LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator - 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 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-BF011415.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.384 24 26 31 rBv 10282 20360 1.39% 0.196%
2 1.453 31 32 45 rVB 61584 135932 9.26% 1.309%
3 4.104 261 264 274 rBV 34169 78409 5.34% 0.755%
4 5.030 342 345 357 rBV 207767 395539 26.95% 3.810%
5 7.362 546 549 555 rBV 134867 219140 14.93% 2.111%
6 7.465 555 558 563 rVB 553249 857433 58.42% 8.259%
7 7.967 599 602 608 rVB 140762 249352 16.99% 2.402%
8 8.299 627 631 634 rBV 489112 812667 55.37% 7.828%
9 8.962 687 689 693 rBV 8784 15284 1.04% 0.147%
10 9.270 712 716 719 rBV 432750 654152 44.57% 6.301%
11 10.882 853 857 861 rBV 239022 356269 24.27% 3.432%
12 11.385 898 901 904 rBV 13840 21924 1.49% 0.211%
13 12.139 965 967 971 rBV 27539 45660 3.11% 0.440%
14 12.722 1015 1018 1025 rvB2 17761 30377 2.07% 0.293%

15 13.534 1085 1089 1092 rBV 904840 1359967 92.66% 13.099%

16 13.957 1123 1126 1130 rBV 196148 310352 21.14% 2.989%
17 14.757 1193 1196 1200 rVB 54889 76926 5.24% 0.741%
18 15.008 1215 1218 1222 rVB 262429 400049 27.26% 3.853%
19 15.260 1236 1240 1243 rVB 66539 103187 7.03% 0.994%

20 15.362 1246 1249 1251 rBV 39679 59075 4.02% 0.569%
21 15.488 1257 1260 1266 rBV 10522 16327 1.11% 0.157%
22 16.311 1329 1332 1336 rVB 35176 54450 3.71% 0.524%

23 16.471 1343 1346 1349 rVB 313791 500465 34.10% 4._.820%
24 16.677 1361 1364 1367 rBV 658603 861344 58.68% 8.296%
25 17.774 1457 1460 1463 rBV 400915 433041 29.50% 4.171%

26 18.460 1517 1520 1522 rVB2 26473 30408 2.07% 0.293%
27 18.689 1537 1540 1542 rVB 11547 16156 1.10% 0.156%
28 20.003 1652 1655 1658 rBV 1416012 1467766 100.00% 14.137%
29 21.272 1763 1766 1769 rBV 372121 426444 29.05% 4.107%
30 22.952 1911 1913 1916 rBV 244805 373665 25.46% 3.599%

Sum of corrected areas: 10382120
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF076916.D
1400000

1200000
1000000
800000

600000 7.46

9.27
400000

5.03
200000 7 7.97

145

138 4.10 8.96
e e T e ] I
Time--> 150 200 250 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50

Abundance TIC: BF076916.D
1400000

1200000

1000000
13.53
800000
16.68
600000
17.77

400000 16.47

10.88 15.01

200000 13.96
15,

o 11.38 1214 1272 A 1ﬁ76 %%%%9 163 18.46

S| GRS S MO N SN | N WY & G AN 1 G | A S

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

Abundance TIC: BF076916.D
1400000 20L00

1200000
1000000
800000
600000

400000 21.27

22.95
200000

B.69

L R R T R e s T

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 6

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

4.10 6.29 ng 78409 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Nonanone 142 C9H180 000821-55-6 10
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 264 (4.104 min): BF076916.D (-261) (-) m/z 43.10 100.00%
43
59
5000
101 e S
83 3.80 4.00 4.20 4.40
-ttt e m/z 59.10 77.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R I I
59 380 4.00 420 4.40
m/z 101.10 25.94%
15 31 101
o | 25 7 37, 53 83
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
380 4.00 4.20 440
5000 m/z 58.00 20.02%
58
71
84 109
e L U U UL UL IR UL IR IS S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone B B
43 3.80 4.00 4.20 4.40
m/z 41.10 9.54%
5000 101
28 59
70 84
B S| SO - [ P - VA - SN I
m/z--> 10 20 30 40 50 6 70 80 90 100 110 3.80 4.00 4.20 4.40

8270-BF011415.M Mon Jan 19 10:28:41 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown7.46 Concentration Rank 1

