LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 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 17 rvv 114222 195497 12.06% 0.953%
2 1.793 17 18 44 rVB 751716 1620967 100.00% 7.903%
3 2.878 111 113 119 rBvV 13053 23458 1.45% 0.114%
4 4.170 224 226 229 rVB 36352 45416 2.80% 0.221%
5 4.867 285 287 292 rBV 119761 159450 9.84% 0.777%
6 5.301 322 325 328 rBVY 1111545 1431720 88.33% 6.980%
7 5.976 382 384 386 rBB 382189 367612 22.68% 1.792%
8 6.353 414 417 420 rVB 1324231 1332858 82.23% 6.498%
9 6.479 425 428 430 rBVY 1685249 1496684 92.33% 7.297%
10 6.707 446 448 450 rBB 402396 386354 23.83% 1.884%

11 6.867 460 462 464 rVB 1451990 1225219 75.59% 5.973%
12 7.279 495 498 500 rBV 1043216 1029834 63.53% 5.021%
13 7.725 534 537 543 rBB2 29418 49264 3.04% 0.240%
14 7.999 558 561 563 rBvV 543309 508958 31.40% 2.481%
15 9.073 652 655 657 rBVY 1874159 1606072 99.08% 7.830%

16 9.165 662 663 670 rvB2 11462 20635 1.27% 0.101%
17 9.382 680 682 684 rBV 203216 166768 10.29% 0.813%
18 9.473 687 690 692 rVB 159137 219911 13.57% 1.072%
19 9.748 711 714 716 rBV 417243 455389 28.09% 2.220%

20 10.193 748 753 754 rBV 20895 23328 1.44% 0.114%
21 10.525 780 782 785 rBV 826661 782776 48.29% 3.816%
22 10.571 785 786 789 rvV 25944 24740 1.53% 0.121%
23 10.662 792 794 798 rVB 30989 37324 2.30% 0.182%
24 11.108 831 833 834 rBV 27205 25440 1.57% 0.124%
25 11.222 840 843 844 rBV 390977 406506 25.08% 1.982%
26 11.245 844 845 846 rVB 75503 51757 3.19% 0.252%
27 11.291 846 849 851 rVB 34730 32245 1.99% 0.157%
28 11.531 868 870 873 rVvB 17333 20227 1.25% 0.099%
29 11.748 888 889 892 rBvV2 14755 24931 1.54% 0.122%
30 11.828 894 896 899 rvB2 20256 26259 1.62% 0.128%
31 12.262 933 934 938 rBv4 9787 24384 1.50% 0.119%

32 12.422 946 948 950 rBV 231860 190546 11.76% 0.929%
33 12.651 964 968 969 rBV 153032 209013 12.89% 1.019%
34 12.685 969 971 976 rvV 446174 603044 37.20% 2.940%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 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

35 12.799 979 981 984 rVB 1063561 1236694 76.29% 6.029%

36 12.868 984 987 988 rBV2 11335 19938 1.23% 0.097%
37 12.982 991 997 999 rBV 20852 55668 3.43% 0.271%
38 13.051 999 1003 1004 rvB2 20709 35908 2.22% 0.175%
39 13.085 1004 1006 1007 rBV 18793 27780 1.71% 0.135%
40 13.234 1015 1019 1022 rBV4 49188 89718 5.53% 0.437%
41 13.291 1022 1024 1025 rVVv2 12581 24610 1.52% 0.120%
42 13.325 1025 1027 1029 rVB3 23859 24951 1.54% 0.122%
43 13.359 1029 1030 1035 rBV4 42947 83621 5.16% 0.408%
44 13.497 1039 1042 1045 rVB3 21569 48792 3.01% 0.238%
45 13.588 1048 1050 1052 rBV3 26714 49035 3.03% 0.239%
46 13.714 1058 1061 1064 rVB4 91607 130646 8.06% 0.637%
47 13.759 1064 1065 1067 rBV2 30492 24265 1.50% 0.118%
48 13.839 1069 1072 1079 rVB2 504672 701150 43.26% 3.418%
49 13.942 1079 1081 1083 rBV3 22842 45718 2.82% 0.223%
50 14.034 1087 1089 1090 rBV 31213 35919 2.22% 0.175%
51 14.159 1098 1100 1101 rBVZ2 14101 18438 1.14% 0.090%
52 14.262 1107 1109 1110 rBV2 18955 20229 1.25% 0.099%
53 14.342 1113 1116 1122 rVV3 105171 224552 13.85% 1.095%
54 14.697 1145 1147 1148 rVB 53419 57318 3.54% 0.279%

