LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator - 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 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 1.452 31 32 40 rBV 29574 67400 4 .98% 0.722%
2 4.116 263 265 270 rBV 15451 33023 2.44% 0.354%
3 5.030 343 345 354 rBV 189463 365115 26.99% 3.911%
4 7.362 547 549 555 rBV 106444 203127 15.02% 2.176%
5 7.465 555 558 566 rVB 530679 819002 60.54% 8.773%
6 7.967 599 602 607 rBV 112743 192393 14.22% 2.061%
7 8.299 627 631 634 rBV 472436 813883 60.17% 8.718%
8 8.962 686 689 695 rBV2 8295 14174 1.05% 0.152%
9 9.270 712 716 719 rBV 436292 645385 47.71% 6.913%
10 10.882 854 857 861 rBV 171520 261835 19.36% 2.805%
11 11.396 899 902 904 rVB 25476 38250 2.83% 0.410%
12 12.139 965 967 972 rBV 29802 48435 3.58% 0.519%

13 13.534 1085 1089 1092 rBV 886035 1288097 95.22% 13.798%
14 13.957 1123 1126 1130 rBV 166501 267261 19.76% 2.863%
15 14.757 1194 1196 1201 rBV 40527 62563 4.62% 0.670%

16 15.008 1215 1218 1222 rVB 191422 285686 21.12% 3.060%
17 15.260 1236 1240 1243 rVB 72470 114161 8.44% 1.223%
18 15.362 1246 1249 1252 rVB 46268 68022 5.03% 0.729%
19 16.311 1329 1332 1334 rVB 39868 51457 3.80% 0.551%
20 16.471 1342 1346 1349 rBvV 321691 471534 34.86% 5.051%

21 16.677 1361 1364 1367 rBV 570795 762459 56.36% 8.168%
22 17.774 1457 1460 1463 rBV 251865 289731 21.42% 3.104%
23 18.460 1517 1520 1522 rBV 19966 20572 1.52% 0.220%
24 19.900 1644 1646 1649 rVB 110111 107237 7.93% 1.149%
25 20.003 1652 1655 1658 rVB 1281070 1352746 100.00% 14.491%

26 20.792 1722 1724 1727 rVB 75913 73887 5.46% 0.791%
27 20.929 1734 1736 1740 rBV 10100 14320 1.06% 0.153%
28 21.272 1763 1766 1769 rBV 293874 309690 22.89% 3.317%
29 22.940 1909 1912 1915 rBV 233443 273458 20.22% 2.929%
30 24.541 2048 2052 2055 rBv4 10174 20245 1.50% 0.217%

Sum of corrected areas: 9335148
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF076935.D
1200000

1000000
800000

600000 7.46

8.30 9.97

400000

200000 5.03
7. 7.97

1.45 4.12 J\ 8.96

o s L | U W | S_— L |

Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF076935.D

1200000

1000000
13.53

800000
600000 16.68

400000 16.47

17.77
200000 10.88 13.96 15.01

11.40 12.14 A 1ﬁ76h 1%%§6 16.3 18.46

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BF076935.D

1200000 20:00

1000000

800000

600000

400000

21.27
22.94

200000

19.90 20.79

0.93 24.54

Ol e A e b e e R T e P T T R T T e

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\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 2 Oxirane, [(1-methylethoxy)m... Concentration Rank 13

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

4.12 3.43 ng 33023 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. l(l-methvlethoxv)methvll- 116 C6H1202 004016-14-2 64
2 Guanidine 59 CH5N3 000113-00-8 7
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 5
4 Diacetamide 101 C4H7NO2 000625-77-4 5
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 5

