LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\

Data File : BFO77967.D

Aca On - 25 Mar 2015 22:45 Instrument :

Operator : TP/1Z E?Afs el
- _ lentosampleld :

3?22Ie : G1643-05 o o

ALS Vial : 16 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-BF031115.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

1.355 38 41 44 rVB 151895 234828 7.07% 0.506%
1.516 53 55 58 rvB 208233 258016 7.77% 0.556%
75 83 rBvV 65732 102916 3.10% 0.222%
5.162 373 374 377 rVB 72979 86222 2.60% 0.186%
5.310 384 387 390 rBV 112813 140446 4.23% 0.303%

abrwWNPEF
=
\l
D
N
\l
w

5.379 390 393 401 rvB 347719 450681 13.57% 0.971%

5.642 413 416 418 rVB 80634 97183 2.93% 0.209%
492 494 rVwV 113398 119689 3.60% 0.258%
6.602 498 500 504 rvB 85761 74364 2.24% 0.160%

QO ~NO®
(9}
a1
=
o
N
O
o

6.670 504 506 508 rBvV 307507 308518 9.29% 0.665%

11 6.705 508 509 511 rVB 107363 80045 2.41% 0.172%
12 6.807 515 518 520 rBV 924586 892447 26.86% 1.923%
13 6.876 522 524 527 rBV 370975 348550 10.49% 0.751%
14 7.093 540 543 546 rBV 291564 268864 8.09% 0.579%
15 7.162 547 549 551 rvv 199474 192374 5.79% 0.414%

16 7.196 551 552 555 rvv 395454 436858 13.15% 0.941%
17 7.276 557 559 561 rvv2 992913 1410972 42.47% 3.040%

18 7.756 598 601 602 rBV 74317 98437 2.96% 0.212%
19 7.790 602 604 606 rvv 780828 711507 21.42% 1.533%
20 7.950 616 618 621 rBvV2 36385 73627 2.22% 0.159%
21 8.088 628 630 632 rVB 87251 85336 2.57% 0.184%
22 8.362 651 654 657 rvv2 181015 226413 6.82% 0.488%
23 8.476 661 664 668 rBV3 70220 90524 2.72% 0.195%
24 8.671 678 681 683 rvv 466750 515092 15.51% 1.110%
25 8.705 683 684 686 rvv2 90852 89837 2.70% 0.194%
26 8.762 686 689 691 rvv2 56334 81699 2.46% 0.176%
27 8.888 696 700 702 rvVv 47850 97212 2.93% 0.209%
28 8.968 705 707 710 rvv2 63525 97268 2.93% 0.210%

29 9.151 721 723 725 rVV 544315 618254 18.61% 1.332%
30 9.219 726 729 731 rVvV 132029 250633 7.54% 0.540%

31 9.253 731 732 735 rvv2 77122 135424 4.08% 0.292%
32 9.333 735 739 740 rVvV 220546 363194 10.93% 0.782%
33 9.356 740 741 746 rVvV 246796 570657 17.18% 1.229%
34 9.425 746 747 748 rVvV 78334 73490 2.21% 0.158%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\

Data File : BFO77967.D

Aca On - 25 Mar 2015 22:45 Instrument :

Operator : TP/1Z E?Afs el
- _ lentosampleld :

3?22Ie : G1643-05 o o

ALS Vial : 16 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.482 748 752 754 rvV 226968 462977 13.94% 0.997%

36 9.551 756 758 760 rvVv 115015 172790 5.20% 0.372%
37 9.676 765 769 770 rvV 116916 185966 5.60% 0.401%
38 9.791 776 779 781 rVvV 175228 270779 8.15% 0.583%
39 9.882 783 787 789 rvv3 36217 96829 2.91% 0.209%
40 10.019 797 799 801 rvV 1680242 1501001 45.18% 3.234%

41 10.156 808 811 816 rvVv 236087 444385 13.38% 0.957%
42 10.248 816 819 823 rvv4 37320 107009 3.22% 0.231%
43 10.316 823 825 827 rVvv2 137264 223018 6.71% 0.480%
44 10.362 827 829 831 rvv2 95839 183182 5.51% 0.395%
45 10.419 832 834 835 rvv 133329 193030 5.81% 0.416%