55 14.754 1150 1152 1154 rBV 242185 249472 15.39% 1.216%

56 14.834 1157 1159 1165 rBV 104599 203827 12.57% 0.994%
57 14.948 1165 1169 1173 rBV2 284324 505433 31.18% 2.464%
58 15.108 1181 1183 1185 rVB 60605 80460 4._.96% 0.392%
59 15.154 1185 1187 1190 rBV 67811 90323 5.57% 0.440%
60 15.211 1190 1192 1195 rBV 208486 319462 19.71% 1.557%

61 15.440 1210 1212 1216 rVB2 70064 107152 6.61% 0.522%
62 15.657 1228 1231 1233 rBV 148905 245261 15.13% 1.196%
63 15.691 1233 1234 1238 rVB2 75520 133498 8.24% 0.651%
64 16.343 1288 1291 1295 rVB2 63791 138230 8.53% 0.674%

65 16.503 1302 1305 1311 rVB2 39536 98981 6.11% 0.483%
66 16.617 1312 1315 1317 rVV 48547 88572 5.46% 0.432%
67 16.685 1317 1321 1325 rVV5 34163 108658 6.70% 0.530%
68 16.880 1336 1338 1346 rVB 32736 88125 5.44% 0.430%
69 17.028 1347 1351 1355 rBvV4 48680 121002 7.46% 0.590%
70 17.588 1398 1400 1404 rVB2 32372 61584 3.80% 0.300%
71 17.920 1426 1429 1435 rVB4 30967 91819 5.66% 0.448%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 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: 20511395
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO071116\

- BF088910.D

- 11 Jul 2016 20:23

- UM/SJ

- H3915-13

- 14 Sample Multiplier: 1

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

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

Abundance TIC: BF088910.D
6.48
1500000 6.87
6.35]
5.30
7.28
1000000
1.79
500000 5.08 6.71
1.6 4.87
2.88 4.17
O L e s o e e e o e e o LA e e e e ) L e s o I e e IS s o s 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: BF088910.D
9|07
1500000
12.80
1000000
10.52
8.00
500000 9.75 11.22 12.64
12.42
9.3847 12/65
L2 9.16 A I 1019 109766 111472011 5307m83 1226 ]\ : E
L A e e e e LA A e e o e e — 4 et Pttt Ty 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: BF088910.D
1500000
1000000
13.84
500000
O ——— ——— ——— ——— — ——— — 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\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4._.87 8.25 ng 159450 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 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 287 (4.867 min): BF088910.D (-285) (-) m/z 43.05 100.00%
43
59
5000
101 e N
1L s I| 83 460 4.80 5.00 5.20 '
A NS AN AR SRRRA NAALA AAARA AARSA RRRAN LAMAN SARAN UARA SARRERARRD m/z 59.10 65.37%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L I I
59 460 480 500 5.20
m/z 101.10 25.00%
15 31 101
0 ‘ | mn 51 . ‘ 83 . ‘
RS RN AR RN NAAS RRRRE SR NRARE SRR NARRA RS LARAS RALAN LRSS LARAE AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 17.02%
68
0 50 126 142
L LR R A R AR AR RLAN RARRA RRARS RN LAY LAY LAY LA LALLS N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LI L L L L
43 460 4.80 5.00 5.20
m/z 41.10 9.86%
5000
15
58
0 2 A 2\\? 1
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY DS SRR SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 4 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 5

