LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On - 4 Jul 2016 2:14 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3817-12 St
Misc i BS-5A-10.5-11FT
ALS Vial : 32 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 1.850 21 23 35 rvB 39765 57116 1.72% 0.161%
2 2.021 35 38 40 rBV 54549 81138 2.44% 0.228%
3 3.015 123 125 139 rBvV 79197 160776 4.84% 0.452%
4 4_.958 292 295 302 rBB 193456 279068 8.40% 0.785%
5 5.381 329 332 334 rBVY 2724297 2973514 89.50% 8.366%
6 6.422 420 423 425 rBV 2792235 3203141 96.41% 9.012%
7 6.547 431 434 437 rBVY 2518718 3322509 100.00% 9.348%
8 6.787 452 455 456 rBV 573348 709514 21.35% 1.996%
9 6.936 466 468 471 rVB 2007367 2260992 68.05% 6.361%
10 7.347 501 504 506 rBY 2034634 2042656 61.48% 5.747%

11 8.067 564 567 569 rBV 1241268 1059564 31.89% 2.981%
12 9.142 658 661 664 rBVY 2605738 3044086 91.62% 8.564%
13 9.542 693 696 698 rvVB 439226 483553 14.55% 1.360%
14 9.816 717 720 722 rBV 1336927 1141446 34.35% 3.211%

15 10.102 742 745 749 rBV2 15758 52234 1.57% 0.147%
16 10.205 751 754 755 rVB 54039 63976 1.93% 0.180%
17 10.605 786 789 791 rBV 2024883 2172894 65.40% 6.113%
18 10.730 798 800 805 rvB 53491 56459 1.70% 0.159%
19 11.176 837 839 841 rBV2 97890 92585 2.79% 0.260%

20 11.291 847 849 853 rvB2 1132873 1230262 37.03% 3.461%

21 11.359 853 855 857 rBvV 100284 132252 3.98% 0.372%

22 11.599 874 876 883 rVB 73544 96610 2.91% 0.272%
23 11.816 894 895 898 rvv 63655 56133 1.69% 0.158%
24 11.896 901 902 908 rVvB 74524 132649 3.99% 0.373%
25 12.091 916 919 921 rBV 45207 47344 1.42% 0.133%
26 12.376 942 944 947 rVB3 35488 67003 2.02% 0.189%
27 12.502 953 955 957 rBV 352563 376937 11.34% 1.060%
28 12.594 960 963 965 rVB 57631 67226 2.02% 0.189%

29 12.719 971 974 977 rBV 391655 477481 14.37% 1.343%
30 12.879 986 988 990 rVB 2841320 2741402 82.51% 7.713%

31 13.051 997 1003 1005 rBV 93927 124863 3.76% 0.351%
32 13.119 1005 1009 1011 rBV 118186 132904 4._00% 0.374%
33 13.359 1028 1030 1033 rBV2 40212 67505 2.03% 0.190%
34 13.759 1063 1065 1066 rVB 64921 76193 2.29% 0.214%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On - 4 Jul 2016 2:14 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3817-12 St
Misc i BS-5A-10.5-11FT
ALS Vial : 32 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 13.794 1066 1068 1076 rBV 290757 454215 13.67% 1.278%

36 13.919 1076 1079 1080 rVvVv2 1003232 1193870 35.93% 3.359%
37 13.942 1080 1081 1083 rVB 131059 93561 2.82% 0.263%
38 14.079 1092 1093 1096 rVB2 47259 56732 1.71% 0.160%
39 14.422 1121 1123 1133 rVB 457287 859388 25.87% 2.418%
40 14.685 1144 1146 1150 rVB 711092 659565 19.85% 1.856%

41 14.914 1163 1166 1170 rBVY 75242 159309 4._.79% 0.448%

42 15.017 1170 1175 1177 rVV 64143 88428 2.66% 0.249%
43 15.062 1177 1179 1186 rVvv2 102717 232971 7.01% 0.655%
44 15.188 1188 1190 1193 rVV 52326 72922 2.19% 0.205%

45 15.245 1193 1195 1198 rVV 96260 112354 3.38% 0.316%

46 15.314 1198 1201 1202 rVV 463265 711998 21.43% 2.003%
47 15.348 1202 1204 1212 rVB2 212944 334466 10.07% 0.941%
48 16.148 1271 1274 1277 rBV 62262 104590 3.15% 0.294%
49 16.628 1313 1316 1319 rBV2 29598 52614 1.58% 0.148%
50 17.028 1347 1351 1355 rVB2 28602 82072 2.47% 0.231%

