LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 height area % max. total
1 4.961 163 164 168 rVB 20990 31927 1.46% 0.201%
2 5.544 213 215 218 rBVY 717496 874654 39.96% 5.496%
3 5.944 248 250 252 rBV 1690272 1451665 66.33% 9.122%
4 6.344 282 285 287 rBvY 66572 64088 2.93% 0.403%
5 6.561 302 304 313 rBvY 40566 48756 2.23% 0.306%
6 6.939 334 337 339 rBV 1056288 1426912 65.20% 8.966%
7 7.099 349 351 353 rBV 1846615 1564748 71.49% 9.832%
8 7.327 369 371 374 rVB 237805 262233 11.98% 1.648%
9 7.487 383 385 388 rBV 1196400 1130033 51.63% 7.101%
10 7.887 418 420 422 rBV 1147637 935357 42.74% 5.878%
11 8.619 482 484 487 rBV 413109 368802 16.85% 2.317%
12 9.167 530 532 534 rBY 53522 42420 1.94% 0.267%
13 9.567 566 567 572 rBV 18050 24412 1.12% 0.153%

14 9.693 576 578 581 rVB 1670224 1749707 79.94% 10.995%
15 10.082 610 612 615 rBvV 180688 142243 6.50% 0.894%

16 10.390 637 639 642 rBvY 466369 433098 19.79%% 2.721%
17 11.099 699 701 704 rVvB 157487 128334 5.86% 0.806%
18 11.190 706 709 711 rBV 925103 1139835 52.08% 7.162%
19 11.899 769 771 775 rBV 582043 492971 22.52% 3.098%
20 13.453 903 907 910 rBV 15339 22517 1.03% 0.141%

21 13.602 917 920 922 rBV 2254735 2188653 100.00% 13.753%
22 14.676 1011 1014 1023 rBV 65368 155977 7.13% 0.980%
23 14.882 1030 1032 1035 rBV 515551 547078 25.00% 3.438%

24 15.351 1071 1073 1076 rBV 35543 39579 1.81% 0.249%
25 15.499 1084 1086 1089 rBV3 13415 28890 1.32% 0.182%
26 15.637 1096 1098 1102 rVB2 12774 25548 1.17% 0.161%
27 15.785 1106 1111 1112 rBV4 10156 33612 1.54% 0.211%
28 16.014 1128 1131 1133 rBV 21551 30223 1.38% 0.190%

29 16.779 1195 1198 1201 rBV 375032 529917 24.21% 3.330%

Sum of corrected areas: 15914189
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080087.D
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Abundance TIC: BF080087.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4.96 2.44 ng 31927 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 3-Hexen-2-one 98 C6H100 000763-93-9 86

Abundance Scan 164 (4.961 min): BF080087.D (-163) (-) m/z 55.10 100.00%
55 83
5000 43
98
36 ‘ | 460 480 500 520
S| T NSNS [N B m/z 83.10 97.00%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SRR SRS S IR I
29 98 4.60 4.80 5.00 5.20
m/z 43.10 46.58%
“\‘ 37\‘\\\ 49\ ‘ ! 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
4.60 4.80 5.00 5.20
5000 41 m/z 98.10 34.52%
98
27
15 6
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R e e R
5 83 4.60 4.80 5.00 5.20
m/z 39.10 29.20%
41
5000 7 o8
15 ‘ 69
...,..t.,..:lh.%4.ail..?%.hl.,??.h“..??,ul..?%...q.... SN N
m/z--> 10 20 30 40 50 60 70 8 90 100 4.60 4.80 5.00 5.20

8270-BF061715.M Mon Jun 22 13:40:50 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.54 66.71 ng 874654 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 215 (5.544 min): BF080087.D (-213) (-) m/z 43.10 100.00%
a3
59
5000
101 A R RS LS
520 5.40 5.60 5.80
e Bl oS3l eo 88 | 4/ 59.10  54.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R LS S
520 5.40 5.60 5.80
59 m/z 101.10 15.77%
?7\ ! 37\ L 53‘ H 67 " 83 91 ‘10‘1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
520 540 560 580
5000 m/z 58.10 15.16%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R A RamEY
59 520 5.40 5.60 5.80
m/z 41.10 8.76%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 83 A
mz> 10 20 30 40 50 60 70 80 90 100 110 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 7

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

6.56 3.72 ng 48756 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 _beta.-Methoxyethoxymethyl chloride 124 C4H9CIO2 003970-21-6 56
3 Ethane, 1,2-dimethoxy- 90 C4H1002 000110-71-4 9
4 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 9
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 9

Abundance Scan 304 (6.561 min): BF080087.D (-302) (-) m/z 45.10 100.00%
45
5000 59
W"”I'”'I”"P'AW'
| 75 9|0 6.20 6.40 6.60 6.80
et el kel ey || M7z 59.10  44.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8974: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 e
6.20 6.40 6.60 6.80
75 90 m/z 58.10 22 .58%
18 ‘\‘ ‘ \ | 102 121
mz-> 10 20 30 ' s'o 6 70 80 %0 100 110 120
Abundance
45
620 640 660 680
5000 5 m/z 43.10 15.09%
15 29 89
36 52 I 95
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #2261: Ethane, 1,2-dimethoxy-
45 6.20 6.40 6.60 6.80
m/z 90.10 14 .80%
5000
29 60
90
'"P+§W"JI“”'IM"P'JI'”'PZ$W"”I'“'I”'W"”I'“'I AR SR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 unknown7.10 Concentration Rank 1