46 10.454 835 837 839 rvv 150332 259539 7.81% 0.559%
47 10.499 839 841 843 rvv2 49954 111988 3.37% 0.241%
48 10.579 846 848 851 rvv2 74398 131759 3.97% 0.284%
49 10.636 851 853 854 rvv 68933 96140 2.89% 0.207%
50 10.682 855 857 862 rvv 121687 209330 6.30% 0.451%

51 10.785 864 866 869 rvv3 38925 96510 2.91% 0.208%
52 10.842 869 871 873 rvVv 455496 583593 17.57% 1.257%
53 10.899 875 876 878 rvVv 68286 78259 2.36% 0.169%
54 10.979 882 883 885 rvv 60683 81560 2.46% 0.176%

55 11.036 886 888 892 rvv 128536 234103 7.05% 0.504%

56 11.139 895 897 901 rvv2 74138 186265 5.61% 0.401%

57 11.231 903 905 906 rvv2 59431 84816 2.55% 0.183%
58 11.379 914 918 920 rVvv3 38209 82788 2.49% 0.178%
59 11.482 924 927 931 rVB4 35476 106323 3.20% 0.229%
60 11.551 931 933 937 rBv4 37503 93962 2.83% 0.202%

61 11.814 954 956 960 rBV2 967443 1150982 34.65% 2.480%
62 12.019 972 974 977 rBV 156625 158113 4.76% 0.341%
63 12.088 977 980 982 rvVv 575378 914924 27 .54% 1.971%
64 12.134 982 984 985 rvv2 635500 906594 27.29% 1.953%
65 12.168 985 987 991 rVvv3 481245 1073735 32.32% 2.313%

66 12.248 991 994 997 rvVv 358642 502968 15.14% 1.084%
67 12.305 997 999 1001 rvv2 332871 515024 15.50% 1.110%
68 12.351 1001 1003 1006 rvVv 894570 989718 29.79% 2.132%
69 12.397 1006 1007 1009 rVvv2 272393 301746 9.08% 0.650%
70 12.671 1029 1031 1034 rVB 439844 481776 14.50% 1.038%

71 12.854 1044 1047 1049 rBV 1872424 2151326 64.76% 4_.635%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\

Data File : BFO77967.D

Aca On - 25 Mar 2015 22:45 Instrument :

Operator : TP/1Z E?Afs el
- _ lentosampleld :

a?ggle : G1643-05 o o

ALS Vial : 16 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-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.231 1077 1080 1082 rBV 157555 219447 6.61% 0.473%
73 13.391 1092 1094 1097 rBV 576871 792570 23.86% 1.707%
74 13.460 1097 1100 1102 rVV 1377692 1751846 52.73% 3.774%
75 13.505 1102 1104 1107 rVV2 1543948 3322100 100.00% 7.157%

76 13.562 1107 1109 1111 rVV 1314090 1915457 57.66% 4.126%
77 13.620 1111 1114 1115 rVV 1088717 1776888 53.49% 3.828%
78 13.654 1115 1117 1118 rVV2 1058054 1619405 48.75% 3.489%
79 13.677 1118 1119 1121 rVV 628970 855103 25.74% 1.842%
80 13.711 1121 1122 1126 rVV 1306585 2377894 71.58% 5.123%

81 13.768 1126 1127 1130 rVB 1034233 987627 29.73% 2.128%
82 13.894 1136 1138 1141 rBV2 179314 278409 8.38% 0.600%
83 14.157 1158 1161 1162 rVV 76713 107943 3.25% 0.233%
84 14.237 1165 1168 1169 rVV2 64368 151745 4._.57% 0.327%
85 14.294 1169 1173 1174 rVV2 187806 397001 11.95% 0.855%

86 14.328 1174 1176 1178 rVV 71756 148323 4._46% 0.320%
87 14.397 1180 1182 1186 rVB 95822 130413 3.93% 0.281%
88 14.671 1203 1206 1209 rBV 1721898 1738508 52.33% 3.745%
89 14.843 1217 1221 1222 rBV2 120571 277298 8.35% 0.597%
90 14.911 1226 1227 1229 rVV2 77904 118594 3.57% 0.255%