51 17.223 1364 1368 1380 rBV5 78648 324458 9.77% 0.913%
52 17.691 1402 1409 1415 rVB4 69145 194018 5.84% 0.546%
53 17.954 1427 1432 1442 rVV3 63867 244151 7.35% 0.687%
54 18.114 1442 1446 1457 rVB5 26923 91373 2.75% 0.257%
55 19.063 1524 1529 1536 rVB3 89968 257944 7.76% 0.726%

56 19.360 1549 1555 1561 rVB 24800 78661 2.37% 0.221%

Sum of corrected areas: 35543645
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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:\HPCHEM1I\BNA F\DATA\BF070316\

BF088670.D
4 Jul 2016 2:14
UM/SsJ
H3817-12
BS-5A-10.5-11FT
32 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF088670.D

6.42
6.55

5.38

4.96

3.02

0
Time-->

3.00

3.50

4.00

T
4.50 5.00

5.50

2.50 6.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF088670.D

12.88
9.14

10.60

9.82

8.07 11.29

9.54

I

12.5012.72
:3611.6011182902.09 12.3¢12.5 1389213 36

10.73 1
A

10120

0
Time-->

13.00

12.00

10.50 11.00

9.50 10.00 11.50 12.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF088670.D

17.69 17.9(8.11 19.06 19.36

16.63  17.037.22

16.50 17.00 17.50

18.00 18.50

14.50 15.00 19.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF070316\

BF088670.D
4 Jul 2016 2:14
UM/SsJ
H3817-12
BS-5A-10.5-11FT
32 Sample Multiplier: 1

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

: 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

1 Propane, 1,1-dimethoxy- Concentration Rank 17

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

2.02 2.29 ng 81138 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
4 Silanol. trimethvl- 90 C3H100Si 001066-40-6 9
5 Pentanoic acid, 2-hydroxy-, ethy... 146 C7H1403 006938-26-7 9

Abundance Scan 38 (2.021 min): BF088670.D (-35) (-) m/z 75.10 100.00%
75
5000
45 A
39| 57 103 180 200 220 240
O B B ] L m/z 73.10 75.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 U R AL AL I
45 1.80 2.00 2.20 2.40
31 m/z 45.10 34.32%
L s ?Q‘H‘\ 69| 88 103
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
75
180 200 220 240
5000 m/z 41.10 26.32%
31 45
o 59 105
e L UL UL SIS SULILS UL IULIL URILLS SULILS WA B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy- B AR e B
73 1.80 2.00 2.20 2.40
m/z 47.10 19.42%
5000
45
29
o N 3‘9“\ P 67 101
R UL UL SURLEL SURELI SURELEL SURBU SURBURS UL SURILL B B U L AL AL I
m/z--> 10 40 50 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 2 R-(-)-1,2-propanediol Concentration Rank 12

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

3.02 4.53 ng 160776 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance Scan 125 (3.015 min): BF088670.D (-123) (-) m/z 45.10 100.00%
45
5000
59 || s5 60 260 2.80 300 320 3.40
O e e R e e e m/z 43.00 18.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #944: R-(-)-1,2-propanediol
45
5000 RN RSN RN R
2.60 2.80 3.00 3.20 3.40
29 m/z 61.00 6.39%
o 13 39 556l 76
miz--> A A N N AR PSR
Abundance
45
260 2.80 300 320 3.40
5000 m/z 44.10 5.48%
31
o B 25 39 55 61 76
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4716: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R R e s
45 2.60 2.80 3.00 3.20 3.40
m/z 42.10 3.24%
5000
33
o 152717 591 5561 69 76 89 104
m/z--> 10 20 30 40 50 6|0 70 80 9 100 110 260 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12

Misc :

ALS Vial : 32 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 6

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

4.96 7.87 ng 279068 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 295 (4.958 min): BF088670.D (-292) (-) m/z 43.10 100.00%
43
59
5000
101 R e
51 | 83 460 4.80 5.00 5.20
Ot R e e e e e e m/z 59.10 58.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI LI L L L L BN LB B
59 4.60 4.80 5.00 5.20
m/z 101.10 20.74%
15 31 ‘ 101
0 ‘ Tl ol 51 83 . ‘
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
T
460 4.80 5.00 5.20
5000 41 m/z 58.10 16.94%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime  RRma s e e e B
43 460 4.80 5.00 5.20
m/z 41.10 8.99%
5000
101
15 31 || S e 86
O P T T A e e )| g
m/z--> 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\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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

