LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\

Data File : BF087247.D

Aca On : 21 May 2016 2:18

Operator : UM/SJ

a?zgle ; H3144-09 B
ALS Vial : 21 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-BF051716.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 1.701 8 10 66 rvB 3441042 7462539 100.00% 16.574%
2 3.953 205 207 218 rBV 28845 97468 1.31% 0.216%
3 4.684 269 271 285 rBV 287723 595643 7.98% 1.323%
4 5.141 309 311 333 rBVY 3748236 4214828 56.48% 9.361%
5 6.227 403 406 408 rBV 4045580 4421171 59.24% 9.819%

6.330 413 415 417 rBV 4290957 4375247 58.63% 9.717%
6.559 433 435 441 rVB 622666 797541 10.69% 1.771%
6.707 446 448 451 rBV 3004325 2788751 37.37% 6.194%
2476510 2546548 34.12% 5.656%
7.839 545 547 550 rBV 962497 1082012 14.50% 2.403%
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11 8.925 639 642 644 rBV 4036843 4425123 59.30% 9.828%
12 9.325 675 677 679 rBvV 602600 526468 7.05% 1.169%
13 9.530 693 695 697 rBvV 140897 137020 1.84% 0.304%
14 9.588 697 700 702 rBV 1404316 1286267 17.24% 2.857%
15 10.033 736 739 740 rBV 215549 199049 2.67% 0.442%

16 10.250 755 758 761 rBV 66188 112891 1.51% 0.251%
17 10.376 766 769 772 rBV 2556142 2536860 33.99% 5.634%
18 10.502 777 780 787 rVB 231463 296633 3.97% 0.659%
19 11.062 827 829 832 rBV 1379402 1260161 16.89%% 2.799%
20 12.651 965 968 970 rBV 3491285 3863996 51.78% 8.582%

21 13.611 1048 1052 1057 rBV2 42183 152053 2.04% 0.338%
22 13.691 1057 1059 1069 rVB 1087652 1092935 14.65% 2.427%
23 15.039 1175 1177 1188 rBV 598484 754543 10.11% 1.676%

Sum of corrected areas: 45025747
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087247.D

Aca On : 21 May 2016 2:18

Operator : UM/SJ

Sample : H3144-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087247.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087247.D

Aca On : 21 May 2016 2:18

Operator : UM/SJ

Sample : H3144-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

3.95 2.44 ng 97468 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 72
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 72
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72

Abundance Scan 207 (3.953 min): BF087247.D (-205) (-) m/z 55.10 100.00%
55 83
5000 43 /\\\\-\\_,\
o8 TTTTTTTTT T T T T T T T
34| 50| 3.60 3.80 4.00 4.20
ot m/z 83.10 85.81%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NI R A L
29 98 3.60 3.80 4.00 4.20
m/z 43.05 44 _78%
1 37‘m 49 || 6267 77 | 89 ‘
0''|'"'|''"|""|"''|""|""|""|'"'|""|""
m/z--> 10 20 30 60 70 80 90 100
Abundance
83
% N LA R R R
43 3.60 3.80 4.00 4.20
5000 m/z 39.10 37.61%
29
| k
37 49 62 69
S I S SR SRS SIS UL SIS I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)- SRS NN 1 W
55 83 3.60 3.80 4.00 4.20
m/z 98.00 26 .56%
5000 41
o7 98
B | N
0"P'M'P"'I”"k“"“mlul'”hl'”'I'h'l"”l"” NI R L R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087247.D

Aca On : 21 May 2016 2:18

Operator : UM/SJ

Sample : H3144-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.68 14.94 ng 595643 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 271 (4.684 min): BF087247.D (-269) (-) m/z 43.05 100.00%
43
5000 59
101 SIS SRR AL
440 4.60 4.80 5.00
N /N - | S A N m/z 59.10 47.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 4.60 4.80 5.00
m/z 58.05 13.81%
o 25 3t 37 | 83 o3 01
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
43
440 460 480 5.00
5000 57 m/z 101.10 13.53%
29
101
37 50 78
e L UL SR UL UL IULILL UL UL SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3602: 1-Propen-2-ol, acetate R EEm R
43 4.40 4.60 4.80 5.00
m/z 41.10 9.16%
5000
58
L 27 37 72 100 /\
O R S S S I UL UL L UL R R R R L
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087247.D