91 14.957 1229 1231 1232 rVV 117775 163605 4.92% 0.352%
92 14.991 1232 1234 1238 rVV2 159409 305153 9.19% 0.657%
93 15.048 1238 1239 1242 rVV 144727 215419 6.48% 0.464%

94 15.105 1242 1244 1246 rVV 57492 77990 2.35% 0.168%
95 15.494 1274 1278 1281 rBV 27761 75134 2.26% 0.162%
96 15.848 1307 1309 1315 rVB 59156 77676 2.34% 0.167%

97 15.951 1315 1318 1321 rBV 577927 611992 18.42% 1.318%
98 16.180 1336 1338 1342 rVV3 62851 169894 5.11% 0.366%
99 16.237 1342 1343 1346 rVV 51298 92619 2.79% 0.200%
100 17.654 1464 1467 1470 rBVY 455044 556500 16.75% 1.199%

Sum of corrected areas: 46418937
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

1000000

500000

2 V%

”‘i'if‘g‘i?&@ N

3.89

Abundance TIC: BFO77967.D
1500000
1000000 6.81 7.28
500000
7.2
5.38 6.675-887.0
.52
138
1.74 518:% 5.64 6.81407 R
s .M.A., A AA. | BAUNepan e
Time-->  1.00 1.50 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: BFO77967.D
12,85
10.02
13.51
1500000
13888 71

14.29
0

0‘ _, il ~d\ A
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BFO77967.D
14.67
1500000
1000000
15.95
500000
Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 1 unknown6.81 Concentration Rank 9

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

6.81 66.39 ng 892447 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 518 (6.807 min): BF077967.D (-515) (-) m/z 132.00 100.00%
5000 68
—r e
40 54 J 6.40 6.60 6.80 7.00 7.20
| I TR -|-| 7.7,?.7.!,’1?“?..,.. N — m/z 68.10  36.09%
m/z--> 40 60 100 120 140 160 180
Abundance #13677. 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R T L RN L
6.40 6.60 6.80 7.00 7.20
2 51 78 m/z 134.00 32.65%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 22.57%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e R m e
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 14 .20%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 3 1-Hexanol, 2-ethyl- Concentration Rank 17

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

7.20 32.50 ng 436858 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 56
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 42
4 dl1-2-Ethvlhexvl chloroformate 192 C9H17CI02 024468-13-1 40
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 38

Abundance Scan 552 (7.196 min): BF077967.D (-551) (-) m/z 57.10 100.00%
57
5000 a1
70 83 M A L IR
0 “ R 19 o, 6.80 7.00 7.20 7.40 7.60
o o S BN B m/z 41.10 38.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13212: 1-Hexanol, 2-ethyl-
57
5000 41
6.80 7.00 7.20 7.40 7.60
83 m/z 43.10 32.71%

o

o LTS o,
S 1| O S S N e NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
42

6.80 7.00 7.20 7.40 7.60

5000 m/z 55.10 25.21%
29
71 g3
o 98 12 158 143
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13213: 2-Propyl-1-pentanol REEREEEE LS R
57 6.80 7.00 7.20 740 760

m/z 56.10 19.79%

5000 41
29 70
ol 15 T I o112 A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 680 7.00 720 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Phenol, 4-propyl- Concentration Rank 19

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

9.15 24 .01 ng 618254 Naphthalene-d8 8.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-propvl- 136 C9H120 000645-56-7 90
2 Phenol. 2-propvl- 136 C9H120 000644-35-9 60
3 Pvridine. 2.5-dimethvl- 107 C7HON 000589-93-5 53
4 Benzenemethanol. .alpha.-2-cvclo... 188 C13H160 005723-89-7 36
5 Tyrosine 181 C9H11NO3 000060-18-4 36