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

Peak Number 4 unknown6.55 Concentration Rank 1

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

6.55 93.66 ng 3322510 1,4-Dichlorobenzene-d4 6.79
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 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 434 (6.547 min): BF088670.D (-431) (-) m/z 132.00 100.00%
32
5000 68
40 54 ‘ 75 0 620 6.40 6.0 680
62 104 . . . .
M A M ,.-:.'.|,....,..5.‘?,....,.'!..,.1.1.5.,...., | N m/z 68.10 48.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 USSR R SN
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.42%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 31.03%
33 44 - g7 105
o 51 60 B g 115
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R AR A o
132 6.20 6.40 6.60 6.80
m/z 69.10 19.68%
104
5000
ot i 115
39 65 ‘ 91
0"”I??”W*”'lw??PM'W'PH\'”'N”"P'MW'jAI'”'It"" USRS R SN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.90 2.16 ng 132649 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 47
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 35
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 35
5 Benzene, 1,1"-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 22

Abundance Scan 902 (11.896 min): BF088670.D (-901) (-) m/z 189.10 100.00%
1
5000 M /\A
165 h&h@ﬁ@ﬁﬁ”
o ik m/z 190.10  98.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 T T -- SR SR B
o4 1160 11.80 12.00 12.20
m/z 192.10 71.52%
0 27 39 50 63 81 | 170122 137 150 163 178 ||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
190
1160 1180 1500 1520
5000 m/z 191.10 54 .82%
63
133
73 99 144 172
o ae 0 P les [ Muel ) | Y2 N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.60 41.70%
5000
165
o 44 63 74 86 % 115126 139 152 ‘w 176 |
iz 30 8 1% 13 o o 1% 2 '1'166'1'156'1'266'1'226"
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 Fluoranthene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.12 2.23 ng 132904 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 95
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 94
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
Abundance Scan 1009 (13.119 min): BF088670.D (-1005) (-) m/z 216.10 100.00%
216
5000
43 57 71 gy 04 107 189 12.80 13.00 13.20 13.40
o 125 139150 163 202 230 n/z 21510 96 _73%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216
5000
12.80 13.00 13.20 13.40
g5 108 m/z 213.10 23.53%
51 63 8L | | 122 139150 163174 89200 w‘
m/z--> 40 60 80 100 120 140 160 180 200 220 '
Abundance
216
12.80 13.00 13.20 13.40
5000 o5 m/z 217.10 16.15%
108
189
0 53 7181 122 150 163174 200
m/z--> 40 60 80 100 120 140 160 180 200 220 '
Abundance #74422: 11H-Benzo[b]fluorene
216 12.80 13.00 13.20 13.40
m/z 107.50 14.18%
5000
108
m/z--> 40 60 80 100 120 140 160 180 200 220 ' 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12

Misc :

ALS Vial : 32 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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.79 7.61 ng 454215 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1068 (13.794 min): BF088670.D (-1066) (-) m/z 57.10 100.00%

7 83

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 83.10 89.88%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
556 83

-

5000
13.40 13.60 13.80 14.00 14.20

m/z 55.10 86.74%

167

196 222238 266 294

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 R A o S
41 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 85.53%
125
0 15 8l 154 180196 224 9251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
T I T T T

Abundance #205392: Trichloroacetic acid, hexadecy! ester T
13.40 13.60 13.80 14.00 14.20

m/z 69.10 82.11%

69

5000

125

:

153169 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20

8270-BF063016.-M Tue Jul 05 19:16:06 2016

BS-5A-10.5-11FT

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 10 Octadecanoic acid, ethyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.69 18.53 ng 659565 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. ethvl ester 312 C20H4002 000111-61-5 87
2 Nonadecanoic acid. ethvl ester 326 C21H4202 018281-04-4 87
3 Ethvl tetracosanoate 396 C26H5202 024634-95-5 81
4 Undecanoic acid. ethyl ester 214 C13H2602 000627-90-7 72
5 Undecanoic acid, 2,6,10-trimethy... 242 C15H3002 001001-79-2 59

