBv4 21303 59235 1.01% 0.108%
29 11.668 881 882 885 rBv2 163751 226761 3.86% 0.413%
30 12.125 920 922 924 rBV3 40049 60701 1.03% 0.111%
31 12.319 937 939 942 rBV 81433 93870 1.60% 0.171%
32 12.457 949 951 956 rBV2 88221 172019 2.93% 0.313%
33 12.537 956 958 961 rBV 64885 95276 1.62% 0.174%

34 12.697 970 972 975 rBV 2862389 3282742 55.91% 5.981%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample : H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.925 990 992 993 rBV 65619 79335 1.35% 0.145%
36 13.405 1032 1034 1036 rBV 90458 80342 1.37% 0.146%

37 13.611 1050 1052 1055 rBV 417701 549631 9.36% 1.001%
38 13.737 1060 1063 1065 rBV 988221 1371518 23.36% 2.499%
39 13.931 1078 1080 1084 rBV 104365 186935 3.18% 0.341%
40 14.057 1088 1091 1092 rVvVv 127855 171791 2.93% 0.313%

41 14.240 1105 1107 1112 rBV 888655 1192793 20.32% 2.173%
42 14.651 1141 1143 1146 rBVY 888176 810225 13.80% 1.476%
43 14.823 1155 1158 1162 rBV2 1048415 2049301 34.90% 3.734%
44 15.074 1178 1180 1183 rBVY 593110 827947 14.10% 1.508%
45 15.314 1198 1201 1205 rVB 631627 976652 16.63% 1.779%

46 15.508 1215 1218 1220 rBV 808780 1164404 19.83% 2.121%
47 15.543 1220 1221 1225 rVB 367662 550758 9.38% 1.003%
48 16.171 1273 1276 1280 rVB 530967 894604 15.24% 1.630%
49 16.423 1295 1298 1300 rBV 130182 264539 4_.51% 0.482%
50 16.491 1302 1304 1308 rVB 159430 315036 5.37% 0.574%

51 16.800 1328 1331 1336 rBV2 197950 406746 6.93% 0.741%
52 17.348 1375 1379 1384 rBV2 168627 454975 7.75% 0.829%
53 17.646 1403 1405 1413 rVB3 123935 325739 5.55% 0.593%

Sum of corrected areas: 54888392
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF090716\

BF090014.D

7 Sep 2016 19:36

UM/SsJ

H4676-25

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF090014.D
4000000
6.39
3000000
5 10 6.26 6.78
2000000
6.62
1000000
4.73
n 6.4 7.30
o " T e e 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: BF090014.D
8|98
4000000
3000000 12.70
10.43
2000000
11.12
1000000 7.90
13.41
- 66 L 0. 10.10 10390,57a5 go11.081.200.36 11537 12.132.321264) 1293
O e T e e e e e e e e A S
Time--> 8.00 8.50 9 9. 50 10 00 10 50 11. oo 11.50 12.00 12.50 13.00
Abundance TIC: BF090014.D
4000000
3000000
2000000 14.82
14.65
15.0715.382:°1
16.17
1000000
- 16.4219 16.80 17.35 1765
O o B S S O S ot e S S
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\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.73 17.62 ng 1003190 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 275 (4.730 min): BF090014.D (-273) (-) m/z 43.10 100.00%

43
5000 5

Sy A N R ——
a3 101 440 460 4.80 5.00

O Sl 83l 69 8 | w/z 59.10  51.69%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

440 4.60 4.80 5.00
59 m/z 101.10 14.57%

101
0 21 37, 53 \‘ 67 77 83 91 ]
N B o B A o e LA e o o o o A B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59

4.40 4.60 4.80 5.00

5000 m/z 58.10 14 .36%
41
53 73 86
NSRRI 1Y 1SRN L AN - SN E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R MR .
59 440 460 480 5.00

m/z 41.10 8.39%

5000
101
15 1 3\1 I ‘ 53\ i 69 83

) N T N . VP PSS GH  N. B AARARAE N ELT L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF083116.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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 3 unknown6.39 Concentration Rank 2

