LSC Area Percent Report

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

Data File : BFO77972.D

Aca On - 26 Mar 2015 1:08 Instrument :
Operator : TP/1Z BNA_F

Sample - G1643-14 ClientSampleld :
Misc - MW-13-3-23-15
ALS Vial : 21 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 5.379 391 393 399 rBV 368466 442078 1.07% 0.463%
2 6.705 503 509 516 rBV2 169446 452522 1.09% 0.474%
3 6.807 516 518 521 rVB 774649 842437 2.03% 0.882%
4 6.888 522 525 526 rBVY2 928981 1199324 2.89% 1.256%
5 7.036 535 538 541 rBV 422084 445906 1.08% 0.467%
6 7.208 551 553 555 rVB 309596 418948 1.01% 0.439%
7 7.276 557 559 561 rBV2 822986 1017427 2.45% 1.066%
8 7.790 598 604 607 rVB 779155 908369 2.19% 0.952%
9 9.276 730 734 737 rBVY 1717978 3917451 9.45% 4.104%
10 9.425 737 747 751 rVV 7134062 41470432 100.00% 43.440%

11 9.528 751 756 757 rVV 5746493 12803304 30.87% 13.411%
12 9.562 757 759 762 rVV 6012114 8098630 19.53% 8.483%
13 9.631 763 765 767 rvV 765563 737087 1.78% 0.772%
14 10.031 798 800 802 rvB 1183035 1286544 3.10% 1.348%
15 10.842 868 871 879 rvVB 464096 513511 1.24% 0.538%

16 11.814 954 956 960 rBv2 768337 954670 2.30% 1.000%
17 12.077 977 979 982 rVvV 392928 521537 1.26% 0.546%
18 12.122 982 983 985 rvv2 359971 487719 1.18% 0.511%
19 12.168 985 987 991 rVvv2 269454 598533 1.44% 0.627%
20 12.351 1001 1003 1006 rBV 469955 520522 1.26% 0.545%

21 12.671 1029 1031 1034 rVB 419402 432288 1.04% 0.453%
22 12.842 1044 1046 1049 rBvV 461153 473250 1.14% 0.496%
23 13.391 1092 1094 1097 rBV 564324 651497 1.57% 0.682%
24 13.460 1097 1100 1101 rVvVv 987039 1345541 3.24% 1.409%
25 13.494 1101 1103 1107 rVV2 1340640 3063299 7.39% 3.209%

26 13.551 1107 1108 1111 rVV 1261492 1564068 3.77% 1.638%
27 13.620 1111 1114 1115 rVV 956649 1599770 3.86% 1.676%
28 13.642 1115 1116 1118 rVV2 1119181 1427626 3.44% 1.495%
29 13.677 1118 1119 1121 rVV 633145 742945 1.79% 0.778%
30 13.711 1121 1122 1125 rVV 1353418 1846007 4._.45% 1.934%

31 13.768 1125 1127 1130 rVB 735398 913916 2.20% 0.957%
32 14.671 1203 1206 1208 rVB 1572970 1592608 3.84% 1.668%
33 14.820 1217 1219 1222 rBV2 169858 428768 1.03% 0.449%
34 14.980 1229 1233 1237 rVV3 245090 701253 1.69% 0.735%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032515\

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

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

35 15.951 1315 1318 1320 rBV 460068 539039 1.30% 0.565%

36 17.631 1462 1465 1467 rBV 354551 506928 1.22% 0.531%

Sum of corrected areas: 95465754
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LSC Report - Integrated Chromatogram

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i ¢1643-14 MW-13-3-23-15
ALS Vial : 21 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

Abundance TIC: BFO77972.D
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Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 1 unknown6.81 Concentration Rank 13

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

6.81 37.79 ng 842437 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 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 518 (6.807 min): BF077972.D (-516) (-) m/z 132.00 100.00%
32
5000 68
96 T T T T
40 .. 54 4 | | B g 103 6.40 6.60 6.80 7.00 7.20
Obrrprrrr e e e e b e e bt e e e m/z 68.10 40.07%
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 R LI L RN I
6.40 6.60 6.80 7.00 7.20
3 78 m/z 134.00 32.60%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 25.22%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole ma e AARNREELE A
132 6.40 6.60 6.80 7.00 7.20
m/z 69.05 15.61%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 2 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 9

