LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 1.678 6 8 16 rVB 36693 89234 4 .36% 0.357%
2 1.792 16 18 56 rvB 823444 1426015 69.66% 5.704%
3 4.856 283 286 291 rBB 79012 119942 5.86% 0.480%
4 5.290 321 324 327 rBV 1479548 1476030 72.11% 5.904%
5 6.353 413 417 419 rVB 1375098 1819779 88.90% 7.279%
6 6.467 425 427 430 rBV 1349222 1590702 77.71% 6.362%
7 6.639 440 442 444 rBV 30148 25530 1.25% 0.102%
8 6.707 445 448 449 rBV 362791 430622 21.04% 1.722%
9 6.856 459 461 464 rVB 1127205 1218714 59.54% 4.875%
10 7.267 494 497 500 rBV 915168 961076 46.95% 3.844%
11 7.382 503 507 510 rBV2 29306 55094 2.69% 0.220%
12 7.736 536 538 540 rBV2 21628 27531 1.34% 0.110%
13 7.987 558 560 562 rBV 710879 594624 29.05% 2.378%
14 8.342 589 591 594 rBV 21593 20518 1.00% 0.082%
15 8.753 625 627 630 rBV 30225 32562 1.59% 0.130%

16 9.073 652 655 657 rBVY 1875048 2046993 100.00% 8.187%
17 9.462 687 689 691 rBvY 315596 245954 12.02% 0.984%

18 9.656 704 706 708 rBV 46182 39606 1.93% 0.158%
19 9.736 711 713 715 rBV 657362 592714 28.96% 2.371%
20 9.770 715 716 718 rVB 104651 72551 3.54% 0.290%
21 9.885 724 726 728 rBV 48505 42351 2.07% 0.169%
22 9.942 728 731 733 rVvV 35592 31965 1.56% 0.128%
23 10.285 759 761 763 rVB 45566 50525 2.47% 0.202%
24 10.342 763 766 770 rBvV2 9942 26807 1.31% 0.107%
25 10.525 779 782 784 rVB 1037360 1003249 49.01% 4.013%
26 10.650 791 793 798 rBV 35800 53544 2.62% 0.214%
27 11.016 824 825 827 rVB 30602 24444 1.19% 0.098%

28 11.085 827 831 834 rBvV2 87016 197883 9.67% 0.791%
29 11.211 840 842 843 rBV 523175 482672 23.58% 1.931%
30 11.291 846 849 851 rVvB 102652 128930 6.30% 0.516%

31 11.439 860 862 864 rvv2 75879 77885 3.80% 0.312%
32 11.531 867 870 873 rvB2 15019 34223 1.67% 0.137%
33 11.713 884 886 887 rBV 41707 34035 1.66% 0.136%
34 11.759 887 890 891 rvv2 70462 98627 4.82% 0.394%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 11.782 891 892 894 rVB 20654 21716 1.06% 0.087%
36 11.828 894 896 900 rBV 90545 123841 6.05% 0.495%
37 11.896 900 902 904 rBV 21102 27014 1.32% 0.108%
38 12.011 910 912 915 rVB2 30979 57748 2.82% 0.231%
39 12.262 932 934 936 rBvV2 18918 25847 1.26% 0.103%
40 12.342 940 941 945 rVvv3 26361 35426 1.73% 0.142%
41 12.422 945 948 950 rVvB 629186 617904 30.19% 2.471%
42 12.548 957 959 964 rBV3 16450 45324 2.21% 0.181%
43 12.639 964 967 969 rBv2 394811 553144 27.02% 2.212%
44 12.685 969 971 975 rVB3 27105 49134 2.40% 0.197%
45 12.765 976 978 979 rBV 32686 30807 1.50% 0.123%
46 12.799 979 981 983 rVB 1398576 1282518 62.65% 5.130%
47 12.868 983 987 988 rBV 28141 42790 2.09% 0.171%
48 12.971 991 996 998 rvVvB2 70341 98329 4._80% 0.393%
49 13.039 998 1002 1003 rBV 65248 81128 3.96% 0.324%
50 13.074 1003 1005 1006 rvVv 54263 52556 2.57% 0.210%
51 13.096 1006 1007 1009 rVB 37267 36305 1.77% 0.145%
52 13.256 1019 1021 1026 rVB3 9381 22786 1.11% 0.091%
53 13.336 1026 1028 1030 rBV 36251 59449 2.90% 0.238%
54 13.474 1037 1040 1043 rBV 55722 70689 3.45% 0.283%
55 13.588 1047 1050 1051 rBVZ2 54113 76301 3.73% 0.305%
56 13.611 1051 1052 1053 rVvV 36050 39842 1.95% 0.159%

