LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081390.D

Aca On : 3 Sep 2015 22:22

Operator : UM/I1Z

Sample : 63511-04

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-BF090115.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 3.553 170 172 179 rBB 11993 26265 1.19% 0.140%
2 4.421 245 248 261 rVB 696936 1406282 63.67% 7 .490%
3 4.924 289 292 295 rBVY 1834491 1940340 87.85% 10.334%
4 5.347 327 329 332 rBV 27473 24362 1.10% 0.130%
5 6.044 387 390 392 rBVY 1998364 2208796 100.00% 11.764%

6.136 396 398 401 rVV 1944356 1815525 82.20% 9.670%
6.364 416 418 421 rVB 401295 366705 16.60% 1.953%
6.524 429 432 434 rBV 1706724 1502389 68.02% 8.002%
6.947 466 469 471 rBV 1338686 1373083 62.16% 7.313%
7.096 479 482 488 rVB 22201 30781 1.39% 0.164%

=
QO ~NO®

11 7.656 529 531 534 rVB 531302 468263 21.20% 2.494%
12 8.742 623 626 628 rBV 2156426 2013444 91.16% 10.724%
13 9.142 659 661 664 rBv 371259 411830 18.64% 2.193%
14 9.393 681 683 686 rvB 389013 486853 22.04% 2.593%
15 10.182 749 752 755 rBV 1333126 1268968 57.45% 6.759%

16 10.330 763 765 769 rBvV 24252 30481 1.38% 0.162%
17 10.868 809 812 814 rBV 358466 496199 22.46% 2.643%
18 11.131 833 835 840 rBV 101340 120904 5.47% 0.644%
19 11.439 860 862 866 rBvV 26508 36189 1.64% 0.193%
20 11.942 904 906 914 rBV 186431 246468 11.16% 1.313%

21 12.445 947 950 953 rBV 1295021 1787484 80.93% 9.520%
22 13.371 1025 1031 1037 rBV 23213 46674 2.11% 0.249%

23 13.474 1037 1040 1042 rBV 301060 405796 18.37% 2.161%
24 14.777 1152 1154 1157 rBV 254152 261370 11.83% 1.392%

Sum of corrected areas: 18775451
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081390.D

Aca On : 3 Sep 2015 22:22

Operator : UM/I1Z

Sample : 63511-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081390.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081390.D

Aca On : 3 Sep 2015 22:22

Operator : UM/I1Z

Sample : 63511-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.42 76.70 ng 1406280 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 248 (4.421 min): BF081390.D (-245) (-) m/z 43.10 100.00%
43
59
5000
101 ARBARAREERALEE AR R
400 420 440 4.60 4.80
el ssll o 8 | 77 59,10  58.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRS SRR S
4.00 4.20 4.40 4.60 4.80
m/z 101.10 15.09%
25 3 a7, 1 83 o3 %
A N N P PP A
Abundance
59
400 420 440 460 480
5000 m/z 58.10 14 .94%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e L EA R m ...
59 400 420 440 4.60 4.80
m/z 41.10 9.06%
5000
101
15 ! \3\1 ! ‘ 53\\\ 69 83
mz-> 10 20 30 40 s'o 60 70 80 90 100 110 | 400 420 4.40 450 4.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081390.D

Aca On : 3 Sep 2015 22:22

Operator : UM/I1Z

Sample : 63511-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 2 unknown6.14 Concentration Rank 1

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

6.14 99.02 ng 1815530 1,4-Dichlorobenzene-d4 6.36
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 16
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 398 (6.136 min): BF081390.D (-396) (-) m/z 132.10 100.00%
5000 68
R E Sk ok 620 om0
S . AL O RN -7 S P P - | m/z 68.10 51.11%
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 N
5000 AR SN A AR
5.80 6.00 6.20 6.40
78 m/z 66.10 34 .82%
TE
| | 1
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 m/z 134.10 32.59%
33 44 g7 105
51 60 7078 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2743: 2-Cyclohexen-1-one A REEREEEEEE B
68 5.80 6.00 6.20 6.40
m/z 69.10 21.16%
5000
96
40
'|"?T|""ww'4?l'??'l"' H""?%"g?""l""l""I""I""I" AR NAREE SRR S LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081390.D

Aca On : 3 Sep 2015 22:22

Operator : UM/I1Z

Sample : 63511-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 4 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.13 4.87 ng 120904 Phenanthrene-d10 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 87
2 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 86
3 1-Hexadecanol 242 C16H340 036653-82-4 83
4 1-Hexadecene 224 C16H32 000629-73-2 83
5 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 83

Abundance Scan 835 (11.131 min): BF081390.D (-833) (-) m/z 55.05 100.00%
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69 83
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H
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Abundance #89785: 5-Octadecene, (E)-
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Abundance #83793: 1-Hexadecanol R e AR Ra
5 69 10.80 11.00 11.20 11.40
41 83 m/z 69.10 62.61%
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081390.D

Aca On : 3 Sep 2015 22:22

Operator : UM/I1Z

Sample : 63511-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 9.93 ng 246468 Phenanthrene-d10 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 90
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 90
4 1-Docosene 308 C22H44 001599-67-3 80
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 80
Abundance Scan 906 (11.942 min): BF081390.D (-904) (-) m/z 55.10 100.00%
" 6983

5000

11.60 11.80 12.00 12.20
m/z 43.10 85.51%

11l
]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98170: 1-Nonadecene
4 5

69 83 97

5000
11.60 11.80 12.00 12.20

m/z 57.05 82 .64%

2
L

REREREREESS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43 57 83
97

Y 11.60 11.80 12.00 12.20
5000 111 m/z 83.10 66.96%

29
125

139154167182196210225238251

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester P e
43 11.60 11.80 12.00 12.20

57 m/z 41.10 60.56%

5000

111

W 125140153 182 210
e ikl
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081390.D

Aca On : 3 Sep 2015 22:22

Operator : UM/I1Z

Sample : 63511-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Octadecane, 1-(ethenyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.37 2.30 ng 46674 Chrysene-di12 13.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 64
2 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 53
3 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 53
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 42
5 1,3-Cyclohexanediamine 114 C6H14N2 003385-21-5 38
Abundance Scan 1031 (13.371 min): BF081390.D (-1025) (-) m/z 57.10 100.00%
57
5000 41 83
| i 13.00 13.20 13.40 13.60
merpreer el m/z 55.10 82 .65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115549: Octadecane, 1-(ethenyloxy)-
43
5000 69

13.00 13.20 13.40 13.60
m/z 43.10 81.47%

224 252

154 180196 281296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R e e
13.00 13.20 13.40 13.60
5000 A m/z 83.10 49.02%
85
26 1% 154
mmwwmrwq’wrwﬂrﬁrmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48016: Dodecane, 1-fluoro- R e e
57 13.00 13.20 13.40 13.60
m/z 41.10 47 _.47%
5000

h Il, | 111126 145 168 188

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF090315\

BF081390.D

3 Sep 2015 22:22
umziz

G3511-04

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 4.42 76.7 ng 1406280
unknown6.14 6.14 99.0 ng 1815530
5-Octadecene, (E)- 11.13 4.9 ng 120904
1-Nonadecene 11.94 9.9 ng 246468
Octadecane, 1-(et... 13.37 2.3 ng 46674

8270-BF090115.M Fri Sep 04 16:20:28 2015

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

1 6.36 366705 20.0
1 6.36 366705 20.0
4 10.87 496199 20.0
4 10.87 496199 20.0
5 13.47 405796 20.0
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