Abundance Scan 1146 (14.685 min): BF088670.D (-1144) (-) m/z 88.10 100.00%
g8
5000 43
213 353 14.40 14.60 14.80 15.00
o 185 285 297 325 3% | "m/z 101.10 78.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154935: Octadecanoic acid, ethyl ester
88
43
5000 L B SR S B
14.40 14.60 14.80 15.00
m/z 43.10 41 .42%
57
oLl PTy  MO1s5 °7 185 213 pan 267 312
m/z--> 100 150 200 250 300 350 400
Abundance
Mmmmmmmm
5000 43 m/z 57.10 35.63%
157
oL 14 67 | 115135 1g5 213 241261283 20
m/z--> 55 160 1%0 200 2%0 300 3%0 400
Abundance #210490: Ethyl tetracosanoate
88 Mmmmmmmm
m/z 55.10 29.43%
5000 43 396
157
oL.18] M ”@m k1}5135 185 21333255 297 325 353
m/z--> 55 100 1%0 260 250 360 3éo 400 14%0 1460 1480 1500

8270-BF063016.-M Tue Jul 05 19:16:07 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.02 2.48 ng 88428 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Benzolelpvrene 252 C20H12 000192-97-2 62
3 Octadecane 254 C18H38 000593-45-3 60
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 60
5 Perylene 252 C20H12 000198-55-0 55

Abundance Scan 1175 (15.017 min): BF088670.D (-1170) (-) m/z 252.10 100.00%

57
71

2
5000
14.80 15.00 15.20 15.40
0 191 209 m/z 57.10 81.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83026: Hexadecane
43 57 41
85

5000
14180 1500 15.20 1540
99 m/z 71.10 64.78%

29 113
127 226
o35 L L s tesioran 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252

14.80 15. 00 15. 20 15.40

224

5000 m/z 43.10 47.89%
125
0 50 63 83 99112 146 174187200 224237
e =
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105883: Octadecane
43 57 71480 1500 15,20 1540

m/z 85.05 47 .34%

71
5000 a5
29
15 w e %91}31271411551691831972112252392?4

o.”.“.”,”.w.”.“.”,”.w.”.“.” B it e St S A R s i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14. 80 15. OO 15. 20 15. 40

8270-BF063016.-M Tue Jul 05 19:16:08 2016 Page: 12



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

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF070316\

BF088670.D
4 Jul 2016 2:14
UM/SsJ
H3817-12
BS-5A-10.5-11FT
32 Sample Multiplier: 1

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

: 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 1-Heptacosanol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.06 6.54 ng 232971 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol- 354 C24H500 000506-51-4 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90

Abundance Scan 1179 (15.062 min): BF088670.D (-1177) (-) m/z 57.10 100.00%
57
5000 111 p A
l 139 oy 258 14,80 15.00 15.20 15.40
o ¥ IS T R .y m/z 83.10 94.74%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 L S B I B
125 14.80 15.00 15.20 15.40
m/z 97.10 84 .86%
L 2L L1011 509 296 oma 200 a0 350 318
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
14,80 15.00 15.20 15.40
5000 111 m/z 69.10 81.62%
29
o 139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 I BAEEES R E a
8 14.80 15.00 15.20 15.40
m/z 55.10 80.36%
5000 1
139
ol ‘ | ” I “L | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15,20 15.40

8270-BF063016.

M Tue Jul 05 19:16:09 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 unknownl16.15 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.15 2.94 ng 104590 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine 85 C5H11N 000110-89-4 43
2 2-Ethvilbutvl propvl carbonate 188 C10H2003 1000372-82-1 38
3 Nonane. 4-ethvl-5-methvl- 170 C12H26 001632-71-9 38
4 4-Ethoxvcarbonvl-2-methvl-2-oxaz... 157 C7H11NO3 068683-04-5 35
5 Pyrrolidine, l-methyl- 85 C5H11N 000120-94-5 27
Abundance Scan 1274 (16.148 min): BF088670.D (-1271) (-) m/z 43.10 100.00%
84
5000 1
129 369 LI LI o e e o
111 157 185 213 278 325 15.80 16.00 16.20 16.40
o e e m/z 84.10 82.40%
m/z--> 50 100 150 200 250 300 350
Abundance #1568: Piperidine
84
56
5000 RN R S R o
15.80 16.00 16.20 16.40
m/z 57.05 61.32%
0"'*‘I““"”l"l""I""I""I""I""I"'
m/z--> 50 100 150 200 250 300 350
Abundance
43 84
15.80 16.00 16.20 1640
5000 m/z 61.00 43.83%
63 118
oLt L UL ﬂgg" L RN UL UL U
m/z--> 50 100 150 200 250 300 350
Abundance #38351: Nonane, 4-ethyl-5-methy!- R ma e
43 15.80 16.00 16.20 16.40
m/z 56.05 42 .49%
5000 a4
ol15 ” ‘ “eﬁ ‘ 113 141 170
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 15.80 16.00 16.20 16.40

