LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 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-BF040115.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 1.438 21 22 28 rvv 73439 119690 2.99% 0.767%
2 1.530 28 30 69 rvB 2004733 4003877 100.00% 25.673%
3 4.901 323 325 335 rVB 94622 129852 3.24% 0.833%
4 6.284 444 446 452 rBV 133104 140564 3.51% 0.901%
5 6.387 452 455 458 rVB 148043 152293 3.80% 0.977%
6 6.673 477 480 483 rBV 208550 198361 4 .95% 1.272%
7 6.856 494 496 499 rBV 125646 115188 2.88% 0.739%
8 7.382 540 542 544 rBV 75764 84178 2.10% 0.540%
9 8.250 616 618 621 rBV 316863 293121 7.32% 1.880%
10 9.599 734 736 739 rBV 211905 190241 4._.75% 1.220%

11 10.399 804 806 809 rBvV 273304 366278 9.15% 2.349%
12 11.371 889 891 894 rBvV2 97592 137382 3.43% 0.881%
13 12.216 963 965 967 rBV 345234 485540 12.13% 3.113%
14 12.251 967 968 970 rvVv 364656 267814 6.69% 1.717%

15 12.308 971 973 976 rVB 90711 99379 2.48% 0.637%
16 12.845 1017 1020 1021 rBV 48484 45676 1.14% 0.293%
17 12.879 1021 1023 1026 rVB 60933 60133 1.50% 0.386%
18 12.971 1029 1031 1033 rVV 79515 97530 2.44% 0.625%
19 13.222 1051 1053 1057 rvB2 40957 72155 1.80% 0.463%
20 13.531 1077 1080 1081 rBV 27219 42432 1.06% 0.272%

21 13.702 1093 1095 1098 rBV 421310 577580 14.43% 3.703%
22 13.794 1101 1103 1104 rBVZ2 37141 40127 1.00% 0.257%
23 13.977 1116 1119 1122 rVV 542764 588309 14.69% 3.772%
24 14.205 1135 1139 1141 rVB 255586 290302 7.25% 1.861%

25 14.274 1141 1145 1146 rBV2 29508 50743 1.27% 0.325%
26 14.399 1150 1156 1158 rBV2 64386 130571 3.26% 0.837%
27 14.479 1161 1163 1165 rBV 42214 51604 1.29% 0.331%
28 14.525 1165 1167 1171 rBV 46632 78814 1.97% 0.505%
29 15.017 1207 1210 1214 rBV 36369 74464 1.86% 0.477%
30 15.154 1219 1222 1224 rBV 67798 92820 2.32% 0.595%
31 15.188 1224 1225 1228 rVV2 43403 79860 1.99% 0.512%
32 15.245 1228 1230 1232 rVV2 33589 43186 1.08% 0.277%
33 15.291 1232 1234 1237 rVB 40080 57587 1.44% 0.369%
34 15.405 1242 1244 1246 rBV3 42165 93533 2.34% 0.600%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 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-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.462 1246 1249 1251 rVV2 521298 937572 23.42% 6.012%

36 15.725 1270 1272 1274 rVB 43167 45903 1.15% 0.294%
37 15.771 1274 1276 1279 rBV2 34972 58310 1.46% 0.374%
38 15.965 1290 1293 1295 rBV 58756 84733 2.12% 0.543%
39 16.217 1313 1315 1318 rVB2 73181 100387 2.51% 0.644%
40 16.674 1353 1355 1358 rVB2 29706 43334 1.08% 0.278%

41 16.743 1358 1361 1366 rBVY 260324 569293 14.22% 3.650%
42 16.857 1369 1371 1374 rVB 45466 59022 1.47% 0.378%
43 16.994 1380 1383 1386 rBVY 186296 287595 7.18% 1.844%
44 17.051 1386 1388 1391 rVV 142231 190909 4.77% 1.224%
45 17.120 1391 1394 1396 rVV 207361 263618 6.58% 1.690%