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

6.89 53.79 ng 1199320 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxv-1-methvy... 148 C7H1603 020324-32-7 90
2 Dipropvlene alvcol monomethvl ether 148 C7H1603 034590-94-8 72
3 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 64
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 47
5 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 43

Abundance Scan 525 (6.888 min): BFO77972.D (-522) (-) m/z 59.10 100.00%
59
5000 45 103
73
6.60 6.80 7.00 7.20
120
o..,....,....,..?3,|!|...,...-.'i....,....,....9,.1...,....,....i...l.?(.’...,....,.... m/z 45.10 47.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59
5000 R LI UL UL R
45 73 103 6.60 6.80 7.00 7.20
31 m/z 103.10 39.43%
b | M‘ A, ‘ 85 . 117 130 149
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
6.60 6.80 7.00 7.20
5000 45 m/z 73.10 31.25%
73
21 103
0 15 89 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31006: 2-Butanol, 3,3"-oxybis-
59 6.60 6.80 7.00 7.20
m/z 41.10 24 .59%
5000 31
45 103
ol 15 | | 6775 85 aa 116 134 145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20
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Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 4 2-Propanol, 1-[2-(2-methoxy... Concentration Rank 1

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

9.42 211.72 ng 41470400 Naphthalene-d8 8.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-I2-(2-methoxv-1-me... 206 C10H2204 020324-33-8 90
2 2-Propanol. 1-(2-methoxv-1-methyvy... 148 C7H1603 020324-32-7 56
3 1-Propanol. 2-(2-methoxvpropoxv)- 148 C7H1603 013588-28-8 53
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 50
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 50

Abundance Scan 747 (9.425 min): BF077972.D (-737) (-) m/z 59.10 100.00%
50
5000 45 3
117
103 | 161 9.00 9.20 9.40 9.60 9.80
o Lo oer |l astaas T ams 191 075700 50, 25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
5000
45 73 9.00 9.20 9.40 9.60 9.80
0
a1 ‘ 103 117 o1 m/z 45.10 40.96%
NG - U N 7 S O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
9.00 9.20 9.40 9.60 9.80
0
5000 i 103 m/z 117.10 25.91%
73
31
0 15 85 117 130 149
LR FUELEL L LU UL SUELELELAS UARLLEL UL SR UALLEL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22086: 1-Propanol, 2-(2-methoxypropoxy)- Ema e A R ./.d.\, N Emwm
50 9.00 9.20 9.40 9.60 9.80
m/z 41.10 24 .09%
5000 3
31 41 117
oL 15 oL L se10r | 131
m/z--> 20 40 60 80 100 120 140 160 180 ' 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 Hexaethylene glycol dimethy... Concentration Rank 7

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

9.53 65.37 ng 12803300 Naphthalene-d8 8.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxv-1-methv... 148 C7H1603 020324-32-7 72
2 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 64
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 59
4 Dipropvlene alvcol monomethyl ether 148 C7H1603 034590-94-8 56
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 50

Abundance Scan 756 (9.528 min): BF077972.D (-751) (-) m/z 59.10 100.00%

59
5000
73
45 103

9.20 9.40 9.60 9.80

| 117130
o...,....,|'|.|...'-..!.,?.7..,....,....1,‘?:?.1.??.1.7.?.... erpreepreee || M/z 73.10  31.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59
5000 LA L L L LB L BN |
4% | 5 103 9.20 9.40 9.60 9.80
31 m/z 103.10 22.11%
0 15 ‘ ‘u A 89 | 117130 149
L AR e AR AARSAREEEE s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
e Emmma
9.20 9.40 9.60 9.80
5000 m/z 45.10 20.69%
a1 45 103
87
o 73 117 133147160 175 191 207221 265
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14599: 1-Propanol, 2-(2-hydroxypropoxy)- A
59 920 940 9.60 9.80

m/z 41.10 15.58%

5000
31 103
\‘ \\‘ , 75 89 ‘
R B e e A B B e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.20 9.40 9.60 9.80

o
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Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 Dipropylene glycol monometh... Concentration Rank 12