Aca On : 21 May 2016 2:18

Operator : UM/SJ

Sample : H3144-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.33 Concentration Rank 2

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

6.33 109.72 ng 4375250 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 415 (6.330 min): BF087247.D (-413) (-) m/z 132.10 100.00%
5000 68
0 sl P 550 ok s Gho
Obrr e b e S b i - & e b S el | mMZZ 68.10  46.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 IBENARBE RS AR AN
6.00 6.20 6.40 6.60
21 70 m/z 134.10 33.30%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 6.00 620 6.40 660
5000 m/z 66.05 32.09%
31 4 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R B e
132 6.00 6.20 6.40 6.60
m/z 69.10 19.73%
5000
Jas 28 3 52 77 90 14 5 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087247.D

Aca On : 21 May 2016 2:18

Operator : UM/SJ

Sample : H3144-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 6 Hexadecane Concentration Rank 9

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

9.53 2.13 ng 137020 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 78
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 72
4 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 695 (9.530 min): BF087247.D (-693) (-) m/z 57.10 100.00%

43 57
5000 71
85

99 9.20 9.40 9.60 9.80
ol b B8 12 | M/Z 43.10  89.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43
71
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
g5 9.20 9.40 9.60 9.80
29 ‘ m/z 41.10 45 _.28%
|

o | Ly w 99 113 127 141 155 169 183 197 226
SN S M N il S SR LR LU S LA, 2
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance

43

9.20 9.40 9.60 9.80

5000 71 m/z 71.10 44.90%
29 85
o 99 113 127 155 170
R A L o R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36173: Undecane, 5-methyl-
43 9.20 9.40 9.60 9.80
57 m/z 85.05 27.96%
5000 71
112
o ‘ h Il 0 | 97 717 126 140 155 170
e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087247.D

Aca On : 21 May 2016 2:18

Operator : UM/SJ

Sample : H3144-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.50 4.71 ng 296633 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86
Abundance Scan 780 (10.502 min): BF087247.D (-777) (-) m/z 57.10 100.00%
a3 Y’
5000
85

10.20 10.40 10.60 10.80

113 140155 183

Obrprrrr el et et e e e e e m/z 43.10 79.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
43 57
5000 TT [T T I T[T T T T[T TTr[Tr1T1]
85 10.20 10.40 10.60 10.80
m/z 71.10 48.22%
A . -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 %7
R BRI e S
10.20 10.40 10.60 10.80
5000 m/z 41.10 38.38%
85
o 27 113 141 169183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115575: Eicosane, 10-methyl- e
43 57 10.20 10.40 10.60 10.80
m/z 85.10 31.23%
5000 85
113 154
o ‘ Loy TP 1397708183 211 230 266281295
e e e e e e e T R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087247.D

Aca On : 21 May 2016 2:18

Operator : UM/SJ

Sample : H3144-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 9 Trichloroacetic acid, penta... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.61 2.78 ng 152053 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Eicosanol 298 C20H420 000629-96-9 91
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 90
Abundance Scan 1052 (13.611 min): BF087247.D (-1048) (-) m/z 43.10 100.00%
48
83
5000
6 111
| 207 13.20 13.40 13.60 13.80 14.00
Obrrrrerrdfhe m/z 55.05 98.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83

13.20 13.40 13.60 13.80 14.00
m/z 57.10 92.93%

0 139154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 J‘/\A\/\f\,\
69

97 1320 1340 13.60 13.80 14.00
5000 m/z 83.10 73.02%

27 125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene

13.20 13.40 13.60 13.80 14.00
m/z 41.10 63.32%

125 fWkMMMwJ]\\NuAVVMW

153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13. 60 13. 80 14. 00

5000

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052016\
Data File : BF087247.D

Acq On : 21 May 2016 2:18

Operator : UM/SJ

Sample - H3144-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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]
3-Penten-2-one, 4... 3.95 2.4 ng 97468 1 6.56 797541 20.0
2-Pentanone, 4-hy... 4.68 14.9 ng 595643 1 6.56 797541 20.0
unknown6 .33 6.33 109.7 ng 4375250 1 6.56 797541 20.0
Hexadecane 9.53 2.1 ng 137020 3 9.59 1286270 20.0
Eicosane 10.50 4.7 ng 296633 4 11.06 1260160 20.0
Trichloroacetic a... 13.61 2.8 ng 152053 5 13.69 1092940 20.0
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