LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075593.D
Aca On : 16 Nov 2014 21:36 Instrument :
Operator : TP / JJ E?Afs el

- _ lentosampleld :
3?22Ie - Faraz-01 DCW-WW-020-111214
ALS Vial : 20 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-BF111214.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 1.361 23 24 56 rvB3 122376 786931 40.09% 7 .445%
2 1.773 56 60 63 rvv 256809 456257 23.24% 4.316%
3 1.830 63 65 73 rv 90345 178773 9.11% 1.691%
4 1.967 73 77 98 rvB2 976001 1963120 100.00% 18.572%
5 5.350 370 373 377 rVB 58528 89735 4_.57% 0.849%
6 5.853 414 417 419 rBV 235436 289562 14.75% 2.739%
7 7.099 524 526 529 rBV 166347 162262 8.27% 1.535%
8 7.259 538 540 543 rBV 546114 632970 32.24% 5.988%
9 7 .556 564 566 568 rBV 164527 173341 8.83% 1.640%
10 7.739 580 582 584 rBV 769213 680603 34.67% 6.439%

11 8.242 624 626 629 rBvV 649799 571009 29.09% 5.402%
12 9.133 702 704 706 rBV 263852 231159 11.78% 2.187%
13 10.482 819 822 824 rBV 1079833 1096886 55.87% 10.377%
14 11.316 892 895 897 rBvV 267863 257189 13.10% 2.433%
15 12.208 972 973 975 rVB 17391 20332 1.04% 0.192%

16 12.299 978 981 983 rBV 573556 652127 33.22% 6.169%
17 13.168 1054 1057 1059 rBvV 236606 275187 14.02% 2.603%
18 15.157 1228 1231 1234 rBV 1080734 1087949 55.42% 10.292%
19 16.323 1331 1333 1342 rBV3 15124 45250 2.31% 0.428%
20 16.460 1342 1345 1347 rBV 258751 310186 15.80% 2.934%

21 17.511 1432 1437 1440 rBV 21831 28014 1.43% 0.265%
22 17.911 1469 1472 1474 rBV 18392 29642 1.51% 0.280%
23 18.220 1496 1499 1502 rBV 281101 362266 18.45% 3.427%
24 18.323 1506 1508 1511 rBV 24792 33982 1.73% 0.321%
25 18.803 1547 1550 1554 rBV 22048 42265 2.15% 0.400%
26 19.351 1593 1598 1602 rVB2 18635 43250 2.20% 0.409%
27 19.992 1650 1654 1657 rBV5 11066 26628 1.36% 0.252%
28 20.483 1693 1697 1702 rBvVS 10257 43672 2.22% 0.413%
Sum of corrected areas: 10570547
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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\BF111414\

BFO75593.D

16 Nov 2014 21:36

TP /7 33

F4742-01 DCW-WW-020-111214
20 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075593.D

Aca On : 16 Nov 2014 21:36

Operator : TP / JJ

ﬁ?ggle i F4742-01 DCW-WW-020-111214
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Furan, tetrahydro- Concentration Rank 2

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

1.36 90.80 ng 786931 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro- 72 C4H80 000109-99-9 86
2 Oxirane., ethvl- 72 C4H80 000106-88-7 50
3 1-Propene. 3-methoxv- 72 C4H80 000627-40-7 16
4 1-Propene. 2-methoxv- 72 C4H80 000116-11-0 9
5 Butanal 72 C4H80 000123-72-8 9

Abundance Scan 24 (1.361 min): BF075593.D (-23) (-) m/z 42.05 100.00%
4
5000
71
3|9 120 140 160  1.80
4750 || 86 : : : :
O'W“W““W“P“W“W“M”“LIW“4“W““P“W“W““W“P“M“W“M“ m/z 41.05 51.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #663: Furan, tetrahydro-
42
72 120 140 160 1.80
21 m/z 71.00 26.60%
0 ”I'“'I“'%f'}g"”l'“'?}'ﬁ'ﬁ%I"§§'?2'?§I§?'P"'P'§3'”'I“"P'“I'“'P'“I'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
42
R L e
120 140 160 1.80
5000 27 m/z 72.10 25.97%
31 57 71
0 e 38 454953
R Ly L) LARR RARENRALSN RRALY RALL) KAL) RALATARAA LARAA LERRNLARAN RLALY AN KELAA RALRA AL AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #680: 1-Propene, 3-methoxy- O A
29 m 120 140 160 1.80
72 m/z 39.00 19.36%
5000 ° 57
15 )
0 \‘18 \\3331‘ ‘ 53\\ 69 .
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 120 140 160  1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075593.D