57 13.702 1057 1060 1063 rVV2 106047 174728 8.54% 0.699%
58 13.839 1067 1072 1076 rBV2 608980 1136402 55.52% 4.545%

59 13.942 1077 1081 1083 rBV 61756 92991 4._.54% 0.372%
60 14.022 1086 1088 1089 rVvVv 42648 47830 2.34% 0.191%
61 14.057 1089 1091 1093 rVB2 27474 45218 2.21% 0.181%
62 14.159 1098 1100 1101 rBVZ2 22957 21172 1.03% 0.085%
63 14.217 1103 1105 1107 rVvVv 33217 48464 2.37% 0.194%
64 14.251 1107 1108 1110 rVB2 24296 29013 1.42% 0.116%
65 14.331 1113 1115 1120 rVV3 175196 256355 12.52% 1.025%
66 14.422 1121 1123 1125 rVB2 31764 39527 1.93% 0.158%
67 14.514 1130 1131 1133 rBV2 24125 36401 1.78% 0.146%
68 14.685 1144 1146 1150 rVB2 58221 82179 4._.01% 0.329%

69 14.834 1156 1159 1163 rBV 288455 534556 26.11% 2.138%
70 14.925 1164 1167 1172 rVV2 346549 499224 24 .39% 1.997%

71 15.028 1172 1176 1177 rVV3 33748 69454 3.39% 0.278%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

Method :
Title :
72 15.097 1180 1182 1185 rVB 162339 205523 10.04% 0.822%
73 15.154 1185 1187 1189 rBV 221493 235973 11.53% 0.944%
74 15.211 1189 1192 1198 rBvV2 372217 514661 25.14% 2.058%
75 15.440 1210 1212 1214 rBV2 23437 29982 1.46% 0.120%

76 15.645 1227 1230 1232 rBV 188972 277430 13.55% 1.110%
77 15.691 1232 1234 1238 rVB2 102621 168682 8.24% 0.675%

78 15.874 1248 1250 1253 rVB2 24629 37255 1.82% 0.149%
79 15.988 1258 1260 1264 rVB4 20264 47114 2.30% 0.188%
80 16.091 1266 1269 1272 rBV3 16762 46931 2.29% 0.188%

81 16.491 1301 1304 1311 rBV2 95195 207017 10.11% 0.828%
82 16.605 1311 1314 1316 rVV 55259 104763 5.12% 0.419%
83 16.651 1316 1318 1325 rVB5 34356 131744 6.44% 0.527%
84 16.880 1334 1338 1344 rVB 66069 140083 6.84% 0.560%
85 17.017 1345 1350 1353 rBV3 111985 278714 13.62% 1.115%

86 17.085 1353 1356 1357 rBV 19056 31447 1.54% 0.126%
87 17.200 1363 1366 1371 rVB2 44650 112093 5.48% 0.448%
88 17.291 1372 1374 1377 rBV4 13365 31370 1.53% 0.125%

89 17.394 1380 1383 1390 rVB4 33326 109262 5.34% 0.437%
90 17.908 1424 1428 1435 rVB4 45131 144301 7.05% 0.577%

91 18.663 1489 1494 1502 rBV3 36494 130728 6.39% 0.523%
92 18.811 1502 1507 1517 rVB4 78387 279691 13.66% 1.119%