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

5.98 19.03 ng 367612 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 95
2 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
3 .alpha.-Pinene 136 C10H16 000080-56-8 94
4 Tricvclol2.2.1.0(2.6)Theptane. 1... 136 C10H16 000508-32-7 91
5 3-Carene 136 C10H16 013466-78-9 91

Abundance Scan 384 (5.976 min): BF088910.D (-382) (-) m/z 93.10 100.00%
93
5000
4l 53 105 121 b 5ho aho 050 640
|l o L] | 136 761 10 43¢
0.,....,....,.'...,".'.., el ,....,....,.'..ﬂ.,....,....,..:.,... m/z 91.10 43.96%
m/z--> 20 30 40 50 70 90 100 110 120 130 140
Abundance #15854: (lR) 2,6,6 T||methy|bicyclo[3.l.l]hept-z-ene
93
5000 LA AR LSS R N
41 5.60 5.80 6.00 6.20 6.40
m/z 92.10 36.75%
105 121 136
o | m o N |
'P'“I”'W'”'P'”I"'I'”I”'W'”'P'”I“"P'”I”'W'”
m/z--> 20 30 40 50 90 100 110 120 130 140
Abundance
93
560 580 6.00 620 6.40
5000 m/z 77.10 32.06%
41 7
27 53 67 105 121 136
O B R R e R I
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene R e R M
93 5.60 5.80 6.00 6.20 6.40
m/z 79.10 26.03%
5000
77
27 53 ‘ 105 121
0“”“ 60..‘.u, ‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 560 580 600 620 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 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 5 unknown6.48 Concentration Rank 2

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

6.48 77.48 ng 1496680 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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 428 (6.479 min): BF088910.D (-425) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 7 . . . .
ol Je \sus o 77 e8.10 45.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS LRSS SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.91%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 29.49%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I REmEmmsmss s
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.22%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | 00| GO
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\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

Quant Method
Quant Title

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 7 Longifolene Concentration Rank 13

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

9.38 7.32 ng 166768 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolene 204 C15H24 000475-20-7 99
2 3a.7-Methano-3aH-cvclopentacvclo... 204 C15H24 000469-92-1 95
3 Naphthalene. 1.2.3.5.6.7.8.8a-0oc... 204 C15H24 004630-07-3 92
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 010219-75-7 92
5 Aromandendrene 204 C15H24 000489-39-4 91

