LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\

Data File : BF078936.D

Aca On : 5 May 2015 12:02 Instrument :
Operator : TP/1Z BNA_F

Sample  : G2115-01 Sl
Misc i DUMBO-EP-5
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
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> Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

first

TIC

scan

61 63
346
388
497
512

538
563
598
675
737

793
837
865
945
951

1027
1031
1159
1181
1201

1305
1315
1377
1388
1430

1464
1470

PK
TY

rvB
rvv2
rvB

rvB
rvB
rBv
rBv
rvB

rBv
rvB
rBv
rBv
rBv

rBv
rBv
rBv
rBv
rBv2

rBv
rvB
rvB
rBv
rBv

rvB
rBv
rvB3
rBv4
rBv

rBv
rvB

peak
heiaht
1084137
777612
492359
20043
39240

867496

40578
369558
601114
581239

353019
431144
360467
392903

32132

970452

48291
580428
122187
497622

509443
58436
83881
81135

1507600

75105
619225
23681
20982
34961

30049
501686

8270-BF043015.M Wed May 06 12:44:43 2015

corr.
area
1241015
956423
726922
41767
58087

1890926
45440
414710
577263
521947

354333
378118
333823
481771

31167

977181

47383
529700
125230
684009

581287
43947
83474

104569

1513625

124851
787441
44758
44128
67251

45213
799744

corr.
% max.
65.63%
50.58%
38.44%
2.21%
3.07%

100.00%

2.40%
21.93%
30.53%
27 .60%

18.74%
20.00%
17.65%
25.48%

1.65%

51.68%
2.51%
28.01%
6.62%
36.17%

30.74%
2.32%
4.41%
5.53%

80.05%

6.60%
41 .64%
2.37%
2.33%
3.56%

2.39%
42 _.29%

4_.959%
0.285%
0.396%

12.901%
0.310%
2.829%
3.938%
3.561%

2.417%
2.580%
2.277%
3.287%
0.213%

6.667%
0.323%
3.614%
0.854%
4.667%

3.966%
0.300%
0.569%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078936.D

Aca On : 5 May 2015 12:02

Operator : TP/1Z

Sample : 62115-01

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 14657503
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050515\

BF078936.D
5 May 2015 12:02
TP/1Z
G2115-01
7 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

Abundance
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1200000
1000000

800000

600000

400000

200000

1.51

TIC: BF078936.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078936.D

Aca On : 5 May 2015 12:02

Operator : TP/1Z

Sample : 62115-01

Misc :

ALS Vial : 7 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 1 Cyclopentane, methyl- Concentration Rank 2

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

1.27 70.05 ng 1241020 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
3 Aziridine. 1-(2-buten-2-vI)- 97 C6H11N 1000158-95-2 39
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 39
5 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 36

Abundance Scan 7 (1.267 min): BF078936.D (-4) (-) m/z 56.05 100.00%
56
5000 41 69
84 1.30 1.40 1.50 1.60 1.70
0 ...,....,....,....,....|;.|'...5,0.-.-|-.,‘??.-.-,...7?,.:..,....,... m/z 41.10 48.07%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69
1.30 1.40 1.50 1.60 1.70
o8 a1 m/z 69.05 38.47%
0 1‘5 \“ “\ | SQM‘\ 63\\‘ " ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
56
41 1.30 1.40 1.50 1.60 1.70
5000 m/z 55.05 25.24%
27
69
0 1 15 33 50 63 75 84
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2942: Aziridine, 1-(2-buten-2-yl)-
56 1.30 1.40 1.50 1.60 1.70
m/z 42.05 20.76%
5000
o8 42
0 Uoaall 50, 6268 e o
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078936.D

Aca On : 5 May 2015 12:02

Operator : TP/1Z

Sample : 62115-01

Misc :

ALS Vial : 7 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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

1.51 53.98 ng 956423 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 28 (1.507 min): BF078936.D (-25) (-) m/z 73.10 100.00%
73
5000 43
89
R PR AL AL
140 1.60 1.80
55
Obrrr e e e e e || M7z 43.05  48.08%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
140 1.60 1.80
a1 89 m/z 89.10 28 .50%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
43 R PR I AL
55 140 1.60 1.80
5000 m/z 41.05 9.22%
29
0 s 37, 49 | 6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4342: Pentane, 3-methoxy-
7B 140 1.60 1.80
m/z 45.10 7.00%
5000
45
29
o N 3‘9“\ P 67 |, 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078936.D

Aca On : 5 May 2015 12:02

Operator : TP/1Z

Sample : 62115-01

Misc :

ALS Vial : 7 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 2,2,4-Trimethyl-3-pentanol Concentration Rank 8

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

1.83 3.28 ng 58087 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 56 (1.827 min): BF078936.D (-54) (-) m/z 73.10 100.00%
73
5000
55
43 87 H U L R
3 || 49 | 1.60 1.80 2.00 2.20
Ob el e bt e e || M/Z 55.05 26 94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73
41 55 87
5000
1.60 1.80 2.00 2.20
29 m/z 87.10 25.41%
OF ,.%?. — ‘ ‘ : ‘H,. .??,... e .??, T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
1.60 1.80 2.00 2.20
5000 m/z 43.10 20.02%
29
Oy |'§§' |""ﬁ0""| "§?| ""89"" U N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7316: 2-Methyl-5-hexen-3-ol
7B 1.60 1.80 2.00 2.20
55 m/z 41.10 12.87%
43
5000
27
Ob— ,.%?. - ..,3?..%$,....,...., SR A .?%. e
m/z--> 10 0 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078936.D