46 17.177 1396 1399 1405 rVVv2 334187 611285 15.27% 3.920%
47 17.760 1448 1450 1452 rBV 148261 242013 6.04% 1.552%
48 17.806 1452 1454 1457 rVB2 76943 118848 2.97% 0.762%
49 18.251 1491 1493 1496 rBVY 39167 61519 1.54% 0.394%
50 18.377 1501 1504 1508 rVB2 128475 254849 6.37% 1.634%

51 18.514 1514 1516 1517 rBV 34158 49960 1.25% 0.320%
52 18.697 1529 1532 1536 rVB 95364 166964 4_.17% 1.071%
53 18.857 1542 1546 1550 rBV3 159523 487468 12.17% 3.126%
54 19.143 1567 1571 1575 rBV 86391 255003 6.37% 1.635%
55 19.223 1576 1578 1582 rVB2 84156 158506 3.96% 1.016%

56 19.406 1590 1594 1600 rVvB2 113718 356133 8.89% 2.284%
57 19.577 1606 1609 1613 rBV3 56238 134603 3.36% 0.863%
58 20.126 1654 1657 1661 rBV2 37494 148485 3.71% 0.952%
59 20.206 1661 1664 1668 rVVv2 87067 221586 5.53% 1.421%
60 20.286 1668 1671 1681 rVB2 89823 336497 8.40% 2.158%

Sum of corrected areas: 15595579
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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\BF041715\

BF078631.D

18 Apr 2015 8:32

TP/1Z

G1919-01 5X

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

1.44

TIC: BFO78631.D

1153

4.90

Ot——
Time--> 1.

50 2.00 2.50

3.00 3.50

I
4.00 4.50 5.00 5.50

Abundance
2000000

1500000

1000000

500000

8.25

TIC: BFO78631.D

10.40

1255
9.60
31

11.37

12HP 13, 3.79
& 13.22 13.53

T
Time--> 8.00

Olr———

A
LIRS B B B BN B B B B B B B

10.50 11.00 11.50 12.00

8.50 9.00 9.50 10.00

12.50

13.50

14.50

13.00 14.00

Abundance
2000000

1500000

1000000

500000

TIC: BFO78631.D

15.46

05—

Time-->

15.00

17.50 18.00

18.50 19.00

15.50

16.00 16.50 17.00

20.00

19.50 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3 unknown6.39 Concentration Rank 3

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

6.39 15.36 ng 152293 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 455 (6.387 min): BF078631.D (-452) (-) m/z 132.00 100.00%
5000 68
40 - 54 75 o 103 6.00 6.0 6.40 6.60 6.80
01 m/z 68.10 37 .55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SR RSN RN AR R
6.00 6.20 6.40 6.60 6.80
78 m/z 134.00 32.74%
31 54 51
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 640 6.60 6.80
5000 m/z 66.10 23.19%
104

66 77

14 27 37 44 51l 58 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine R B
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 14 .95%

5000 104
39 52 g 78
W J ‘M‘ “ 92 ‘ 117

™
--|--n|----|----|----|----|n--|----|--n|----|----|----|----| T LI L L L L B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

o

8270-BF040115.M Mon Apr 20 15:06:28 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.88 2.48 ng 60133 Phenanthrene-d10 12.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
Abundance Scan 1023 (12.879 min): BF078631.D (-1021) (-) m/z 192.10 100.00%
2
5000
39 51 63 82 94 115 139150 165 I I].IZG:OI I1I28IOI IléOIOI ;I.éZIOI -
01 m/z 191.10 63.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192 Mw
5000 A
12 60 12. 80 13. oo 13. 20
165 m/z 189.10 28.45%
94
0 27 39 51 63 8 7 115126130 152 | 176 WH
m/z--> ﬁo 45 eb éo 160 150 150 1&0 1éo 200 '
Abundance
192
1260 12. 8'0' 13.00 13.20
5000 m/z 193.10 17 .84%
165
ol 15 27 39 51 63 83 95 115996139 152 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192 12.60 12.80 13.00 13.20
m/z 190.10 15.90%
5000
0 27 39 50 63 74 85 96 115126 139 152 \ 176 h
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 180 200 ' 12 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 16