Abundance Scan 682 (9.382 min): BF088910.D (-680) (-) m/z 91.10 100.00%
5000
189
204 9.00 9.20 9.40 9.60 9.80
o} m/z 161.10 77.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64268: Longifolene
41 91 161
79 107
55
5000) . 67 119 133 189 504 A N A AR R
147 9.00 9.20 9.40 9.60 9.80
175 m/z 105.10  76.46%
OIIIIII\‘I ‘MH\H “ |l‘|“ \\MM‘\\‘ I\l\wlII“IIIMIII‘IIII\II
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
161
189 9.00 9.20 9.40 9.60 9.80
5000 m/z 93.10 74.67%
41 105
29 55 & 81 91 119 133 147 175 204
O L Eh o e o TR
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64545: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 9.00 9.20 9.40 9.60 9.80
41 93 m/z 79.10 68.23%
79 105 204
5000 55 119 135
67 147 189
I s
0 --|‘--‘--|-‘l‘--‘l‘--H=| ‘H .‘l“...ll.‘l‘..|‘...‘l|..‘..|.‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 8 1-Heneicosanol Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.71 3.73 ng 130646 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Carbonic acid. isobutvl pentadec... 328 C20H4003 1000314-61-2 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
Abundance Scan 1061 (13.714 min): BF088910.D (-1058) (-) m/z 57.10 100.00%
57
83
5000
13.40 13.60 13.80 14.00
0! m/z 43.10 75.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
.
5000 SRR AU AR
Bmmmmmmm
m/z 83.10 73.44Y%
29 139
0 \“ \‘\ \‘ ‘ \H\ ‘ | h 1167 196 238 266 294
m/z--> 50 oo 2éo 360 3%0 460
Abundance
57
13.40 13.60 13.80 14.00
5000 m/z 55.10 72.36%
83
29 111
0 139 168 196 224 253
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #222139: Nonadecy! pentafluoropropionate T
57 o7 13.40 13.60 13.80 14.00
m/z 97.10 66.95%
5000
125
L 2Ll l\w 193 182 210 238 266 311 412
m/z--> 5'0 1(')0 1&1;0 200 250 3(')0 3&1;0 4(')0 13. 40 13 60 13. 80 14. oo !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 9 Heptadecyl heptafluorobutyrate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14 .34 6.41 ng 224552 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 83
2 Dotriacontvl trifluoroacetate 562 C34H65F302 1000351-75-4 83
3 Hexatriacontvl trifluoroacetate 619 C38H73F302 1000351-88-6 83
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
5 1-Pentadecanethiol 244 C15H32S 025276-70-4 78
Abundance Scan 1116 (14.342 min): BF088910.D (-1113) (-) m/z 57.10 100.00%
57
5000 V ] M
RN UL UL B I
39 199 14.00 14.20 14.40 14.60
ol A A 1A, ..E.. O .?5.‘? e || M/Z 43.10  77.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 L SRR BURBLILE B UL
14. oo 14 20 14.40 14.60
‘ m/z 83.10 61.74%
6 169 238
0....“‘ ‘\ﬂu\‘l 202 ??....l....l....l....l....l....l..
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
97 14.00 14.20 14.40 1460
5000 m/z 71.10 61.72%
139
ok 27U L4 181 222 264 306 348378 418448 493 >3
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241520: Hexatriaconty! trifluoroacetate R R
57 14.00 14.20 14.40 14.60
m/z 97.10 59.78%
97
5000
J 39
o ZLLLLLLET, 281 222 264 306 sagars atsaar sos 549 s00 | /o T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 1400 1420 1440 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 10 Octadecanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.75 15.62 ng 249472 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 17-Octadecenal 266 C18H340 056554-86-0 87
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 Heptadecanal 254 C17H340 1000376-70-0 83
Abundance Scan 1152 (14.754 min): BF088910.D (-1150) (-) m/z 57.10 100.00%

5000

N
w
~

111 IIIIIIIIIIIIIIIIIIIIIII
180 204 224240254269 287 14.40 14.60 14.80 15.00
04

m/z 82.10 88.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
4

:

5000 LA L L B L L L L L L
14.40 14.60 14.80 15.00
m/z 43.10 83.90%
194 222 250 268
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
e
57 14.40 14.60 14.80 15.00
5000 41 m/z 55.10 61.97%
111
125
o 27 152166180 197211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I I

Abundance #115860: 17-Octadecenal R R R
14.40 14.60 14.80 15.00

m/z 96.10 60.29%

5000

196

:

R EEEEE e e
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\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 11 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.95 31.64 ng 505433 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 89
Abundance Scan 1169 (14.948 min): BF088910.D (-1165) (-) m/z 57.10 100.00%
57 83
5000 tt JJ\/ILLL_/
LN SR DU DU I
139 14.60 14.80 15.00 15.20
oL, ‘ A4, l' joui0P 196222 290 282 | m/z 83.10 92.09%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 L D LA UM SR
125 14,60 14.80 15.00 15.20
m/z 97.10 87.53%
oL 2L L35 161 200 230 204 g 320 350 978
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
1460 14.80 15.00 15.20
5000 11 m/z 55.10 82.06%
29 139
o 167 195 222 250 280 308 336 &_,,A“J\_VJALwy\A-A~H_f
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol e REREE
55 14.60 14.80 15.00 15.20
m/z 43.10 80.07%
5000
29
o LAl gt n 4‘167 196 238 266 294
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\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 12 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.44 6.71 ng 107152 Perylene-d12 15.22
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 Heptadecanal 254 C17H340 1000376-70-0 86
5 Pentadecanal- 226 C15H300 002765-11-9 74
Abundance Scan 1212 (15.440 min): BF088910.D (-1210) (-) m/z 57.10 100.00%

82

5000 4

.