Sum of corrected areas: 25001807
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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: BF088924.D
1500000 5.29
6.35.47
6.86
1000000 797
1.79
500000
6.71
1.6 4.86 6. 738
I T T T T T ) ey b et L 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: BF088924.D
9lo7
1500000 12.80
10.52
1000000
7.99
9.74 12.42
11.21
500000
9.46
.75 29 44 2143
7.74 8.34 8.75 9.6f4 9884 1984 [|10.65 1t ‘1,553}%0112,2 49
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: BF088924.D
1500000
1000000
13.84
500000
r—— 77—
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 12

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

4._86 5.57 ng 119942 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 286 (4.856 min): BF088924.D (-283) (-) m/z 43.10 100.00%
43
59
5000
101 PN T W | VR
53 83 460 4.80 5.00 5.20
SRMBEESENESESESSSSESMESSSSMSMIY ) PSESES 05 MM MM m/z 59.10 59.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 4.80 500 5.20
m/z 101.10 23.34%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 m/z 58.10 15.52%
101
15 58
28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L L B
43 460 4.80 5.00 5.20
m/z 41.10 9.84%
5000
101
15 97 " 71
RN RERRN "Hﬁi??"l 'l'é?"l' F?"'i"??l"qe'l"" T U U L U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 unknown6.47 Concentration Rank 1

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

6.47 73.88 ng 1590700 1,4-Dichlorobenzene-d4 6.71
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 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine. 1-phenvl- 133 C9H1IN 1000351-26-2 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 427 (6.467 min): BF088924.D (-425) (-) m/z 132.00 100.00%
32
5000 68
54 ‘ 75 % 620 640 6.60 6.80
104 . . . .
.,....,....'I'!.‘.‘?," e YUH PP AR - 1 N m/z 68.10 49.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL S I U
6.20 6.40 6.60 6.80
78 m/z 134.00 32.01%
31 3g il
1 | !
mz> 20 % 4 50 60 70 8 % 100 110 130 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 31.45%
33 44 o7 105
51 60 10 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R B .
132 6.20 6.40 6.60 6.80
m/z 69.10 20.13%
5000
92
27 39 51 g8 \ 77 ‘ 105 447
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 2-Naphthalenol, 1-amino- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.08 8.20 ng 197883 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenol. 1-amino- 159 C10HSNO 002834-92-6 97
2 1-Naphthalenol. 2-amino- 159 C10HSNO 000606-41-7 94
3 2(1H)-Ouinolinone. 3-methvl- 159 C10HSNO 002721-59-7 91
4 8-Ouinolinol. 7-methvl- 159 C10HSNO 005541-68-4 87
5 5-Amino-1-naphthol 159 C10H9NO 000083-55-6 80

Abundance m/z 159.10 100.00%

5000

10.80 11.00 11.20 11.40
m/z 130.10 81.53%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30429: 2-Naphthalenol, 1-amino-
159
130
5000 LI L L L L L L LB

10.80 11.00 11.20 11.40
m/z 103.00  17.55%

77 103
1727 39 51 65 ' gg 14 140

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
130 159
R o e R e
10.80 11.00 11.20 11.40
5000 m/z 77.10 14 _.51%
77 103
16 28 39 51 65 88 114 140
A A o o B o o e B L o e o S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30450: 2(1H)-Quinolinone, 3-methyl-
159 10.80 11.00 11.20 11.40
m/z 158.10 13.33%
5000 130
51 63 77 g9 103 141
117
S G Y Y S W Aol A I | I
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 Dodecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.76 4.09 ng 98627 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 64
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 50
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 50
Abundance Scan 890 (11.759 min): BF088924.D (-887) (-) m/z 73.00 100.00%
7B
43 60
5000
o 129
97
115 143 157 171 185 213 11.40 11.60 11.80 12.00
m/z 43.10 77.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61121: Dodecanoic acid
60 73
43
5000 U BRI BB BN LI
29 m 200 1140 11,60 1180 1200
157 m/z 60.00 77.81%
‘ ‘ 101 1 ‘ 143 171
N ,\Iml,‘l‘\,ﬂ, M i u.,..‘..w....,..‘..“%3...,‘....,
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
41 60 73
11140 11,60 11.80 12.00
5000 29 m/z 57.10 63.41%
129 143
16 101 115 157 186
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #39472: n-Decanoic acid R EmaE L
60 78 11.40 11.60 11.80 12.00
a1 m/z 41.10 62.48%
h [ T WJ/M
87
115 172
m/z--> 20 40 60 80 100 120 140 160 180 200 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.83 5.13 ng 123841 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
2 5-Chloro-4-fluoro-2-nitroaniline 190 C6H4CIFN202 104222-34-6 43
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 43
4 3-(Trifluoromethoxy)benzaldehvde 190 C8H5F302 052771-21-8 38
5 (5,6-Dihydro-2H-[1,4]Joxazin-3-yl... 190 C11H14N20 1000295-04-4 30