R.T. EstConc Area Relative to ISTD R.T.
12.97 4.02 ng 97530 Phenanthrene-d10 12.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 62
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 35
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 25
5 Benzene, 1,1"-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 22
Abundance Scan 1031 (12.971 min): BF078631.D (-1029) (-) m/z 190.10 100.00%

5000
165 1260 12.80 13.00 13.20
39 51 63 81 111 139 152 : - - :
(0} m/z 189.10 95.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 |||||||||||||||||||||/|\/|\h
94 12.60 12.80 13.00 13.20
m/z 192.10 53.09%
oL 27 3950 63 8 || 110122 137 150 163 178 ||
R o e B L i o e o e e e ML
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
192
R e S R
12.60 12.80 13.00 13.20
5000 m/z 191.10 47 .15%
95 165

28 39 51 63 83 115 126 139 152 176

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50622: Phenanthrene, 4-methyl- SRS I | RS SR S B L)
192 12.60 12.80 13.00 13.20

m/z 94.50 22 .55%

5000

40 95 165
. | 50 63 8 | 125 139 152 | 174 [

|
T T
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 2-phenyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.22 2.97 ng 72155 Phenanthrene-d10 12.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 86
2 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 86
3 5.160I17.2°1:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 78
4 2-Phenvlnaphthalene 204 Cl6H12 035465-71-5 70
5 Naphthalene, 1-phenyl- 204 Cl6H12 000605-02-7 55
Abundance Scan 1053 (13.222 min): BF078631.D (-1051) (-) m/z 204.10 100.00%
204
5000
51 76 101 165 239 13.00 13.20 13.40 13.60
: e T I I m/z 202.10 41.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58962: Naphthalene, 2-phenyl-
204
5000 LI SUIUL BURRLRR BRI B

101 13.00 13.20 13.40 13.60
$ m/z 203.10 28.53%

51 76“ d 126 150 176

o[ VU s A ——
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
e REme b
13.00 13.20 13.40 13.60
5000 m/z 205.10 16.19%
232
101
0 51 76 126 150 176
e Bl LA o B
m/z--> 50 100 150 200 250 300 350 400 N
Abundance #158148: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy... R Ean mome s e e
204 13.00 13.20 13.40 13.60
m/z 101.10 11.00%
5000
39 63 101 156 152176 313 408 .
T T T T e AR
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pyrene, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.40 2.79 ng 130571 Chrysene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
Abundance Scan 1156 (14.399 min): BF078631.D (-1150) (-) m/z 216.10 100.00%
216
5000
94 107 189 14.00 14.20 14.40 14.60 14.80
163
Obrr oo TT | M9 137149 D976 F??-.\IJLW m/z 215.10  81.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67025: Pyrene, 2-methyl-
216
5000 95
108 14.00 14.20 14.40 14.60 14.80
189 m/z 213.10 20.51%
o 5364 81 | | 122 150163174 . 200 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
14.00 14.20 14.40 14.60 14.80
5000 m/z 217.10 18.06%
108 189
0 27 39 50 63 74 95 122 139150 163174 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67023: Pyrene, 1-methyl-
216 14.00 14.20 14.40 14.60 14.80
m/z 107 .50 12.45%
5000
95 108 189
ol 14 27 39 50 63 82 | 7i° 122134 150163174 | 200 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.99 9.41 ng 287595 Perylene-d12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Eilcosane 282 C20H42 000112-95-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1383 (16.994 min): BF078631.D (-1380) (-) m/z 57.10 100.00%

57

ES

5000
4 L o o o o o o o
16.60 16.80 17.00 17.20 17.40
141 169 211 258
0 1962 226241 L0 284 m/z 71.10 70.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91036: Octadecane
57
5000 85 [Trrr[rrrr[rrrrprrrrr1
4 16.60 16.80 17.00 17.20 17.40
m/z 43.10 63.04%
o ‘ L 4 U3 141 160 197 05 254
.npnqu.qunpu.vnwnnlnnpn..”.””..”.”.”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
s e R e
85 16.60 16.80 17.00 17.20 17.40
5000 m/z 85.10 50.59%
41
113
oL 26 141 169 197 205 53 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane R B R
57 16.60 16.80 17.00 17.20 17.40
m/z 55.10 22 .24%
85
5000
4
113
. 2 | | o[ a0 197 o asae oo
”q”.q”.q”.q”.q“”,””,””,””,”” L ESEEE S Sh e R B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 60 16. 80 17. 00 17.20 17.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF041715\
BFO78631.D