301 15.20 15.40 15.60 15.80
m/z 82.10 87.75%

139 216 240 270

169 186

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117616: Oxirane, hexadecyl-

g .

5000 LA L B L LB L L B B
15.20 15.40 15.60 15.80
123 m/z 43.10 85.79%
o 138 166 194210225 250 267
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 82
I
15.20 15.40 15.60 15.80
0,
5000 o | & m/z 55.10 73.44%
. 2 152168 194 222 290 0 AL\~\gvvJVv\,A\~¥,/V\A_,«_,
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I

Abundance #129467: Oxirane, heptadecy!- T
15.20 15.40 15.60 15.80

m/z 96.10 64 .20%

5000

g .

152168 194 221236 264 282
I
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 13 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.66 15.35 ng 245261 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dodecane., 2-methvl- 184 C13H28 001560-97-0 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 1231 (15.657 min): BF088910.D (-1228) (-) m/z 57.10 100.00%
57
85
5000
I ISR L BN SO
141 169 15.40 15.60 15.80 16.00
ol bl l| LaZf P 107224 20428 0 w/z 71.10  78.69%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LI B B BN U
1540 15.60 15.80 16.00
113 m/z 85.10 60.95%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 15,40 15.60 15.80 16.00
5000 m/z 43.10 54 .79%
29 113
o 141 169 197 225 253 296 \_fu,kj\~ﬁwj&\AyJ\ﬁ_Nﬁﬂw
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane LA L B L LB
57 15.40 15.60 15.80 16.00
m/z 55.10 22.91%
e T *va““\j\vvufJ\AV\\J\-\~VJ\f
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 14 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.69 8.36 ng 133498 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 92
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Octacosanol 410 C28H580 000557-61-9 83
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 70
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 70
Abundance Scan 1234 (15.691 min): BF088910.D (-1233) (-) m/z 83.10 100.00%
57 88
5000 111 “”AVij\vﬂAffJ\k\~”L-A\/«fx
139 166 194 2315975 208 ' 15.40 15.60 15.80 16.00
ob—— el J.:N,'.4.,h.h ey m/z 57.10 89.65%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 i L BRI BRI SULLE B
15.40 15.60 15. 80 16. oo
m/z 97.10 84 .56%
29
ol \“ I ‘ 07 195 222 280 280 308 336
m/z--> 55 160 150 260 2%0 360 3éo '
Abundance
55 83
' 15.40 15.60 15.80 16.00
5000 11 m/z 55.10 73.69%
29
o 139 167 106 204 252 280 308 vd”v“\ft»~qjV\“\Jxv_,vJ\wv
m/z--> 55 160 1éo 260 250 360 3éo '
Abundance #215904: Octacosanol e e ERRES BE s
57 15.40 15.60 15.80 16.00
97 m/z 69.10 73.12%
125
o 2?“1 b i i ;153 181 209 236 264 292 322 364 392
m/z--> 55 100 150 260 250 300 350 ' 15?0 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 15 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.34 8.65 ng 138230 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 91
2 l14-Heptadecenal 252 C17H320 1000144-58-0 78
3 16-Heptadecenal 252 C17H320 1000144-57-9 78
4 Octadecanal 268 C18H360 000638-66-4 70
5 1,19-Eicosadiene 278 C20H38 014811-95-1 64
Abundance Scan 1291 (16.343 min): BF088910.D (-1288) (-) m/z 57.10 100.00%

82
5000

16.00 16.20 16.40 16.60
o’ m/z 82.05 89.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
82 96