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

9.56 41_.35 ng 8098630 Naphthalene-d8 8.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-I2-(2-methoxv-1-me... 206 C10H2204 020324-33-8 83
2 Dipropvlene alvcol monomethvl ether 148 C7H1603 034590-94-8 78
3 2-Propanol. 1-(2-methoxvy-1-methyvy... 148 C7H1603 020324-32-7 72
4 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 59
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59

Abundance Scan 759 (9.562 min): BF077972.D (-757) (-) m/z 59.10 100.00%
59
5000
45 73
103
9.20 9.40 9.60 9.80
I ,m ol 87| W7 131142 161 175 o745 10 30.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
5000 URARRAE SR SRR
45 73 920 9.40 9.60 9.80
117 m/z 73.10 29.72%
103 161
0 ‘H Luly | 87 ‘ ‘ 131 143
"W""I'”'I""P"'I"”I""I”"I"'W'
m/z--> 60 80 100 120 140 160 180
Abundance
59
9.20 9.40 9.60 9.80
5000 45 m/z 41.10 22 .85%
73
21 103
0 15 89 117 130
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59 9.20 9.40 9.60 9.80
m/z 43.10 15.74%
5000 45 . 103
31
o2 “ ‘H A ‘ 85 | 117 130 149
m/z--> 20 40 6|0 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 18
R.T. EstConc Area Relative to ISTD R.T.
12.08 24.13 ng 521537 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. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 78
3 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 78
4 Pentanoic acid. 5-hvdroxyv-. p-t-... 250 C15H2203 166273-37-6 64
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
Abundance Scan 979 (12.077 min): BF077972.D (-977) (-) m/z 135.05 100.00%
5000
41 %m”m 11.80 12.00 12.20 12.40
77 : : : :
Ol 220070 20 | T el 220 h167.05 15200
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000

11.80 12.00 12.20 12.40
m/z 136.10 10.52%

57 107
oL 1820 “ 77 91 '119 | 149163 191 206
A e B E R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 41.10 7.62%
107
1527 4 55577 9B g 149 164
s AL AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22730: Phenol, 2-methyl-5-(1-methylethyl)- S AAEEE EEEEs
135 11.80 12.00 12.20 12.40
m/z 121.10 5.90%
5000
150
1
27 3‘9 51 g5 77 10 lﬂ] |
SRR S SR AN v PR S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 unknownl2.12 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.12 22.56 ng 487719 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 43
2 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 43
3 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 27
4 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 27
5 4-Butoxy-2-hydroxybenzonitrile 191 C11H13NO2 144105-12-4 25
Abundance Scan 983 (12.122 min): BF077972.D (-982) (-) m/z 149.10 100.00%
1 149
5000
191
| 161 220 11.80 12.00 12.20 12.40 '
0 e e m/z 107.10 94 .63%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #22689: Phenol, 2-(1,1-dimethylethyl)-
135
107
5000
150 11.80 12.00 12.20 12.40
o1 m/z 135.10 81.73%
o152 58P || 9
m/z--> ﬁo Jo eb 86 160 150 150 160 180 260 250
Abundance
135
11.80 12.00 12.20 12.40
5000 107 m/z 121.10 68.12%
164
1527 415365 77 % 119 149
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22577: Acetamide, N-(3-methylphenyl)-
107 11.80 12.00 12.20 12.40
m/z 191.10 26.75%
5000
149
43 77
1527 | 5465 | 91 | 130132
m/z--> 2'0 4'0 6|0 8IO 1(')0 120 140 160 180 2(')0 22'0 11.80 12.00 12.20 12.40 '

8270-BF031115.M Thu Mar 26 13:49:53 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

Sample : 6G1643-14

Misc :