18 Apr 2015 8:32
TP/1Z
G1919-01 5X

28 Sample Multiplier: 1

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 10

Peak Number

11 Heneicosane

R.T. EstConc Area Relative to ISTD R.T.
17.76 7.92 ng 242013 Perylene-d12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 1450 (17.760 min): BF078631.D (-1448) (-) m/z 57.10 100.00%
g7
5000 % J@V
B AR URRURE UL BV I
17.40 17.60 17.80 18.00
141
ol .3.~,I. b ll Lt 109 197 298258275296 329350 |\ ns 71.10 | 71.82%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 L AR BURBL DU R B
17.40 17.60 17.80 18.00
m/z 43.10 58.73%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ { 141 169 197 225 253 296
m/z--> éo 160 150 260 2éo 360 350
Abundance
43
71 B BN URRURE UL B I
17.40 17.60 17.80 18.00
5000 m/z 85.10 49 .94%
99 126 154 183
o SRR S Y Y N —
m/z--> 50 100 150 200 250 300 350
Abundance #147095: Eicosane, 7-hexyl- L e m E e o
57 17.40 17.60 17.80 18.00
m/z 55.10 22 .10%
o 3 J‘,I Lllf . 141 165182 21 252 281 308 337
m/z--> éo 160 150 200 250 360 3éo 1720 1760 1780 18b0 '

8270-BF040115.

M Mon Apr 20 15:06:33 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl17.81 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.81 3.89 ng 118848 Perylene-d12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. 4-fo... 232 C14H1603 146606-04-4 22
2 Benzene. 2-chloro-1.4-bis(cvcloh... 364 C20H25CI04 294874-04-7 22
3 5-Amino-1-ethvilpvrazole 111 C5HON3 003528-58-3 22
4 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 22
5 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 22
Abundance Scan 1454 (17.806 min): BF078631.D (-1452) (-) m/z 83.10 100.00%
111 191
264 LB B O e e
297 324 351 17.40 17.60 17.80 18.00 18.20
0 m/z 97.10 82.73%
m/z--> 50 100 150 200 250 300 350
Abundance #77438: Cyclohexanecarboxylic acid, 4-formylpheny! ester
83
55
5000 111 LN SUREUSEE SUNIULN SR I
17.40 17.60 17.80 18.00 18.20
m/z 69.10 61.88%
0 Al i 232
m/z--> §0 160 150 200 2éo 300 3%0
Abundance
83
55 LN SURBURE SURUILN BRI B
17.40 17.60 17.80 18.00 18.20
5000 m/z 55.10 39.23%
T /\,\v_/%/j\/\/d\/\/\/\,\/\/v
036 144179 220 254 364
m/z--> §0 160 1%0 200 2%0 300 3%0
Abundance #5937: 5-Amino-1-ethylpyrazole A
83 17.40 17.60 17.80 18.00 18.20
m/z 191.15 29.31%
5000 111 \\AJVVJXJNLJ\/\LV\WANA/\W\FJ
54
Oﬁgil'h"lJ"' UL WU I UL S LN SUREURE SUNUILS BRI B
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00 18.20

8270-BF040115.M Mon Apr 20 15:06:34 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 _gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.86 15.95 ng 487468 Perylene-d12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 64
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 47
5 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 32
Abundance Scan 1546 (18.857 min): BF078631.D (-1542) (-) m/z 43.10 100.00%
a3
95
5000
5y B 44 18/60 18.80 19.00 19.20
O m/z 95.10 58.40%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 LR BULN UL UL SO
145 o1s 203 414 mmmmmmmmo
‘ s 255 ‘ 329 g m/z 55.10  56.49%
o) — \‘I 1 IM' i ‘1\“ ] ‘?“I“' ZIVIGI IH' : ‘l '3|$"1 : .“ .M‘
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance
43
18/60 18.80 19.00 19.20
5000 81 105 m/z 107.10 55.20%
18 145 . e 414
. 173 234255276 303 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro- R REERE RS L
43 18.60 18.80 19.00 19.20
m/z 57.10 47 .54%
5000
414
69 105
145 329
0 IIIJIIQLMIM U‘.".".‘“.“ m:!'\71|8 |2.1?.2.46.2.73..3|0?...3|5‘.1.3.81.M|... T T T
m/iz--> 0 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20

