LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078290.D

Aca On > 7 Apr 2015 8:28

Operator : TP/1Z

Sample : G1779-05

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-BF040115.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 1.150 20 23 25 rBvy 3593270 4930960 100.00% 29.948%
2 1.253 28 32 35 rvB 85020 158781 3.22% 0.964%
3 1.401 43 45 48 rVB 72589 100961 2.05% 0.613%
4 1.687 68 70 83 rvB 59977 98397 2.00% 0.598%
5 4.693 331 333 339 rBV 87982 139979 2.84% 0.850%

5.253 380 382 385 rBV 692917 997550 20.23% 6.058%
6.579 495 498 500 rBV 1012073 1065471 21.61% 6.471%
6.693 505 508 511 rvV 1148821 1104593 22.40% 6.709%
6.979 531 533 535 rBvV 265542 253851 5.15% 1.542%
7.162 547 549 552 rBV 952278 862710 17.50% 5.240%

=
QO ~NO®

11 7.676 592 594 596 rBV 748376 658363 13.35% 3.998%
12 8.556 669 671 673 rBvV 370507 348527 7.07% 2.117%
13 9.905 786 789 791 rBV 1361418 1293142 26.22% 7.854%
14 10.716 857 860 863 rBvV 445869 415290 8.42% 2.522%
15 11.699 943 946 948 rBV 617966 774860 15.71% 4._.706%

16 12.545 1018 1020 1022 rBV 461662 438429 8.89% 2.663%
17 14.042 1149 1151 1153 rBV 59128 54097 1.10% 0.329%
18 14.317 1173 1175 1178 rVB 50962 53645 1.09% 0.326%
19 14.545 1192 1195 1197 rBV 1241380 1473882 29.89%% 8.951%
20 15.723 1295 1298 1303 rBV 67887 131059 2.66% 0.796%

21 15.814 1304 1306 1309 rBV 372854 533279 10.81% 3.239%
22 17.117 1418 1420 1425 rBV 32562 64551 1.31% 0.392%
23 17.563 1456 1459 1462 rBV 389066 512953 10.40% 3.115%

Sum of corrected areas: 16465330
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078290.D

Aca On > 7 Apr 2015 8:28

Operator : TP/1Z

Sample : G1779-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF078290.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078290.D

Aca On > 7 Apr 2015 8:28

Operator : TP/1Z

Sample : G1779-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 1 unknownl.15

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

1.15 388.49 ng 4930960 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 23 (1.150 min): BF078290.D (-20) (-) m/z 73.10 100.00%
73
5000 43
89
. - 100 120 140 160
oS O 1 Y YOS DM P m/z 43.05  48.44Y%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 S LA N LA N
1.00 120 140 1.60
31 89 m/z 89.10 32 .56%
O |'?§t“"'??H"J'“|' “??l' N U '|""‘|""| T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
100 120 140 160
5000 m/z 41.10 9.43%
45
29
o 39 55 67 101
LRJURELERN FURLELE SUELELELE FELELEN SN S ILLILEL SURILELS SURELL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2103: Propane, 2-methoxy-2-methyl- T
73 1.00 120 140 1.60
m/z 45.10 7.57%
5000
57
29 41
0 15 \‘ \“\ 50 1 ! 87
LRJURELEERN FURLELEL SUELELEE IELELEN JLELELIN S ILL LR SURILELS SURELL SR S N N LA N
m/z--> 10 20 30 40 50 60 70 80 90 100 1.00 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078290.D

Aca On > 7 Apr 2015 8:28

Operator : TP/1Z

Sample : G1779-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.40 7.95 ng 100961 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 45 (1.401 min): BF078290.D (-43) (-) m/z 73.10 100.00%
73
5000 43
55 87 D A G
| | 1.00 1.20 1.40 1.60 1.80
Ol et el e e m/z 43.05  38.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 NSRS U
43 1.00 1.20 1.40 1.60 1.80
55 87 m/z 55.10 25.97%
0 ‘ﬁg 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
21 o 87 100 1.20 140 160 1.80
5000 m/z 87.10 24 .88%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- e
7B 1.00 1.20 1.40 1.60 1.80
m/z 41.05 13.26%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'” NAREUARAIRARAE AR NN
m/z--> 10 20 30 40 50 60 70 80 90 100 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078290.D