ALS Vial : 21 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 4-tert-Butylphenyl acetate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.17 27.69 ng 598533 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butviphenvl acetate 192 C12H1602 003056-64-2 59
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 59
3 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 56
4 Phenol. 2-methvl-5-(1-methvlethvIl)- 150 C10H140 000499-75-2 53
5 p-Methoxyheptanophenone 220 C14H2002 069287-13-4 53
Abundance Scan 987 (12.168 min): BF077972.D (-985) (-) m/z 135.10 100.00%
35
5000
107 121 149
41 11.80 12.00 12.20 12.40
55 ag 77 91 191 220
0 ...,....,'....,‘?‘?..,..'.-.,.|...,|...- o 177 191 207220 m/z 107.05 23.90%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #50307: 4-tert-Butylphenyl acetate
135
5000
0 11.80 12.00 12.20 12.40
o B m/z 121.10 20.68%
ol 15 29 Boges 77 91 "9 | 177 192
m/z--> 20 40 60 86 160 120 110 160 180 200 220
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 149.10 14 .29%
182041 57 77 9510749 149 175 191 206
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135 11.80 12.00 12.20 12.40
m/z 136.10 10.12%
5000
107
1527 L S5 7r % |g | 149 1%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF031115.M Thu Mar 26 13:49:54 2015

MW-13-3-23-15

Page: 11



Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 Pentanoic acid, 5-hydroxy-,... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.35 24 .08 ng 520522 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 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
3 Benzoic acid. 2-methoxv-. phenvl._.. 228 C14H1203 010268-71-0 59
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 56
5 m-Anisic acid, cyclobutyl ester 206 C12H1403 1000292-25-0 56
Abundance Scan 1003 (12.351 min): BF077972.D (-1001) (-) m/z 135.05 100.00%
135
5000
41 107 12.00 12.20 12.40 12.60
77 91 : : :
O BT O |12 Jragter 220 n5T407 10 16.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000

12.00 12.20 12.40 12.60
m/z 136.10 10.12%

107
15284 % 7701 a1 | 149 175101 206
e R B e B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
12.00 12.20 12.40 12.60
5000 m/z 41.10 6.53%
150
41 107
oL 27 % 719 | 121 163177 192206219 235 250
T e e T T o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74985: Benzoic acid, 2-methoxy-, pheny! ester A B E R e
135 12.00 12.20 12.40 12.60
m/z 95.10 4 _30%
5000
0 38 51 64 | 105 120 ‘ 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60

8270-BF031115.M Thu Mar 26 13:49:55 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

Sample : 6G1643-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

C:\DATABASENNISTO2.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

MW-13-3-23-15

Peak Number 11 unknownl3.39 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.39 30.14 ng 651497 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (p-Butvlphenoxv)acetic acid 208 C12H1603 086167-21-7 43
1-(4-NitrophenvD)piperazine 207 C10H13N302 006269-89-2 37
3 Benzoic acid. 2-hvdroxv-3-nitro- 183 C7H5NO5 000085-38-1 37
4 s-Triazolol4.3-alpvridine-3-thio... 165 C7H7N3S 004926-22-1 32
5 1H-Purin-2-amine, 6-methoxy- 165 C6H7N50 020535-83-5 27
Abundance Scan 1094 (13.391 min): BF077972.D (-1092) (-) m/z 165.10 100.00%
145
207
121
5000 107
151 221
a1 91 134 |
77 13.00 13.20 13.40 13.60 13.80
55 178 264
Oyt bbb bt ok L B934 280 507,20 70.94%
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 56.17%
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 .05 44 _86%
119 207
56 47
o 42 91104 | 135149 | 178191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44898: Benzoic acid, 2-hydroxy-3-nitro-
165 13.00 13.20 13.40 13.60 13.80
m/z 221.20 26.83%
5000 183
107
63 91
18 39 149
m/z--> 20 40 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 13:49:56 2015

