LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 rVB 47253 95131 6.79% 0.673%
2 1.770 15 16 36 rvB 714837 1401651 100.00% 9.921%
3 2.033 37 39 50 rvB 31035 60896 4.34% 0.431%
4 4.810 279 282 286 rBB 78150 110340 7.87% 0.781%
5 4.924 286 292 298 rBV 8829 36959 2.64% 0.262%
6 5.267 320 322 324 rBV 702275 648577 46.27% 4_.591%
7 6.330 412 415 417 rBV 472802 645177 46.03% 4_.567%
8 6.444 423 425 427 rBV 852616 706544 50.41% 5.001%
9 6.673 443 445 447 rBB 458421 371907 26.53% 2.633%
10 6.833 456 459 461 rBB 582550 543307 38.76% 3.846%

11 7.245 492 495 497 rBvV 292303 394200 28.12% 2.790%
12 7.965 555 558 560 rBvV 478685 469881 33.52% 3.326%
13 8.730 623 625 627 rBvY 35793 46853 3.34% 0.332%
14 9.039 649 652 654 rBvY 934817 750136 53.52% 5.310%
15 9.439 684 687 689 rvB 95034 116193 8.29% 0.822%

16 9.713 708 711 713 rBV 381056 433615 30.94% 3.069%
17 10.491 777 779 782 rVB 327613 287490 20.51% 2.035%

18 10.628 787 791 797 rBV 15374 22102 1.58% 0.156%
19 10.845 809 810 814 rvB4 15319 19135 1.37% 0.135%
20 11.062 827 829 831 rBVvV2 48060 46058 3.29% 0.326%
21 11.188 838 840 841 rvv 280918 358866 25.60% 2.540%
22 11.256 845 846 848 rVB 35956 27621 1.97% 0.196%
23 11.416 858 860 864 rvv2 38763 36691 2.62% 0.260%
24 11.496 864 867 869 rvv 11488 15004 1.07% 0.106%
25 11.794 891 893 896 rBvV2 19036 33549 2.39% 0.237%
26 12.228 929 931 933 rBV 11742 17779 1.27% 0.126%
27 12.319 937 939 940 rvv 31344 39168 2.79% 0.277%
28 12.388 943 945 947 rvV 357009 314738 22.45% 2.228%
29 12.457 947 951 955 rvv3 9869 19105 1.36% 0.135%
30 12.617 962 965 966 rBV 91417 130502 9.31% 0.924%
31 12.651 966 968 972 rVB5 10573 22351 1.59% 0.158%
32 12.765 976 978 980 rvVv 529686 456518 32.57% 3.231%
33 12.834 980 984 988 rvB2 9647 14071 1.00% 0.100%
34 12.937 989 993 995 rBV 15080 32481 2.32% 0.230%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 13.005 995 999 1001 rBV3 23366 55703 3.97% 0.394%
36 13.039 1001 1002 1006 rBvV4 16108 23581 1.68% 0.167%
37 13.131 1007 1010 1012 rVB3 13185 23810 1.70% 0.169%
38 13.165 1012 1013 1015 rBV 15003 17735 1.27% 0.126%
39 13.245 1016 1020 1022 rVB 87661 100697 7.18% 0.713%
40 13.462 1035 1039 1042 rBV3 19762 49114 3.50% 0.348%
41 13.554 1045 1047 1048 rBVY 15323 18285 1.30% 0.129%

42 13.680 1055 1058 1061 rVB 113173 152524 10.88% 1.080%
43 13.805 1066 1069 1075 rVB2 512281 588532 41.99% 4.166%

44 13.908 1076 1078 1080 rBV3 16495 25774 1.84% 0.182%
45 14.000 1084 1086 1088 rVvVv 15413 22488 1.60% 0.159%
46 14.114 1095 1096 1099 rBVZ2 35514 32988 2.35% 0.234%
47 14.297 1110 1112 1117 rBV 149939 232076 16.56% 1.643%
48 14.422 1121 1123 1124 rVB2 21018 16409 1.17% 0.116%
49 14.651 1141 1143 1147 rVB2 21152 25049 1.79% 0.177%

50 14.720 1147 1149 1153 rVB 197772 195291 13.93% 1.382%

51 14.800 1153 1156 1161 rBV 65154 115239 8.22% 0.816%
52 14.914 1161 1166 1169 rBV2 341935 771907 55.07% 5.464%
53 15.063 1175 1179 1181 rVB2 46854 104564 7.46% 0.740%
54 15.108 1181 1183 1186 rVB 37539 54366 3.88% 0.385%
55 15.177 1186 1189 1191 rBV 178093 252464 18.01% 1.787%