8270-BF063016.-M Tue Jul 05 19:16:10 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 unknownl7.22 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.22 9.11 ng 324458 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 22
2 Ledene oxide-(I1D) 220 C15H240 1000159-36-7 18
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 12
4 Estran-17-one. 3-hvdroxv-. (3.al... 276 C18H2802 001225-01-0 11
5 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 11
Abundance Scan 1368 (17.223 min): BF088670.D (-1364) (-) m/z 43.10 100.00%
43
107
5000
"' 17.00 1720 17.40 17.60
ol m/z 107.10 66.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate
43
5000
81 17.00 17.20 17.40 17.60
‘ ‘ 107 147 396 m/z 55.10 64.51%
L .‘ L, Ll ,H\hl ! M‘I\H“I T3 215 2% 2315 354 | 428456
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
"' 17.00 1720 17.40 17.60
5000 m/z 81.10 57.13%
69 91 159
131 202
e L L A W L UL WL WAL S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R  RREEEEES e
41 107 394 17.00 17.20 17.40 17.60
81 145 283 m/z 105.05 55.99%
309 361
5000 013
173 255 337
0<
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.20 17.40 17.60

8270-BF063016.-M Tue Jul 05 19:16:11 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 2,2,6-Trimethyl-1-(2-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.95 6.86 ng 244151 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 56
2 Caparratriene 206 C15H26 1000374-08-7 50
3 Lonaifolene 204 C15H24 000475-20-7 49
4 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 46
5 2-l1sopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000193-57-0 45
Abundance Scan 1432 (17.954 min): BF088670.D (-1427) (-) m/z 95.10 100.00%
o 6o 81 PP 109121 ;.o 189
a1 - 207
5000 147 175
218
| ||| | 229 17.60 17.80 18.00 18.20
O B m/z 93.05 95 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
4 81 95
67 123
5000 R ----u-
55 107 134 218 17.60 17.80 18.00 18.20
147 m/z 81.10 88.94%
T | ) 22 7 e
0'|""'l‘ ‘l‘l‘,‘.‘l“..‘w‘...‘l‘,‘.‘l“‘:‘.‘l”l.‘a“l‘ A | il ‘----‘|----
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 69 95
109
121 DAL UL UM BRI I
55 81 17.60 17.80 18.00 18.20
5000 m/z 109.10 84 .95%
136 163
19 177 % 206
R S L UL B B B B IS B B
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #64271 Longifolene

161 17.60 17.80 18.00 18.20
m/z 121.10 84.68%

5000 119 133 189 504
147
‘ ‘ 175
M \ \m ‘ \ \H\ I ‘\ ‘ ‘\ | |
U1 A TRV .. :

\\ H
m/z--> 40 6 100 120 140 160 180 200 220 17. 60 17. 80 18 00 18. 20

CD

8270-BF063016.-M Tue Jul 05 19:16:12 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 Testosterone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.11 2.57 ng 91373 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 50
2 Thiophene-2-sulfonic acid. (3-fl... 271 C11H10FNO2S2 1000311-21-1 27
N-(3-Amino-2-hvdroxv-phenvl)-ace... 166 C8H10N202 1000186-23-1 27
4 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 27
5 2,4-Diaminophenol 124 C6H8N20 000095-86-3 25
Abundance Scan 1446 (18.114 min): BF088670.D (-1442) (-) m/z 124.10 100.00%

5000

N

17.80 18.00 18.20 18.40
o’ m/z 43.10 43.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134629: Testosterone

5000 TT TTTT TTTT TT T T TT T T
17. 80 18 00 18. 20 18. 40
m/z 229.20 39.71%
165 185
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
39 e
17.80 18.00 18.20 18.40
5000 m/z 55.10 38.38%
. 147 207
7 96 162 195 271
0 110 176 225 241256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35519: N-(3-Amino-2-hydroxy-phenyl)-acetamide R R e R REE R
124 17.80 18.00 18.20 18.40
m/z 147.10 32.71%
166
5000
43 79 9
‘ ‘ ‘ 148
0 ,.i W T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40

8270-BF063016.-M Tue Jul 05 19:16:13 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12 e
Misc : :