Aca On : 5 May 2015 12:02

Operator : TP/1Z

Sample : 62115-01

Misc :

ALS Vial : 7 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 7 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.16 2.56 ng 45440 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 9
3 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 348 (5.164 min): BF078936.D (-346) (-) m/z 43.05 100.00%
43
59
5000
1 480 500 520 540
83 - : : :
Ol e i ..-!|,....,-.-...,|....,....,....,....,....,2.0.7.. m/z 59.10 54.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 18.63%
15 4 101
0 wl ol " 83 \ ‘
LA S SR SULELEL SURLIL UL DAL B SO B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540
5000 m/z 58.00 18.31%
27 71
15 55 86
e L L L U S S W S LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3042: 2—Pr0pyn—l—0|, acetate LI L L L L L L L L B
43 480 5.00 5.20 5.40
m/z 41.10 10.04%
5000
55 70 98
L L I S S W B A S S L R UL L I
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078936.D

Aca On : 5 May 2015 12:02

Operator : TP/1Z

Sample : 62115-01

Misc :

ALS Vial : 7 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 8 unknown7.06 Concentration Rank 5

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

7.06 29.46 ng 521947 1,4-Dichlorobenzene-d4 7.36
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 514 (7.062 min): BF078936.D (-512) (-) m/z 132.00 100.00%
132
5000 68
40 54 % 680 7.00 7.20 7.40
85 207 0
o} o m/z 68.10 40.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL LU UL IR
6.80 7.00 7.20 7.40
31 51 m/z 134.00 32.13%
0"'|""'H‘|l'H'|'l"‘"|""|"""|""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 27 .43%
104
14 27 30 51 77 g9 g5
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal  Emmma e o Emma
132 6.80 7.00 7.20 7.40
m/z 69.10 15.93%
5000 67
41 97
53
R T B
0 ...|....“i“..“.‘.|“.“l‘.‘.“l‘..‘.‘k|....“lu.H.|....|....|....|.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078936.D

Aca On : 5 May 2015 12:02

Operator : TP/1Z

Sample : 62115-01

Misc :

ALS Vial : 7 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 10 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.01 4.73 ng 125230 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
3 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 47
4 S-Benzovl(thiohvdroxvlamine) 153 C7H7NOS 025740-80-1 47
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 947 (12.011 min): BF078936.D (-945) (-) m/z 105.00 100.00%
105
77
5000 182
i 1768 1180 12,00 1230 1240
40 152 : : - : :
o...,....i..'|..,6.3..~:-,....,.'...,1.2.6..,..:~.,1?“.3..,“....,.. m/z 77.10 61.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44105: Benzophenone
105
77
5000 R UL SURRISN SN B
162 11.60 11.80 12.00 12.20 12.40
51 m/z 182.05 50.75%
17 27 39 | 63 | 87 | 115126 152 165 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.60 11.80 12,00 12.20 12.40
5000 77 m/z 51.00 22 .03%
51
0 27 % 65 94 115 141 198
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32462: Benzeneacetic acid, .alpha.-oxo-, methy! ester L o
105 11.60 11.80 12.00 12.20 12.40
m/z 106.00 7.35%
77
5000
51
0 29 39 62 | 92 | 136 164
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078936.D

Aca On : 5 May 2015 12:02

Operator : TP/1Z

Sample : 62115-01

Misc :

ALS Vial : 7 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 11 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.17 ng 124851 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 74
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 74
5 Cyclohexadecane 224 C16H32 000295-65-8 74
Abundance Scan 1307 (16.125 min): BF078936.D (-1305) (-) m/z 57.10 100.00%
57
i -ANVpNAMJA\WﬂmW\/R»
5000
111
153 189 234 15,80 16.00 16.20 16.40
o m/z 43.10 86.07%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
5000 U SR SRR R B
29 15. 80 16. oo 16 20 16 40
105 m/z 55.10 75.36%
0 ..“.“ I\IHI I‘H‘I\H\I bt \|1|5|3?'|8:!'| s .?0.8. S e LR
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
15,80 16.00 16.20 1640
5000 83 m/z 83.10 70.81%
111
o 139167 196 224 267292 321 462 490
miz--> 0 55 160 1éo 260 250 300 350 460 4%0 '
Abundance #145521: Bromoacetic acid, hexadecy! ester R EREE RS S
43 15.80 16.00 16.20 16.40
69 m/z 97.10 65.50%
97
5000
23
LML o oo
mz-> 0 50 100 150 200 250 300 350 400 450 15,80 16.00 16.20 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
Data File : BF078936.D

Acq On : 5 May 2015 12:02

Operator : TP/1Z

Sample : G2115-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Cyclopentane, met... 1.27 70.0 ng 1241020 1 7.36 354333 20.0
Propane, 2,2-dime... 1.51 54_.0 ng 956423 1 7.36 354333 20.0
2,2,4-Trimethyl-3. .. 1.83 3.3 ng 58087 1 7.36 354333 20.0
2-Pentanone, 4-hy... 5.16 2.6 ng 45440 1 7.36 354333 20.0
unknown7 .06 7.06 29.5 ng 521947 1 7.36 354333 20.0
Benzophenone 12.01 4.7 ng 125230 3 11.11 529700 20.0
1-Docosene 16.13 3.2 ng 124851 5 16.25 787441 20.0
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