LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084913.D

Aca On : 6 Feb 2016 15:53

Operator =: SJ/1Z

Sample : H1330-01

Misc :

ALS Vial : 55 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-BF020116.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 2.224 7 12 19 rvVB4 18744 75505 1.30% 0.158%
2 2.384 24 26 29 rvB 142466 210450 3.62% 0.442%
3 3.058 82 85 91 rvB 68568 117483 2.02% 0.247%
4 4.121 175 178 184 rBY 1463458 2016272 34.65% 4.231%
5 4.830 237 240 252 rVB 845537 1498139 25.75% 3.144%
6 5.264 275 278 281 rBVY 4170270 4607118 79.18% 9.668%
7 6.316 367 370 373 rBVY 3750883 4094856 70.38% 8.593%
8 6.430 377 380 383 rBVY 4219817 5059581 86.96% 10.618%
9 6.659 398 400 403 rVB 1378501 1118855 19.23% 2.348%
10 6.819 412 414 416 rVB 4871215 4358432 74.91% 9.146%
11 7.230 447 450 453 rBVY 2897106 3333938 57.30% 6.996%
12 7.356 458 461 463 rBV 58399 68930 1.18% 0.145%
13 7.950 510 513 515 rBVY 1211437 1518660 26.10% 3.187%
14 7.985 515 516 518 rVB 89207 65295 1.12% 0.137%
15 8.613 567 571 573 rVB 83167 95885 1.65% 0.201%

16 9.025 604 607 610 rBV 5129907 5818173 100.00% 12.210%
17 9.699 663 666 668 rBvY 1237808 1493661 25.67% 3.135%
18 10.122 701 703 706 rBV 97490 106905 1.84% 0.224%
19 10.488 732 735 737 rBV 3458067 3701880 63.63% 7.769%
20 11.173 792 795 797 rBV 1594802 1378707 23.70% 2.893%

21 11.894 856 858 862 rBvV 77935 93073 1.60% 0.195%
22 12.602 917 920 922 rBV 183201 235123 4.04% 0.493%
23 12.762 931 934 937 rBV 4589521 4525036 T77.77% 9.496%
24 13.299 979 981 983 rBV 172915 150972 2.59% 0.317%
25 13.802 1023 1025 1027 rBV 1096442 980471 16.85% 2.058%

26 15.174 1142 1145 1147 rBV 717623 861032 14.80% 1.807%
27 15.802 1196 1200 1204 rBVZ2 44335 67692 1.16% 0.142%

Sum of corrected areas: 47652124
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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:\HPCHEM1I\BNA F\DATA\BF020616\

BF084913.D

6 Feb 2016 15:53

SJ/1Z

H1330-01

55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084913.D

Aca On : 6 Feb 2016 15:53

Operator : SJ/1Z

Sample : H1330-01

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 n-Propyl acetate Concentration Rank 6

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

2.38 3.76 ng 210450 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H1i1IN 000109-73-9 7
3 Oxirane. 2.3-dimethvl-. cis- 72 C4H80 001758-33-4 7
4 l1sobutvlamine 73 C4H1i1IN 000078-81-9 5
5 Butane, 2-methyl- 72 C5H12 000078-78-4 4

Abundance Scan 26 (2.384 min): BF084913.D (-24) (-) m/z 43.10 100.00%
43
5000
61 =
73 o 220 240 260 2.80
Ol e et e e e B e | M/Z 60.95  24.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4162: n-Propyl acetate
43
5000 Ty TT T T T T T
220 240 260 2.80
61 m/z 73.00 12.33%
27 73
0 .37 ‘ 103
LR UL SR SR SRR UL FLELRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30
220 240 260  2.80
5000 m/z 42.05 10.95%
o 15 41 50 56 3
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #689: Oxirane, 2,3—dimethy|—, cis- LA L L B B I N B
43 220 240 260 2.80
m/z 41.10 10.56%
5000
29
15
3 S ISP | 1 A - — S v
m/z--> 10 20 30 40 50 60 70 8 90 100 110 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084913.D

Aca On : 6 Feb 2016 15:53

Operator : SJ/1Z

Sample : H1330-01

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 4-Penten-2-one, 4-methyl- Concentration Rank 8

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

3.06 2.10 ng 117483 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 38
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 25
4 4-Hexen-2-one 98 C6H100 025659-22-7 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 7

Abundance Scan 85 (3.058 min): BF084913.D (-82) (-) m/z 43.05 100.00%
43
5000
. 55 83 o5 280 300 320 340
Ol e e e M7z 83.00  11.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl-
43
5000 RS R R U R
2.80 3.00 3.20 3.40
m/z 39.10 9.92%
29 | 55 83 98
G L L U S SRS SIS I I IR WL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
2.80 3.00 3.20 3.40
5000 m/z 55.10 6.24%
55
o S S f0 s B %
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3162: 4-Penten-2-one, 3-methyl- e T Ammuz)
43 2.80 3.00 3.20 3.40
m/z 41.10 4._.03%
5000
27
0 | 37, 49‘5\5 61 67 77 83 9?
m/z--> 10 20 30 40 50 60 70 8 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084913.D