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

7.46 68.77 ng 857433 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 558 (7.465 min): BF076916.D (-555) (-) m/z 132.00 100.00%
5000 68
0 50 || 75 g T 104 720 7.40 7.60 7.80
01 m/z 68.10 37.16%
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
5000 U R IR UL
7.20 7.40 7.60 7.80
78 m/z 134.00 32.10%
31 54 51
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.10 26.13%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A
132 7.20 7.40 7.60 7.80
m/z 69.10 15.34%
5000
104
519 %0 77
ol 14 27 3744558 |~ L. 89 97 | 115
I LA B e B R Ra R R E e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknownl2.14 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.14 2.56 ng 45660 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Phenvlbut-3-vn-1-ol 146 C10H100 010229-11-5 38
2 1.4-Epoxvnaphthalene. 1.4-dihvdro- 144 C10H80 000573-57-9 17
3 Benzene. 1.2-propadienvl- 116 C9OH8 002327-99-3 14
4 Benzene.l-ethvnvl-2-methvl- 116 C9H8 000766-47-2 9
5 Benzene, l-propynyl- 116 C9HS8 000673-32-5 9
Abundance Scan 967 (12.139 min): BF076916.D (-965) (-) m/z 115.00 100.00%
115
5000
63 77 01 105 148 Y W L
39 51 | ‘| | |‘ 131 11.80 12.00 12.20 12.40
Obrerprrrrprrrrprrrr el el e e el el e | M/Z 117.00 44.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20638: 4-Phenylbut-3-yn-1-ol
115
5000 SR AR AR AR BARER
146 1180 12,00 12.20 12.40
m/z 116.10 42 .48%
31 3? 51 Gﬁ 75 89 102 | 12\8136
Obrrrr e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
115
1180 12,00 12.20 12.40
5000 m/z 77.00 28.11%
63 89
50 » 144
o 41 98 126
WWWWWWWTWTWTWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8173: Benzene, 1,2-propadienyl- e e R
115 11.80 12.00 12.20 12.40
m/z 105.10 28.01%
5000
39
51 63 89
0...P%?,.fz,”ul“..Jk.&,ﬂn.,uzzp.uh..%?.”.,m.h“..w..”,.”.,”.. SN 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknownl3.96 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.96 15.52 ng 310352 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 2-methvl-1-phenvl- 146 C10H100 000769-60-8 22

2 Ethanone. 2-(benzovloxv)-1-phenvl- 240 C15H1203 033868-50-7 14

3 Cvcloproonvl phenvl ketone 146 C10H100 003481-02-5 11

4 p-Chlorophenvl (2-(benzovloxv)et... 319 C16H14CINO4 094207-34-8 10
5 Diethyl 2-[2-benzamido-2-(5-chlo... 513 C25H25CIN305P 300381-21-9 10

Abundance Scan 1126 (13.957 min): BF076916.D (-1123) (-) m/z 105.00 100.00%
105
5000
77 h7
e e
3981 g3 | 9 129 146 76 13.60 13.80 14.00 14.20
o B e B B e o e m/z 115.10 38.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20671: 2-Propen-1-one, 2-methyl-1-phenyl-
105
77
5000 146 /\||||||||||||||||||||||
13.60 13.80 14.00 14.20
118 m/z 77.00 28.26%
51
o 39 T3 | o1 131
T T T T T T e T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105
T T
13.60 13.80 14.00 14.20
5000 -7 m/z 117.10 19.06%
51 118
39 91 240
O T T e T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20651: Cyclopropyl pheny! ketone A e
105 13.60 13.80 14.00 14.20

m/z 129.10 15.49%

5000 77

51 146
28 | e, | o1 | 17131

¥  REAREEARAs mas

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

8270-BF011415.M Mon Jan 19 10:28:44 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknownl4.76 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.85 ng 76926 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Diacetvlbenzene 162 C10H1002 000704-00-7 42
2 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 38
3 2-(5-Methvl-T1.3.41thiadiazol-2-... 292 C14H16N20S2 1000296-87-8 32
4 Benzoic acid. 4-propvl-. 4-cvano... 265 C17H15N02 056131-49-8 25
5 Benzoyl chloride, 4-propyl- 182 C10H11CIO 052710-27-7 25
Abundance Scan 1196 (14.757 min): BF076916.D (-1193) (-) m/z 147.10 100.00%
147
115
5000
45
91 I B W
63 | | 130 14.40 14.60 14.80 15.00
Oh et e b b e e e .| M7z 115.000 66..86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30342: o-Diacetylbenzene
147
5000 IR PRI SR BV I
14.40 14.60 14.80 15.00
43 o1 m/z 45.10 35.41%
oL 28 5876 | o150 | 162
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
147
14.40 14.60 14.80 15.00
5000 m/z 91.10 26.77%

