LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 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-BF111214.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

1.761 56 59 62 rvB 360535 512622 21.98% 1.920%
1.830 64 65 73 rVB 96818 143072 6.14% 0.536%
rBv2 1166355 2331730 100.00% 8.733%
5.339 370 372 378 rBV 179950 201698 8.65% 0.755%
5.830 413 415 418 rBvV 565673 756626 32.45% 2.834%
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7.087 523 525 528 rBV 575118 487178 20.89%% 1.825%
7.259 537 540 542 rBV 1471900 1417899 60.81% 5.310%
568 rBv 450988 540600 23.18% 2.025%
7.739 579 582 584 rVB 1405066 1301202 55.80% 4._.873%
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1 8.242 623 626 628 rBVY 1147633 1087938 46.66% 4_.075%
11 9.133 701 704 706 rVB 730903 772861 33.15% 2.895%
12 9.282 714 717 719 rBV2 27834 23652 1.01% 0.089%
13 9.339 720 722 724 rVV 104919 86225 3.70% 0.323%
14 9.431 727 730 732 rBV 30303 33935 1.46% 0.127%
15 9.705 752 754 757 rVB 191064 220612 9.46% 0.826%
16 10.151 792 793 795 rBV 27214 26263 1.13% 0.098%
17 10.219 795 799 801 rvv 43488 61190 2.62% 0.229%
18 10.276 802 804 807 rvB 202107 259354 11.12% 0.971%
19 10.368 809 812 816 rBV3 24683 47691 2.05% 0.179%

20 10.471 819 821 824 rVB 1634140 1939812 83.19% 7.265%

21 10.699 839 841 843 rBV 1961327 1841634 78.98% 6.897%
22 10.745 843 845 856 rVB 248648 436227 18.71% 1.634%
23 11.054 870 872 874 rBV 1074973 980621 42.06% 3.673%
24 11.088 874 875 880 rVB3 28193 29433 1.26% 0.110%
25 11.305 892 894 896 rBvV 668642 852825 36.57% 3.194%

26 11.339 896 897 899 rvB 254014 195521 8.39% 0.732%
27 11.408 899 903 906 rBv2 629079 920293 39.47% 3.447%
28 11.465 906 908 913 rVB 598209 862544 36.99% 3.230%

29 11.739 929 932 936 rvVB2 23549 41176 1.77% 0.154%
30 12.025 955 957 959 rvv 72321 79830 3.42% 0.299%
31 12.094 961 963 966 rVB 992292 1173660 50.33% 4 _.396%
32 12.197 970 972 975 rBV2 44943 70477 3.02% 0.264%
33 12.254 975 977 978 rBV 27676 28952 1.24% 0.108%

34 12.288 978 980 983 rvvV 1146169 1205398 51.70% 4.514%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 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-BF111214_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.357 983 986 987 rvVv 42864 53388 2.29% 0.200%

36 12.425 987 992 1001 rvv3 44997 180316 7.73% 0.675%
37 13.157 1054 1056 1059 rBV 873239 849420 36.43% 3.181%

38 13.694 1101 1103 1106 rBV 98659 86206 3.70% 0.323%
39 13.854 1115 1117 1120 rBV 29321 29808 1.28% 0.112%
40 13.922 1120 1123 1124 rVvv2 29031 48070 2.06% 0.180%
41 13.945 1124 1125 1133 rVB2 18030 33244 1.43% 0.125%
42 14.837 1201 1203 1209 rBV3 25713 29100 1.25% 0.109%
43 15.157 1228 1231 1233 rBVY 1847522 2095314 89.86% 7.847%
44 15.248 1236 1239 1248 rBV4 25522 78082 3.35% 0.292%
45 16.414 1335 1341 1342 rBV 40160 90626 3.89% 0.339%
46 16.448 1342 1344 1347 rVB 859092 949756 40.73% 3.557%
47 17.511 1433 1437 1442 rBV2 32105 87163 3.74% 0.326%
48 18.197 1494 1497 1500 rBV 736968 977262 41.91% 3.660%
49 18.654 1533 1537 1542 rBV5 21183 82802 3.55% 0.310%
50 20.277 1674 1679 1688 rVB5 10737 59288 2.54% 0.222%
Sum of corrected areas: 26700596
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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\BF111414\