Aca On : 16 Nov 2014 21:36

Operator : TP / JJ

ﬁ?ggle i F4742-01 DCW-WW-020-111214
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.35 10.35 ng 89735 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 373 (5.350 min): BF075593.D (-370) (-) m/z 43.00 100.00%
43
59
5000
101 A I L I R
| 83 | 5.00 5.20 5.40 5.60
ot m/z 59.00 52.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L I I L B
59 500 520 540 560
m/z 101.00 17.00%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
500 520 540 560
5000 41 m/z 58.10 13.93%
31
69 87
15 53 98
e S I S SULIURS SURILIL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3174: 4-Penten-2-one, 4-methyl- B
43 5.00 5.20 5.40 5.60
m/z 41.10 8.80%
5000
29 | 55 83 98
G S S UL UL I I I SIS UL S A AR L UL L I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075593.D

Aca On : 16 Nov 2014 21:36

Operator : TP / JJ

ﬁ?ggle i F4742-01 DCW-WW-020-111214
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknown7.26 Concentration Rank 4

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

7.26 73.03 ng 632970 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 540 (7.259 min): BF075593.D (-538) (-) m/z 132.00 100.00%
5000 68
40 54 7 a7 L 105 700 7.20 740 7.60
01 e m/z 68.10 42.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR UL UL R
7.00 7.20 7.40 7.60
31 51 78 m/z 134.00 30.90%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 700 7.20 740 7.60
5000 og 116 m/z 66.00 27.47%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R RRARREEE S R
132 7.00 7.20 7.40 7.60
m/z 69.10 16.49%
117
5000
39 91
7 1 G e | wl
0 |‘|||‘||‘N|‘l|||“||‘ﬁ|“i‘:::‘:l‘ : —— —— —— S W 1 S
mz-> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075593.D

Aca On : 16 Nov 2014 21:36

Operator : TP / JJ

ﬁ?ggle i F4742-01 DCW-WW-020-111214
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 8 Heptacosane, l1-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.32 2.92 ng 45250 Chrysene-di12 16.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 59
2 Octacosane 394 C28H58 000630-02-4 59
3 Tetratriacontane 479 C34H70 014167-59-0 59
4 10-MethvInonadecane 282 C20H42 056862-62-5 59
5 Hexatriacontane 507 C36H74 000630-06-8 59
Abundance Scan 1333 (16.323 min): BF075593.D (-1331) (-) m/z 57.10 100.00%
g7
85
5000
‘ N 1T9 207 16.00 16.20 16.40 16.60
ot L m/z 43.05 87.37%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57
5000 LN IR A
85 16.00 16.20 16.40 16.60
- m/z 71.10 58.53%
oL T k M3 141 183 11 239 273301 343371 414
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
16.00 16.20 16.40 16.60
5000 a5 m/z 85.10 54 _.20%
29
o 113 141 160 197 225 253 281 309 337 365 394
LI SRS WAL SRR UURLLEL SRR SURLELEL SURLELL SR
m/z--> 0 50 100 150 200 250 300 350 400 A
Abundance #167078: Tetratriacontane R RammEmaa s
57 16.00 16.20 16.40 16.60
m/z 41.00 35.94%
5000 85
29 113
o VLT 14t 169 197 205 253 281 311337 367 410435
m/z--> 0 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075593.D

Aca On : 16 Nov 2014 21:36

Operator : TP / JJ

ﬁ?ggle i F4742-01 DCW-WW-020-111214
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 9 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.80 2.33 ng 42265 Perylene-di12 18.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 10-MethvlInonadecane 282 C20H42 056862-62-5 80
3 Nonadecane 268 C19H40 000629-92-5 72
4 Heptadecane 240 C17H36 000629-78-7 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1550 (18.803 min): BF075593.D (-1547) (-) m/z 57.10 100.00%
57
43 71
5000 85
99 LSRR IR SN SR U
| 113 135 282 18.40 18.60 18.80 19.00 19.20
Ob it m/z 43.10 62.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107653: Eicosane
43 57
71
5000 85 A SR SR DU B
29 mmmmmmmmmw
m/z 71.05 61.17%
. “ | “ [ %91}3127141155169183197211225239253267282
m/z--> ﬁo Jo 60 éo 160 150 150 160 180 200 220 240 260 2éo
Abundance
57
43 7 o 18.40 18.60 18.80 19.00 19.20
5000 m/z 85.10 49 .13%
29 99 154

o 113157 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane

18.40 18.60 18.80 19.00 19.20
m/z 55.00 24 .08%

5000

99

113127141155169183197
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1840 18,60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075593.D

