LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078890.D

Aca On : 1 May 2015 14:03

Operator : TP/1Z

Sample : 62069-02

Misc :

ALS Vial : 9 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 1.518 26 29 31 rVB 3580439 4608347 57.09% 15.444%
2 1.655 38 41 50 rvB 264341 572415 7.09% 1.918%
3 1.770 50 51 55 rvw 622088 882420 10.93% 2.957%
4 1.838 55 57 61 rvv 233976 346844 4 _.30% 1.162%
5 1.907 61 63 109 rVB 3135842 8071387 100.00% 27.049%

5.164 346 348 356 rVB 98356 114007 1.41% 0.382%
5.656 388 391 393 rBV 1293419 1387123 17.19%% 4.649%
6.902 498 500 503 rBV 1534167 1381936 17.12% 4.631%
7.062 512 514 517 rBV 1379152 1479116 18.33% 4_957%
7.359 538 540 542 rBV 480500 436228 5.40% 1.462%

=
QO ~NO®

11 7.542 554 556 559 rvB 1119049 1028068 12.74% 3.445%
12 8.045 598 600 602 rBV 1033921 873610 10.82% 2.928%
13 8.936 675 678 680 rBvV 632040 607098 7.52% 2.035%
14 10.285 793 796 798 rBV 1547304 1691650 20.96% 5.669%
15 11.108 866 868 871 rvB 549910 665712 8.25% 2.231%

16 12.091 951 954 957 rBV 1230353 1187512 14.71% 3.980%
17 12.959 1027 1030 1032 rBV 784269 725111 8.98% 2.430%
18 14.960 1202 1205 1207 rBV 1927295 2087133 25.86% 6.994%
19 16.137 1305 1308 1317 rBV 65057 99279 1.23% 0.333%
20 16.274 1317 1320 1323 rBV 753925 785180 9.73% 2.631%

21 18.114 1478 1481 1484 rBV 530341 809575 10.03% 2.713%

Sum of corrected areas: 29839751
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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\BF050115\

BF078890.D
1 May 2015 14:03
TP/1Z
G2069-02
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078890.D

Aca On : 1 May 2015 14:03

Operator : TP/1Z

Sample : 6G2069-02

Misc :

ALS Vial : 9 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 unknownl.52 Concentration Rank 2

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

1.52 211.28 ng 4608350 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 39
2 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 29 (1.518 min): BF078890.D (-26) (-) m/z 73.10 100.00%
73
5000 43
89
55 1.110 1.60 1.50 '
0'W””I”“P'Jml“Pm”'”WJ”I””P'”P”'P”W'”W”'W””I”' m/z 43.10 48.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 rTryrTr oot
1.40 160 1.80
31 89 m/z 89.10 30.25%
0'W'“W'“ML“MLAH'En'“Wl“W'“'P“'P“'P“'P“'P“'P'“P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
S AL R L
1.40 160 1.80
5000 55 m/z 41.05 9.84Y%
43
0 27 35 65 81 89 101100 119 129137145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2101: Propane, 2-methoxy-2-methyl-
78 1.40 160 1.80
m/z 45.10 7.66%
5000
41 57
29
15 | \‘ | 1 |
R A R A AL AR R RN KRR LARAN LARAN LRSS SRS LA WAL S L R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078890.D

Aca On : 1 May 2015 14:03

Operator : TP/1Z

Sample : 6G2069-02

Misc :

ALS Vial : 9 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.84 15.90 ng 346844 1,4-Dichlorobenzene-d4 7.36
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 43
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 57 (1.838 min): BF078890.D (-55) (-) m/z 73.10 100.00%
73
5000
55 87
43 U UL R LR
3811 50 | 1.60 1.80 2.00 2.20
- m/z 55.10 26.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 87.05 24.01%
0 ‘ﬁg 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
21 o 87 160 1.80 200 2.20
5000 m/z 43.10 14 .89%
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 #1968: Silane, tetramethyl-
7B 1.60 1.80 2.00 2.20
m/z 41.05 11.36%
5000
45
0 29 37 || 53 59 65 |, 80 88
m/z--> 10 20 30 40 50 60 70 8 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078890.D

Aca On : 1 May 2015 14:03

Operator : TP/1Z

Sample : 6G2069-02

Misc :

ALS Vial : 9 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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.16 5.23 ng 114007 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 348 (5.164 min): BF078890.D (-346) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540
83 : : :
o...,....,....,....','.'...,??~.'I,....,....,.~...,...:,|....,. m/z 59.10 52.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I I B
59 480 500 520 540
m/z 101.10 18.07%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.10 17.68%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4-methy!l- A A
43 4.80 5.00 5.20 5.40
m/z 41.05 8.46%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078890.D

Aca On : 1 May 2015 14:03

Operator : TP/1Z

Sample : 6G2069-02

Misc :

ALS Vial : 9 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 7 unknown7.06 Concentration Rank 3

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

7.06 67.81 ng 1479120 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 514 (7.062 min): BF078890.D (-512) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 6 680 7.00 7.20 7.40
104 - - - -
0 ..,....,....,...:,".'.‘.‘?,:!..61' -.|....,..5.‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 44.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL UL IR
6.80 7.00 7.20 7.40
2 78 m/z 134.00 31.87%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 28.96%
33 a4 97 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole EEEma o R Ema
132 6.80 7.00 7.20 7.40
m/z 69.10 17.60%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % % 4w & T e % 10 110 135 1 1% 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078890.D

Aca On : 1 May 2015 14:03

Operator : TP/1Z

Sample : 6G2069-02

Misc :

ALS Vial : 9 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 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.14 2.53 ng 99279 Chrysene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 11-Tricosene 322 C23H46 052078-56-5 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 86
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 83
Abundance Scan 1308 (16.137 min): BF078890.D (-1305) (-) m/z 43.10 100.00%
43| 83
5000 111
l 139 15,80 16.00 16.20 1640
O A L L I S T o R m/z 57.10 99.47%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
97
5000
29 15.80 16.00 16.20 16.40
‘125 m/z 55.05 99.00%
0 ..“.“ ‘.H. I‘H‘I\H\I l“.“‘. \|1|5|3?'|8:!' ....|....?0.8. I !
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
15,80 16.00 16.20 1640
5000 83 m/z 83.10 89.56%
111
o 140168 196 224 266 294 322
miz--> 0 55 160 1éo 200 250 300 3éo 460 4%0 '
Abundance #168066: 17-Pentatriacontene
43 15.80 16.00 16.20 16.40
m/z 97.10 82.52%
5000 83
J 111
o | ||| 139167196224 267292 321 462 490
miz--> 0 55 160 1éo 260 250 300 350 460 4%0 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050115\
Data File : BF078890.D

Acq On : 1 May 2015 14:03

Operator : TP/1Z

Sample : G2069-02

Misc :

ALS Vial : 9 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]
unknownl1 .52 1.52 211.3 ng 4608350 1 7.36 436228 20.0
Butane, 2-methoxy... 1.84 15.9 ng 346844 1 7.36 436228 20.0
2-Pentanone, 4-hy... 5.16 5.2 ng 114007 1 7.36 436228 20.0
unknown? .06 7.06 67.8 ng 1479120 1 7.36 436228 20.0
1-Docosene 16.14 2.5 ng 99279 5 16.27 785180 20.0
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