LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079432.D
Aca On I 22 May 2015 14:45 Instrument :
Operator : TP/I1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : 62255-01 KY024MW068-150512
ALS Vial : 3 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-BF043015.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

1.324 9 12 23 rVB2 294828 571628 9.66% 4.169%
1.473 23 25 28 rvB 612358 688860 11.64% 5.024%
rBV 3421702 5916540 100.00% 43.150%
1.781 51 52 91 rvB 577962 1642855 27.77% 11.982%
6.742 483 486 487 rBvV 291746 390816 6.61% 2.850%
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6.765 487 488 491 rVB 84000 96146 1.63% 0.701%
6.982 505 507 509 rBvV 258461 258520 4._.37% 1.885%
rvB 403783 376113 6.36% 2.743%
7.233 527 529 532 rBV 75863 92783 1.57% 0.677%
7.748 572 574 581 rBV 61213 78039 1.32% 0.569%
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11 8.628 649 651 654 rBvY 577337 514950 8.70% 3.756%
12 9.976 766 769 772 rBV 265856 235958 3.99% 1.721%
13 10.799 839 841 843 rBV 5563119 569708 9.63% 4._.155%
14 11.782 924 927 929 rBV 52825 71301 1.21% 0.520%
15 12.640 999 1002 1004 rBV 424732 595986 10.07% 4._.347%

16 13.360 1063 1065 1073 rBV2 32348 82085 1.39% 0.599%
17 14.628 1174 1176 1179 rBV 294400 289198 4_.89% 2.109%

18 15.943 1288 1291 1294 rBV 544122 634127 10.72% 4.625%
19 17.760 1448 1450 1457 rBV 366238 605824 10.24% 4.418%

Sum of corrected areas: 13711437
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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\BF052215\

BF079432.D

22 May 2015 14:45

TP/1Z

G2255-01

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

KY024MW068-150512
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079432.D

Aca On 22 May 2015 14:45

Operator : TP/1Z

Sample : 62255-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

1.47 36.63 ng 688860 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 25 (1.473 min): BF079432.D (-23) (-) m/z 73.05 100.00%
73
5000 43
55 87 SRR
140 1.60 1.80
0 ..,....,....,..??l,':.'..SP..|..~,..??,'....,....,....,...., m/z 43.10  37.44%
m/z--> 10 30 50 60 70 8 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 3 55 140 160 180
- 87 m/z 55.10 26.87%
. 132 || 140 | 60 67 101
LRJUURELEREN UL SIS FULELI I SURLLEL SURBLS SURLES SURELI B
m/z--> 10 30 40 50 70 80 90 100
Abundance
73
41 55 87 140 1.60 1.80
5000 m/z 87.05 24 .43%
29
15 67 97
e S S I I IS I SULIL LS SULILLS IR WA
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- e
7B 140 1.60 1.80
m/z 41.10 12.05%
5000 43
58
0"|"“l"”h“'"H*"|”"|'“'|"“|"'w""w"'| L L R N
m/z--> 10 20 30 40 50 70 80 90 100 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\

Data File : BF079432.D

Aca On > 22 May 2015 14:45

Operator : TP/1Z

ﬁ?ggle i G2255-01 KY024MWO068-150512
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Oxazolidone Concentration Rank 5

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

6.74 20.78 ng 390816 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxazolidone 87 C3H5NO02 000497-25-6 50
2 3-Pentanol. 2.3.4-trimethvl- 130 C8H180 003054-92-0 47
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 47
4 3-Hexanol. 2.3-dimethvl- 130 C8H180 004166-46-5 47
5 4-Heptanol, 4-methyl- 130 C8H180 000598-01-6 43

Abundance Scan 486 (6.742 min): BF079432.D (-483) (-) m/z 87.10 100.00%
87
59
5000 43
2 R
127 156 199 5., 6.40 6.60 6.80 7.00
(o} L e e B e e it m/z 59.10 47 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1820: 2-Oxazolidone
87
28 59
5000 BESSEPE NS SRR SRR
42 6.40 6.60 6.80 7.00
15 m/z 43.10 38.75%
0 | ‘\ L0
USRI SURIUS SURILIS S S BRI B WL BN B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
87
6.40 6.60 6.80 7.00
5000 43 m/z 41.05 34 .66%
69
27
55
0 101 115 129
m/z--> 25 45 eb éo 160 150 140 1éo 1éo 260
Abundance #1856: Acetamide, N-ethyl-
30 6.40 6.60 6.80 7.00
87 m/z 69.10 29.15%
43
5000
0"ﬂl'w"ﬂ"ﬁ?”"l'h'l"”I"'W""P'"I”"I'”'I LSRR LA SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\