Aca On : 6 Feb 2016 15:53

Operator : SJ/1Z

Sample : H1330-01

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.12 36.04 ng 2016270 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 178 (4.121 min): BF084913.D (-175) (-) m/z 55.10 100.00%
55
5000 43
98
B
3.80 4.00 4.20 4.40
0 ...,....,....,...3?|,-':..‘.‘?'.|.:.,6.2.??,...7?,.:.?9,....,...., m/z 83.10 97.44%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 2 %8 380 400 420 440
m/z 43.05 43.17%
0 23“\ 37\\‘\ 49M‘ | 61 67 77 | 92 L
miz--> 10 20 30 4 50 60 70 8 9 100
Abundance
55 83
a 380 400 420 440
5000 m/z 98.10 33.55%
27 98
15 69
O "'I'%4"I"'??" "|§?" |"??|" "?%" T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one e e ma
83 3.80 4.00 4.20 4.40
55 m/z 39.10 26 .84%
5000 43
98
29
. 23] 37|| 49| 636 77 | o1 |
miz--> 10 20 30 4 50 60 70 8 9 100 380 400 420 440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084913.D

Aca On : 6 Feb 2016 15:53

Operator : SJ/1Z

Sample : H1330-01

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.83 26.78 ng 1498140 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 240 (4.830 min): BF084913.D (-237) (-) m/z 43.05 100.00%
43
59
5000
101
440 460 4.80 5.00 5.20
o...,....,....,..??',':...,??n'.,....Tl....,f.‘?.??...:,|....,. m/z 59.10 59.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRI R R R
440 460 4.80 5.00 5.20
m/z 101.10 20.27%
15 31 101
0 | 25 7 37, 53, 83
miz--> e e A AT SSaB I
Abundance
43
- 440 460 480 5.00 520
5000 m/z 58.10 15.14%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- A ...
59 440 460 480 500 520
m/z 41.05 9.45%
5000
41
Oy "I'"H‘”""“lk"'l??"i' "'I??"I' ?p'l""l""'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084913.D

Aca On : 6 Feb 2016 15:53

Operator : SJ/1Z

Sample : H1330-01

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.43 Concentration Rank 1

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

6.43 90.44 ng 5059580 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 380 (6.430 min): BF084913.D (-377) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 ® 104 6.00 6.20 6.0 6.60 6.80
o.,....,....I'!.‘.‘?,!...,.!.'.|,....,..?‘?,....,.'!..,.1.1?.,....,'...,.. m/z 68.10 45.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L R I R
6.00 6.20 6.40 6.60 6.80
78 m/z 134.00 33.01%
31 a4 51
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 29.80%
33 am g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.57%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 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\BF020616\
Data File : BF084913.D

Aca On : 6 Feb 2016 15:53

Operator : SJ/1Z

Sample : H1330-01

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.60 4.80 ng 235123 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 80
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 64
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 22

Abundance Scan 920 (12.602 min): BF084913.D (-917) (-) m/z 56.10 100.00%
56
5000 057
73 129 239 SR | VN | B
3 \ 157 185 213 12.20 12.40 12.60 12.80 13.00
o,,I J i l'l-' e, | Arebepbereter ke e ote | m/z 57.10  57.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000
257 12.20 12.40 12.60 12.80 13.00
29 3 129 239 m/z 43.10 38.28%
o e s s s g 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
12120 12,40 12,60 12.80 13.00
5000 m/z 257.30 37.23%
4 239
257
3 129
ol 18 98113 157 185 213 282 312
L L R A R A R KRN LA LS AN LA RAAAN LA LR RN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester T R
56 12.20 12.40 12.60 12.80 13.00
m/z 41.10 33.85%
5000
29 73
o ‘ ‘ i ﬂ‘ ik 157 157 15 213 29 2‘737 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2é0 360 ' 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084913.D

Aca On : 6 Feb 2016 15:53

Operator : SJ/1Z

Sample : H1330-01

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.30 3.08 ng 150972 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 86
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37

Abundance Scan 981 (13.299 min): BF084913.D (-979) (-) m/z 56.10 100.00%
56
5000
& 9 LSRN U B B
29 || m 7 | 15 18 a1 26725135 13.00 13.20 13.40 13.60
ob———llpalld B e e e e e m/z 57.10 56.26%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 ---JK--- AESUABARMARER
29 13.00 13.20 13.40 13.60
m/z 43.05 41.11%
129 285
97 267
fo) I \‘I Y Iuh \‘H .‘M‘. \hl\ .“h. — ?'57 " ]:§|5 |2|13| sz}ll i ‘. .“. |3:.|'1. .3‘}0|
m/z--> 50 100 150 200 250 300
Abundance
56
13.00 13.20 13.40 13.60
5000 m/z 55.05 33.06%
229
73 211
129 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300 '
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- I L i o e
56 13.00 13.20 13.40 13.60
m/z 41.10 32.26%
5000
30 82100 129
Ouu”l‘un‘udlu“u|||‘|| —— —— — T e
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020616\
Data File : BF084913.D

Acq On : 6 Feb 2016 15:53

Operator : SJ/1Z

Sample - H1330-01

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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]
n-Propyl acetate 2.38 3.8 ng 210450 1 6.66 1118860 20.0
4-Penten-2-one, 4. .. 3.06 2.1 ng 117483 1 6.66 1118860 20.0
3-Penten-2-one, 4. .. 4.12 36.0 ng 2016270 1 6.66 1118860 20.0
2-Pentanone, 4-hy... 4.83 26.8 ng 1498140 1 6.66 1118860 20.0
unknown6 .43 6.43 90.4 ng 5059580 1 6.66 1118860 20.0
Hexadecanoic acid... 12.60 4.8 ng 235123 5 13.80 980471 20.0
Octadecanoic acid... 13.30 3.1 ng 150972 5 13.80 980471 20.0
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