BF075528.D

15 Nov 2014  8:47

™ /7 JJ

F4695-08

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF075528.D

7.26 7.74

1.97

5.83 7.09

1.76 7.54

83 5.34

—

0

Time-->

3.00 3.50 4.00 4.50 5.00

T
5.50

1.50

2.00 2.50

Abundance

1500000

1000000

500000

8.24

TIC: BF075528.D

1070

10.47

12.29
12.09

11.05
13.16

10.28 74

199483

9.70

9.34

9.49.43 12

10, 11.74 ,j\j

b 43

A
LN B S B R S B

Ot
Time-->

14.50

12.50 13.00

9.50 10.00

10.50 11.00 11.50 12.00 13.50 14.00

9.00

Abundance

1500000

1000000

500000

14.84

TIC: BF075528.D

16.45
18.20

16/41 17.51 18.65 20.28

JE@S

Time-->

15.00

20.00 20.50

19.00 19.50

17.50

18.00 18.50

16.50 17.00

21.00

15.50 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.34 7.46 ng 201698 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 8
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 372 (5.339 min): BF075528.D (-370) (-) m/z 43.00 100.00%
43
5000 59
101 AN RN R L LR B
5.00 5.20 5.40 5.60
Ot & 27T h/z 59.10  49.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L LR LI L B
59 500 520 540 560
m/z 58.10 14 .03%
15 4 101
M 1y ' 83 \‘
R L I S L S SIS S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
500 520 540 560
5000 m/z 101.00 13.44%
101
15 58
0 28 69 84
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: 1-Propen-2-ol, acetate e o R
43 5.00 5.20 5.40 5.60
m/z 41.00 8.77%
5000
58
Yo | | 72 100
G L L I S L S SIS SN S S LN LN RS UL LR
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknown7.26 Concentration Rank 2

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

7.26 52.46 ng 1417900 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 540 (7.259 min): BF075528.D (-537) (-) m/z 132.00 100.00%
32
5000 68
o s | % 700 7.20 740 7.60
Okl 85 L 108 m/z 68.10 35.72%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR UL UL SR
7.00 7.20 7.40 7.60
31 51 m/z 134.00 32.99%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
57 132
74 700 7.20 740 7.60
5000 og 116 m/z 66.00 21.93%
158 189
e L S A L UL B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil e T ma i
132 7.00 7.20 7.40 7.60
m/z 96.10 12.95%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 700 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 2-Aziridinone, 1l-tert-butyl... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.34 2.23 ng 86225 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Aziridinone. 1-tert-butvl-3-(1... 209 C13H23NO 024161-49-7 59

2 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 47
3 trans-1.3-Diethvilcvclopentane 126 C9H18 1000113-87-1 47
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 43
5 Cyclododecanemethanol 198 C13H260 001892-12-2 35
Abundance Scan 722 (9.339 min): BF075528.D (-720) (-) m/z 55.00 100.00%
5
97
5000
9.00 9.20 9.40 9.60
0 m/z 97.10 66.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62288: 2-Aziridinone, 1-tert-butyl-3-(1-methylcyclohexyl)-
55
97
5000 "|""|""|"A'|""|'
41 9.00 9.20 9.40 9.60
m/z 41.10 47 .67%
68
‘ Il 8t 110 1T6 130 152 166 181 194 209
OIIIIIIIIHIIMHII\ ||H|H‘l|Nl”lul“::l‘l:|||||||||‘|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
97
9.00 9.20 9.40 9.60
5000 69 m/z 69.00 41.15%
41
126
15 29 81 111
e L L L UL U UL LI B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11218: trans-1,3-Diethylcyclopentane
55 9.00 9.20 9.40 9.60
97 m/z 68.00 19.83%
5000 41
70
21 84 126
0 '}?l'm"‘m"”‘l“w" Nl"ﬁl'%%¥l J"'I""I T T IASNERE SRR S S
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:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 9-Methoxybicyclo[6.1.0]nona... Concentration Rank 13

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

9.70 5.71 ng 220612 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methoxvbicvclol6.1.01nona-2.4.... 148 C10H120 000826-14-2 58
2 1.3.5.7-Cvclooctatetraene. 1-(me... 148 C10H120 030844-13-4 52
3 3-Buten-1-ol. 4-phenvl- 148 C10H120 000937-58-6 38
4 Benzene. l-propvnvl- 116 C9HS8 000673-32-5 38
5 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 27