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

6.39 69.91 ng 3981580 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 420 (6.387 min): BF090014.D (-417) (-) m/z 132.10 100.00%
132
5000
68
© s || 7o Pous S0 6k o 680 6D
Ol et 47 87 LM01S L "m/z 68.10 33.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR VR VA R
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 134.10 33.83%
0"hﬁwl'H'IJ”'l""I“"W"" Y PN A
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 67 m/z 66.10 21.23%
41 97
53
29 117
88 | 106
L B S UL WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.10 13.41%
5000 og 0
o ,\MI 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 5 Tridecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.67 3.22 ng 226761 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 882 (11.668 min): BF090014.D (-881) (-) m/z 43.10 100.00%
60 73
5000
97 129 R AR DU SN B
115 | 143157171185 44213,,, 11.40 11.60 11.80 12.00
o 129 256 m/z 73.05  86.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78
43
5000 LR B BN BN RO
129 nmnmnmnm
29 115 171 214 m/z 60.00 81.25%
S
ok SII‘”II‘I\HMIM ul ||||‘|‘||‘|‘|||‘||||‘|l|‘|||||||‘||1|98|||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 78
11)40 11!60 11!80 12foo
5000 129 m/z 57.10 76.89%
97 115 1571711g5 213 256
o 143 199 | 227941
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R B R R e
3 60 78 11.40 11.60 11.80 12.00
m/z 41.10 73.02%
5000 129
29
199
143157171185 242
o 15 “.‘lU.‘ B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 6 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.46 2.51 ng 172019 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 951 (12.457 min): BF090014.D (-949) (-) m/z 43.10 100.00%
43 57 73
5000 129
12.20 12,40 1260 12.80
(O R RRRRA R m/z 73.10 84.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 SR SR BN BN B
12.20 12.40 12.60 12.80
m/z 57.10 80.57%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 55 73
12!20 12!40 12!60 12!80
5000 - 129 m/z 60.05 75.86%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid i
78 12.20 12.40 12.60 12.80
43 m/z 55.10 62.26%
5000
29
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 7 Heptadecyl heptafluorobutyrate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.61 8.01 ng 549631 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 1052 (13.611 min): BF090014.D (-1050) (-) m/z 57.10 100.00%
57
| W\J\J\\/\/UL
5000
111
LIRS I BRI SO B
139 13.20 13.40 13.60 13.80 14.00
- || {567 106218 250 279 31331 043710 90. 66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 AUV
111 13120 13.40 13,60 13.80 14.00
29 m/z 55.10 80.05%
0 I “‘ H ‘\ \‘\ \‘\ i 210 238 283 434
m/z--> 50 260 250 300 350 400
Abundance
57
97 LIRS I SRR B B
13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 71.01%
29 125
0 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol A RREEE RS E ST
55 83 13.20 13.40 13.60 13.80 14.00
m/z 97.10 63.84%
5000 111 ’_-,W‘_JkMAVJA“A}VVdv/¥AJXA
29
oLl ‘ ‘J |23 167 196 238 266 204
m/z--> 50 1& 150 200 250 300 350 400 13120 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 8 Nonadecane, 1-chloro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.73 ng 186935 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane, l1-chloro- 302 C19H39cClI 062016-76-6 86
2 Tetradecane, l1l-chloro- 232 C14H29cClI 002425-54-9 53
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 52
4 11-Tricosene 322 C23H46 052078-56-5 47
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 46
Abundance Scan 1080 (13.931 min): BF090014.D (-1078) (-) m/z 57.10 100.00%
57
5000 85 JLMJN
UL BN I
4 131 158 1g9 217 o949 308 332352 13.60 13.80 14.00 14.20
[ m/z 43.10 66.27%
m/z--> 50 100 150 200 250 300 350
Abundance #146523: Nonadecane, 1-chloro-
57
5000 U A SO B B
Bmmmmmmm
29 85 m/z 71.10 51.29%
0 L] ‘ \‘ | F‘ L 138 161183203 231 260 99
m/z--> §o 100 150 260 2éo 360 3éo
Abundance
57
91 USRI BN R
13.60 13.80 14.00 14.20
5000 m/z 85.10 43 .25%
29
o 119 147 175 203 232
m/z--> §o 160 150 200 2éo 300 350
Abundance #200447: Sulfurous acid, butyl heptadecy! ester L B
57 13.60 13.80 14.00 14.20
m/z 55.10 41 .27%
5000
i J\\MJL
ol ‘ ‘ | )M 139 160 210 239 73z
m/z--> 50 160 150 200 250 300 350 1360 1380 1400 1450 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Octacosyl trifluoroacetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.24 17.39 ng 1192790 Chrysene-d12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
3 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
4 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
Abundance Scan 1107 (14.240 min): BF090014.D (-1105) (-) m/z 57.10 100.00%