5000

29 16.00 16.20 16.40 16.60
m/z 43.10 80.47%

o 123138150 19 pogo2p 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

57 82
43 e e R
96 16.00 16.20 16.40 16.60
5000 m/z 55.10 65.03%
. 147 196 221 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104155: 16-Heptadecenal R R Bmman
57 82 16.00 16.20 16.40 16.60
43 m/z 96.10 62.65%
96
5000
. | e, 20722 22
R L Raa L o R RRaa R o R e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. OO 16 20 16 40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 16 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.62 5.55 ng 88572 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexacosane 366 C26H54 000630-01-3 74
3 2-methvloctacosane 408 C29H60 1000376-72-8 74
4 Heneicosane 296 C21H44 000629-94-7 74
5 Hentriacontane 437 C31H64 000630-04-6 74
Abundance Scan 1315 (16.617 min): BF088910.D (-1312) (-) m/z 57.10 100.00%
57
85
5000
| | 142 174197 226246957 294 16.40 16.60 16.80 17.00
Ol m/z 71.10 78.59%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 RN BN SO SURIURE SUN
a5 16.40 16.60 16.80 17.00
29 m/z 85.10 59.09%
ob bl [ M3 1e ge9 107 226
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 16.40 16.60 16.80 17.00
5000 85 m/z 43.10 52.03%
. 29 13 141 160 107 225 253 205 33 367 Adf\_/\AVV,\J\/\/\wa_JAKN
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane R A BEREE R
57 16.40 16.60 16.80 17.00
m/z 55.10 23.50%
5000 85
113
NI ] 177, 14t 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2éo 360 3%0 ' 1&40 1&%0 1&%0 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 17 17-Pentatriacontene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.69 6.80 ng 108658 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 58
2 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 53
3 Cis-1.3-di(n-hexyIcvclohexane 252 C18H36 086701-17-9 53
4 1H-Imidazole. 1-(cvclohexvlacetvl)- 192 C11H16N20 093383-50-7 38
5 4-1sopropyldicyclohexylmethane 222 C16H30 054965-61-6 38
Abundance Scan 1321 (16.685 min): BF088910.D (-1317) (-) m/z 83.10 100.00%
55
5000
197 225 261 294 R ma AL M
16.40 16.60 16.80 17.00
ob—Ih L m/z 97.10 93.39Y%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 AR SR BRI UL
16.40 16.60 16.80 17.00
1 m/z 55.10 90.07%
ol | ‘M\Nm | 139167 196224 267292 321 462 490
m/z--> éo 160 1éo 260 2%0 300 350 460 4éo '
Abundance
69 97
16.|40 16.|60 16.I80 17.'00
5000/ 41 m/z 43.10 87.85%
153
126 | 181 224
e S L L UL L UL W WL WL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104197: Cis-1,3-di(n-hexyl)cyclohexane Al Bmma s B
55 83 16.40 16.60 16.80 17.00
m/z 69.10 74.74%
5000 167
‘ ‘ 125 | 252
0"'I”"Ihh'l”"l”"l”"I”"I”"I”"I”"I AR SR BRI UL
m/z--> 50 100 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 18 unknownl7.03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.03 7.58 ng 121002 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 15
2 6-Benzvl-2-(benzvithio)-7-hvdrox... 381 C19H15N302S2 069395-70-6 11
3 3-Amino-4-butvrvl-5-phenvl-2.4-c... 302 C18H14N40 1000326-93-7 11
4 Norflurazon 303 C12H9CIF3N30 027314-13-2 10
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 9
Abundance Scan 1351 (17.028 min): BF088910.D (-1347) (-) m/z 43.10 100.00%
43
v T M
5000 303 329
381 414 e
| |“| 16.80 17.00 17.20 17.40
0 B B m/z 57.10 71.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 LI S IR SULLLE B
81 368 16.80 17.00 17.20 17.40
‘ 107 329 214 m/z 105.00 68.40%
J LI H‘H Hh I \h \m173193213 247 75 | e o
m/z--> 50 200 250 300 350 400
Abundance
91
" 16.80 17.00 17.20 17.40
5000 m/z 145.05 68.34%
231 290 381
44 65 134
777
m/z--> 50 100 150 200 250 300 350 400
Abundance #146392: 3-Amino-4-butyryl-5-phenyl-2,4-cyclopentadiene-1,... R EEEEEmEmEs m e
43 16.80 17.00 17.20 17.40
71 m/z 107 .05 65.43%
232 302
274
| e s ]
OII ||M||‘|||‘|“||‘|| — T |||‘| —T —TT —T |||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 19 Pentadecanal- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.59 3.86 ng 61584 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 80
2 Hexadecanal 240 C16H320 000629-80-1 80
3 Heptadecanal 254 C17H340 1000376-70-0 80
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 64
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 49
Abundance Scan 1400 (17.588 min): BF088910.D (-1398) (-) m/z 57.10 100.00%
2
43
5000
111127 154 178 199 215209 245 RSN BURE BRI SR BN
265 17.20 17.40 17.60 17.80 18.00
Ol m/z 82.05 91.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82954: Pentadecanal-
43 57 82
96
5000 R SRR BRI N B
29 ﬂ%ﬂ%ﬂ%ﬂ%mm
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o 123138152166 182 208 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 82
9 17.20 17.40 17.60 17.80 18.00
5000 m/z 83.10 68.80%
29 109
23
o 137152166150 19 222 249
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105849: Heptadecanal A ERmEa mEa S
3 57 a2 17.20 17.40 17.60 17.80 18.00
m/z 96.10 64 .15%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088910.D