56 15.394 1205 1208 1211 rBV 455869 608258 43.40% 4 _305%
57 15.600 1223 1226 1228 rBV 305129 432535 30.86% 3.062%
58 15.645 1228 1230 1234 rVB 179912 279812 19.96% 1.981%

59 15.817 1242 1245 1250 rVB4 31187 91537 6.53% 0.648%
60 16.034 1262 1264 1268 rBV2 12299 16538 1.18% 0.117%
61 16.285 1283 1286 1290 rBV2 76818 133886 9.55% 0.948%
62 16.445 1297 1300 1305 rBV2 25993 79429 5.67% 0.562%
63 16.548 1306 1309 1311 rVV 25301 44637 3.18% 0.316%
64 16.617 1311 1315 1319 rVV3 44508 137928 9.84% 0.976%
65 16.823 1330 1333 1337 rVB 17915 41623 2.97% 0.295%

66 16.960 1341 1345 1350 rBV2 79753 190675 13.60% 1.350%
67 17.383 1377 1382 1384 rBV3 59550 154828 11.05% 1.096%

68 17.646 1402 1405 1406 rBV3 11362 25194 1.80% 0.178%
69 17.828 1417 1421 1427 rVB 86934 223731 15.96% 1.584%
70 18.080 1439 1443 1446 rBvV 24881 63671 4._.54% 0.451%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 14127474
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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: BF089021.D
6.44

800000

1.77 507

600000 6.83

6.33 6.67
400000

200000

.66 4.81
= 2,03 4.92

e T

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: BF089021.D
9/04

800000

600000 12.77
7.96

400000 9.71 12.39
10.49
11.19

200000

12.62 13.25

9.44
11.0 131485!
8.73 [\ 10.6310.84 L2420 1179 121%18 4al2.682

O e e A 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: BF089021.D

800000

6000007 13.81

400000

200000

O T T T T T T T T [

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\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 17

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

4.81 5.93 ng 110340 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 282 (4.810 min): BF089021.D (-279) (-) m/z 43.10 100.00%
43
59
5000
101
440 4.60 4.80 5.00 5.20
83
Ol e ool e M/Z 59.10  64.73%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS LR A RS L
440 4.60 4.80 5.00 5.20
59 m/z 101.10 24.81%
0 7 5 s e ey O
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 4.60 480 5.00 5.20
5000 m/z 58.10 15.65%
101
o 15 253137 51 % g9 86
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone L LA LA L N B
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.83%
5000
15
58
0 2 A %\7\\ 1]
RIS L SURILIL UL UL SULIL UL IS UL UL UL R RS LR A RS L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 4 unknown6.44 Concentration Rank 4

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

6.44 38.00 ng 706544 1,4-Dichlorobenzene-d4 6.67
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 425 (6.444 min): BF089021.D (-423) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80
54 : : . .
ol Jrer | N w/z 68.10  43.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LB LR R L
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.55%
0 ‘ b H (11 . !
LN L L L LI WL UL UL WAL B
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.10 27 .57%
33 44 o 105
o € 80 115
LN L L L L WL LI IS UL ISR
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R S REREEEsEmE e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.79%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | G
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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-Dodecanol, 2-octyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.68 5.18 ng 152524 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 83
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 70
Abundance Scan 1058 (13.680 min): BF089021.D (-1055) (-) m/z 57.10 100.00%
57
43
71
5000
Tizs 1540 1360 1380 14100
139155 : : : :
ol 100 180 215 m/z 43.10 77.38%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-
57
43 | 4
5000 UL DU BN RN U
13.40 13.60 13.80 14.00
- i m/z 71.10 63.81%
5
o 140154168182196210 238252266280 297
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
[ 13.40 13.60 13.80 14.00
5000 43 97 m/z 55.10 49_.99%

111

1

125
o 140154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #119525: 1-Decanoal, 2-octyl- B A RRREE R
Wz 85.10  45.51%
5000
29 111125
0 1015468182196 22473252 R e e BRI

