LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079148.D

Aca On : 12 May 2015 8:33

Operator : TP/1Z

Sample : 62176-09

Misc :

ALS Vial : 37 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-BF043015.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 1.438 19 22 25 rVB 4506611 5169956 100.00% 23.142%
2 1.575 31 34 37 rvB 438309 661535 12.80% 2.961%
3 1.735 47 48 57 rVW2 247268 544315 10.53% 2.436%
4 1.861 57 59 83 rvB 1302735 2245534 43.43% 10.052%
5 5.096 340 342 350 rVB 54408 68709 1.33% 0.308%

5.599 384 386 389 rBV 1030161 1217619 23.55% 5.450%
6.867 494 497 499 rBV 1454024 1351435 26.14% 6.049%
7.016 507 510 512 rBV 1234350 1349385 26.10% 6.040%
7.302 533 535 537 rBvV 267926 296271 5.73% 1.326%
7.484 549 551 553 rBV 1110485 978034 18.92% 4_.378%

=
QO ~NO®

11 7.987 593 595 598 rBvV 883610 787164 15.23% 3.524%
12 8.879 670 673 675 rBvV 358517 427437 8.27% 1.913%
13 10.216 788 790 793 rBV 1291900 1474110 28.51% 6.598%
14 10.731 832 835 837 rBvV 46935 66569 1.29% 0.298%
15 11.051 861 863 866 rvB 536027 503128 9.73% 2.252%

16 12.034 946 949 952 rBV 1214807 1159369 22.43% 5.190%
17 12.902 1022 1025 1026 rBV 418004 542465 10.49% 2.428%
18 14.685 1178 1181 1183 rBV 46319 64283 1.24% 0.288%
19 14.891 1197 1199 1202 rBV 1365156 1749590 33.84% 7.832%
20 16.080 1300 1303 1309 rVB 126015 183470 3.55% 0.821%

21 16.205 1311 1314 1316 rBV 589980 718932 13.91% 3.218%
22 17.428 1418 1421 1422 rBV 66832 94748 1.83% 0.424%
23 18.034 1472 1474 1477 rBV 491113 686038 13.27% 3.071%

Sum of corrected areas: 22340096

8270-BF043015.M Tue May 12 16:53:16 2015 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051115\

BF079148.D

12 May 2015 8:33

TP/1Z

G2176-09

37 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079148.D

Aca On : 12 May 2015 8:33

Operator : TP/1Z

Sample : 62176-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.44 349.00 ng 5169960 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 22 (1.438 min): BF079148.D (-19) (-) m/z 73.10 100.00%
3
5000 43
89
55 140 160 180
oY NP [ N — N Y 2k T 0 - R =% D11
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LN N R f*ﬁ T
140 1.60  1.80
a1 89 m/z 89.10 30.21%
0'W”J“M“hym”'El'”ﬂ'hﬁ'”ﬂ'”ﬂ'“ﬂ'“'P“'P”'P”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
% 140 160 180
5000 m/z 41.10 10.32%
59 74
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 \
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- S
73 140 1.60  1.80
m/z 45.10 8.15%
5000 55
43
0 27 35 |, || 65 | 81 89 102109 119 129137145
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079148.D

Aca On : 12 May 2015 8:33

Operator : TP/1Z

Sample : 62176-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.10 4.64 ng 68709 1,4-Dichlorobenzene-d4 7.30
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 342 (5.096 min): BF079148.D (-340) (-) m/z 43.10 100.00%
a3
59
5000
101 T T T T T T T T T T
| 83 | 4.80 5.00 5.20 5.40
o} S .. N — m/z 59.10 58.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR L SR U
4.80 5.00 5.20 5.40
59 m/z 101.10 21.38%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.95%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3950: 2,3-Butanedione, monooxime B
43 4.80 5.00 5.20 5.40
m/z 41.10 9.86%
5000
101
15 58
B 0 8 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079148.D

Aca On : 12 May 2015 8:33

Operator : TP/1Z

Sample : 62176-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 6 unknown7.02 Concentration Rank 3

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

7.02 91.09 ng 1349390 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 510 (7.016 min): BF079148.D (-507) (-) m/z 132.00 100.00%
5000
68
0 s || 7o Tisms | E Sk Fo0 75 70
Ob il {7 87 [ 30505l “m/z 68.10  33.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RIS R R
6.60 6.80 7.00 7.20 7.40
2 78 m/z 134.00 32.73%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.60 680 7.00 7.20 7.40
5000 gg 116 m/z 66.10 21.21%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal RN Ammm ma R
132 6.60 6.80 7.00 7.20 7.40
m/z 96.10 12.67%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es f 206 | I | —
m/z--> 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079148.D

Aca On : 12 May 2015 8:33

Operator : TP/1Z

Sample : 62176-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.08 5.10 ng 183470 Chrysene-di12 16.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 Cvclohexadecane 224 C16H32 000295-65-8 83
3 1-Tetracosanol 354 C24H500 000506-51-4 83
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 81
5 17-Pentatriacontene 491 C35H70 006971-40-0 80

Abundance Scan 1303 (16.080 min): BF079148.D (-1300) (-) m/z 57.10 100.00%

7 83

:

5000

15.80 16.00 16.20 16.40
m/z 83.10 89.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98171: 1-Nonadecene

43 o7
69

3

5000 LA L L L L LN
15.80 16.00 16.20 16.40
m/z 55.10 85.32%
o281l | 154 182 210 238 266
LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
SN
15.80 16.00 16.20 16.40
5000 m/z 97.10 83.44%
29 111

139 167 196 224

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol B A RRREE R
43 15.80 16.00 16.20 16.40
m/z 43.10 82.37%
18 111
o LI s 140 168 196 238 266 308 336
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079148.D

Aca On : 12 May 2015 8:33

Operator : TP/1Z

Sample : 62176-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.43 2.76 ng 94748 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 87
2 Saualene 410 C30H50 007683-64-9 87
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 53
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53
Abundance Scan 1421 (17.428 min): BF079148.D (-1418) (-) m/z 69.10 100.00%
69
5000
I 50 1740 1780 1750
ol b did UL 76 218 207 0gp303 o tter g 56, 68
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 L SIS IS UL B
a1 17.20 17.40 17.60 17.80
95 11 m/z 41.10 21.96%
0 L “M il ‘9 175 203 231 273 209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
' 17.20 17.40 17.60 17.80
s000] 4L m/z 95.10 16.60%
9 137
ol b b L 57 ) J€1 191247 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R B A B
69 17.20 17.40 17.60 17.80
m/z 137.10 12.12%
5000
41
95 137
oL L, J luws  Ses —
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051115\
Data File : BF079148.D

Acq On : 12 May 2015 8:33

Operator : TP/1Z

Sample : G2176-09

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Propane, 2,2-dime... 1.44 349.0 ng 5169960 1 7.30 296271 20.0
2-Pentanone, 4-hy... 5.10 4.6 ng 68709 1 7.30 296271 20.0
unknown? .02 7.02 91.1 ng 1349390 1 7.30 296271 20.0
1-Nonadecene 16.08 5.1 ng 183470 5 16.21 718932 20.0
2,6,10,14,18,22-T... 17.43 2.8 ng 94748 6 18.03 686038 20.0
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