Abundance Scan 265 (4.116 min): BF076935.D (-263) (-) m/z 43.10 100.00%
a3 59
5000
101
380 4.00 420 4.40
O S S NSO m/z 59.00 89.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
43
- 59
5000 B0 a0 420 4k
- 101 m/z 101.10 29.31%
'”I'”'I'”'i”gﬂh"W'“lW"”IJ'”I'ﬁqI'”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 59
380 400 420 440
5000 18 m/z 58.00 25.07%
28
12
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4001: Morpholine, 4-methyl- e
43 3.80 4.00 4.20 4.40
m/z 41.00 9.85%
5000 101
71
27 56
"'I”"I'”“W'”lﬁ'”'l'“'I'”'l*”'l'ﬁql'”'l*”'l' U SSADE SUARE SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 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 85.14 ng 819002 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 558 (7.465 min): BF076935.D (-555) (-) m/z 132.00 100.00%
5000 68
40 54 7 g T 106 720 7.40 7.60 7.80
01 e m/z 68.10 39.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 UL NI IURLE L
7.20 7.40 7.60 7.80
33 44 . 105 m/z 134.00 33.11%
R '“"'iq""' P" "‘IJ"%¥5I' LR AL AL S
m/z--> 20 40 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.00 27 .64%
92
65
o7 39 51 77 105 .4
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L B B
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.66%
5000 98 116
N ,,Illllllé% .,W97.U,. M 158 ..,.1??. NN AV A W
m/z--> 20 40 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 5 Cycloheptanemethanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.40 2.92 ng 38250 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptanemethanol 128 C8H160 004448-75-3 53
2 Cvclohexanemethanol. 2-methvl- 128 C8H160 002105-40-0 42
3 Dichloroacetic acid. 1-cvclopent... 224 C9H14C1202 1000282-56-3 42
4 Cvclohexane. 1-bromo-2-methvl- 176 C7H13Br 006294-39-9 40
5 3-Hexen-1-ol, 2-ethyl- 128 C8H160 053907-73-6 40
Abundance Scan 902 (11.396 min): BF076935.D (-899) (-) m/z 55.10 100.00%
55
97
5000 41 69
81 N B N A
| 110 11.00 11.20 11.40 11.60 11.80
et e e | m/z 97.10 63.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12078: Cycloheptanemethanol
55
97
5000 LU BRI BURIL B
82 11.00 11.20 11.40 11.60 11.80
41 67 ‘ m/z 69.10 43.05%
29
..:.|'8|.‘.“. -“‘“- i .“l‘l .“H. el IH\I .1.:!-.0. I .1.2.9. RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
97 LRI BRI BURIL B
11.00 11.20 11.40 11.60 11.80
5000 " m/z 41.00 40.66%
31
67 81 110
124
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #72685: Dichloroacetic acid, 1-cyclopentylethyl ester e e
55 81 97 11.00 11.20 11.40 11.60 11.80
m/z 81.00 27.92%
5000
41 67
2 Lok o
ettt UL b 131 127130 155167 183 190 SNSRI | N | B—
m/z--> 20 40 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 6 unknownl2.14 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.14 3.70 ng 48435 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-3-phenvl-1-propvne 146 C10H100 1000217-10-1 43
2 Benzene. 1-butynvl- 130 C10H1O0 000622-76-4 22
3 1.4-Epoxvnaphthalene. 1.4-dihvdro- 144 C10H80 000573-57-9 10
4 Benzene.l-ethvnvl-2-methvl- 116 C9H8 000766-47-2 9
5 4-Phenylbut-3-yn-1-ol 146 C10H100 010229-11-5 9
Abundance Scan 967 (12.139 min): BF076935.D (-965) (-) m/z 115.10 100.00%
115
5000
91 103 148 A B e e e
39 51 6|3 ! B 11,80 12,00 12.20 12.40
rrreepterree e m/z 117.10 48 .08%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20653: 3-Methoxy-3-phenyl-1-propyne
115

5000

11.80 12.00 12.20 12.40
m/z 116.00  33.21%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

115

130 11.80 12.00 12.20 12.40
5000 m/z 148.10 26.42%

51 63
39 77 89 102

memﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19588: 1,4-Epoxynaphthalene, 1,4-dihydro- R AR REREE B
11.80 12.00 12.20 12.40
m/z 103.10 25.51%