Abundance Scan 754 (9.705 min): BF075528.D (-752) (-) m/z 115.00 100.00%
115
5000 148
51 77 91 105
39 63 SRS RS AR R
| | I‘ |I Il | | | 13I3 ‘ 243 250 280 000
Obrprrrrprrr el bt Wl m/z 117.10 66.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21759: 9-Methoxybicyclo[6.1.0]nona-2,4,6-triene
115
148
A A
5000 L I UL IR SRR
7 g % 9.40 9.60 9.80 10.00
39 51 g ‘ 133 m/z 116.10 53.06%
29
0 q....,”..,.”.,...q...7ﬂ...,?ﬂ.,..?ﬁ....,..”%??..“...,.“.,...q
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
A
77 LU R U SR
103 9.40 9.60 9.80 10.00
5000 45 91 148 m/z 148.10 45.78%
4o 63 133
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21669: 3-Buten-1-ol, 4-phenyl- A AT
117 9.40 9.60 9.80 10.00

m/z 105.10 34 .56%

5000
91 148

39 51 77
R 107 129

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl10.28 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.28 6.08 ng 259354 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.(p-MethoxvphenvD)propionit... 161 C10H11NO 022442-48-4 22
2 Benzeneacetic acid. .alpha.-hvdr... 166 C9H1003 004607-38-9 22
3 Benzaldehvde dimethvl acetal 152 C9H1202 001125-88-8 22
4 Phenol. 2-(1l-methvlpropvD)-. met... 207 C12H17NO2 003766-81-2 22
5 Pyridine, 2,4,6-trimethyl- 121 C8H11N 000108-75-8 22
Abundance Scan 804 (10.276 min): BF075528.D (-802) (-) m/z 121.05 100.00%
yal
45
5000
7 o 160 .
55 65 105 o P 110,00 10,20 10.40 10.60
0! m/z 45.00 49 _72%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #30003: .beta.(p-Methoxyphenyl)propionitrile
121
5000 L I U BRI I
10.00 10.20 10.40 10.60
7 4 161 m/z 77.00 37.47%
4 15 27 3 51 63 | M o106 | 130 a5
mz-> 0 20 40 60 8 100 120 140 160
Abundance
121
43 "'P"W'A'W"”I"”
10.00 10.20 10.40 10.60
5000 m/z 160.10 37.04%
0 15 27 52 63 g1 105 132 148 166
mz-> 0 20 40 60 8 100 120 140 160
Abundance #24833: Benzaldehyde dimethyl acetal T e
121 10.00 10.20 10.40 10.60
m/z 91.05 31.98%
5000
77
91 105
o 15 29 39 91 63 \L 1| 136 151
m/z--> 6 ﬁo Jo éo 85 160 150 150 1éo 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl10.70 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.70 43.19 ng 1841630 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 2-methvl-1-phenvl- 146 C10H100 000769-60-8 38
2 Phenacvl 3-(3.4-dichlorophenvlsu... 400 C17H14Cl1205S 1000225-01-1 35
3 Acetic acid. 3-cvclopropvl-2.3-d... 294 C19H1803 128103-54-8 32
4 2-Phenvlbutenolide 160 C10H802 001955-39-1 22
5 5-Amino-4-methyl-3-phenylisoxazole 174 C10H10N20 004320-84-7 16
Abundance Scan 841 (10.699 min): BF075528.D (-839) (-) m/z 105.00 100.00%
105
5000 [L
77
40 63 91 7130 146 9 176 10M0 10%0 10%0 1f00 '
o} m/z 115.10 29.58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20671: 2-Propen-1-one, 2-methyl-1-phenyl-
105
77
5000 146
10.40 10.60 10.80 11.00
o 118 m/z 76.95 23.98%
o.,38 | 63 | 91 | | 131
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 117.10 16.63%
77
%5 118
o 20 91 145 165 193 209 265
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114305: Acetic acid, 3-cyclopropyl-2,3-diphenyloxiran-2-y...
105 10.40 10.60 10.80 11.00
m/z 40.05 16.28%
5000
77
43
ol | . 63 ‘ o1 || 1% M7 165 189000 234 251
m/z--> 40 60 80 100 120 140 160 180 200 220 240 2éo 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 1H-Pyrazole, 4,5-dihydro-3-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.74 10.23 ng 436227 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole. 4.5-dihvdro-3-phenvl- 146 C9H10N2 000936-48-1 64
2 Benzofuran. 4.7-dimethvl- 146 C10H100 028715-26-6 55
3 1H-Pvrazole. 4.5-dihvdro-1-phenvl- 146 C9H10N2 000936-53-8 47
4 2-Propen-1-one. 2-methvl-1-phenvl- 146 C10H100 000769-60-8 43
5 p-Propargyloxytoluene 146 C10H100 005651-90-1 43
Abundance Scan 845 (10.745 min): BF075528.D (-843) (-) m/z 146.05 100.00%
146
79 105
5000
10720 10,60 1080 1100
0 m/z 145.05 71.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21294: 1H-Pyrazole, 4,5-dihydro-3-phenyl-
146
5000 77 T ---- T T ----
118 10,40 10.60 10.80 11.00
51 91 o0 m/z 105.00 61.37%
39 63
0"|“%7v"“"“i"“|J“'|ﬂ“'|“'”ﬂ“"'lt"'j""%%%"'l' AL BAR AR A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
146
10.40 10,60 10.80 11.00 |
5000 m/z 79.05 55.40%
39 117 13
51
. 27 63 72 a1 91 103
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21293: 1H-Pyrazole, 4,5-dihydro-1-phenyl- P AT
146 10,40 10.60 10.80 11.00
77 m/z 77.05 55.17%
5000
91
51 118
21 3? l ?f M 11? \
SN S LA AEARS R AR SN LRRA ALY LA SARRI MRS LRRAS UL ALY