Abundance Scan 723 (9.151 min): BF077967.D (b(-721) ) m/z 107.10 100.00%
107
5000
136 N A R L R
" | 8.80 9.00 9.20 9.40
39 51
Ol ettt 28 | 146 1 Tn/z 136.10  22.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15798: Phenol, 4-propy!-
107
5000 N A A UL R I
8.80 9.00 9.20 9.40
136 m/z 77.05 12.26%
15 27 39 5165 T o1 | g0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107
8.80 9.00 9.20 9.40
5000 m/z 108.05 7.52%
136
77
ol 15 27 39 51 65 91 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5069: Pyridine, 2,5—dimethy|— LI L L L L L B L L
107 8.80 9.00 9.20 9.40
m/z 78.10 3.27%
5000
79
39 51 66 %2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Tri(l1,2-propyleneglycol), m... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.36 22.16 ng 570657 Naphthalene-d8 8.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tri(l.2-propvlenealvcol). monome... 206 C10H2204
2 2-Butanol. 3.3"-oxvbis- 162 C8H1803
3 2-Propanol. 1-T2-(2-methoxv-1-me... 206 C10H2204
4 2.5.8.11-Tetraoxatetradecan-13-o0... 264 C13H2805
5 1-Propanol, 2-(2-methoxypropoxy)- 148 C7H1603

054305-61-2 53
020324-33-8 50
020324-34-9 50
013588-28-8 50

1000262-26-6 64

Abundance Scan 741 (9.356 min): BFO77967.D (-740) (-) m/z 59.10 100.00%
59
5000 73
45
103 117
| 161 9.00 9.20 9.40 9.60
Wl L 87 ] 131 145 5 0
ot e e m/z 73.10 39.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59732: Tri(1,2-propyleneglycol), monomethyl ether
59
5000
73 9.00 9.20 9.40 9.60
45 103 m/z 45.10 31.46%
117
o 33‘MJ ‘ 87 "' 130 147 161 175 191 207
s B B B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
9.00 9.20 9.40 9.60
5000 31 m/z 117.10 23.55%
45 103
0 15 75 87 116 134145
L B L T o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59 9.00 9.20 9.40 9.60
m/z 41.10 17.52%
5000
45 73
117
31 ‘ 103 1 161
Y N T - AN D -5 . et — ot St
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.09 37.98 ng 914924 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 64
3 1-n-Hexvladamantane 220 C16H28 022458-75-9 64
4 Carbamic acid. N-T1l.l1-bis(triflu... 413 C19H25F6NO2 296242-69-8 56
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 56
Abundance Scan 980 (12.088 min): BF077967.D (-977) (-) m/z 135.10 100.00%
5000
41 53 65 77 91 1(|)7 1214 147 161 177 205 220 1180 12.00 12,20 1290
O o e o L O i m/z 107 .05 13.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
11.80 12.00 12.20 12.40
m/z 136.05 9.60%
182040 % 77 95 %119 | 149 175 101 206
m/z--> 20 Jo 60 80 160 120 150 160 180 200 220
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 121.10 5.37%
150
91
27 39 51 65 77 105117
O T e B Tt O AR e oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69640: 1-n-Hexyladamantane
135 11.80 12.00 12.20 12.40
m/z 41.10 4._.58%
5000
. 55 67 19 93 107 | 177 220
m/z--> 20 40 6|O 80 1(')0 120 140 160 180 200 220 11/80 12.00 12.20 12.40

8270-BF031115.M Thu Mar 26 13:47:52 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.13 37.64 ng 906594 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 59
3 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 50
4 1-Adamantvl m-tolvloxvacetate 300 C19H2403 306278-20-6 50
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 50
Abundance Scan 984 (12.134 min): BF077967.D (-982) (-) m/z 135.10 100.00%
35
5000
107 149
41 77 o1 121 191 11.80 12.00 12.20 12.40
Ol 20, 88 40 L Lo d ] 62175 T07 205 220 | n,07107.10  20.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31858: Phenol, 4-(1,1-dimethylpropyl)-
135
2000 107 11.80 12.00 12.20 12.40
m/z 149.10 11.15%
. L ssge 77 % 119 | 149 1?4
miz--> '"z'o'"'4'0'"'e'o'"'s'o"'ic')d"iéd"iié"iéé"isé"ééé"ééé'
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 121.10 9.84%
41
oL 182 7o %9 1u9163 101 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50307: 4-tert-Butylphenyl acetate
135 11.80 12.00 12.20 12.40
m/z 136.10 9.74%
5000
150
107
ol 15 29 Boges 77 91 g | 177 192
m/z--> 20 40 60 86 100 120 150 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF031115.M Thu Mar 26 13:47:53 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Pentanoic acid, 5-hydroxy-,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.17 44 _57 ng 1073740 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
2 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 59
3 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 53
4 Hexestrol 270 C18H2202 005635-50-7 53
5 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 53
Abundance Scan 987 (12.168 min): BF077967.D (-985) (-) m/z 135.10 100.00%
5000
107121 | 149
41
s 77 91 | 101 o920 11.80 12.00 12.20 12.40
Ol prrrfirr b bt e 2SS T 2005 m/z 107.10  30.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107
11.80 12.00 12.20 12.40
164 m/z 121.10 30.06%
77 91
oL 27 4185 4 7 121 | 149
m/z--> 20 40 60 80 160 150 150 160 180 200 220 240
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 149.10 25.20%
150
41 107
oL 27 55 77 91 | 1; 163177 192 206219 235 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135 11.80 12.00 12.20 12.40
m/z 136.10 10.76%
5000
152840 Y 7700 Wi | e 151a1 206
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 11.80 12.00 12.20 12.40

