LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BFO76757.D

Aca On : 6 Jan 2015 14:23

Operator - 1Z / TP

Sample : PB81207BL

Misc - W DOD

ALS Vial : 7 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-BF121714.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

1.144 3 5 8 rvB 14226 21172 1.34% 0.182%
1.418 27 29 35 rBv 9431 20660 1.31% 0.178%
rvB2 24486 46815 2.97% 0.403%
4.230 272 275 282 rBV 165828 304595 19.32% 2.622%
4.904 331 334 337 rBV 715500 1103723 69.99% 9.503%
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6.322 456 458 461 rBV 1106000 1023754 64.92% 8.814%
6.413 464 466 469 rBvV 910341 1121601 71.12% 9.656%
rBv 251227 252124 15.99% 2.171%
6.893 506 508 511 rBB 904232 842417 53.42% 7.253%
7.419 552 554 557 rBV 741241 665000 42.17% 5.725%
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11 8.299 628 631 633 rBv 380241 358145 22.71% 3.083%
12 9.648 747 749 752 rBV 1052581 1333016 84.53% 11.477%
13 10.448 817 819 822 rBB 406792 398109 25.25% 3.428%
14 11.419 902 904 907 rBV 821929 892888 56.62% 7.687%
15 12.265 976 978 981 rBV 473930 435346 27.61% 3.748%

16 14.254 1150 1152 1155 rBV 1156084 1576970 100.00% 13.577%
17 15.511 1259 1262 1265 rBV 417590 441499 28.00% 3.801%

18 16.974 1382 1390 1391 rBV4 13563 44355 2.81% 0.382%
19 17.077 1397 1399 1406 rVB6 14609 49235 3.12% 0.424%
20 17.237 1410 1413 1416 rVV 335534 432113 27.40% 3.720%
21 17.294 1416 1418 1424 rVB4 14890 38839 2.46% 0.334%
22 17.580 1436 1443 1446 rBV6 13315 57765 3.66% 0.497%
23 18.083 1483 1487 1490 rBV5 8837 30573 1.94% 0.263%
24 18.414 1512 1516 1517 rBV3 9191 24064 1.53% 0.207%
25 19.637 1617 1623 1626 rBV7 8071 34202 2.17% 0.294%
26 19.729 1630 1631 1640 rVBS8 12036 40682 2.58% 0.350%
27 21.066 1743 1748 1749 rBV4 10191 25381 1.61% 0.219%
Sum of corrected areas: 11615043
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BFO76757.D

Aca On : 6 Jan 2015 14:23

Operator =: 1Z / TP

Sample : PB81207BL

Misc - W DOD

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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: BFO76757.D
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Abundance TIC: BFO76757.D
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Abundance TIC: BFO76757.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BFO76757.D

Aca On : 6 Jan 2015 14:23

Operator =: 1Z / TP

Sample : PB81207BL

Misc - W DOD

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.23 24.16 ng 304595 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 275 (4.230 min): BF076757.D (-272) (-) m/z 43.00 100.00%

43
59
5000
101

380 400 420 440 460

53, 83

o el e e e m/z 59.10 71.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA NI L L L L L L L LB
59 3.80 4.00 4.20 4.40 4.60
m/z 101.00 23.50%
15 31 101
| 25 7 37 53 83
e L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 59
I e e S
3.80 4.00 4.20 4.40 4.60
5000 18 m/z 58.00 18.46%
28
12
L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8126: 2-Hexanol, 2-methyl- e
59 3.80 4.00 4.20 4.40 4.60
m/z 41.10 8.66%
5000
101
31
15 | \“\ 53, 8
0...“...“..w...w..”,.”.,.”.,”..,”..“...“..w. I -
m/z--> 10 20 30 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BFO76757.D

Aca On : 6 Jan 2015 14:23

Operator =: 1Z / TP

Sample : PB81207BL

Misc - W DOD

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 unknown6.41 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.41 88.97 ng 1121600 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10
Abundance Scan 466 (6.413 min): BFO76757.D (-464) (-) m/z 132.00 100.00%
5000

6.00 6.20 6.40 6.60 6.80

01 m/z 68.10 43.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 |||||||j|\||||||||||||
600 6.20 6.40 6.60 6.80
m/z 134.00 32.49%
ol 15 28 3 52 6 77 90 104
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
AR o e e s
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 31.06%

33 44 g7 105

70 78
51 60 86 115

miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE P L 4 SR
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.09%
5000
92
65
105
o 27 3 Blgg | T 117

SN NN il T RS | NSNS LS | S N L ¥ 1 R

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BFO76757.D

Aca On : 6 Jan 2015 14:23

Operator =: 1Z / TP

Sample : PB81207BL

Misc - W DOD

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Octaethylene glycol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.97 2.05 ng 44355 Perylene-di12 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octaethvlene alvcol 370 C16H3409 1000289-34-2 72
2 Heptaethvlene alvcol monododecvl... 494 C26H5408 003055-97-8 64
3 1-Methvl-1-(2.2-dimethvipropvl)o... 172 C9H200Si1 1000216-97-6 64
4 3-(1.3-Dihvdroxvisopropvl)-1.5.8... 264 C12H2406 109773-63-9 64
5 Pentaethylene glycol 238 C10H2206 004792-15-8 56