Abundance Scan 896 (11.828 min): BF088924.D (-894) (-) m/z 189.10 100.00%
1
5000
11.60 11.80 12.00 12.20
m/z 190.10 99.46%
miz—-> 20 40 60 80 100 120 140 160 180
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
5000 "' 1160 11.80 12.00 12.20
94 m/z 183.00 44 _47%
SRR "?}""'I' AL UL L ,}53,,, |"l T
miz—-> 20 40 60 80 100 120 140 160 180
Abundance
190
17 R AN SN SRR B
144 11.60 11.80 12.00 12.20
5000 81 m/z 91.00 35.16%
52 108 132 160
62 91
38 71 173
mz-> 20 40 60 8 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190 11.60 11.80 12.00 12.20
m/z 192.10 32.63%
5000
94
27 39 50 63 81 | 110122 137 150 163 178 |||
m/z--> 25 45 éo 85 160 150 150 1éo 1§0 ' 11feo 11fso 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 1-Decanol, 2-hexyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.33 4.51 ng 256355 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 81
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
Abundance Scan 1115 (14.331 min): BF088924.D (-1113) (-) m/z 57.10 100.00%

7

71
5000

-

14.00 14.20 14.40 14.60
m/z 43.10 75.66%

5
139 155169183197211224 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95994: 1-Decanol, 2-hexyl-

3

5000

14.00 14.20 14.40 14.60
m/z 71.10 64.20%

125
139 154168182196210224

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

57

43 71 L B B B
14.00 14.20 14.40 14.60

5000 85 m/z 55.10 55.65%

:

29 111
125 1411551691g3196 224 255 g

-

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

Abundance #188025: Oxalic acid, isobutyl pentadecy! ester R R mEEE

57 14.00 14.20 14.40 14.60

m/z 83.05 50.00%
5000 43
71
29 ‘ 85 ”
255

SIS0 - N S [ttt i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14. 20 14. 40 14.60

8270-BF063016.-M Wed Jul 13 14:29:08 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14 .93 19.40 ng 499224 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hentriacontane 437 C31H64 000630-04-6 81
3 Octacosane 394 C28H58 000630-02-4 81
4 Heneicosane 296 C21H44 000629-94-7 81
5 Pentacosane 352 C25H52 000629-99-2 74

Abundance Scan 1167 (14.925 min): BF088924.D (-1164) (-) m/z 57.10 100.00%

5000

:

14.60 14.80 15.00 15.20
m/z 71.10 71.98%

141 169 197 224

m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane

%

5000 85 IIIIIIIIIIIIIIIIIIII
14.60 14.80 15.00 15.20

m/z 43.10 59.44%

113
29 i \‘\ | \‘ “14"1‘169 197 226
Sml T ¥ e
miz--> 50 100 150 200 250 300 350 400
Abundance
57
e e
14.60 14.80 15.00 15.20
5000 a5 m/z 85.10 52.43%
113 141 169
169 197 225 253 281 309 337 365 437
I T o =
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane BB e
57 14.60 14.80 15.00 15.20
m/z 252.10 28.92%
5000 P
29
| || (M2 141 169 197 225 253 281 309 337 365 394
P e A A e S R S e R e
miz--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF063016.-M Wed Jul 13 14:29:09 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 7