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownll.05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.05 23.00 ng 980621 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Diacetvlbenzene 162 C10H1002 000704-00-7 37
2 2.4.6-Trimethvilpropiophenone 176 C12H160 002040-15-5 35
3 1-Hvdroxvinden-3-one-1-carboxvli... 192 C10H804 1000215-33-8 32
4 1(3H)-Isobenzofuranone. 3.3-dime... 162 C10H1002 001689-09-4 27
5 Ethanone, 1-(2,4,6-trimethylphen... 162 C11H140 001667-01-2 25
Abundance Scan 872 (11.054 min): BF075528.D (-870) (-) m/z 147.10 100.00%
147
115
5000 45
o1 129 R VAL SURLLE RN B
63 77 | 03 || 7 | 159 192 207 10.80 11.00 11.20 11.40
Obrr b i e e e e O m/z 115.10 63.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30342: o-Diacetylbenzene
147
5000
10.80 11.00 11.20 11.40
01 m/z 45.10 51.76%
43 115
o 1528 657 1047 120 || 162
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
147
10.80 11.00 11.20 11.40
5000 m/z 91.10 21.01%
119
0 27 4151 65 77 Ot 103 131 159 170
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50116: 1-Hydroxyinden-3-one-1-carboxylic acid
147 10.80 11.00 11.20 11.40
m/z 117.10 13.95%
5000 129
0 s1 65 77 S0 we || 102
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40

8270-BF111214 .M Mon Nov 17 17:30:10 2014

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownll.41 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.41 21.58 ng 920293 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanoic acid. .beta...b... 206 C13H1802 055683-10-8 27
2 (3-Phenvl-prop-2-vnvl)-tetrazol-... 199 C10H9N5 1000296-21-0 25
3 2-(5-Methvl-TI1.3.41thiadiazol-2-... 292 C14H16N20S2 1000296-87-8 25
4 2H-Indazol-3-amine. 2-methvl- 147 C8HON3 097990-19-7 22
5 Indano[2,1-d]1,3-dioxane, 176 C11H1202 102688-70-0 16
Abundance Scan 903 (11.408 min): BF075528.D (-899) (-) m/z 147.10 100.00%
115 147
5000
91
45
65 131 11.00 11.20 11.40 11.60 11.80
o! | 68178 207 e M/Z 115.00 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60130: Benzenepropanoic acid, .beta.,.beta.,3,4-tetramethyl-
147