=

5000 97
ll 6155 a2 14.00 14.20 14.40 14.60
ob A dLLLEESISS 211242 205328 3673y m/z 43.10 78.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235928: Octacosy! trifluoroacetate
57
97
5000 LA L B L LB L L B B
14.00 14.20 14.40 14.60
m/z 55.10 56.41%
N ‘ “h‘P“168 208 250 306335 392 437 488
e RS e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R B A B
97 14.00 14.20 14.40 14.60
5000 m/z 71.10 53.17%
139
oL 27 169 208237 278 320349 392 437 588
R B e B B AR LA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232315: Hexacosyl trifluoroacetate N B o
57 14.00 14.20 14.40 14.60
m/z 83.10 47.13%
97
5000
39
o 3968 20 278307 364 409 460
P ST P T T e e e e e e e R B R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 10 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.65 19.57 ng 810225 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 99
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Pentadecanal- 226 C15H300 002765-11-9 72
5 1,19-Eicosadiene 278 C20H38 014811-95-1 72
Abundance Scan 1143 (14.651 min): BF090014.D (-1141) (-) m/z 57.10 100.00%
57
82
5000
N 109 "' 14.40 14.60 14.80 15.00
138 . ) . )
oLl | a3, 166186207 236 263 299 326 362 399 m/z 43.10 95.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117607: Octadecanal
43 82
5000 L B B IR B
14.40 14.60 14. 80 15. oo
109 m/z 82.10 76.79%
‘ m 137 166 104 222 250
OI‘I‘IHI\‘\I b h H‘\ “:‘:i:‘lu“ |ﬁ|||||||||||||||||
m/z--> 50 15 200 250 300 350 400
Abundance
43 82
"' 14.40 14.60 14.80 15.00
5000 m/z 55.10 62.98%
110
o 138 166 194914236 26494
miz-> 50 100 150 200 250 300 350 400
Abundance #117617: Oxirane, hexadecyl- e RARREEE RS
4 8P 14.40 14.60 14.80 15.00
m/z 96.10 52.70%
5000
109
0 L | 1158 165 208506250570
m/z--> 50 100 1éo 260 250 360 350 400 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 11 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.82 49.50 ng 2049300 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Octacosane 394 C28H58 000630-02-4 94
3 Tricosane 324 C23H48 000638-67-5 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 1158 (14.823 min): BF090014.D (-1155) (-) m/z 57.10 100.00%
g7
5000 85 I h
IR UL SN B B
113 14.60 14.80 15.00 15.20
141
ol 3L LU 47 T 169 107 225 263 281 300 337 365387 | psz 43.10  62.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LI S BB BN B
14,60 14.80 15.00 15.20
m/z 71.10 61.43%
oL 8 m I jlﬁ3Jlﬂl‘169 197 % 267 204 323 352
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
' 14.60 14.80 15,00 15.20
5000 85 m/z 85.10 44 .58%
2 13
0 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane ARRREEE RS
57 14.60 14.80 15.00 15.20
m/z 55.10 21.80%
- T I\,MJ
113 324
141
A Rl o O S R S
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.31 23.59 ng 976652 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 1,19-Eicosadiene 278 C20H38 014811-95-1 92
3 Octadecanal 268 C18H360 000638-66-4 90
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
5 Tetradecanal 212 C14H280 000124-25-4 86
Abundance Scan 1201 (15.314 min): BF090014.D (-1198) (-) m/z 57.10 100.00%
g7
82
5000
R AL DU SRR SUNLE
137 231 15.00 15.20 15.40 15.60
T ﬂ“ 166 203 278300322 362 390414 440 n/z 43.10 86720
m/z--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82
57
5000 R AR DU SRR SUNLE
110 15.00 15.20 15.40 15.60
29 138 m/z 82.10 75.74%
o "“i | IHMI H‘l‘ |‘"‘]|-9|6w I\IZ\:;I\-]} : ‘.2?0. e
m/z--> 50 00 150 200 250 300 350 400
Abundance
55
15.00 15.20 15.40 15.60 |
5000 82 m/z 55.10 61.47%
29
109
o 138 180 208 250 278
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #117607: Octadecanal R R e R B
4 82 15.00 15.20 15.40 15.60
m/z 96.10 58.98%
5000
109
\ I{ 137 166 194 222 250
0 "h'jLEf'“*“I'N"i""I""I""I""I R AL DU SRR SUNRE
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 13 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.51 28.13 ng 1164400 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Hexacosane 366 C26H54 000630-01-3 95
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 90
Abundance Scan 1218 (15.508 min): BF090014.D (-1215) (-) m/z 57.10 100.00%
57
R DI BRI SN SUN
113 15.20 15.40 15.60 15.80
141
ol i .J.ll Ly 109 197 239 266 204 323349 378399424 | 175 43 10  60.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 L A SR B SRS
15.20 15.40 15. 60 15.80
m/z 71.10 60.69%
omMMmﬂwmeMM$
m/z--> éo 100 150 260 2éo 360 3éo 460
Abundance
57
15.20 15.40 15.60 15.80
5000 g5 m/z 85.10 44 .07%
113
o 29 141 169 197 225 253 295 366
m/z--> éo 160 1%0 260 250 360 3éo 460
Abundance #209566: Octacosane o B B i e
7 15.20 15.40 15.60 15.80
m/z 55.10 20.37%
29
ol ‘ TR 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3éo 4(')0 15'20 15. 40 15. 60 15. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 14 1-Docosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.54 13.30 ng 550758 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 89
Abundance Scan 1221 (15.543 min): BF090014.D (-1220) (-) m/z 57.10 100.00%
57 83
B NI DA UL BN I
139 15.20 15.40 15.60 15.80
I H 15 | 167 209236258 294 330 360 389 422 | n/7 43.10  90.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
5000 L U L B U B
29 15.20 15.40 15.60 15.80