Data File : BF079432.D

Aca On > 22 May 2015 14:45

Operator : TP/1Z

ﬁ?ggle i G2255-01 KY024MWO068-150512
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown6.76 Concentration Rank 7

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

6.76 5.11 ng 96146 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1H-Indol-4-amine 132 C8H8N2 005192-23-4 9

Abundance Scan 488 (6.765 min): BF079432.D (-487) (-) m/z 132.00 100.00%
5000 68
96 LB SRS L I
40 54 [ 103 6.40 6.60 6.80 7.00
o} m/z 68.05 41.63%
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 LSRR SRR L I
6.40 6.60 6.80 7.00
78 m/z 134.00 32.19%
31 54 51
0"P'“P'”J”J“J'WL“'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
6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .61%
104
ol 14 27 37 44 51 5 6 7 g o 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl- B ARamms A T
132 6.40 6.60 6.80 7.00

m/z 96.00 15.90%

5000
104
63

3? 51 | 7( 20 117 |
| 11y | 1 Al 1y |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 680 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079432.D

Aca On 22 May 2015 14:45

Operator : TP/1Z

Sample : 62255-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 7 unknown6.98 Concentration Rank 6

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

6.98 13.75 ng 258520 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvanamide. dimethvl- 70 C3H6N2 001467-79-4 47
2 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 38
3 Pentane. 2.4-dichloro- 140 C5H10CI2 000625-67-2 35
4 3-Butvn-2-ol. 2-methvl- 84 C5H80 000115-19-5 27
5 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 25

Abundance Scan 507 (6.982 min): BF079432.D (-505) (-) m/z 69.10 100.00%
a1 69 105
5000
55
R e  AE R
127 197 6.60 6.80 7.00 7.20 7.40
90
o ..-'.~|-.,|."...,....,....,....,..1.5.“3,........,....,.?3.2., m/z 105.10 98.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #491: Cyanamide, dimethyl-
69
5000 LRI AN UL UL R
42 6.60 6.80 7.00 7.20 7.40
m/z 41.05 83.07%
52 | g
e R R IS RS RS SRS AR SRR RS SRR RRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 69
55 6.60 6.80 7.00 7.20 7.40
5000 m/z 70.10 39.41%
27 83
98
15
e U LA IS RS RS SRS RS SARSS RS SARRE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17474. Pentane, 2,4-dichloro- LI L I L L
69 6.60 6.80 7.00 7.20 7.40
m/z 55.10 36.01%
5000
41
27
0"''|"l"'|"'5'3'|"‘”"|'E';?'}(')"l"l"''|""|""""l""l""l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\

Data File : BF079432.D

Aca On > 22 May 2015 14:45

Operator : TP/1Z

ﬁ?ggle i G2255-01 KY024MWO068-150512
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownl3.36 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.36 2.75 ng 82085 Phenanthrene-d10 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 38
2 Dodecane. 1-chloro- 204 C12H25CI 000112-52-7 14
3 Tetradecane. 1l-chloro- 232 C14H29cClI 002425-54-9 14
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 10
5 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 10
Abundance Scan 1065 (13.360 min): BF079432.D (-1063) (-) m/z 43.10 100.00%
60 7
5000
8 129
| 115 ‘ 13.00 13.20 13.40 13.60
o A e M/Z 73.00  96.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19986: Octanoic Acid
60
73
n
5000 43 NSNS BSULSN SRR
13. 00 13.20 13.40 13.60
20 g5 101 s m/z 60.00  92.25%
0,,1;‘3',\,\”\'\,\,,1\‘\,,,,IIMMI‘”,\,Il,%?,,}fv}” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
9 USRS BN SRR
13.00 13.20 13.40 13.60
5000 69 m/z 41.10 85.79%
29 105
oL 15 119 133 147 161 175 204
USRS UL UL UL S L S SR S SRS S I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77482: Tetradecane, 1-chloro-
3 57 13.00 13.20 13.40 13.60
91 m/z 57.10 81.54Y%
5000 71
29 105
Oﬁdmﬂ MMmemmmm 232
m/z--> ﬁo Jo 6 ' 160 120 140 160 180 200 250 ' 13.00 13.20 13.40 13.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF052215\

BF079432.D

22 May 2015 14:45

TP/1Z

G2255-01

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

Butane, 2-methoxy. ..

2-0Oxazolidone
unknown6.76
unknown6.98
unknownl1l3.36

8270-BF043015.M Tue May 26 15:44:11 2015

RT EstConc

1.47 36.6 ng
6.74 20.8 ng
6.76 5.1 ng
6.98 13.8 ng
13.36 2.8 ng

Units Response

688860
390816
96146
258520
82085

|--Internal Standard---|
| # RT Resp Conc]

376113 20.0
376113
376113 20.0
376113 20.0
595986 20.0

KY024MW068-150512
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