R.T. EstConc Area Relative to ISTD R.T.
15.65 10.78 ng 277430  Perylene-d1i2 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heneicosane 206 C21H44 000629-94-7 91

2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 1230 (15.645 min): BF088924.D (-1227) (-) m/z 57.10 100.00%
57
85 \
5000
LRI B BN SURIURA SUM
141 183 15.40 15.60 15.80 16.00
S L ll L~ 16370°203225 253 280 "m/z 71.10 72.68%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 \
85
5000 LR B U S BUL
mmmmmmmm
m/z 43.10 56.91%
29 113
\‘ J ‘\ “\ ‘hw h‘ u‘ \1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 54 _70%
37 13 141 169 107 29 267 204 323 352
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane AN ma s
57 15.40 15.60 15.80 16.00
m/z 55.10 22.77%
113
200 | || |77, 141 160 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15%0 1560 1580 1600

8270-BF063016.-M Wed Jul 13 14:29:10 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 Cyclopentane, 2-isopropyl-1... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.69 6.56 ng 168682 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 52
2 1-Heptacosanol 396 C27H560 002004-39-9 42
3 Octacosanol 410 C28H580 000557-61-9 42
4 Cvcloheptane. methvl- 112 C8H16 004126-78-7 38
5 n-Tetracosanol-1 354 C24H500 000506-51-4 38
Abundance Scan 1234 (15.691 min): BF088924.D (-1232) (-) m/z 83.10 100.00%
57
5000
264 R BN U SURIURA M
l 181 50 237 15.40 15.60 15.80 16.00
el m/z 97.10 80.89%
m/z--> 50 100 150 200 250 300 350
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55
97
5000 L UL UL SULLILN U
15.40 15.60 15.80 16.00
27 m/z 69.10 63.24%
b |
.‘.l‘l‘“.“‘.“.“‘.‘l..‘.ﬁl....|.... —
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
' 15.40 15.60 15.80 16.00
5000 m/z 57.10 60.46%
125
29 77 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 '
Abundance #215904: Octacosanol L T B
57 15.40 15.60 15.80 16.00
97 m/z 55.10 52.05%
5000
125
2?‘ | ‘ h L J m L 1181 209 236 264 292 322 364 392
m/z--> 50 150 200 250 300 350 ' 1540 15.60 15.80 16.00

8270-BF063016.-M Wed Jul 13 14:29:11 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 _.beta.-Sitosterol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.02 10.83 ng 278714 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 70
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 22
5 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 16

Abundance Scan 1350 (17.017 min): BF088924.D (-1345) (-) m/z 43.10 100.00%
43
g1 107 14 o1s \]\/\/\H~A_,/\x~vl‘bf~/“xvv
5000 067
173 303329 551 414 e
41 355 16.80 17.00 17.20 17.40
iy m/z 55.10 82 .44%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
5000 81 LA L L L L L L L
105 e 16.80 17.00 17.20 17.40
18 by 23 e - 4l4 m/z 107.10 64.76%
303 381 ‘
; \‘I “. \I\ I“" “l‘ “l‘“‘. b IL\MLI iy \IHI‘HI%\F‘I" |‘.2.V.6. I“ — ‘; |3|5‘|]' — 'Mi .‘. .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
I e
16.80 17.00 17.20 17.40
5000 81 197 m/z 105.05 64 .39%
145 414
213 303
173 255 829 381
234 | 276 354
R o o e T T o T o
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- R A BEREE R
43 16.80 17.00 17.20 17.40
m/z 57.10 61.27%
5000
81 368
107
145 329 .
WLy prs 213 207 215m
| | 1
R i S AR I e
mz-> 0 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF063016.-M Wed Jul 13 14:29:12 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 16 unknownl7.20 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.20 4.36 ng 112093 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-6.7-dimethoxv-4-methylau... 218 C12H14N202 1000213-07-2 47
2 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 47
3 d-Norpreanane (5.alpha..l4.alpha.) 274 C20H34 1000281-13-7 43
4 4AH-Benzldelanthracene. 5.6-dihvdro- 218 C17H14 004389-09-7 43
5 Indolizine, l-acetyl-2-methyl-6-... 218 C11H10N203 1000071-33-1 43
Abundance Scan 1366 (17.200 min): BF088924.D (-1363) (-) m/z 218.20 100.00%
218
203
5000
3271 290 I B W AVAN
85 99113 135 162 199 “ 16.80 17.00 17.20 17.40 17.60
el el | m/z 203.20 0 72.13%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75613: 8-Amino-6,7-dimethoxy-4-methylquinoline
203218
5000
16.80 17.00 17.20 17.40 17.60
104 145160 m/z 57.10 31.90%
I O/ T N - I
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
203218
16,80 17.00 17.20 17.40 17.60
5000 m/z 71.10 25.89%
175