8270-BF031115.M Thu Mar 26 13:47:54 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 10 4-tert-Butylphenyl acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.35 41.09 ng 989718 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
3 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 72
4 m-Anisic acid. cvclobutvl ester 206 C12H1403 1000292-25-0 56
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 47
Abundance Scan 1003 (12.351 min): BF077967.D (-1001) (-) m/z 135.10 100.00%
5000
41 107 12.00 12.20 12.40 12.60
77 91 - : - -
O 38 T SY | 220 | 149 a2 205220 L AnT67 46 i6.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135
5000
150 12.00 12.20 12.40 12.60
a m/z 136.10 10.34%
ob 27| 55 77 91 \ 121 | | 163177 192206219 235 250
m/z--> 20 Jo 60 éo 160 120 140 160 180 200 220 240
Abundance
135
12.00 12.20 12.40 12.60
5000 m/z 41.10 7.07%
15284 5 7701 90 149 175 191206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50307: 4-tert-Butylpheny! acetate ST
135 12.00 12.20 12.40 12.60
m/z 95.05 4 _59%
5000
150
ol 15 29 43 63 77 9}‘ \ " 121 \ 177 192
m/z--> 20 40 60 80 100 120 140 1&0 180 200 220 240 12.00 12.20 12.40 12.60

8270-BF031115.M Thu Mar 26 13:47:55 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 11 Phenol, 3-(2-phenylethyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.85 89.31 ng 2151330 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-(2-phenvlethvl)- 198 C14H140 033675-75-1 95
2 Phenol. 4-(2-phenvlethvI)- 198 C14H140 006335-83-7 64
3 Benzvl mandelate 242 C15H1403 000890-98-2 47
4 3-Amino-4-T4-hvdroxvphenvllbutanool 181 C10H15NO2 1000251-64-2 43
5 4-(2-Methoxyethyl)phenol 152 C9H1202 056718-71-9 43
Abundance Scan 1047 (12.854 min): BF077967.D (-1044) (-) m/z 91.05 100.00%
R o7
198
5000
— 2 s "12l60 12180 13100 1320
OL e b el 120, 1301020508 N m/z 107.10  79.13%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54957: Phenol, 3-(2-phenylethyl)-
9
107
5000 R SUNILR SR BRI S
198 12.60 12.80 13.00 13.20
27 m/z 198.10 57 .88%
39 51 6? | 120 178
mz-> 20 45 60 80 100 120 140 160 180 200 220 240
Abundance
107
1260 12.:80 13.00 13.20
5000 m/z 77.05 17.03%
27 39 51 127139 152165 178
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83578: Benzyl mandelate Al EA e R
107 12.60 12.80 13.00 13.20
m/z 65.10 12.20%
5000 7 91
65
0 39 5L % 1| b 109141153 167179 195 211 225 242
mz-> 20 45 eb 85 100 120 140 160 180 200 220 240 12,60 12.80 13.00 13.20