‘ 125 m/z 55.10 89.35%
0 : .“.“. I‘ : H. I‘H‘I\H\I J .“. ‘.1|5‘3. |1|81| A — .30.8. — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
15.20 15.40 15.60 15.80
5000 11 m/z 83.10 87.95%
29 139
o 167 195 222 250 280 308 336 \/Aﬂw\j\-vyJﬁA&\\/\_A&A,VN_
m/z--> 55 160 1éo 260 2éo 360 350 460
Abundance #155046: 1-Heneicosanol R R Bmman
55 83 15.20 15.40 15.60 15.80
m/z 97.10 84 .79%
29
oL L] ‘ | 1139167 196 238 266 204
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1;0 4(')0 15'20 15. 40 15. 60 15|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 15 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.17 21.61 ng 894604 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 86
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 81
4 Hexadecanal 240 C16H320 000629-80-1 72
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 1276 (16.171 min): BF090014.D (-1273) (-) m/z 57.10 100.00%
57
82
5000
138 15.80 16.00 16.20 16.40
0 166 194215236 276 306327348369390 418 n/z 43.10 88 28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82
57
5000 AR SR SN B
110 15.80 16.00 16.20 16.40
29 138 m/z 82.10 77.48%
0! "“i | |“M| H‘l‘ I\\M:I:?IGP |‘|2‘:ﬁ!-1|‘ : ‘IZ?OI T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
82 15.80 16.00 16,20 16.40
5000 m/z 96.10 57.99%
110
0 18 137 166 194 222 250
mz-> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl- R B AR B
4 82 15.80 16.00 16.20 16.40
m/z 55.10 57 .25%
110
. | ﬂ h1?8‘166 194 236 264
m/z--> 50 100 150 2(')0 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 16 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.42 6.39 ng 264539 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 1298 (16.423 min): BF090014.D (-1295) (-) m/z 57.10 100.00%
57
IR SR BN BN B
141 169 207 16.20 16.40 16.60 16.80
ol ,I i, .Jl, .I'. b o 233 266 304 331356 387409436 | sz 71.10  63.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L S BRI B B
mmmmmmmm
- 13 m/z 43.10 52.75%
0 \‘ A h “\ h h‘ u‘ \ 11\169 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3éo 460 '
Abundance
57
"' 16,20 16.40 16.60 16.80
5000 85 m/z 85.10 47 .61%
113
) 29 141 169 197 225 253 281 309 337 365 3%4 \Vv~\ﬁ/\sxwfw/\/\/\\,f\,ﬂy,\
miz-> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R  RREEEEES e
57 16.20 16.40 16.60 16.80
m/z 55.10 20.39%
- 1 \f“~\-/\Lk,ﬂ\/\/\v\\vd\,ﬂ\,w
. 29 } M3 141 169 197 225 253 205 303 367
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(|)O ! 16. 20 16 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 17 13-Tetradecen-1-ol acetate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.49 7.61 ng 315036 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 95
2 Triacontyl acetate 480 C32H6402 041755-58-2 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 93
5 Octacosyl acetate 452 C30H6002 018206-97-8 91
Abundance Scan 1304 (16.491 min): BF090014.D (-1302) (-) m/z 57.10 100.00%
g7
97
5000
Jl 278 16.20 16.40 16.60 16.80
153 191 368 . . . .
Ol ,....,....,....,?????Q.Ab.?qs???,...3.9f‘....,.... m/z 43.10 78.30%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #105686: 13-Tetradecen-1-ol acetate
43
5000 LRI SN BN LN S
111 16.20 16.40 16,60 16.80
m/z 55.10 63.74%
0 M“Mmmmm
m/z-> 0 50 200 250 300 350 400 450
Abundance
43
97 A SN BN BN
16.20 16.40 16.60 16.80
5000 69 m/z 97.10 63.18%
125
ol 15 153 181209 250 278306 334 362 392 420 462
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol A e ERRm R
57 16.20 16.40 16.60 16.80
97 m/z 83.10 57.31%
5000
125
0 %9 ‘ ;l 153 181 200 236 264 292 322 364 392
m/z—-> 0 55 100 150 200 250 300 350 400 450 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 18 _.beta.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.80 9.83 ng 406746 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 98
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 97
3 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 70
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 49
5 Campesterol 400 C28H480 000474-62-4 42
Abundance Scan 1331 (16.800 min): BF090014.D (-1328) (-) m/z 43.10 100.00%
[ /V\/\/\/\\/\/\—Q\/\‘\'
145
5000 1 107
303 329 e S
381 4l4 242 16.I40 16.|60 16.|80 17.'00 17.'20
O m/z 57.10 62.73%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
5000 LRI BN SRR SURIUR B
16.40 16.60 16.80 17.00 17.20
m/z 55.10 56.26%
0
m/z-->
Abundance
43
16,40 16.60 16.80 17.00 17.20
5000 81 197 m/z 145.10 53.58%
145 213 303 a4
173 255 829 381
281 354
L e L L L U L BRI S
miz--> 0 50 100 150 200 250 300 350 400
Abundance #210541: Stigmastan-3,5-diene I RREEEEEES T
43 16.40 16.60 16.80 17.00 17.20
m/z 107.10 51.23%
T f\/\ﬁwxnv/\wv*»vAwﬂm
5000
8l 105 147
o — .‘ IVIJIIﬁlwllu”hmlﬂlﬁ}ﬁ?l IZIJI:?I |2|51|5|\|28LI8I — |3|5‘|"| b UMM
miz--> 0 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 19 1,21-Docosadiene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.35 10.99 ng 454975 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,21-Docosadiene 306 C22H42 053057-53-7 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
3 Octadecanal 268 C18H360 000638-66-4 90
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 83
5 1,30-Triacontanediol 454 C30H6202 036645-68-8 72