! T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 Tritetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .30 7.89 ng 232076 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 1112 (14.297 min): BF089021.D (-1110) (-) m/z 57.10 100.00%
g7
5000 LJJ;_M»
S 14.00 14.20 14.40 14.60
155 : : : :
by 85 207 e e W7z 7110 71.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 R N SR B B
mmmmmmmm
97 m/z 43.10 68.68%
o ‘l‘wh“ 141 183 225 267 323 379 421 463 505 547 604
m/z--> 56 100 1%0 200 250 300 350 400 450 500 5%0 660
Abundance
57
14.00 14.20 14.40 14.60
5000 m/z 85.10 50.22%
97
o 141 183 225 267 309 351 393 432463 505 561 603
m/z--> 56 160 1%0 200 250 300 350 400 450 560 5%0 660
Abundance #217413: Heptacosane, 1-chloro- e
57 14.00 14.20 14.40 14.60
m/z 55.10 31.60%
5000
97
ol L1 g 14 183217 273309343378414
m/z--> 56 160 150 200 250 300 350 400 4%0 560 5%0 660 14.00 14. 20 14.40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.72 15.47 ng 195291 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Heptadecanal 254 C17H340 1000376-70-0 87
5 17-Octadecenal 266 C18H340 056554-86-0 74

Abundance Scan 1149 (14.720 min): BF089021.D (-1147) (-) m/z 57.10 100.00%

43

5000

-

14.40 14.60 14.80 15.00
m/z 82.10 91.99%

254268

0 7152166180194211226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal

-

5000

29 14.40 14. 60 14. 80 15.00
m/z 43.10 89.48%
124138 299
o “ | ‘ ‘ 152166180194208 250 268
RERRESRE R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 55 82
9% R R EEREEEEE SRS R
14.40 14.60 14.80 15.00
5000 m/z 55.10 71.41%
111
27 125

ol 152166180194208222236250 267

mﬁmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecy!- T
14.40 14.60 14.80 15.00

96 m/z 96.10 63.96%

-

5000

3

152166180194208222236250264 282
R e e R EEEEs mmn
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\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 E-15-Heptadecenal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.91 61.15 ng 771907 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 95
Abundance Scan 1166 (14.914 min): BF089021.D (-1161) (-) m/z 57.10 100.00%
57
5000 111 \ I
R R DU SURURE SUNE
139 14.60 14.80 15.00 15.20
181
I l.l.‘. dezr.2l023r 281 . m/z 83.10 97.96%
m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
43
83
5000 L SRR B UL S
m 14.60 14.80 15.00 15.20
m/z 97.10 92.50%
ob—t- M ‘H\ ‘. L I9 168 106 224 22
m/z--> 100 150 200 250 300 350
Abundance
55 83
14.60 14.80 15.00 15.20 |
5000 111 m/z 55.10 87 .45%
29
o 139 167 106 238 266 204 N_,JAV_A___JXNJ\__“AAﬂ_f
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R R e R B
57 7 14.60 14.80 15.00 15.20
m/z 43.10 85.24%
5000
125
o 21 ’ | L L1534181 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\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 11 1,19-Eicosadiene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.39 48.19 ng 608258 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 17-Octadecenal 266 C18H340 056554-86-0 83

Abundance Scan 1208 (15.394 min): BF089021.D (-1205) (-) m/z 57.10 100.00%

5000

3

15.00 15.20 15.40 15.60 15.80
m/z 43.10 85.52%

o 152166  194208222236250 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55

82

-

41
5000 L L B B
15.00 15.20 15.40 15.60 15.80
m/z 82.10 85.06%

ol Al J 137152166180194208222236250 278

e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 I L B B B R B R R
" 15.00 15.20 15.40 15.60 15.80
5000 29 m/z 55.10 63.39%
111

o 1381521 66180194208222236250 268

WWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecy!- L B e o
15.00 15.20 15.40 15.60 15.80

m/z 96.10 59.18%

3

5000

5

15. 00 15. 20 15. 40 15 60 15.80

8270-BF063016.-M Mon Jul 18 18:34:01 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 Heneicosane Concentration Rank 5

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

15.60 34.27 ng 432535 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91

5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 1226 (15.600 min): BF089021.D (-1223) (-) m/z 57.10 100.00%
g7
85
5000
15.20 15.40 15.60 15.80 16.00
141 169 197 - - - - -
o....,~I llﬂl.l R L SR m/z 71.10 72.64%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LN B L L L L I B
1520 15.40 15.60 15.80 16.00
29 3 m/z 43.10 59.94%
0 \‘ J ‘\ “\ It h‘ u‘ { 1?1 169 197 225 253 296
R e e L L e
m/z--> 50 100 150 200 250 300 350
Abundance
57
o S
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 54.67%
29
. 13 141 169 107 205 253 295 303 367
e e e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R R e e e e
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 23.83%
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
e e e I e S B et LR
m/z--> 50 100 150 200 250 300 350 1520 15.40 15.60 15.80 16.00