ALS Vial : 32 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 unknownl19.06 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.06 7.25 ng 257944 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 49
2 (2Z2.4E)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 47
3 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 38
4 6-l1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 25
5 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 22
Abundance Scan 1529 (19.063 min): BF088670.D (-1524) (-) m/z 69.05 100.00%
69
95 123 \ﬁh'\/AAW/AJ/\\¢\Jv’r¥\~AM
5000
41
| | 18.80 19.00 19.20 19.40
Obreprrrrlli AL m/z 95.10 75.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66196: Caparratriene
4 69 95
121
5000 LR SRR BN BN B
136 163 18.80 19.00 19.20 19.40
m/z 123.10 71.59%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 69
109 LRI B SUIULI UL SUAL
18.80 19.00 19.20 19.40
5000 93 m/z 109.10 68.50%
163
136
191506
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #16968: Bicyclo[3.1.1]heptane, 2,6,6-trimethy!-
5 9 18.80 19.00 19.20 19.40

m/z 55.10 61.67%

5000
3 123

:

15 138

0’ T T

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40

8270-BF063016.-M Tue Jul 05 19:16:14 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088670.D

Aca On > 4 Jul 2016 2:14

Operator : UM/SJ

Sample : H3817-12

Misc :

ALS Vial : 32 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

55 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
164

19 00 19. 20 19. 40

Peak Number 20 3-Allyl-6-methoxyphenol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.36 2.21 ng 78661 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Allvl-6-methoxvphenol 164 C10H1202 000501-19-9 64
2 Phenol. 2-methoxv-5-(1l-propenvl)... 164 C10H1202 019784-98-6 59
3 trans-Isoeuaenol 164 C10H1202 005932-68-3 58
4 Euaenol 164 C10H1202 000097-53-0 45
5 Phenol, 2-methoxy-4-(l1-propenyl)... 164 C10H1202 005912-86-7 42
Abundance Scan 1555 (19.360 min): BF088670.D (-1549) (-) m/z 164.10 100.00%
164
5000
137
43 RN SRR LA
| 57 105 ¢ ||‘ 182 507 281 19. 00 19. 20 19. 40
0...,....,'...'.",..'-..',-...'.,."...,"..'.'.',.'.'.. NN o m/z 137.10 30.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33304: 3-Allyl-6-methoxyphenol
164
5000 149 1906"1'926"1‘946"'
77 103 131 m/z 133.00 20.48%
0

5000 5 17 149 m/z 165.10 17.29%
91 121
39
. 105 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33250: trans-lsoeugenol ! . . . ——
164 19. 00 19. 20 19. 40

m/z 149.10 16.35%

5000 149
7 103 131

0.:.[.5|...3‘9 \\ "|" “Mll? M\ i ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19. 20 19.40

8270-BF063016.-M Tue Jul 05 19:16:14 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070316\

Data File : BF088670.D

Acq On - 4 Jul 2016 2:14 Instrument :
Operator : UM/SJ BNA_F

Sample - H3817-12 ClientSampleld :
Misc : BS-5A-10.5-11FT
ALS Vial : 32 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]
Propane, 1,1-dime... 2.02 2.3 ng 81138 1 6.79 709514 20.0
R-(-)-1,2-propane... 3.02 4.5 ng 160776 1 6.79 709514 20.0
2-Pentanone, 4-hy... 4_.96 7.9 ng 279068 1 6.79 709514 20.0
unknown6 .55 6.55 93.7 ng 3322510 1 6.79 709514 20.0
4H-Cyclopenta[def... 11.90 2.2 ng 132649 4 11.29 1230260 20.0
Fluoranthene, 2-m... 13.12 2.2 ng 132904 5 13.92 1193870 20.0
1-Heneicosanol 13.79 7.6 ng 454215 5 13.92 1193870 20.0
Octadecanoic acid... 14.69 18.5 ng 659565 6 15.31 711998 20.0
Hexadecane 15.02 2.5 ng 88428 6 15.31 711998 20.0
1-Heptacosanol 15.06 6.5 ng 232971 6 15.31 711998 20.0
unknownl16.15 16.15 2.9 ng 104590 6 15.31 711998 20.0
unknownl17.22 17.22 9.1 ng 324458 6 15.31 711998 20.0
2,2,6-Trimethyl-1_.. 17.95 6.9 ng 244151 6 15.31 711998 20.0
Testosterone 18.11 2.6 ng 91373 6 15.31 711998 20.0
unknown19 .06 19.06 7.3 ng 257944 6 15.31 711998 20.0
3-Allyl-6-methoxy... 19.36 2.2 ng 78661 6 15.31 711998 20.0
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