8270-BF031115.M Thu Mar 26 13:47:56 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 12 unknownl13.39 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.39 32.90 ng 792570 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (p-Butvlphenoxv)acetic acid 208 C12H1603 086167-21-7 43
2 4.5.6.7-Tetrahvdro-benzolclthiop... 221 C12H15NOS 1000296-67-7 35
3 1.3-Benzodioxole. 2-acetvl-4-met... 208 C11H1204 091057-65-7 27
4 Carbamic acid. (3-methvlphenvD)-... 165 C9H11NO2 039076-18-1 27
5 4-Acetamido-N,N-dimethyl-3-nitro... 251 C11H13N304 091332-64-8 25

Abundance Scan 1094 (13.391 min): BF077967.D (-1092) (-) m/z 165.10 100.00%
165
207
121
5000 107
151 221
4ﬁ s 77 9|1 13|4 | 178 103 264 13.00 13.20 13.40 13.60 13.80
Ol bbb bl 2 L m/z 207.20 68.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61303: (p-Butylphenoxy)acetic acid
165
5000
107 208 13.00 13.20 13.40 13.60 13.80
m/z 121.10 56.96%
ol 17 39 55 77 91 | 121134 150 | 179
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
165
13.00 13.20 13.40 13.60 13.80
5000 m/z 107.10 46.09%
221
o 395, 77 97 122159 178192206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61187: 1,3-Benzodioxole, 2-acetyl-4-methoxy-2-methyl-
165 13.00 13.20 13.40 13.60 13.80
m/z 151.10 27 .08%
5000
43
o 65 79 95108173 1?0 \ 298
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60 13.80

8270-BF031115.M Thu Mar 26 13:47:56 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 1,3-Dioxolane, 2-(4-methoxy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.46 72.72 ng 1751850 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 72
2 2-(4-Formvl-phenoxv)-acetamide 179 C9HONO3 135857-20-4 72
3 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 53
4 Benzoic acid. 4-nitroso-. ethvl ... 179 C9H9NO3 007476-79-1 43
5 6H-Purin-6-one, 2-(dimethylamino... 179 C7HIN50 001445-15-4 39
Abundance Scan 1100 (13.460 min): BF077967.D (-1097) (-) m/z 179.10 100.00%
179
5000 135
107
43 77 o1 13.20 13.40 13.60 13.80
O 2 i i b 2L ) 148 165 || 103 233 249264 | 7 7935 05 40.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51653: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179
135
5000
13.20 13.40 13.60 13.80
43 m/z 107 .05 12.79%
15 28 64 107121 | 150163 | 194
0'“lﬁ'w'“'ﬁ'“““ww'“'w'J|”"'“J'”h"“ [T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
179
13.20 13.40 13.60 13.80
5000 m/z 180.10 12.65%
135
77
44 58 105 121
0 92 149162
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179 13.20 13.40 13.60 13.80
m/z 43.10 6.62%
135
5000
194
a1 107
oL 27 % 57 7T SU | 190 | 149163 |
m/z--> 20 4'0 6|O 80 100 12'0 140 160 180 200 220 240 260 1320 13.40 13.60 13.80

8270-BF031115.M Thu Mar 26 13:47:58 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl3.51 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.51 137.91 ng 3322100 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetvl-5-methvl-3-(5-nitro-2-f... 235 C10H9N304 016239-91-1 41
2 DESOXY-MINOXIDYL 193 C9H15N5 1000246-13-2 38
3 9-Phenanthrenamine 193 C14H11N 000947-73-9 27
4 2-Anthracenamine 193 C14H11N 000613-13-8 27
5 1H-Indole, 2-phenyl- 193 C14H11IN 000948-65-2 27
Abundance Scan 1104 (13.505 min): BF077967.D (-1102) (-) m/z 193.10 100.00%
193
179
5000 107
1135 165 235
41 55 77 91 ‘ 151 ‘ 264 13.20 13.40 13.60 13.80
Obrrr e b et ~|.--,-.'..'.-l,|..:":,.-.”..,.-...l.. el L 289500 m/z 179.10  70.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78961: 1-Acetyl-5-methyl-3-(5-nitro-2-furyl)pyrazole
193
5000
235 13.20 13.40 13.60 13.80
43 119 163 m/z 107.10 46.92%
oL 1528 © 63 89 106 | 13535 | 177 | 206219
m/z--> 20 40 éo 80 100 120 110 160 180 200 220 240 260
Abundance
110 164 193
84 13.20 13.40 13.60 13.80
5000 138 m/z 235.20 33.39%
67
43
. 97 124 151 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51236: 9-Phenanthrenamine
193 13.20 13.40 13.60 13.80
m/z 135.10 28 .59%
5000 165
o 39 55 69 8? 9? 115 139152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80