8270-BF063016-M Mon Jul 18 18:34:02 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 n-Nonadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.65 22.17 ng 279812 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Heptadecanol-1 256 C17H360 001454-85-9 76
Abundance Scan 1230 (15.645 min): BF089021.D (-1228) (-) m/z 83.10 100.00%
5000 /\‘j\__/\/L__“
' 15.40 15.60 15.80 16.00
ob——t m/z 97.10 93.71%
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55 83
5000 111 LRI B UL SURSLIS B
mmmmmmmm
2 m/z 57.10 82.52%
139
oL ‘-“.“-‘- 1L \ | \‘ 168 106 238 266
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
' 15.40 15.60 15.80 16.00
5000 m/z 55.10 77.91%
125
o 29 77 153 181 209 236 264 202 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #166292: Behenic alcohol AN maa T e
Fsic] 15.40 15.60 15.80 16.00
m/z 69.10 77.87%
” 1 MA\//\/\\M
0 l\ y ” \ \ ‘L ‘L J\ n 167 196 224 252 280 308
m/z--> 100 150 260 250 360 3%0 15%0 1560 1580 1600

8270-BF063016-M Mon Jul 18 18:34:03 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 unknownl15.82 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.82 7.25 ng 91537 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvl-6-0x0-1.2.3.4-tetrahvdr... 165 C8H11N30 026955-14-6 35
2 Acetophenone. 4"-methoxv-. oxime 165 C9H11NO2 002475-92-5 27
3 1H-Purin-2-amine. 6-methoxvy- 165 C6H7N50 020535-83-5 27
4 1-Methvl-4-allvlaminocvtosine 165 C8H11N30 136308-28-6 25
5 1-Allyldimethylsilyloxy-3-methyl... 206 C12H180Si 1000307-92-8 25
Abundance Scan 1245 (15.817 min): BF089021.D (-1242) (-) m/z 165.10 100.00%
165
5000 /\
"' 15.60 15.80 16.00 16.20
0! m/z 43.10 56.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34510: 7-Methyl-6-oxo0-1,2,3,4-tetrahydro-6H-pyrimido[1,2-...
165
5000 LRI S U BURSLIS B
110 137 mmmmmmmm
4 55 150 m/z 164.10 52.53%
0 : HH H‘H IHM ‘HH H\ I\\“ “ ‘::: R
m/z--> 20 60 100 120 140 160 180 200 220
Abundance
165
15.60 15.80 16.00 16.20
5000 77 108 148 m/z 57.10 47.07%
133
63 92
ol 15 27 39 51 121
m/z--> 26 45 eb 85 160 120 140 1éo 1é0 260 250 '
Abundance #34443: 1H-Purin-2-amine, 6-methoxy- T T T T T
165 15.60 15.80 16.00 16.20
m/z 69.10 33.47%
5000
28 136
108
0 ,,,I,,,,I,,fj m fj \h 912,2,,“\, % R —
m/z--> 20 40 80 100 120 140 160 180 200 220 1560 1580 1600 1620

8270-BF063016-M Mon Jul 18 18:34:03 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.29 10.61 ng 133886 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
4 Bicvclol10.8.0l1eicosane. cis- 278 C20H38 1000155-82-2 78
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 1286 (16.285 min): BF089021.D (-1283) (-) m/z 57.10 100.00%
2

é

5000

16.00 16.20 16.40 16.60
m/z 82.10 87.64%

278
138
152166 183 217

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117616: Oxirane, hexadecyl-
5 82

:

16.IOO 16!20 16.I40 16.I60
m/z 43.10 79.07%

5000

152166180194208222236250 267

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance MM,/U\/V\‘
43 57 82
96 LA SR L BRI UL
16.00 16.20 16.40 16.60
5000 m/z 55.10 65.32%

29
110

124
138152166180194208222 250 Hgg

é

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- Al Bmma s B
16.00 16.20 16.40 16.60
96 m/z 96.10 60.11%

5000

:

152166180194208222236250264 282
e EEEEmmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF063016.-M Mon Jul 18 18:34:04 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 Carbonic acid, tridecyl 2,2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.62 10.93 ng 137928 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. tridecvl 2.2.2-tr... 374 C16H29CI303 1000314-55-9 72
2 1l-Hexvl-1-nitrocvclohexane 213 C12H23N02 118252-09-8 64
3 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 53
4 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 53
5 1-Heptacosanol 396 C27H560 002004-39-9 38
Abundance Scan 1315 (16.617 min): BF089021.D (-1311) (-) m/z 83.10 100.00%

:

5000

213 255 57g R e A T

16.40 16.60 16.80 17.00
m/z 55.10 92.86%

159173187

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #199028: Carbonic acid, tridecyl 2,2,2-trichloroethyl| ester
55 69 83 97
4
5000 LA L L L L L L L
16.40 16.60 16.80 17.00
131 154 m/z 97.10 85.55%
2 193
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 g9 83 9
41 7 LRI LI L L L L L L L LB B
16.40 16.60 16.80 17.00
5000 11 m/z 69.10 81.03%

167
125

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92620: Thieno[2,3-d]-1,3-thiaselenol-2-thione R A BEREE R
69 16.40 16.60 16.80 17.00
0
45 238 m/z 57.10 80.34%
5000 1 158
88 194
‘ 136
b Lt
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 Mon Jul 18 18:34:05 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 unknownl6.96 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.96 15.11 ng 190675 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Strophanthidol. 3.19-diacetate
en-3-o0l. 21-bromo-20-met... 394 C22H35Br0O
456 C31H5202
231 C15H21NO

2 Prean-5-

3 .beta.-Sitosterol acetate
4 p-0ctvloxvbenzonitrile
5 3-Methyl-4-(N,3-dimethylphenylhy... 231 C12H13N302

490 C27H3808

083349-11-5 27
055103-80-5 27
000915-05-9 16
088374-55-4 11
098664-22-3 10

Abundance Scan 1345 (16.960 min): BF089021.D (-1341) (-) m/z 43.10 100.00%
43
81
5000 213
187 255 303329 T TTTT TT 1T UL TTTT T
| ™ ‘ | 3T1||4T4 16.60 16.80 17.00 17.20
0 B 2: 0 N A | I m/z 107.05 67.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234111: Strophanthidol, 3,19-diacetate
43
5000 LA L L L L L LB L L B
199 16.60 16.80 17.00 17.20
m/z 105.05 62.22%
67 121145 259
oL .‘ \\M H\ h\ H\\H H\ \\\I\h]\'?ll”l i : |22|9| — |3|1|6|33|9| T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41 107 394
81 145 283 UMM
16.60 16.80 17.00 17.20
5000 309 361 m/z 55.10 60.16%
213
173 255
337
(NN R T RTINS S TN AR S S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate T
43 16.60 16.80 17.00 17.20
m/z 145.10 59.56%
5000
81
107 147 396
o “JL\\‘ 173 215 255 288 315 354 428 456
ey R e EEaE L
m/z--> 50 100 150 200 250 300 350 400 450 16. 60 16. 80 17.00 17.20

8270-BF063016-M Mon Jul 18 18:34:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 unknownl7.38 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.38 12.27 ng 154828 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol4.51decane. 6-methvlene- 150 C11H18 019144-01-5 43
2 (2S5.4RY-p-Mentha-I1(7).81-diene ... 168 C10H1602 1000292-74-4 38
3 4-Acetvlaminomethyvlpvridine 150 C8H10N20 023974-15-4 38
4 1H-Cyclooctapvrazole. 4.5.6.7.8.... 150 C9H14N2 015984-10-8 30
5 Piperidine, 2-(1H-pyrrol-2-yl)- 150 C9H14N2 054966-12-0 25
Abundance Scan 1382 (17.383 min): BF089021.D (-1377) (-) m/z 55.10 100.00%
P g9 91 109
135
5000 41
175 19155 269
‘ ‘ 253 | 285 17.00 17,20 17.40 17.60 17.80
Ol et e m/z 109.10 82.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23948: Spiro[4.5]decane, 6-methylene-

5000 [Tr I T[T T[T rr[rrrr[r1
17.00 17.20 17.40 17.60 17.80
m/z 91.10 80.79%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
S a R RRREE B
a1 79 17.00 17.20 17.40 17.60 17.80
5000 55 107 m/z 93.10 80.54%
135 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24309: 4-Acetylaminomethylpyridine A EREEEEEE s
4 107 150 17.00 17.20 17.40 17.60 17.80
m/z 95.10 78.43%
80
5000
65
o 123
L IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60 17.80