8270-BF040115.M Mon Apr 20 15:06:35 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8-Amino-6,7-dimethoxy-4-met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.14 8.34 ng 255003 Perylene-di12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 53
2 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 53
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 46
4 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 43
5 2H-1-Benzopyran-2-one, 6-acetyl-... 260 C14H1205 129812-31-3 38
Abundance Scan 1571 (19.143 min): BF078631.D (-1567) (-) m/z 218.20 100.00%

218
5000
69 9% 35 189
41

161 264 290 ana 327 18.80 19.00 19.20 19.40

o : Lmﬁw% m/z 203.15  74.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #67928: 8-Amino-6,7-dimethoxy-4-methylquinoline
218
5000 LA L L L L L LB L L B
18.80 19.00 19.20 19.40
m/z 95.10 22 .78Y%
104 132 160 1
51 77 7 87
) S o SRV P K AT A 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
218
e A mme s
18.80 19.00 19.20 19.40
5000 190 m/z 219.20 19.53%

69
27 51 91 109 129147 173

LB R R L L I B I I B B R RN RN RN RN AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #68256: Pyrene, hexadecahydro- R R Bmman
18.80 19.00 19.20 19.40

m/z 189.15 19.10%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 80 19. OO 19 20 19. 40

8270-BF040115.M Mon Apr 20 15:06:36 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl19.22 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.22 5.19 ng 158506 Perylene-di12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 42
2 2-Amino-4-cvanomethvl-6-piperidi... 218 C10H14N6 1000241-05-9 38
3 1-Hvdroxvpvrene 218 C16H100 005315-79-7 25
4 2H-Naphthol2.1-clpvran-4.7-dione... 314 C19H2204 010404-52-1 18
5 Anthracene, 1-(bromoacetyl)- 298 C16H11BrO 052643-81-9 15
Abundance Scan 1578 (19.223 min): BF078631.D (-1576) (-) m/z 109.10 100.00%
9
5000
246 570 313 L AL B I B
9 38 19.00 19.20 19.40 19.60
o} m/z 218.20 86 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218
41 91 133
5000 175
o7 9 19.00 19.20 19.40 19.60
m/z 205.20 78 .80%
155 |
o e ey
m/z--> 50 100 150 200 250 300 350
Abundance
218
189 19,00 19.20 19.40 19.60
5000 m/z 55.10 76.71%
84 135 163
43
oL17 66 09
m/z--> 50 100 150 200 250 300 350
Abundance #68243: 1-Hydroxypyrene R  RREEEEES e
218 19.00 19.20 19.40 19.60
189 m/z 79.10 66 .13%
5000 %
363 | | 122 13 |
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60

8270-BF040115.M Mon Apr 20 15:06:37 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hop-22(29)-en-3.beta.-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.41 11.65 ng 356133 Perylene-di12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hopn-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 62
2 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 35
3 .alpha.-Amvrin 426 C30H500 000638-95-9 27
4 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 25
5 6-l1sopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 22
Abundance Scan 1594 (19.406 min): BF078631.D (-1590) (-) m/z 218.20 100.00%
95 189 218
135
55
5000
1ol 257 285308 426 | | 19.00 19.20 19.40 19.60 19.80
0 Lyl b6 1| “m/z 189.15  84.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161281: Hop-22(29)-en-3.beta.-ol
189
5000 UL VAR UL SRR B
m 19.00 19.20 19.40 19.60 19.80
m/z 95.10 79.71%
“ 18 297 344 378 411
o) I |.U‘..|....”ﬂ.‘...‘l“.l‘.“.‘l.‘.‘..
m/z--> 150 200 250 300 350 400
Abundance
107
4 79 19.00 19.20 19.40 19.60 19.80
5000 135 189 m/z 135.10 73.94%
T ”\/\/\/\J\/\Am'
15
L L L L L UL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #161264: .alpha.-Amyrin A B
218 19.00 19.20 19.40 19.60 19.80
m/z 107.10 64 .25%
o MW
95 135 189
43 % P, L T | 243 272207 330 365 303 D0
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60 19.80