Abundance Scan 1379 (17.348 min): BF090014.D (-1375) (-) m/z 57.10 100.00%
57
5000
110 17100 17120 1740 1760 "
137 181 263 304 348 : : : :
oLt 222 2 4840 sz 43.10  93.19%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #149983: 1,21-Docosadiene
55 go
5000 L DA SRR B B B
ﬂ%ﬂ%ﬂ%ﬂm
29 110 m/z 82.10 74 .82%
138 306
oL 1 ‘u ) ‘H\ 13 Iul,es e 28 |
m/z--> 50 200 250 300 350 400 450
Abundance
55 (82
17.00 17.20 17.40 17.60
5000 m/z 55.10 56.41%
29 109
o 137 166 194 222 250
m/z--> ' 160 1%0 260 250 360 3%0 460 4%0
Abundance #117604: Octadecanal L o o L L
17.00 17.20 17.40 17.60
m/z 96.10 54 _.93%
o \[‘ %7 166 194 222 250
m/z--> 150 260 2éo 360 3%0 460 4%0 17. oo 17. 20 17. 40 17|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample . H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 20 Stigmast-4-en-3-one Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17 .65 7.87 ng 325739 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 90
2 Cholest-4-en-3-one 384 C27H440 000601-57-0 87
3 Testosterone 288 C19H2802 000058-22-0 49
4 Pregn-4-ene-3,20-dione, (10.alph... 314 C21H3002 003562-13-8 49
5 Pregn-4-ene-3,20-dione, (8.alpha... 314 C21H3002 003795-19-5 43