45 74 89 115

0 27 132
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,.. R Ea EAmaamEE e
147 14.40 14.60 14.80 15.00
m/z 117.10 18.22%
5000
119
o fﬁ‘ | 78 | \‘ | 173 192 217 235 259 277292
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

8270-BF011415.M Mon Jan 19 10:28:45 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Benzene, (1,2-dimethoxyethyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.26 5.16 ng 103187 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dimethoxvethvl)- 166 C10H1402 004013-37-0 72
2 Benzene. l1l-ethvl-4-methoxv- 136 C9H120 001515-95-3 56
3 1-Methoxv-4-dimethvl(trimethvlsi... 282 C14H2602Si2 1000280-14-0 45
4 (1-Ervthro-2.3-diphenvl)-2-butanol 226 C16H180 004613-10-9 40
5 dI-2-Phenyl-1,2-propanediol 152 C9H1202 004217-66-7 40

Abundance Scan 1240 (15.260 min): BF076916.D (-1236) (-) m/z 121.10 100.00%
121
5000
77 91 " 15.00 15.20 15.40 15.60
45 105
Ol S8 A LSO ) taTaOL  Tn/z 77.00  11.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32973: Benzene, (1,2-dimethoxyethyl)-
121
\ A
5000 I BN SRR B B
15.00 15.20 15.40 15.60
7 o1 m/z 91.00 10.67%
o 1929 51 | "7105 | 135150166
m/z--> 20 45 éo 80 160 120 140 160 180 200 220 240 260 280
Abundance
121
15.00 15.20 15.40 15.60
5000 m/z 122.10 10.54%
136
o 28 51 77 91405
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107210: 1-Methoxy-4-dimethy|(trimethylsilylmethyl)silylox...  ma o R Rma
121 15.00 15.20 15.40 15.60
m/z 45.10 5.46%
5000
ol 20 439 \‘ Mip5 | 146 282
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF011415.M Mon Jan 19 10:28:47 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Benzeneacetic acid, .alpha.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.36 2.95 ng 59075 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l.2-dimethoxvethvl)- 166 C10H1402 004013-37-0 72
2 Benzeneacetic acid. .alpha.-meth... 166 C9H1003 001701-77-5 72
3 Benzenamine. 2.4-dimethvl- 121 C8H11N 000095-68-1 56
4 Benzenamine. 3.4-dimethvl- 121 C8H11N 000095-64-7 56
5 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 56
Abundance Scan 1249 (15.362 min): BF076916.D (-1246) (-) m/z 121.00 100.00%
1
5000
77 9 =00 1500 1540 1560
45 105 15.00 15.20 15.40 15.60
Obreprrrerrrrrprrreprbererr oo e || M7z 91.00  13.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32973: Benzene, (1,2-dimethoxyethyl)-
121
5000 AR AR AR
15.00 15.20 15.40 15.60
7 o m/z 77.10 12.69%
oL 2039 51 e | | 105 | 135 15 166
mz-> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
121
AR AR AR
15.00 15.20 15.40 15.60
5000 m/z 122.00 7.93%
77 o1
o 39 51 64 105 135 166
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9319: Benzenamine, 2,4-dimethyl- P e
106 121 15.00 15.20 15.40 15.60
m/z 45.00 6.69%
5000
77
91
39 51 65
.q}?“Ea””h”4%mﬂhq“J$HWMHPMHHJWHWHHP“q”“““q”  REBRE Rm s L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 15.00 15.20 15.40 15.60