8270-BF040115.M Mon Apr 20 15:06:38 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Testosterone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.58  4.40 ng 134603  Perylene-diz 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Testosterone 288 Cl0H2802 000058-22-0 78
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 42

3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 27
4 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 27

5 Furan-2-carboxylic acid (2,2,6,6... 250 C14H22N202 300574-70-3 22
Abundance Scan 1609 (19.577 min): BF078631.D (-1606) (-) m/z 124.05 100.00%
124
5000
19.20 19.40 19.60 19.80
0 m/z 43.10 46.78%
m/z--> 50 100 150 200 250 300 350
Abundance #111021: Testosterone
124 288
5000 246 [Trrr[rrrryrrrrrrrorm—
a 91 147 203 19.20 19.40 19.60 19.80
0
67 165 ‘ 298 m/z 229.15 40.25%
o IH\H\F il oo i e “‘.‘ '“‘I L ‘; S
m/z--> 50 100 150 200 250 300 350
Abundance
124
R A RRREE B
19.20 19.40 19.60 19.80
5000 m/z 55.10 38.93%
288
91 147
165 185 228 | 270
o MERESENESENENES M1 1] 1] 171 0TS 0TI A L S
m/z--> 50 100 150 200 250 300 350
Abundance #110773: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone A e
124 19.20 19.40 19.60 19.80
m/z 57.10 27 .39%
5000
288
76 95
oL %0 Wi 10 177106 203 258
— T R A RRREE R
m/z--> 50 100 150 200 250 300 350 19. 20 19. 40 19. 60 19.80

8270-BF040115.M Mon Apr 20 15:06:39 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown20.13 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
20.13 4.86 ng 148485 Perylene-di12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethane. 1.2-dibromo-1.1-difluoro- 222 C2H2Br2F2 000075-82-1 37

2 1.5-Dichloro-2-((2-chloro-6-fluo... 366 C14H10CI3F02S 1000298-20-5 25
3 Phosphonous acid. phenvl-. dibut... 254 C14H2302P 003030-90-8 25
4 Hexanedioic acid. 3-methvl-. bis... 272 C15H2804 057983-09-2 25
5 Benzene, 1,1"-sulfonylbis[4-fluoro- 254 C12H8F202S 000383-29-9 25

Abundance Scan 1657 (20.126 min): BF078631.D (-1654) (-) m/z 143.10 100.00%
143
>0 JL
43
71 95 205 L R A
163 3 0g 253 285306 341 399 19.80 20.00 20.20 20.40
0 m/z 43.10 26.88%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #71156: Ethane, 1,2-dibromo-1,1-difluoro-
143
5000 LA L L L L LB LB |
64 19.80 20.00 20.20 20.40
123 m/z 95.10 22 .56%
93
L B0 PR W - S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
143
R EmE e EERRE R
19.80 20.00 20.20 20.40
5000 m/z 125.10 20.40%
107
39 63 g3 175197 231 267 302 368
T L e B e e e e T L e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #90659: Phosphonous acid, phenyl-, dibutyl ester T T
143 19.80 20.00 20.20 20.40
m/z 81.10 20.32%
5000 \/\AM/—/\]\/\,\/\M‘
29 57 77 199
8 e =Y~ N B
m/z--> 0 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40