5000

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\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 7 unknownl3.96 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 18.71 ng 267261 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 35
2 Ethanone. 2.2-dibromo-1-phenvl- 276 C8H6Br20 013665-04-8 14
3 3-Fluoro-3-(2-o0xo0-2-phenvl-ethvl... 322 C13H10F403S 329735-34-4 14
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9Bro 002114-00-3 14
5 Benzoic acid, 3,3,5-trimethyl-6-._.. 336 C21H2004 1000277-63-9 14
Abundance Scan 1126 (13.957 min): BF076935.D (-1123) (-) m/z 105.00 100.00%
105
5000
77
39 . 129, 46 176 13.60 13.80 14.00 14.20
m/z 115.00 36.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #20671: 2-Propen-1-one, 2-methyl-1-phenyl-
105
77
5000 146 /\ NV U BN I
Bmmmmmmm
o m/z 77.00 27 .73%
””“ﬂw.”w””“hjﬂﬁawn.””.”..”w””..”.”w”..””“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
105
13.60 13.80 14.00 14.20
5000 m/z 117.10 20.11%
77
51
27 120 143 171 198 247 278
m@mﬁrﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128627: 3-Fluoro-3-(2-oxo-2-phenyl-ethylsulfanyl)-2-trifl... A
105 13.60 13.80 14.00 14.20

m/z 129.10 14 .39%

5000 77

51
ne | | 135 158 179203210235 253270 291 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 8 unknownl14.76 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.76 4.38 ng 62563 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Indolizinemethanol 147 CO9HONO 022320-21-4 35
2 1.3-Dioxane. 2.4.6-trimethvl-. (... 130 C7H1402 019145-91-6 23
3 o-Diacetvlbenzene 162 C10H1002 000704-00-7 16
4 2-(5-Methvl-T1.3.41thiadiazol-2-... 292 C14H16N20S2 1000296-87-8 16
5 2,5-Dimethylbenzoxazole 147 CO9HONO 005676-58-4 14
Abundance Scan 1196 (14.757 min): BF076935.D (-1194) (-) m/z 147.10 100.00%
147
115

5000

159 14.40 14.60 14.80 15.00
m/z 115.10 76.22%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21559: 2-Indolizinemethanol

147

130

5000 118 L L e
14.40 14.60 14.80 15.00

m/z 45.10 39.65%

47 63 78 89 03

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
115
I o e o e S
25 69 14.40 14.60 14.80 15.00
0
5000 m/z 91.00 25.46%
129
8 o1
wmwmmvﬁvﬁvﬁvﬁvﬁvﬁwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30342: o-Diacetylbenzene A e
147 14.40 14.60 14.80 15.00
m/z 117.00 21.89%
5000
91
43 115
15 28 | 51 65 /7 105 77 129 | 162
R L L L S o L O A R RARRSLSNsaraaRar e I e o e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 9 Benzene, (1,2-dimethoxyethyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.26 7-.99 ng 114161 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 Benzeneacetic acid. .alpha.-meth... 166 C9H1003 007021-09-2 56
3 Benzenamine. 2.4-dimethvl- 121 C8H11N 000095-68-1 40
4 dl-2-Phenvl-1.2-propanediol 152 C9H1202 004217-66-7 40
5 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 40