Page: 13



Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 12 2-(4-Formyl-phenoxy)-acetamide Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.46 62.25 ng 1345540 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-Formvl-phenoxv)-acetamide 179 C9HONO3 135857-20-4 72
2 Ethanol. 2-T4-(1.1-dimethvlpropv... 208 C13H2002 006382-07-6 64
3 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 50
4 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 40
5 6H-Purin-6-one, 2-(dimethylamino... 179 C7HIN50 001445-15-4 39

Abundance Scan 1100 (13.460 min): BF077972.D (-1097) (-) m/z 179.10 100.00%
179
5000 135
43 o 77 91 107121 148 165 | 103 033 240 264 13.20 13.40 13.60 13.80
Ol bt e b ek 298 105 ] 193 283249908 | "m/z 135.10  38.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #42143: 2-(4-Formyl-phenoxy)-acetamide
179
5000
135 13.20 13.40 13.60 13.80
4a 58 o 135121 m/z 180.10 12.18%
i 2L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
179
135
13.20 13.40 13.60 13.80
5000 107 m/z 107.10 12.08%
91
Lz Ass 77 121 | 149, 193208
mz-> 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 5.91%
135
5000
194
a1 107
oL 27 % 57 7T SU | 150 | 149163 |
m/z--> 20 4'0 6|O 80 100 12'0 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80

8270-BF031115.M Thu Mar 26 13:49:57 2015 Page: 14



Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 unknownl3.49 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.49 141.73 ng 3063300 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 46
2 DESOXY-MINOXIDYL 193 C9H15N5 1000246-13-2 41
3 OQuinolin-2(1H)-one. 3-butvl-6-fl... 235 C13H14FNO2 279691-75-7 38
4 S-Phenvl 5-(phenvithio)pentaneth... 302 C17H180S2 1000234-40-7 38
5 9-Phenanthrenamine 193 C14H11IN 000947-73-9 35
Abundance Scan 1103 (13.494 min): BF077972.D (-1101) (-) m/z 193.10 100.00%
193
107
5000
12 1659 235
T 9|1 | 13|5 1ﬁ’1 | | s17 | 240264 13.20 13.40 13.60 13.80
Obrrrprrr e bbbl L m/z 107.10 60.49%
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 165.10 27 .41%
oL 1528 © 63 89 106 | 13535 | 177 | 206219
m/z--> 20 40 éo 80 100 120 150 160 180 200 220 240 260
Abundance
110 164 193
84 13.20 13.40 13.60 13.80
5000 138 m/z 235.20 26.98%
67
43

124 151 178

97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79079: Quinolin-2(1H)-one, 3-butyl-6-fluoro-4-hydroxy-
193 13.20 13.40 13.60 13.80
m/z 121.10 23.98%
5000
55 206 235
138 220
Pl .S 1 0
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 13:49:58 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

Sample : 6G1643-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M

MW-13-3-23-15

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 14 unknownl3.55 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.55 72.36 ng 1564070 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-Formvl-phenoxv)-acetamide 179 C9HONO3 135857-20-4 47
2 Acetic acid. I2-T(2-propenvlamin... 235 C12H13NO4 000119-45-9 38
3 9-Amino-9-cvano-1-methvl-3.6-dia... 206 C11H18N4 147084-83-1 38
4 2H-1-Benzopvran. 3.4.4a.5.6.8a-h... 194 C13H220 063335-66-0 35
5 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H2002 006382-07-6 32
Abundance Scan 1108 (13.551 min): BF077972.D (-1107) (-) m/z 179.10 100.00%
179
107 165
455 o701 |12, ‘ 235 13.20 13.40 13.60 13.80
264
I P O S T - A o2 By 2 - T B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #42143: 2-(4-Formyl-phenoxy)-acetamide
179
5000
135 13.20 13.40 13.60 13.80
44 58 ]DS m/z 135.10 39.62%
121
A .‘\ oL L amer
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 107.10 37.40%
121
18 41 56 76 92107 @ 135151 193 220°%®
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: 9-Amino-9-cyano-1-methyl-3,6-diazahomoadamantane
179 13.20 13.40 13.60 13.80
m/z 165.10 30.44%
5000 135
07 42 58 108
g1 94 | 122 | 149, 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1320 13.40 13.60 13.80