8270-BF040115.M Mon Apr 20 15:06:40 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown20.21 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.21 7.25 ng 221586 Perylene-di12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 38
2 1.2.4.4-Tetramethvlcvclopentene 124 C9H16 065378-76-9 38
3 2-Cvclohexen-1-ol. 2-methvl-5-(1... 152 C10H160 001197-06-4 38
4 Cvclopropanecarboxvlic acid. 2.2... 168 C10H1602 033383-56-1 35
5 1,2,3-Trimethyl-cyclopent-2-enec... 138 C9H140 1000190-18-1 35
Abundance Scan 1664 (20.206 min): BF078631.D (-1661) (-) m/z 109.10 100.00%
109
69
5000
205 RSN B B
232 o261 287 313 356 19.80 20.00 20.20 20.40 20.60
0 m/z 69.10 53.93%
m/z--> 50 100 150 200 250 300 350
Abundance #19234: Cyclohexanol, 3,3,5-trimethyl-
109
5000 83 RNV R B
19.80 20.00 20.20 20.40 20.60
41 m/z 95.10 44.16%
ol15 ,I#gl -““-”‘. R —
m/z--> 50 100 150 200 250 300 350
Abundance
109
19.80 20.00 20.20 20.40 20.60
5000 67 m/z 43.10 33.26%
41 91
15
L L S (L WL (L WL
m/z--> 50 100 150 200 250 300 350
Abundance #24231: 2-Cyclohexen-1-ol, 2-methyl-5-(1-methylethenyl)-, cis A B
109 19.80 20.00 20.20 20.40 20.60
m/z 41.10 22.23%
84
5000 55
27 137
0 oy S —
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40 20.60

8270-BF040115.M Mon Apr 20 15:06:41 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078631.D

Aca On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : 61919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7
R.T. EstConc Area Relative to ISTD R.T.
20.29 11.01 ng 336497 Perylene-d12 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 53
2 Sesauirosefuran 218 C15H220 039007-93-7 50
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 42
4 (laR.3S.3aS.7R.7aR.7bS)-(-)-1a.2... 222 C15H260 028329-86-4 41
5 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 38
Abundance Scan 1671 (20.286 min): BF078631.D (-1668) (-) m/z 69.10 100.00%

95 123

%

5000
163 101

273
302 326 350 20.00 20.20 20.40 20.60

0 m/z 95.10 83.38%
m/z--> 50 100 150 200 250 300 350
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109
i 137 218
5000 78 LA L L L L L LB
160 20.00 20.20 20.40 20.60

m/z 123.10 82.84%
‘ 189
m/z--> 50 100 150 200 250 300 350
Abundance
69 123
Al Emma s B
95 20.00 20.20 20.40 20.60
5000 41 m/z 109.10 74.10%
149 175 218
oty i,
m/z--> 50 100 150 200 250 300 350
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... Al Emma s B
1 9 20.00 20.20 20.40 20.60
m/z 55.10 72.80%
67 123
5000
147 218
‘ 175
ol O O . S —
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041715\
Data File : BF078631.D

Acq On : 18 Apr 2015 8:32

Operator : TP/1Z

Sample : G1919-01 5X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .39 6.39 15.4 ng 152293 1 6.67 198361 20.0
Phenanthrene, 2-m... 12.88 2.5 ng 60133 4 12.22 485540 20.0
4H-Cyclopenta[def... 12.97 4.0 ng 97530 4 12.22 485540 20.0
Naphthalene, 2-ph... 13.22 3.0 ng 72155 4 12.22 485540 20.0
Pyrene, 2-methyl- 14.40 2.8 ng 130571 5 15.47 937572 20.0
Octadecane 16.99 9.4 ng 287595 6 17.19 611285 20.0
Heneicosane 17.76 7.9 ng 242013 6 17.19 611285 20.0
unknownl17.81 17.81 3.9 ng 118848 6 17.19 611285 20.0
-gamma.-Sitosterol 18.86 15.9 ng 487468 6 17.19 611285 20.0
8-Amino-6,7-dimet... 19.14 8.3 ng 255003 6 17.19 611285 20.0
unknown19 .22 19.22 5.2 ng 158506 6 17.19 611285 20.0
Hop-22(29)-en-3.b... 19.41 11.7 ng 356133 6 17.19 611285 20.0
Testosterone 19.58 4.4 ng 134603 6 17.19 611285 20.0
unknown20.13 20.13 4.9 ng 148485 6 17.19 611285 20.0
unknown20.21 20.21 7.3 ng 221586 6 17.19 611285 20.0
5-Bromo-4-oxo0-4,5... 20.29 11.0 ng 336497 6 17.19 611285 20.0
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