8270-BF011415.M Mon Jan 19 10:28:48 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 1-Phenyl-1-penten-5-ol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.31 2.72 ng 54450 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-penten-5-o0l 162 C11H140 037464-86-1 53
2 Bicvclol4.2.0locta-1.3.5-triene.... 158 C12H14 122057-61-8 50
3 2-Oxatricvclol5.5.0.0(4.10)1dode... 174 C11H1002 056909-26-3 27
4 Propenoic acid. 3-(cvcloheptatri... 176 C11H1202 1000269-64-5 22
5 Benzene, (cyclopropylidenemethyl)- 130 C10H10 007555-67-1 18
Abundance Scan 1332 (16.311 min): BF076916.D (-1329) (-) m/z 129.10 100.00%
129
117
91
5000 143
104
51 65 A A
39 o 196 16.00 16,20 16,40 16.60
of S m/z 117.00 74 _20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30521: 1-Phenyl-1-penten-5-ol
91 129
117
5000 LR SR UL SR SR
162 16.00 16,20 16,40 16.60
sy 39 51 g5 77 104 ‘ 143 m/z 91.00 60.27%
0k .‘l“. .‘,”. .“l“‘.‘ IU\I | ‘*M‘I . .‘l . I\UI ey .M.‘. IH?-?% B
m/iz--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
16.00 16.20 16.40 16.60 |
5000 or 129 143 m/z 131.10 51.91%
39 104
77
27 L 65 158
L S L S L L L L UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38590: 2-Oxatricyclo[5.5.0.0(4,10)]dodeca-5,8,11-trien-3-one R ma e e AR
129 16.00 16.20 16.40 16.60
m/z 115.10 50.13%
o8 115
5000
39
51 63 7 91
TR e T Y
0,..%.WNJP.NWINM| L T B ERE ma e SR CVAS
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011615\
Data File : BF076916.D

Aca On : 16 Jan 2015 19:38

Operator =: 1Z / TP

Sample : G1091-09

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknownl16.47 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.47 23.11 ng 500465 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoin 212 C14H1202 000579-44-2 30
2 Benzoic acid. 3.5-dibromo-4-meth... 439 C17H15Br2NO3 1000258-73-5 27
3 Ethanone. 2-hvdroxv-1.2-diphenvl- 212 C14H1202 000119-53-9 27
4 Benzamide. N-(1.l1-dimethvlethvl)- 177 C11H15NO 005894-65-5 25
5 Benzamide, N-butyl- 177 C11H15NO 002782-40-3 22
Abundance SCd)an 1346 (16.471 min): BF076916.D (-1343) (-) m/z 105.00 100.00%
105
5000
147
l1 M | 177 . 1620 16.40 16.60 16.80
ob— l.,.u.J..,..‘..,.L..L.,.... S — m/z 106.00 45.65%
m/z--> 100 150 200 250 300 350 400
Abundance #64368: Benzoin
105
77
5000 L B B U SULRA
51 16.20 16.40 16.60 16.80
m/z 107.00 33.19%
0 1 | 134 165 212
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance
105
1620 16.40 16.60 16.80
5000 m/z 147.10 31.44Y%
" 147
o1 277
Ol 4l 370 107 227249 27299 326 355 398 439
m/z--> 50 100 150 200 250 300 350 400
Abundance #64409: Ethanone, 2-hydroxy-1,2-diphenyl- e A Rmma n
105 16.20 16.40 16.60 16.80
77 m/z 77.10 26.52%
5000
51
oL, I 139165 212
m/z--> % @ 2& %o ﬁ)3% ﬁo ' mmmmmmmm

8270-BF011415.M Mon Jan 19 10:28:50 2015 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011615\
Data File : BF076916.D

Acq On : 16 Jan 2015 19:38

Operator - 1Z / TP

Sample : G1091-09

Misc W

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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... 4.10 6.3 ng 78409 1 7.98 249352 20.0
unknown7 .46 7.46 68.8 ng 857433 1 7.98 249352 20.0
unknownl12 .14 12.14 2.6 ng 45660 2 10.88 356269 20.0
unknown13.96 13.96 15.5 ng 310352 3 15.01 400049 20.0
unknownl14 .76 14.76 3.9 ng 76926 3 15.01 400049 20.0
Benzene, (1,2-dim... 15.26 5.2 ng 103187 3 15.01 400049 20.0
Benzeneacetic aci... 15.36 3.0 ng 59075 3 15.01 400049 20.0
1-Phenyl-1-penten... 16.31 2.7 ng 54450 3 15.01 400049 20.0
unknownl16.47 16.47 23.1 ng 500465 4 17.77 433041 20.0
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