8270-BF031115.M Thu Mar 26 13:47:59 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl3.56 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.56 79.52 ng 1915460 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 2-phenvl- 193 C14H11IN 000948-65-2 38
2 1-Anthracenamine 193 C14H11N 000610-49-1 38
3 .alpha...alpha.-Di-T-butvl-0O-met... 250 C16H2602 016750-65-5 37
4 2-Butanone. 4-T2-isopropvl-5-met... 304 C20H3202 1000196-43-1 35
5 2-Anthracenamine 193 C14H11IN 000613-13-8 32
Abundance Scan 1109 (13.562 min): BF077967.D (-1107) (-) m/z 193.10 100.00%
193
165179
5000 107
121135 235
41 55 77 91 | | 149 207 | 240264 13.20 13.40 13.60 13.80
0"'|'"'||""'|"|""I|"|'|”' "',...“.,..l'..|.'...||....,....,....,....,I.. m/z 179.10 67.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51246: 1H-Indole, 2-phenyl-
193
5000
165 13.20 13.40 13.60 13.80
89 m/z 165.10 63.33%
oL 2639 76 | 100115 139152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
193
13.20 13.40 13.60 13.80
5000 165 m/z 107.10 44 _42%
. 5063 82 % 115 13955 478
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88521: .alpha.,.alpha.-Di-T-butyl-O- methoxybenzyl alcohol
193 13.20 13.40 13.60 13.80
m/z 135.10 24 .80%
175
5000
43 57 g5 109 135 161
ob1s 20yl Lyl 12 M 18 \‘ i 20Te21235
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80

8270-BF031115.M Thu Mar 26 13:47:59 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl3.68 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.68 35.50 ng 855103 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-T4-(trimethvisilv) ... 207 C11H17NOSi 017983-71-0 43
2 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 43
3 p-Cvanophenvl p-(2-propoxvethoxyv... 325 C19H19NO4 067131-97-9 38
4 1.2-Benzenediol. 3.5-bis(l.1-dim... 222 C14H2202 001020-31-1 37
5 Benz[b]-1,4-oxazepine-4(5H)-thio... 207 C11H13NOS 1000258-63-4 33
Abundance Scan 1119 (13.677 min): BF077967.D (-1118) (-) m/z 207.15 100.00%
207
5000 107
165
41 91 13.40 13.60 13.80 14.00
57 134
4SS VUL~ Y S S O - N . E N — m/z 107.10 36.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60801: Acetamide, N-[4-(trimethylsilyl)phenyl]-
207
5000
150 13.40 13.60 13.80 14.00
43 m/z 121.10 33.89%
‘ ?3 196
O b e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
207
13.40 13.60 13.80 14.00
5000 m/z 165.10 26 .34%
oL 21 5177 103 130 149165 191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130277: p-Cyanopheny! p-(2-propoxyethoxy)benzoate e e S ERERaEmmns
207 13.40 13.60 13.80 14.00
m/z 151.10 22 .38%
5000 121
45
ol % \\ 498 147163179 238266 296 325
m/z--> 2'0 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

8270-BF031115.M Thu Mar 26 13:48:00 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 98.71 ng 2377890 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 90
2 Ethanol. 2-T4-(1.1-dimethvlpropv... 208 C13H2002 006382-07-6 83
3 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 64
4 Acetic acid. [2-T(2-propenvlamin... 235 C12H13NO4 000119-45-9 38
5 (p-Butyrylphenoxy)acetic acid 222 C12H1404 001141-96-4 25
Abundance Scan 1122 (13.711 min): BF077967.D (-1121) (-) m/z 179.10 100.00%
179
5000 135
41 91 107 13.40 13.60 13.80 14.00
77 : : : :
O 5 7 L dp Lassior | 10205 233247 264 707138 10 48. 410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179
135
5000
104 13.40 13.60 13.80 14.00
107 m/z 107.10 16.32%
oL 2% 51 T8 | 190 | 149163 |
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240 260
Abundance
179
135
13.40 13.60 13.80 14.00
5000 107 m/z 180.10 12.97%
91
Lz ss 77 121 | 149, « 103%%8
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51653: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179 13.40 13.60 13.80 14.00
m/z 41.10 8.82%
135
5000
43
15 28 64 10711 | 150163 | 194
0"'I'l"I"''I""'I"'l'l""'l"'ll"" SR S B D B DAL AL A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77967.D