69
27 51 91 109 129 147161 = 189
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #122977: d-Norpregnane (5.alpha.,14.alpha.) I RREEEEEES T
218 16.80 17.00 17.20 17.40 17.60
m/z 219.20 25.74%
5000 148
4 55 819510 175 203
© | ) I
259

A .~ N o A1 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40 17.60

8270-BF063016.-M Wed Jul 13 14:29:13 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 unknownl7.39 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.39 4.25 ng 109262 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. diphenvl 218 C12H10S2 000882-33-7 22
2 2.4-Diethoxvauinazoline 218 C12H14N202 000611-65-4 18
3 2.3-Diethoxvauinoxaline 218 C12H14N202 057050-66-5 15
4 2.5.8- Trimethvl-1-nonen-3-vn-5-o0l 180 C12H200 208173-17-5 14
5 4-(2-Propyn-1-yloxy)phenol 148 C9H802 034596-27-5 11
Abundance Scan 1383 (17.394 min): BF088924.D (-1380) (-) m/z 109.10 100.00%
9
292
5000
17.00 17.20 17.40 17.60 17.80
m/z 218.20 72 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75567: Disulfide, diphenyl
109 218
5000 LRI SRR B B /)I"
65 17.00 17.20 17.40 17.60 17.80
0
39 154 15 m/z 292.20 52.68%
S N N = | 171 | 203 |
m/z--> ﬁo 45 éo 85 160 150 140 1éo 180 200 250 240 2éo 2é0 '
Abundance
146 218
119 174
17.00 17.20 17.40 17.60 17.80
5000 203 m/z 203.20 42 _.43%
90
15 2% 44 63 105
mewmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75594: 2,3-Diethoxyquinoxaline
218 17.00 17.20 17.40 17.60 17.80
m/z 290.10 41.48%
203
5000 134
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 Wed Jul 13 14:29:13 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 unknownl17.91 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.91 5.61 ng 144301 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 46
2 Prean-4-ene-3.20-dione. 14-methvl- 328 C22H3202 055162-96-4 38
3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 30
4 N-Methyl-N-(2.2.6.6-tetramethvl-... 342 C18H26N60 1000295-16-2 27
5 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 27

Abundance Scan 1428 (17.908 min): BF088924.D (-1424) (-) m/z 124.10 100.00%

124

5000

17.60 17.80 18.00 18.20
m/z 43.10 55.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134627: Testosterone
124

288

5000

17.60 17.80 18.00 18.20
m/z 57.10  47.72%

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

43
124

17.60 17.80 18.00 18.20
5000 328 m/z 229.20 45 _42%

79 95 149

205 286
63 171187 777 296248 2707 310

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

Abundance #134233: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone L m ma

124 17.60 17.80 18.00 18.20
m/z 55.10 36.13%

5000
288
76 95
33 50 %P 1?0 177193 223241258
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17. 80 18. OO 18. 20