Aca On 11 Jul 2016 20:23

Operator : UM/SJ

Sample : H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 20 unknownl17.92 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

17.92 5.75 ng 91819 Perylene-d12 15.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 46

2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 38

3 1H-Imidazole-5-carboxamide. 4-am... 308 C17H16N402 1000338-11-0 22

4 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 22
5 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 22

Abundance Scan 1429 (17.920 min): BF088910.D (-1426) (-) m/z 124.10 100.00%

5000

197 271288304 328
17.60 17.80 18.00 18.20

m/z 43.10 73 .14%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134628: Testosterone

5000

17.60 17.80 18.00 18.20
m/z 57.10 41.65%

o!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 \/\]\W/\A/_\—/\\M

Abundance
124

17.60 17.80 18.00 18.20
5000 m/z 229.20 39.05%
288

91 109
147 203 246
164 187 228 270
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151112: 1H-Imidazole-5-carboxamide, 4-amino-1-methyl-N-(4...

124 308 17.60 17.80 18.00 18.20
m/z 109.10 33.84%
185
5000
69
0 42 I 9\6 Ll 141156 J\ 211 239 262279
R e T e e T e T R EEEREmmas
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
Data File : BF088910.D

Acq On 11 Jul 2016 20:23

Operator : UM/SJ

Sample - H3915-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.87 8.3 ng 159450 1 6.71 386354 20.0
(1R)-2,6,6-Trimet. .. 5.98 19.0 ng 367612 1 6.71 386354 20.0
unknown6 .48 6.48 77.5 ng 1496680 1 6.71 386354 20.0
Longifolene 9.38 7.3 ng 166768 3 9.75 455389 20.0
1-Heneicosanol 13.71 3.7 ng 130646 5 13.84 701150 20.0
Heptadecyl heptaf... 14.34 6.4 ng 224552 5 13.84 701150 20.0
Octadecanal 14.75 15.6 ng 249472 6 15.22 319462 20.0
1-Heptacosanol 14.95 31.6 ng 505433 6 15.22 319462 20.0
Oxirane, hexadecyl- 15.44 6.7 ng 107152 6 15.22 319462 20.0
2-methyloctacosane 15.66 15.4 ng 245261 6 15.22 319462 20.0
n-Tetracosanol-1 15.69 8.4 ng 133498 6 15.22 319462 20.0
Bicyclo[10.8.0]ei... 16.34 8.7 ng 138230 6 15.22 319462 20.0
Hexadecane 16.62 5.5 ng 88572 6 15.22 319462 20.0
17-Pentatriacontene 16.69 6.8 ng 108658 6 15.22 319462 20.0
unknownl17.03 17.03 7.6 ng 121002 6 15.22 319462 20.0
Pentadecanal - 17.59 3.9 ng 61584 6 15.22 319462 20.0
unknownl17.92 17.92 5.8 ng 91819 6 15.22 319462 20.0
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