Aca On : 25 Mar 2015 22:45

Operator : TP/1Z

Sample : 61643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2-Propenoic acid, 3-(3-nitr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.77 41_.00 ng 987627 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-(3-nitrophen... 193 C9H7NO4 001772-76-5 52
2 Adamantane. l-acetvl-2.2-ethvlen... 236 C14H2003 1000210-57-1 36
3 Adamantane-1l-carboxvlic acid. 3-... 272 C12H17Br02 027983-08-0 33
4 Ethanol. 2-T4-(1.1-dimethvlethvl... 208 C13H2002 054934-87-1 33
5 2-Butanone, 4-[2-isopropyl-5-met... 304 C20H3202 1000196-43-1 23
Abundance Scan 1127 (13.768 min): BF077967.D (-1126) (-) m/z 193.10 100.00%
193
5000
107
9
55 77 91 ‘ 101, 14 179 13.40 13.60 13.80 14.00
Obrr b e b 109100 | 207221 249264 | 757107 10 29.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51388: 2-Propenoic acid, 3-(3-nitrophenyl)-, (E)-
1 193
176
5000 65 146
51 13.40 13.60 13.80 14.00
d i 129 m/z 194.10 13.55%
ok 1?Iu\ ‘\‘ |m¥ 2 h\‘“07 | ‘\ “u.léé.U S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
193
13.40 13.60 13.80 14.00
5000 m/z 149.10 11.82%
43 113 236
73 99
0 57 131 150164179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #101414: Adamantane-1-carboxylic acid, 3-bromo-, methyl ester
193 13.40 13.60 13.80 14.00
m/z 121.10 6.78%
5000 133
91 161
o a0 50 77| W9 | g | 495 | 23 241
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032515\
Data File : BFO77967.D

Acq On = 25 Mar 2015 22:45

Operator : TP/1Z

Sample - G1643-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 .81 6.81 66.4 ng 892447 1 7.09 268864 20.0
1-Hexanol, 2-ethyl- 7.20 32.5 ng 436858 1 7.09 268864 20.0
Phenol, 4-propyl- 9.15 24_.0 ng 618254 2 8.67 515092 20.0
Tri(1,2-propylene... 9.36 22.2 ng 570657 2 8.67 515092 20.0
Phenol, 4-(1,1,3,... 12.09 38.0 ng 914924 4 12.67 481776 20.0
Phenol, 4-(1,1-di... 12.13 37.6 ng 906594 4 12.67 481776 20.0
Pentanoic acid, 5... 12.17 44_.6 ng 1073740 4 12.67 481776 20.0
4-tert-Butylpheny... 12.35 41.1 ng 989718 4 12.67 481776 20.0
Phenol, 3-(2-phen... 12.85 89.3 ng 2151330 4 12.67 481776 20.0
unknown13.39 13.39 32.9 ng 792570 4 12.67 481776 20.0
1,3-Dioxolane, 2-... 13.46 72.7 ng 1751850 4 12.67 481776 20.0
unknownl13.51 13.51 137.9 ng 3322100 4 12.67 481776 20.0
unknownl13.56 13.56 79.5 ng 1915460 4 12.67 481776 20.0
unknownl13.68 13.68 35.5 ng 855103 4 12.67 481776 20.0
Ethanol, 2-[4-(1,... 13.71 98.7 ng 2377890 4 12.67 481776 20.0
2-Propenoic acid, ... 13.77 41.0 ng 987627 4 12.67 481776 20.0

8270-BF031115.M Thu Mar 26 13:48:02 2015 Page: 21