8270-BF031115.M Thu Mar 26 13:49:59 2015

Page: 16



Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 16 2-Propenoic acid, 3-(3-nitr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.64 66 .05 ng 1427630 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 50
5-(1-Cvclohexenvl)-5-ethvidihvdr... 222 C12H18N202 091908-20-2 42
3 Adamantane-1l-carboxvlic acid. 3-... 272 C12H17Br02 027983-08-0 36
4 Acetophenone. 4°-(trimethvisiloxy)- 208 C11H1602Si 018803-29-7 33
5 Ethanol, 2-[4-(1,1-dimethylethyl... 208 C13H2002 054934-87-1 12
Abundance Scan 1116 (13.642 min): BFO77972.D (-1115) (-) m/z 193.10 100.00%
193
5000
107
55 221 13.40 13.60 13.80 14.00
41 77 91 133
0 SR N A o B S ..|..16.2.1.7.?....29.‘3..,'..2]3??....2,‘?‘.‘. m/z 107.10 26.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51388: 2-Propenoic acid, 3-(3-nitrophenyl)-, (E)-
9 193
176
5000 65 146
51 13.40 13.60 13.80 14.00
M i 129 m/z 194.10 13.42%
ok 1?Iu\ ‘\‘ J ? 1y Ho7 h ‘\ Jy”1§3 | N
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 11.63%
164
142
s 08 41 55 79 93197 127 179 207 222
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 55.10 7.55%
5000 133
105 161
o 41 59 77 \ 119 | 146 | 175 | 213228241
m/z--> 20 4'0 60 8|0 100 12'0 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00

8270-BF031115.M Thu Mar 26 13:49:59 2015 Page: 17



Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 17 unknownl3.68 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.68 34.37 ng 742945 Phenanthrene-d10 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-T4-(trimethvisilvl)... 207 C11H17NOSi 017983-71-0 43
2 p-Cvanophenvl p-(2-propoxvethoxv... 325 C19H19N0O4 067131-97-9 43
3 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 40
4 Brallobarbital 286 C10H11BrN203 000561-86-4 33
5 9-Fluorenone-4-carbonyl chloride 242 Cl14H7CI02 007071-83-2 28
Abundance Scan 1119 (13.677 min): BF077972.D (-1118) (-) m/z 207.20 100.00%
207
5000
107 165
41 a1 134 13.40 13.60 13.80 14.00
57
) S P ASNOL -0 WY S WM O - N 2. R — m/z 107.10 34.02%
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 165.10 34.02%
‘ ?3 196
O R R A R
m/z--> 25 45 éo éo 160 120 140 160 180 200 220 240 260 2éo 300 350
Abundance
207
13.40 13.60 13.80 14.00
5000 11 m/z 121.10 33.32%
45
27 74 93 147163179 238 266 296 325

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60954: 1H-Indole, 1-methyl-2-phenyl-
7

13.40 13.60 13.80 14.00
m/z 151.10 25.10%

5000

27 51 77 103 13014916 101

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

8270-BF031115.M Thu Mar 26 13:50:00 2015 Page: 18



Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 2-Pentanone, 4-cyclohexylid... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.77 42 .28 ng 913916 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 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 50
3 Ethanol. 2-T4-(1.1-dimethvlethvl... 208 C13H2002 054934-87-1 33
4 9-Vinvlcarbazole 193 C14H11N 001484-13-5 9
5 Iminostilbene 193 C14H11N 000256-96-2 9
Abundance Scan 1127 (13.768 min): BF077972.D (-1125) (-) m/z 193.10 100.00%
193
5000
107
5 77 91 | 1014, 149 13.40 13.60 13.80 14.00
Ob e e e 105178 | 221 249264 | 757907 10 27.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51388: 2-Propenoic acid, 3-(3-nitrophenyl)-, (E)-
9 193
176
5000 65 146
51 13.40 13.60 13.80 14.00
M i 129 m/z 194.10 13.78%
ok 1?Iu\ ‘\‘ J ? 1y Ho7 h ‘\ Jy”1§3 | N
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 55 m/z 149.10 11.25%
109
41 69 95 .
o 2 137150163 179 | 207222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61496: Ethanol, 2-[4-(1,1-dimethylethyl)-2-methylphenoxy]-
193 13.40 13.60 13.80 14.00
m/z 55.10 6.90%
149
5000
208
o8 4l st 7 9 10? \ 134 te31rr ||
m/z--> 2'0 40 6|0 8|O 1(')0 12'0 14'10 160 180 200 220 240 260 13.40 13.60 13.80 14.00