8270-BF063016.-M Wed Jul 13 14:29:14 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 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 unknownl8.66 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.66 5.08 ng 130728 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 43
2 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 020536-40-7 38
3 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 020536-41-8 38
4 1-Methvlbicvclol3.2.1loctane 124 C9H16 119972-41-7 38
5 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 38
Abundance Scan 1494 (18.663 min): BF088924.D (-1489) (-) m/z 69.05 100.00%
60 9
125
165
5000
205
41 231
275 327 LR AR BN BN U
|| | | | | || 18.40 18.60 18.80 19.00
e ! e — m/z 95.10 95.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227678: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrameth. ..
95
55
121
5000 RN SR BN SN SUN
18.40 18.60 18.80 19.00
149 177 203 m/z 109.10 84.54%
‘\‘H “\L L‘\ li L\ ] \2‘\15 273 300 336 365 437
| IARLELIL AR SRR UL SR SRR B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
95
55 LR AR BN BN U
18.40 18.60 18.80 19.00
5000 m/z 55.10 82 .53%
138
mz-> 50 100 150 200 250 300 350 400 450
Abundance #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- L B B L I U
95 18.40 18.60 18.80 19.00
55 m/z 81.10 79 .84%
5000
‘ 178
L, |
m/z--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80 19.00

8270-BF063016.-M Wed Jul 13 14:29:15 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088924.D

Aca On 12 Jul 2016 15:25

Operator : UM/SJ

Sample : H3889-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 20 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.81 10.87 ng 279691 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
2 6-1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 43
3 Preanan-3-one. (5.alpha.)- 302 C21H340 014778-11-1 43
4 2(1H)-Naphthalenone. 5-12-(3-Ffur... 302 C20H3002 059742-40-4 38
5 Cyclohexene, l-pentyl-4-(4-propy... 276 C20H36 108067-20-5 38
Abundance Scan 1507 (18.811 min): BF088924.D (-1502) (-) m/z 69.10 100.00%
P o 302
109
1p5
5000 41
150 179 205
231 273 LI B SRR SO B
246 18.40 18.60 18.80 19.00 19.20

m/z 302.20 83.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan

=

A
LI I N L

18.40 18.60 18.80 19.00 19.20
m/z 95.05 78.61%

5000

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

:

Abundance
95

e

123 18.40 18.60 18.80 19.00 19.20
5000 41 67 218 m/z 81.10 76.29%
203
147 475
26

mmmﬂm‘wﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146639: Pregnan-3-one, (5.alpha.)- A EREEEEEES A
5 231 18.40 18.60 18.80 19.00 19.20
m/z 109.10 69.76%

5000

i

T T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.40 18.60 18.80 19.00 19.20

8270-BF063016.-M Wed Jul 13 14:29:16 2016 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
Data File : BF088924.D

Acq On 12 Jul 2016 15:25

Operator : UM/SJ

Sample - H3889-06

Misc :

ALS Vial : 5 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... 4.86 5.6 ng 119942 1 6.71 430622 20.0
unknown6 .47 6.47 73.9 ng 1590700 1 6.71 430622 20.0
2-Naphthalenol, 1... 11.08 8.2 ng 197883 4 11.21 482672 20.0
Dodecanoic acid 11.76 4.1 ng 98627 4 11.21 482672 20.0
6H-Cyclobuta[jk]p--. 11.83 5.1 ng 123841 4 11.21 482672 20.0
1-Decanol, 2-hexyl- 14.33 4.5 ng 256355 5 13.84 1136400 20.0
Hexadecane 14.93 19.4 ng 499224 6 15.21 514661 20.0
Heneicosane 15.65 10.8 ng 277430 6 15.21 514661 20.0
Cyclopentane, 2-i... 15.69 6.6 ng 168682 6 15.21 514661 20.0
-beta.-Sitosterol 17.02 10.8 ng 278714 6 15.21 514661 20.0
unknownl17.20 17.20 4.4 ng 112093 6 15.21 514661 20.0
unknownl17.39 17.39 4.3 ng 109262 6 15.21 514661 20.0
unknownl17.91 17.91 5.6 ng 144301 6 15.21 514661 20.0
unknownl18.66 18.66 5.1 ng 130728 6 15.21 514661 20.0
5-Bromo-4-oxo0-4,5... 18.81 10.9 ng 279691 6 15.21 514661 20.0
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