Abundance Scan 1405 (17.646 min): BF090014.D (-1403) (-) m/z 124.10 100.00%

4

5000

17.40 17.60 17.80 18.00
m/z 229.20  53.72%

253 288 316

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

5000

17.40 17.60 17.80 18.00
m/z 43.10 33.72%

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

124
43 17.|40 17.|60 17.I80 18.I00
5000 m/z 41.10 27.81%
67 % 147 229 2% 384
187 ! 209 342

L L U W L L S B W
m/z--> 50 100 150 200 250 300 350 400
Abundance #134631: Testosterone AN maa T e

17.40 17.60 17.80 18.00
m/z 79.10 23.91%

5000

I I
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090014.D

Acq On : 7 Sep 2016 19:36

Operator : UM/SJ

Sample : H4676-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.73 17.6 ng 1003190 1 6.62 1139010 20.0
unknown6 .39 6.39 69.9 ng 3981580 1 6.62 1139010 20.0
Tridecanoic acid 11.67 3.2 ng 226761 4 11.12 1408450 20.0
Octadecanoic acid 12.46 2.5 ng 172019 5 13.74 1371520 20.0
Heptadecyl heptaf... 13.61 8.0 ng 549631 5 13.74 1371520 20.0
Nonadecane, 1-chl... 13.93 2.7 ng 186935 5 13.74 1371520 20.0
Octacosyl trifluo... 14.24 17.4 ng 1192790 5 13.74 1371520 20.0
Octadecanal 14.65 19.6 ng 810225 6 15.07 827947 20.0
Heptadecane, 9-oc... 14.82 49.5 ng 2049300 6 15.07 827947 20.0
Oxirane, hexadecyl- 15.31 23.6 ng 976652 6 15.07 827947 20.0
Tetracosane 15.51 28.1 ng 1164400 6 15.07 827947 20.0
1-Docosene 15.54 13.3 ng 550758 6 15.07 827947 20.0
Oxirane, heptadecyl- 16.17 21.6 ng 894604 6 15.07 827947 20.0
Heneicosane 16.42 6.4 ng 264539 6 15.07 827947 20.0
13-Tetradecen-1-o... 16.49 7.6 ng 315036 6 15.07 827947 20.0
-beta.-Sitosterol 16.80 9.8 ng 406746 6 15.07 827947 20.0
1,21-Docosadiene 17.35 11.0 ng 454975 6 15.07 827947 20.0
Stigmast-4-en-3-one 17.65 7.9 ng 325739 6 15.07 827947 20.0
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