Abundance Scan 1240 (15.260 min): BF076935.D (-1236) (-) m/z 121.10 100.00%
21
5000
77 91 TR A AEon 15 a0 e e
45 105 15.00 15.20 15.40 15.60
65 147 161
'W””P”W””Pmﬁh”P”W”lP”Wt”PhW”HJ”W””P“W““P“W” m/z 77.10 12.89%
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 I SN SRR B B
15.00 15.20 15.40 15.60
7 9 m/z 91.10 11.63%
1> 2939 51 e | T 105 | 135 15 166
miz-> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
121
15,00 15.20 15.40 15.60
5000 m/z 122.10 8.17%
77
91
15 20 39 51 63 105 136
Wmmmmmw
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- ma o AR E Rma
106 121 15.00 15.20 15.40 15.60
m/z 45.10 5.64%
5000
77
91
39 51
..“%?,.E?“.”Tu..Nhuqf?q.nﬂp.nﬂm..“whln.bl.”,”.q.“.“.“,”.q.. e e
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 10 Benzeneacetic acid, .alpha.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.36 4.76 ng 68022 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. .alpha.-meth... 166 C9H1003 001701-77-5 72
2 R(-)-2-Methoxv-2-phenvlacetic acid 166 C9H1003 1000132-09-7 72
3 Benzene. (1.2-dimethoxvethvl)- 166 C10H1402 004013-37-0 64
4 Benzenamine. 2.4-dimethvl- 121 C8H11N 000095-68-1 56
5 Benzenamine, 3,4-dimethyl- 121 C8H11N 000095-64-7 56
Abundance Scan 1249 (15.362 min): BF076935.D (-1246) (-) m/z 121.10 100.00%
5000
77 91 20 GEon e an e e
45 105 15.00 15.20 15.40 15.60
eSS e e s || M/2 77.10  13.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33785: Benzeneacetic acid, .alpha.-methoxy-
121
5000 L U BRI B SUNILE I
15.00 15.20 15.40 15.60
7 m/z 91.10 12.69%
39 51 64 | 105 135 166
m/z--> 10 20 30 40 5'0 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
121
15.00 15.20 15.40 15.60
5000 m/z 122.00 7.74%
77
91
45 3 105 135 149 166
mﬁwﬁmmﬂwﬁwﬁwﬁwﬁmm
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)- e
121 15.00 15.20 15.40 15.60
m/z 45.10 6.11%
5000
7 g1
15 29 39 51 g | 105 135 152 166
mize> 10 2 30 4 5 60 7 80 9 100 10 130 130 140 120 160 170 | | 1500 1520 1540 1560
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1\BNA F\DATA\BF011915\
BF076935.D

19 Jan 2015 18:16

1z / TP

G1101-24

W

14 Sample Multiplier: 1

d : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Bicyclo[4.2.0]Jocta-1,3,5-tr...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.31 3.60 ng 51457 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 158 C12H14 122057-61-8 58
2 Propenoic acid. 3-(cvcloheptatri... 176 C11H1202 1000269-64-5 22
3 Benzocvclobutene. 1-bromo-1-methvl- 196 C9H9Br 1000161-76-4 22
4 Triauinacene 130 C10H1O0 006053-74-3 14
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 14

Abundance Scan 1332 (16.311 min): BF076935.D (-1329) (-) m/z 129.10 100.00%
129
117
91
143
5000 105
65 77 TI[rirr[rrrrprrrrprrors
39 51 196 16.00 16.20 16.40 16.60
B B m/z 117.00 77.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28359: Bicyclo[4.2.0]octa-1,3,5-triene, 7-(3-butenyl)-
117
5000 129 143
39 91 16.00 16.20 16.40 16.60
51 77 104 m/z 91.10 62.99%
27 ‘ 65 ‘ ‘ H 158
|||‘||||‘||“l‘||“i“||”:‘| |H||‘|‘||‘lu‘u‘uululuuu“l||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
16.00 16,20 16,40 16.60
5000 m/z 131.10 60.86%
39 91
63 144 176
51 77 105 133 161
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53975: Benzocyclobutene, 1-bromo-1-methy!- e
117 16.00 16.20 16.40 16.60
m/z 115.00 55.56%
5000
39 o 63 91
B N P I 102 N1 152 169 1% S W |
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.20 16.40 16.60

8270-BF011415.M Tue Jan 20 11:49:14 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 12 unknownl6.47 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.47 32.55 ng 471534 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 2-hvdroxv-1.2-diphenvl- 212 C14H1202 000119-53-9 27
2 Benzoin 212 C14H1202 000579-44-2 25
3 Benzamide. N-butvl- 177 C11H15NO 002782-40-3 25
4 4-Methvlphenethvl isothiocvanate 177 C10H11NS 013203-39-9 22
5 Ethanone, 2-(acetyloxy)-1,2-diph... 254 C16H1403 000574-06-1 22
Abundance Scan 1346 (16.471 min): BF076935.D (-1342) (-) m/z 105.00 100.00%
5000
16:20 16.40 16.60 16.80
m/z 106.00 46.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64409: Ethanone, 2-hydroxy-1,2-diphenyl-
105
77
5000 L UL BRI UL SULLE
16.20 16.40 16.60 16.80
o1 m/z 107.00 33.58%
27 39 w 63 || 89 | 118128139 152 165 178 195 212
mz> 20 40 @ 8 10 130 140 1o 1% 200
Abundance
105
" UL IR BN BN UL
16.20 16.40 16.60 16.80
5000 m/z 147.10 30.91%
51
41 | 63 89 117 134 152 165 194 212
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #40563: Benzamide, N-butyl- e B e e
105 16.20 16.40 16.60 16.80
m/z 77.10 24 .97%
5000
77
135 177
ot ‘ | 148 162 | .
m/z--> 20 40 60 8 100 120 140 160 180 200 ' 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 13 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.90 6.93 ng 107237 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Oxirane. 2.3-bis(l1-methvlethvl)-... 128 C8H160 054644-32-5 37
4 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 32
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 32

