LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077904.D

Aca On : 23 Mar 2015 19:52

Operator : TP/1Z

Sample : 61613-13

Misc :

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-BF031115.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 1.264 31 33 36 rBvy 3060243 3772368 100.00% 26.193%
2 1.390 41 44 47 rVB 65447 102142 2.71% 0.709%
3 1.550 56 58 63 rvv 53248 69713 1.85% 0.484%
4 1.652 65 67 75 rvww 51277 88231 2.34% 0.613%
5 1.767 75 77 99 rvB 283199 558575 14.81% 3.878%

4.864 346 348 353 rBV 90602 111799 2.96% 0.776%
5.401 393 395 401 rBvV 766479 867006 22.98% 6.020%
6.693 506 508 518 rBV 934837 899989 23.86% 6.249%
6.830 518 520 522 rBV 1025185 948447 25.14% 6.585%
7.116 542 545 547 rBV 275130 246944 6.55% 1.715%

=
QO ~NO®

11 7.299 559 561 564 rvv 781593 720435 19.10% 5.002%
12 7.813 603 606 608 rBvV 560785 541696 14.36% 3.761%
13 8.693 681 683 685 rBv 379592 340271 9.02% 2.363%
14 10.042 798 801 803 rBV 1245221 1131209 29.99%% 7.854%
15 10.408 831 833 835 rBvV 149074 144558 3.83% 1.004%

16 10.865 871 873 875 rBV 361533 390035 10.34% 2.708%
17 11.836 955 958 961 rBvV 658231 661363 17.53% 4_.592%
18 12.694 1031 1033 1036 rBV 414915 426365 11.30% 2.960%
19 14.694 1205 1208 1210 rBV 1209829 1286153 34.09% 8.930%
20 15.871 1309 1311 1318 rBV 56477 94150 2.50% 0.654%

21 15.985 1318 1321 1323 rBV 382567 498522 13.22% 3.461%
22 17.745 1473 1475 1478 rBV 358164 502484 13.32% 3.489%

Sum of corrected areas: 14402455
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077904.D

Aca On : 23 Mar 2015 19:52

Operator : TP/1Z

Sample : 61613-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077904.D

Aca On : 23 Mar 2015 19:52

Operator : TP/1Z

Sample : 61613-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.26 305.52 ng 3772370 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 33 (1.264 min): BF077904.D (-31) (-) m/z 73.10 100.00%
73
43
5000
89
rrrrrrrtTrrTTT T T
55 ‘ 1.00 1.20 140 1.60
O g 88 e Tm/z 43.10 54.23%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 BSEEBESERBE NSRS S
1.00 1.20 140 1.60
a1 89 m/z 89.10 29.91%
Oy -.--%QWJ---3§J--“ﬁ8|-v?zu ""ll L S UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
100 120 140 160
5000 m/z 41.05 10.50%
58
44
S 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl- e R
43 1.00 1.20 140 1.60
33 m/z 45.10 8.16%
5000
27
59 74
0 ‘ [ L Ly | ‘
LR FEL LN FLEL LN SR FUNLELEL UL UL UL SURLLL IR S S I R
m/z--> 10 20 30 40 50 60 70 80 90 1.00 120 140 1.60

8270-BF031115.M Tue Mar 24 12:42:26 2015

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077904.D

Aca On : 23 Mar 2015 19:52

Operator : TP/1Z

Sample : 61613-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

1.55 5.65 ng 69713 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 58 (1.550 min): BFO77904.D (-56) (-) m/z 73.10 100.00%
73
5000 43
55 87 S
| | | 207 1.20 1.40 1.60 1.80
ol e m/z 43.05 37.02%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 43 55 120 140 1.60 180
- 87 m/z 87.10 26 .26%
. -.----.-‘l“e-‘.“-‘--‘-.--“-‘-.-‘---1?-1---.----.----.----.----.----
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
73
SIS L U L I
1.20 1.40 1.60 1.80
5000 m/z 55.10 25.77%
45
29
59 101
o s R S I UL B B B B SR S
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1966: Silane, tetramethyl- SR R 4 NN, S
73 1.20 1.40 1.60 1.80

m/z 41.10 15.15%

5000

43
2 1529 | 50 | gg
o] R . — S S NN —

m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077904.D

Aca On : 23 Mar 2015 19:52

Operator : TP/1Z

Sample : 61613-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._86 9.05 ng 111799 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 348 (4.864 min): BFO77904.D (-346) (-) m/z 43.10 100.00%
43
59
5000
1 " 460 480 5.00 520
83 : : : :
0...,....,....,....','::..‘?.1.-!],....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 55.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 460 480 5.00 520
m/z 101.10 18.81%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- " 460 480 5.00 520
5000 m/z 58.10 15.80%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R
59 460 4.80 5.00 5.20
m/z 41.10 8.88%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077904.D