Aca On : 16 Nov 2014 21:36

Operator : TP / JJ

ﬁ?ggle i F4742-01 DCW-WW-020-111214
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Pentadecane, 6-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.35 2.39 ng 43250 Perylene-di12 18.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 6-methvl- 226 C16H34 010105-38-1 50
2 Hexatriacontane 507 C36H74 000630-06-8 47
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 47
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 47
5 Nonacosane 408 C29H60 000630-03-5 47
Abundance Scan 1598 (19.351 min): BF075593.D (-1593) (-) m/z 57.10 100.00%
57
5000 85
U= 7w 19100 10170 10,40 1080 "
ok Ly = m/z 43.10 59.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #73979: Pentadecane, 6-methyl-
57
5000 RUNNBSUNUNS R BUUSR SSULRE
19.00 19.20 19.40 19.60
85 m/z 71.10 48.49%
Ot M8 o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
10.00 10.20 19.40 10.60
5000 85 m/z 85.05 37.86%
8141
o 29 169 197 225 253 281 309337 365 407 435463 506
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl-
57 19.00 19.20 19.40 19.60
m/z 99.10 24 .37%
5000 85
o ‘ ﬁ1}31§1}§9197 2?9267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19,40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075593.D

Aca On : 16 Nov 2014 21:36

Operator : TP / JJ

ﬁ?ggle i F4742-01 DCW-WW-020-111214
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 11 unknown20.48 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.48 2.41 ng 43672 Perylene-di12 18.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-(2.6.6-trimethvlcvclo... 208 C14H240 062924-17-8 22
2 Ledol 222 C15H260 000577-27-5 14
3 1-Cvclohexanol. 2-(3-methvl-1.3-... 208 C14H240 1000196-01-6 14
4 4-Hvdroxv-.beta.-ionone 208 C13H2002 015401-34-0 14
5 11-Tetradecyn-1-ol 210 C14H260 033925-73-4 12
Abundance Scan 1697 (20.483 min): BF075593.D (-1693) (-) m/z 55.05 100.00%
56
105
3 282
5000 208
‘ ‘ 101 20.20 20.40 20.60 20.80
Oty .”.“. .”,”“,”..”.w“.w.”w.”.“”.“.”;”. m/z 105.00 71.49%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61629: 2- l\/IethyGI)4—(2,6,6—trimethylcyclohex—l—enyl)but—z—e...
41 105
119
81
55
5000
133 175190 20.20 20.40 20.60 20.80
2 208
147 m/z 79.00 68.14%
o 161
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 20.20 20.40 20.60 20.80
5000 109 m/z 91.00 62 .52%
29 93

161
123
147 175189 204 599

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61634: 1-Cyclohexanol, 2-(3-methyl-1,3-butadienyl)-1,3,3-...
43 69 109 20.20 20.40 20.60 20.80
123 m/z 43.10 61.04%
5000
208
91
29 150 975 103

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20. 20 20. 40 20. 60 20 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111414\

Data File : BF075593.D

Acq On : 16 Nov 2014 21:36

Operator : TP / JJ

3?22'6 i F4742-01 DCW-WW-020-111214
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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]
Furan, tetrahydro- 1.36 90.8 ng 786931 1 7.56 173341 20.0
2-Pentanone, 4-hy... 5.35 10.4 ng 89735 1 7.56 173341 20.0
unknown7 .26 7.26 73.0 ng 632970 1 7.56 173341 20.0
Heptacosane, 1-ch... 16.32 2.9 ng 45250 5 16.46 310186 20.0
Eicosane 18.80 2.3 ng 42265 6 18.22 362266 20.0
Pentadecane, 6-me... 19.35 2.4 ng 43250 6 18.22 362266 20.0
unknown20.48 20.48 2.4 ng 43672 6 18.22 362266 20.0
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