Abundance Scan 1390 (16.974 min): BF076757.D (-1382) (-) m/z 45.10 100.00%
45 9
5000 133
W ER 208 16.60 16.80 17.00 17.20
o ey m/z 89.00 95.87%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #148152: Octaethylene glycol
45
5000 U SR RRRE
89 16.60 16.80 17.00 17.20
m/z 133.05 45_.98%
o1y | 169 | 1?3 177 207 251 283
miz-> 0 50 100 150 200 250 300 350 400
Abundance
45
89 16.60 16.80 17.00 17.20
5000 m/z 87.00 31.74%
133
15 6 111 177
0 155 213235257 301 327 361 407
miz--> 0 50 100 150 200 250 300 350 400
Abundance #38090: 1-Methyl-1-(2,2-dimethylpropyl)oxy-1-silacyclobutane
89 16.60 16.80 17.00 17.20
m/z 73.00 25.67%
5000
45
144
oLl e
miz--> 0 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BFO76757.D

Aca On : 6 Jan 2015 14:23

Operator =: 1Z / TP

Sample : PB81207BL

Misc - W DOD

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 unknownl7.08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.08 2.28 ng 49235 Perylene-di12 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 1-T2-I2-(1-methvlethoxy... 192 C9H2004 029681-21-8 17
2 1.2.3-Thiadiazole-4-carboxamide.... 265 C11H11N30S2 1000294-15-1 17
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 17
4 1.4.7.10.13.16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 17
5 Ethane, 1,1"-oxybis[2-ethoxy-] 162 C8H1803 000112-36-7 16
Abundance Scan 1399 (17.077 min): BF076757.D (-1397) (-) m/z 45.05 100.00%
45
5000
16.80 17.00 17.20 17.40
Ok Py m/z 89.10 68.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50887: Ethanol, 1-[2-[2-(1-methylethoxy)ethoxy]ethoxy]-
45
5000 7> 89 AU SRR B U
16.80 17.00 17.20 17.40
m/z 57.05 48.18%
103119133 151 177192

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45 89 \
e
103 16.80 17.00 17.20 17.40
5000 m/z 43.10 39.40%
176
59 . 148
o f 119133 | 162 194208222236 265
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41641: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- e Al Eama s R S
45 16.80 17.00 17.20 17.40
m/z 71.00 38.44%
5000
31 72
o158 L ‘ | \ 103117 133148 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BFO76757.D

Aca On : 6 Jan 2015 14:23

Operator =: 1Z / TP

Sample : PB81207BL

Misc - W DOD

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 1,4,7,10,13-Pentaoxacyclohe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.58 2.67 ng 57765 Perylene-di12 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4.7.10.13-Pentaoxacvclohexadec... 422 C20H3809 109773-69-5 50
2 Benzene. 1-bromo-3-chloro-2-methvl- 204 C7H6BrcCI 062356-27-8 43
3 3-(1.3-Dihvdroxvisopropvl)-1.5.8... 352 C16H3208 109773-65-1 42
4 15-Crown-5 220 C10H2005 033100-27-5 39
5 Hexagol 282 C12H2607 002615-15-8 39
Abundance Scan 1443 (17.580 min): BF076757.D (-1436) (-) m/z 89.00 100.00%
9
133
5000
207
i 7 1750 1740 1760 1780
o M m/z 45.10 93.57%

m/z--> 50 100 150 200 250 300 350 400
Abundance #160531: 1,4,7,10,13-Pentaoxacyclohexadecane, 15-(1,4,7,10...
9

133
5000 LA L L L L L LB L L
17.20 17.40 17.60 17.80
59 177 28 m/z 133.05 68.62%
. RE R S
m/z--> 50 100 150 200 250 300 350 400
Abundance
89 125
63 R REmm R
17.20 17.40 17.60 17.80
5000 206 m/z 72.10 37.24%
39 169
15
oAb Ly A
m/z--> 50 100 150 200 250 300 350 400
Abundance #141773: 3-(1,3-Dihydroxyisopropyl)-1,5,8,11,14,17-hexaoxa...
9 17.20 17.40 17.60 17.80

m/z 207.00 31.28%

5000

m/z--> 50 100 150 200 250 300 350 400 17.20 17. 40 17. 60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010615\
Data File : BFO76757.D

Acq On : 6 Jan 2015 14:23

Operator - 1Z / TP

Sample : PB81207BL

Misc > W DOD

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121714_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... 4.23 24_.2 ng 304595 1 6.71 252124 20.0
unknown6 .41 6.41 89.0 ng 1121600 1 6.71 252124 20.0
Octaethylene glycol 16.97 2.0 ng 44355 6 17.24 432113 20.0
unknownl17.08 17.08 2.3 ng 49235 6 17.24 432113 20.0
1,4,7,10,13-Penta... 17.58 2.7 ng 57765 6 17.24 432113 20.0
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