Aca On : 23 Mar 2015 19:52

Operator : TP/1Z

Sample : 61613-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown6.83 Concentration Rank 2

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

6.83 76.81 ng 948447 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 520 (6.830 min): BF077904.D (-518) (-) m/z 132.00 100.00%
5000 o8
40 54 6.40 6.60 6.80 7.00 7.20
0...,....-r'...".,:|-.|.'.,...!,1...,.. S 107 A2 m/z 68.10 36.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS BRSNS AN RS AR
o7 6.40 6.60 6.80 7.00 7.20
117 m/z 134.00 33.02%
0"'I""I""I""I""I"""' R B AR RAEE Eaa s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
69 IR L R R
104 6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 22 .73%
31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole N i e
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 14 _.47%
5000
104
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077904.D

Aca On : 23 Mar 2015 19:52

Operator : TP/1Z

Sample : 61613-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 9 2-Ethylhexyl mercaptoacetate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.41 7.41 ng 144558 Acenaphthene-d10 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 87

2 Octane. 3-ethvl- 142 C10H22 005881-17-4 53
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 47
4 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 47
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 47
Abundance Scan 833 (10.408 min): BFO77904.D (-831) (-) m/z 57.10 100.00%
57
71
43
5000
A
g3 10.00 10,20 10,40 10.60 10.80
AN 145 207 77 >T.10" ©68.573
O L B o I NRALEL I e o o R m/z 71.10 68.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58150: 2-Ethylhexyl mercaptoacetate
57
43 n
5000 LA L L L L L L L B
10 00 10 20 10. 40 10. 60 10 80
112 m/z 43.10 58.84%
0 15 “ il “ “\ “u\ ‘\ 93 ‘ 129 145 157 172
m/z--> 2|O 4|0 6|0 8|O 1(I)O 12|O 140 160 180 2(I)O
Abundance
43 57
71 LR N e e e e
10.00 10.20 10.40 10.60 10.80
5000 m/z 41.10 39.24%
29
112
83 og 142
O T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45576: Undecane, 3,6-dimethyl- e AR R
57 10.00 10.20 10.40 10.60 10.80
m/z 55.10 30.40%
5000 43 71
29 85
o | | 7 98 13 157 141 155 169 184
m/z--> 2|O 4|0 6|0 8|0 1(I)O 12|O 14|10 1(|30 18|O 2(I)O 10 00 10 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077904.D

Aca On : 23 Mar 2015 19:52

Operator : TP/1Z

Sample : 61613-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 3-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.78 ng 94150 Chrysene-di12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Heptadecanol 256 C17H360 001454-85-9 87
3 1-Hexacosanol 382 C26H540 000506-52-5 87
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 87
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 1311 (15.871 min): BFO77904.D (-1309) (-) m/z 57.10 100.00%
87 83
5000 11 h
| | 149 15.60 15.80 16.00 16.20
o} s R m/z 55.10 92 .40%
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)-
57
83
5000
29 111 15.60 15.80 16.00 16.20
m/z 83.10 90.92%
L \\“ ‘\L | 139 167 196 224 252 280
m/z--> 50 150 200 250 300 350
Abundance
55 gg
15,60 15.80 16.00 16.20
5000 m/z 43.10 90.20%
111
29
0 139 168 210 238
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43 15.60 15.80 16.00 16.20
m/z 97.10 79.96%
5000 83
18 ﬂ ‘111
0 ‘ Ll les ' | \139 168 196 224 252 278 308 336 364 A
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032315\
Data File : BF077904.D

Acq On : 23 Mar 2015 19:52

Operator : TP/1Z

Sample : G1613-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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]
Propane, 2,2-dime... 1.26 305.5 ng 3772370 1 7.12 246944 20.0
Butane, 2-methoxy... 1.55 5.7 ng 69713 1 7.12 246944 20.0
2-Pentanone, 4-hy... 4.86 9.1 ng 111799 1 7.12 246944 20.0
unknown6 .83 6.83 76.8 ng 948447 1 7.12 246944 20.0
2-Ethylhexyl merc... 10.41 7.4 ng 144558 3 10.86 390035 20.0
3-Eicosene, (E)- 15.87 3.8 ng 94150 5 15.99 498522 20.0
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