5000
11.00 11.20 11.40 11.60 11.80

m/z 117.10 39.40%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
115
11.00 11.20 11.40 11.60 11.80
5000 m/z 91.10 31.00%
170
63 89 130 199
0 46 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112955: 2-(5-Methyl-[1,3,4]thiadiazol-2-ylsulfanyl)-1-(2,...
147 11.00 11.20 11.40 11.60 11.80
m/z 133.10 28.40%
5000
119
59 91
0 4L | 76 “h | 173192 217 235 259 277292
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11. 20 11. 40 11.60 11. 80

8270-BF111214 .M Mon Nov 17 17:30:11 2014 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownll.47 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.47 20.23 ng 862544 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentamethvldisilvloxvtetradecane 344 C19H440Si2 1000216-85-5 35
2 1.13-Bis(trimethlvsilvloxv)tride... 360 C19H4402Si2 1000196-23-0 35
3 2-(5-Methvl-TI1.3.41thiadiazol-2-... 292 C14H16N20S2 1000296-87-8 32
4 Ethanone. 1-(2.3.4-trimethvlphen... 162 C11H140 001467-36-3 27
5 1-Naphthalenamine, 5,6,7,8-tetra... 147 C10H13N 002217-41-6 27
Abundance Scan 908 (11.465 min): BF075528.D (-906) (-) m/z 147.10 100.00%
115 147
5000
91
45
65 178 11.20 11.40 11.60 11.80
0 e e e S S B m/z 115.05 82 .85%
m/z--> 50 100 150 200 250 300 350
Abundance #138807: 1-Pentamethyldisilyloxytetradecane
147
5000
11.20 11.40 11.60 11.80
43 75 m/z 117.05 38.01%
oL, .‘l““‘lm‘.‘ “l‘H.‘ \Ig$ il-:‘l-?.“‘.“l — .2.71. — |32|9| —
m/z--> 50 100 150 200 250 300 350
Abundance
147
11.20 11.40 11.60 11.80
5000 m/z 91.05 26 .63%
75
45 97 116 203
oLZl ) o 1 ] 165182 20900 285278299 345
m/z--> 50 100 150 200 250 300 350
Abundance #112955: 2-(5-Methyl-[1,3,4]thiadiazol-2-ylsulfanyl)-1-(2,...
147 11.20 11.40 11.60 11.80
m/z 133.05 22 .25%
5000
119
59 91
0 45Mju‘j_1\whjﬂ . | 173192 217235 259 292
m/z--> 50 100 150 200 250 300 350 11.20 11.40 11.60 11.80

8270-BF111214 .M Mon Nov 17 17:30:12 2014 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl12.09 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.09 27.52 ng 1173660 Acenaphthene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dianilinoethane 212 C14H16N2 000150-61-8 45
2 o-Toluidine 107 C7HON 000095-53-4 43
3 Aniline. N-methvl- 107 C7HON 000100-61-8 43
4 Aminodiphenvimethane 183 C13H13N 000091-00-9 38
5 Benzylamine 107 C7HON 000100-46-9 35
Abundance Scan 963 (12.094 mdi)n): BF075528.D (-961) (-) m/z 105.00 100.00%
105
5000
147
[P P PP
2 63 166 : : : :
o 129 212 m/z 106.00 50.42%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #64451: 1,2-Dianilinoethane
106
5000 UL PN SN SUNILN UL
11.80 12.00 12.20 12.40
77 m/z 106.95 36.63%
0 | 3? (R 65 il 91 ulll 118 132
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260 '
Abundance
106
11.80 12.00 12.20 12.40
5000 m/z 147.10 30.01%
77
15 27 39 51 63 89
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #5040: Aniline, N—methyl— LI L L L LB
106 11.80 12.00 12.20 12.40
m/z 41.10 26.67%
5000
51 77
15 28 | 65 ‘ 02
o.nh,whfﬂ.JW,W.mW..m,rl”,..”,..”,..”,..”,..”,. e e B
m/z--> 200 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