Aca On > 7 Apr 2015 8:28

Operator : TP/1Z

Sample : G1779-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 5

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

4.69 11.03 ng 139979 1,4-Dichlorobenzene-d4 6.98
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 333 (4.693 min): BF078290.D (-331) (-) m/z 43.10 100.00%
43
59
5000
101 R N IR
| 83 | 207 4.40 4.60 4.80 5.00
ottt m/z 59.10 57.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI I LI I R
59 440 460 480 500
m/z 101.10 19.62%
15 4 101
M 1y ' 83 \‘
S L L S I S S B SR S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
440 460 480 500
5000 M m/z 58.10 16.31%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime A e .
43 440 4.60 4.80 5.00
m/z 41.10 8.38%
5000
101
15 31 | %oy 86
miz--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078290.D

Aca On > 7 Apr 2015 8:28

Operator : TP/1Z

Sample : G1779-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown6.69 Concentration Rank 2

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

6.69 87.03 ng 1104590 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 508 (6.693 min): BF078290.D (-505) (-) m/z 132.00 100.00%
132
5000 68
96 PUASEBY NSRS SRR S
40 54 -8 06 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 41.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LR R L S
6.40 6.60 6.80 7.00
2 51 m/z 134.00 32.88%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 m/z 66.10 25.57%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propiony! R EREEamas
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.08%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN £ W A SN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078290.D

Aca On > 7 Apr 2015 8:28

Operator : TP/1Z

Sample : G1779-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 3-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.72 4.92 ng 131059 Chrysene-di12 15.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87
Abundance Scan 1298 (15.723 min): BF078290.D (-1295) (-) m/z 57.05 100.00%
43 5
5000
15.40 15.60 15.80 16.00
bl m/z 83.10 97 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57
83
97
5000
29 15.40 15.60 15.80 16.00
125 m/z 55.10 89.79%
o J | 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 83 97
11 15.40 15.60 15.80 16.00
5000 m/z 43.10 88.23%
29 125
oL1s 139154168182106210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester L B e
3 57 15.40 15.60 15.80 16.00
83 m/z 97.10 86 .04%
5000
125
o 139153167182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078290.D

Aca On > 7 Apr 2015 8:28

Operator : TP/1Z

Sample : G1779-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.12 2.52 ng 64551 Perylene-di12 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 94
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Perylene 252 C20H12 000198-55-0 83
Abundance Scan 1420 (17.117 min): BF078290.D (-1418) (-) m/z 252.10 100.00%
282
5000
4356 g9 82 o5 1121% 200 224 - 16.80 17.00 17.20 17.40
4 m/z 250.10 25.49%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89816: Benzo[e]pyrene
252
5000 "|""|""|""|""A
16.80 17.00 17.20 17.40
m/z 253.10 23.37%
ol 5063 &3 99112 H 146 174187200 224237 L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
16.80 17.00 17.20 17.40
5000 m/z 125.10 14 .55%
113128
o 74 99 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89817: Benzo[a]pyrene
252 16.80 17.00 17.20 17.40
m/z 126.00 13.94%
5000
126 ﬁ\
0L39 57 74 87 100113" | 149 174187200 224237 L‘ N
m/z--> 40 60 80 100 12'0 140 160 180 200 220 240 260 280 16.80 17.00 17.20 1740 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040615\
Data File : BF078290.D

Acq On > 7 Apr 2015 8:28

Operator : TP/1Z

Sample : G1779-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
unknownl.15 1.15 388.5 ng 4930960 1 6.98 253851 20.0
Butane, 2-methoxy... 1.40 8.0 ng 100961 1 6.98 253851 20.0
2-Pentanone, 4-hy... 4.69 11.0 ng 139979 1 6.98 253851 20.0
unknown6 .69 6.69 87.0 ng 1104590 1 6.98 253851 20.0
3-Eicosene, (E)- 15.72 4.9 ng 131059 5 15.83 533279 20.0
Benzo[e]pyrene 17.12 2.5 ng 64551 6 17.56 512953 20.0
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