Abundance Scan 1646 (19.900 min): BF076935.D (-1644) (-) m/z 56.10 100.00%
56
5000
41 73
129 257 RN AN SN IR IURR
h “‘ i ml y 157 185 213 39 19.60 19.80 20.00 20.20

el e LT 18s A W/z 57.10 62.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 ||||||||||||/I\}|\llll|llll|
41 19.60 19.80 20.00 20.20
m/z 55.10 38.40%
‘ ‘ 101 129 185 213 239 257 312
2 AL i L 297 1 28 | 88 32
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
N ARA RN e
19.60 19.80 20.00 20.20
5000 41 m/z 41.10 36.13%
73
129
26 9112 157 185 213 23927 g1 317
Wmmwwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- R ...¢4.. e
56 19.60 19.80 20.00 20.20
41 m/z 43.10 32.68%
5000
73
‘ d 95 113128
T e N ARAREERE SRS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076935.D

Aca On : 19 Jan 2015 18:16

Operator =: 1Z / TP

Sample : Gl101-24

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 14 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.79 4.77 ng 73887 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 78
3 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 35

Abundance Scan 1724 (20.792 min): BF076935.D (-1722) (-) m/z 56.10 100.00%
56
5000
73 e
3 | g7 129 185 oay 267°8 20.40 20.60 20.80 21.00 21.20
Frerprreie m/z 57.10 57.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
20.40 20.60 20.80 21.00 21.20
29 129 - m/z 43.10 42.37%
“ L f h H‘ \M\ \‘\\ Mh 157 185 213 241 2?7 \‘ 311 340
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
20.40 20.60 20.80 21.00 21.20
5000 m/z 55.10 36.43%
229
73 211
129 284
39 101 157 % 255
mmmmmwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6552: 1-Hexene, 2,5-dimethyl- e AREamy M- AR,
56 20.40 20.60 20.80 21.00 21.20

m/z 41.10 34 .59%

5000

112
\‘\ |77 95

A Laaa e e e R e aamaaaEa s p e R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20. 40 20.60 20.80 21.00 21.20

8270-BF011415.M Tue Jan 20 11:49:17 2015 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
Data File : BF076935.D

Acq On : 19 Jan 2015 18:16

Operator - 1Z / TP

Sample : G1101-24

Misc W

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : 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]
Oxirane, [(1-meth... 4.12 3.4 ng 33023 1 7.97 192393 20.0
unknown? .46 7.46 85.1 ng 819002 1 7.97 192393 20.0
Cycloheptanemethanol 11.40 2.9 ng 38250 2 10.88 261835 20.0
unknownl2.14 12.14 3.7 ng 48435 2 10.88 261835 20.0
unknownl13.96 13.96 18.7 ng 267261 3 15.01 285686 20.0
unknownl4 .76 14.76 4.4 ng 62563 3 15.01 285686 20.0
Benzene, (1,2-dim... 15.26 8.0 ng 114161 3 15.01 285686 20.0
Benzeneacetic aci... 15.36 4.8 ng 68022 3 15.01 285686 20.0
Bicyclo[4.2.0]Joct... 16.31 3.6 ng 51457 3 15.01 285686 20.0
unknownl16 .47 16.47 32.5 ng 471534 4 17.77 289731 20.0
Hexadecanoic acid... 19.90 6.9 ng 107237 5 21.27 309690 20.0
Octadecanoic acid... 20.79 4.8 ng 73887 5 21.27 309690 20.0
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