8270-BF111214 .M Mon Nov 17 17:30:13 2014 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Ethanone, 2-(1-methylethoxy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.43 4.25 ng 180316 Phenanthrene-d10 13.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 2-(l1-methvlethoxv)-1.2_... 254 C17H1802 006652-28-4 59
2 Isoamvl mandelate 222 C13H1803 005421-04-5 59
3 Benzeneacetic acid. .alpha.-hvdr... 180 C10H1203 000774-40-3 59
4 Cvclohexene. l-ethvl-6-ethvlidene- 136 C10H16 061141-57-9 53
5 Benzeneacetic acid, .alpha.-hydr... 152 C8H803 017199-29-0 53
Abundance Scan 992 (12.425 min): BF075528.D (-987) (-) m/z 107.00 100.00%
107
5000 79
57
121
41 0 146 194 12.20 12.40 12.60 12.80
o m/z 79.00 35.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90964: Ethanone, 2-(1-methylethoxy)-1,2-diphenyl-
107
149
5000
12.20 12.40 12.60 12.80
m/z 105.00 31.28%
o 27 B 63 | | 120133 | 165178 195 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
107
' 12.20 12.40 12.60 12.80
5000 m/z 77.10 28.28%
43 &
0 27 57 92 122135 161176 206 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #42323: Benzeneacetic acid, .alpha.-hydroxy-, ethyl ester L e e A EE
107 12.20 12.40 12.60 12.80
m/z 57.00 26.49%
5000
79
‘ 180
o2 L 64 L 9 || 122135 150164
m/z--> 20 Jo eb 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80

8270-BF111214 .M Mon Nov 17 17:30:14 2014

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075528.D

Aca On : 15 Nov 2014 8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl13.69 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.69 2.03 ng 86206 Phenanthrene-d10 13.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethoxvauinoline 173 C11H11NO 046185-83-5 25
2 4-Quinolone 145 C9H7NO 1000234-25-1 20
3 4-Quinolinol 145 C9H7NO 000611-36-9 18
4 2(1H)-Ouinolinone 145 C9H7NO 000059-31-4 14
5 3-Benzyl-1H-1,2,4-triazole 159 C9HON3 021117-34-0 14
Abundance Scan 1103 (13.694 min): BF075528.D (-1101) (-) m/z 145.10 100.00%
145
115 159 159 194
5000
91 Al
51 77 AU A
39 63 102 173 13.40 13.60 13.80 14.00
of NITE 'R R m/z 194.10 69.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38165: 2-Ethoxyquinoline
129 145 158
89 117 173
5000 SR NS SURR SUNILE UL
5 63 13.40 13.60 13.80 14.00
‘ 75 101 m/z 115.10 65.95%
o — .‘H .‘Hl. M‘- I\H‘\I Julln iH‘l‘. P k‘. i "I —IL ————
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
17 13.40 13.60 13.80 14.00
5000 m/z 159.10 61.87%
90
. 26 39 50 63 77 104 | 128
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #20590: 4-Quinolinol L B
145 13.40 13.60 13.80 14.00
117 m/z 129.10 61.39%
5000
90
39 50 63
ol 14 2 1 Ju.H*L..Zz P
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075528.D

Acq On : 15 Nov 2014  8:47

Operator : TP / JJ

Sample : F4695-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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]
2-Pentanone, 4-hy... 5.34 7.5 ng 201698 1 7.54 540600 20.0
unknown7 .26 7.26 52.5 ng 1417900 1 7.54 540600 20.0
2-Aziridinone, 1-... 9.34 2.2 ng 86225 2 9.13 772861 20.0
9-Methoxybicyclo[.- .. 9.70 5.7 ng 220612 2 9.13 772861 20.0
unknown10.28 10.28 6.1 ng 259354 3 11.31 852825 20.0
unknown10.70 10.70 43.2 ng 1841630 3 11.31 852825 20.0
1H-Pyrazole, 4,5-... 10.74 10.2 ng 436227 3 11.31 852825 20.0
unknownl1l .05 11.05 23.0 ng 980621 3 11.31 852825 20.0
unknownll.41 11.41 21.6 ng 920293 3 11.31 852825 20.0
unknownl1l .47 11.47 20.2 ng 862544 3 11.31 852825 20.0
unknownl12 .09 12.09 27.5 ng 1173660 3 11.31 852825 20.0
Ethanone, 2-(1-me... 12.43 4.3 ng 180316 4 13.16 849420 20.0
unknownl13.69 13.69 2.0 ng 86206 4 13.16 849420 20.0
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