8270-BF031115.M Thu Mar 26 13:50:01 2015 Page: 19



Library Search Compound Report

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

Data File : BFO77972.D

Aca On : 26 Mar 2015 1:08

Operator : TP/1Z

ﬁ?ggle i G1643-14 MW-13-3-23-15
ALS Vial : 21 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 unknownl14.98 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.98 26.02 ng 701253 Chrysene-di12 15.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(6-Methvl-2-pvridvD)propan-2-one 149 C9H11NO 065702-08-1 18
2 Acetamide. N-(4-methviphenvI)- 149 C9H11NO 000103-89-9 18
3 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 18
4 Benzenebutanamine 149 C10H15N 013214-66-9 14
5 Acetamide, N-(2-methylphenyl)- 149 C9H11NO 000120-66-1 14
Abundance Scan 1233 (14.980 min): BF077972.D (-1229) (-) m/z 237.20 100.00%
107 237
5000 121 149 223 265
281 14.60 14.80 15.00 15.20
0 m/z 45.10 96.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22590: l—(g—l\/IethyI—2—pyridyl)propan—2—one
107
5000 L DR DAL DR UM B
43 14.60 14.80 15.00 15.20
m/z 107 .05 84.19%
79
e B2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
107
14,60 14.80 15.00 15.20
5000 149 m/z 121.05 49 .34%
43
0 15 28 63 o1 132

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22583: Acetamide, N-(3-methylphenyl)- EARNREEE S s
14.60 14.80 15.00 15.20

m/z 223.20 49_.19%

5000

14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032515\

Data File : BFO77972.D

Acq On : 26 Mar 2015 1:08 Instrument :
Operator : TP/IZ BNA_F

Sample - G1643-14 ClientSampleld :
Misc - MW-13-3-23-15
ALS Vial : 21 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 37.8 ng 842437 1 7.09 445906 20.0
2-Propanol, 1-(2-... 6.89 53.8 ng 1199320 1 7.09 445906 20.0
2-Propanol, 1-[2-... 9.42 211.7 ng 41470400 2 8.67 3917450 20.0
Hexaethylene glyc... 9.53 65.4 ng 12803300 2 8.67 3917450 20.0
Dipropylene glyco... 9.56 41.4 ng 8098630 2 8.67 3917450 20.0
Phenol, 4-(1,1,3,... 12.08 24_.1 ng 521537 4 12.67 432288 20.0
unknownl2.12 12.12 22.6 ng 487719 4 12.67 432288 20.0
4-tert-Butylpheny... 12.17 27.7 ng 598533 4 12.67 432288 20.0
Pentanoic acid, 5... 12.35 24.1 ng 520522 4 12.67 432288 20.0
unknown13.39 13.39 30.1 ng 651497 4 12.67 432288 20.0
2-(4-Formyl-pheno... 13.46 62.3 ng 1345540 4 12.67 432288 20.0
unknownl13.49 13.49 141.7 ng 3063300 4 12.67 432288 20.0
unknownl13.55 13.55 72.4 ng 1564070 4 12.67 432288 20.0
2-Propenoic acid, ... 13.64 66.0 ng 1427630 4 12.67 432288 20.0
unknownl13.68 13.68 34.4 ng 742945 4 12.67 432288 20.0
2-Pentanone, 4-cy... 13.77 42.3 ng 913916 4 12.67 432288 20.0
unknownl14 .98 14.98 26.0 ng 701253 5 15.95 539039 20.0
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