8270-BF063016-M Mon Jul 18 18:34:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 Testosterone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.83 17.72 ng 223731 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 60
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 55
3 1.2-Benzenediol. 3-methvl- 124 C7H802 000488-17-5 27
4 2.3-Diaminophenol 124 C6H8N20 059649-56-8 25
5 2-Methyl-4,5-pyrimidinediamine 124 C5H8N4 015579-63-2 25
Abundance Scan 1421 (17.828 min): BF089021.D (-1417) (-) m/z 124.10 100.00%
124
5000 f$
17.60 17.80 18.00 18.20
0! m/z 43.10 59.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134629: Testosterone
124
5000 91 288 L S I I
147 1760 17.80 18.00 18,20
41 67 203 m/z 229.20 40.97%
0! L m‘lh%z\\?m | I\LZIZF Iw\lwl N: ‘: e e
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 35.78%
288
o 147 246
o 174 203
miz-> 50 100 150 200 250 300 350 400
Abundance #10428: 1,2-Benzenediol, 3-methyl- R B A B
124 17.60 17.80 18.00 18.20
m/z 57.10 29.10%
39
o —
m/z--> 50 100 150 200 250 300 350 400 17.60 17. 80 18. 00 18 20

8270-BF063016.-M Mon Jul 18 18:34:07 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089021.D

Aca On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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 20 unknownl18.08

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
18.08 5.04 ng 63671 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal. 7-hvdroxv-3.7-dimethvl- 172 C10H2002 000107-75-5 43
2 2-Nonadecanone 282 C19H380 000629-66-3 38
3 2-Propanone. 1l-cvclopentvl- 126 C8H140 001122-98-1 38
4 2-Propanone. l-cvclohexvl- 140 C9H160 000103-78-6 32
5 9-Decen-2-one 154 C10H180 035194-30-0 27

Abundance Scan 1443 (18.080 min): BF089021.D (-1439) (-) m/z 59.10 100.00%
59
43
5000
83 L e S s mmma
99 117 136 59 177 17.80 18.00 18.20 18.40
0 m/z 58.10 69.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39556: Octanal, 7-hydroxy-3,7-dimethyl-
59
5000 43 L SO B UL B
17. 80 18 00 18. 20 18. 40
m/z 43.10 59.41%
iz o0 o 6 B 100 10 190 140 180 3% 3k 2k 3 oy
Abundance
43 58
| 17.80 18.00 18.20 18.40
5000 m/z 71.10 51.46%
85
o 27 111127 152166180 222 239 267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11399: 2-Propanone, 1-cyclopentyl- T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071516\
Data File : BF089021.D

Acq On 15 Jul 2016 17:26

Operator : UM/SJ

Sample : H3972-05 2X

Misc :

ALS Vial : 9 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... 4.81 5.9 ng 110340 1 6.67 371907 20.0
unknown6 .44 6.44 38.0 ng 706544 1 6.67 371907 20.0
1-Dodecanol, 2-oc... 13.68 5.2 ng 152524 5 13.81 588532 20.0
Tritetracontane 14_.30 7.9 ng 232076 5 13.81 588532 20.0
Octadecanal 14.72 15.5 ng 195291 6 15.18 252464 20.0
E-15-Heptadecenal 14 .91 61.1 ng 771907 6 15.18 252464 20.0
1,19-Eicosadiene 15.39 48.2 ng 608258 6 15.18 252464 20.0
Heneicosane 15.60 34.3 ng 432535 6 15.18 252464 20.0
n-Nonadecanol-1 15.65 22.2 ng 279812 6 15.18 252464 20.0
unknownl15.82 15.82 7.3 ng 91537 6 15.18 252464 20.0
Oxirane, hexadecyl- 16.29 10.6 ng 133886 6 15.18 252464 20.0
Carbonic acid, tr... 16.62 10.9 ng 137928 6 15.18 252464 20.0
unknownl16 .96 16.96 15.1 ng 190675 6 15.18 252464 20.0
unknownl17 .38 17.38 12.3 ng 154828 6 15.18 252464 20.0
Testosterone 17.83 17.7 ng 223731 6 15.18 252464 20.0
unknown18.08 18.08 5.0 ng 63671 6 15.18 252464 20.0
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