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

7.10 119.34 ng 1564750 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 351 (7.099 min): BF080087.D (-349) (-) m/z 132.10 100.00%
132
5000 68
40 | 6 680 7.00 7.20 7.40
54 75 104 . . . .
S I el TN AN 1A M = R [ N m/z 68.10 39.72%
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 R IS L L L
6.80 7.00 7.20 7.40
78 m/z 134.10 32.99%
L1 | L
mz-> 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 24 _.90%
104
66
14 27 37 4451 5 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal SRABESEEE A VR GNP S
132 6.80 7.00 7.20 7.40
m/z 69.10 15.52%
5000 67
41 97
53 117
"P"'I“"I?ﬂ'hj"W“M'W'“MJP'“Uf”'é?'”'I}Pﬁl"jﬂ%%?'l"' N HRBRRIL L LS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 7 Ethanol, 1-methoxy-, benzoate Concentration Rank 9

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

9.17 2.30 ng 42420 Naphthalene-d8 8.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 50
2 Acetamide 59 C2H5NO 000060-35-5 5
3 Guanidine 59 CH5N3 000113-00-8 4
4 Formamide, N-methyl- 59 C2H5NO 000123-39-7 4
5 Acetic acid, chloro-, methyl ester 108 C3H5CI02 000096-34-4 4

Abundance Scan 532 (9.167 min): BF080087.D (-530) (-) m/z 59.10 100.00%
99
5000
77
43 105 AN AR S
| | a | 1 8.80 9.00 9.20 9.40 9.60
e B e m/z 77.10 27 .64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42218: Ethanol, 1-methoxy-, benzoate
59
5000 R AR LN R
75 105 880 9.00 9.20 9.40 9.60
m/z 105.10 25.94%
43
Lol ‘\ | 121 149 165 180
miz--> % 40 € 80 10 130 10 1% 160
Abundance
44 59
880 9.00 9.20 9.40 9.60
5000 m/z 43.10 19.53%
15 28
mz-> 20 40 60 80 100 120 140 160 180
Abundance #250: Guanidine
43 99 8.80 9.00 9.20 9.40 9.60
m/z 51.10 16.89%
5000
%8
1. 1
m/z--> 20 4'0 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 8 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.10 5.93 ng 128334 Acenaphthene-d10 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 64
3 Benzenecarbothioic acid 138 C7H60S 000098-91-9 47
4 1-Butanone, l-phenyl- 148 C10H120 000495-40-9 47
5 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 47
Abundance Scan 701 (11.099 min): %FOBOOS?.D (-699) (-) m/z 105.10 100.00%
105
77
5000 182
51
10.80 11.00 11.20 11.40
152
e 82 126 m/z 77.10 70.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44105: Benzophenone
105
77
5000 R BN UL UL B
182 10,80 11.00 11.20 1140
o1 m/z 182.10 47.26%
1827 39 | 63 | 87 | 115126 152 165 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77
10,80 11.00 11.20 11,40
5000 51 m/z 51.10 29.01%
182
105
18 27 39 63 91 115 128139 2 167
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16643: Benzenecarbothioic acid e
105 10.80 11.00 11.20 11.40
77 m/z 50.10 8.91%
5000
51
18 28 39 | 65 | 94 || 121 138
m/z--> 20 40 60 80 100 120 140 160 180 10,80 11,00 11.20 1140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 9 Trichloroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.68 5.70 ng 155977 Chrysene-di2 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 94
2 1-Docosene 308 C22H44 001599-67-3 91
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91
Abundance Scan 1014 (14.676 min): BF080087.D (-1011) (-) m/z 57.10 100.00%
57
83
4]
5000
L A B B B
139 1915457 230 14.40 14.60 14.80 15.00
S T . 281 m/z 43.10 90.63%
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
5000 L AL B BN U
14.40 14.60 14.80 15.00
m/z 55.10 80.07%
139154 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R e B R B
97 14.40 14.60 14.80 15.00
5000 N m/z 69.10 72.58%
29
125

14 153168 308

WWTWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

T T T T

Abundance #146886: Dichloroacetic acid, heptadecy! ester T
14.40 14.60 14.80 15.00

m/z 83.10 67.61%

5000

139154169 101 210 238 55 205
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061915\
Data File : BF080087.D

Acq On : 20 Jun 2015 7:54

Operator : TP/1Z

Sample - G2683-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
Quant Title : 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. .. 4_.96 2.4 ng 31927 1 7.33 262233 20.0
2-Pentanone, 4-hy... 5.54 66.7 ng 874654 1 7.33 262233 20.0
Ethanol, 2-(2-met... 6.56 3.7 ng 48756 1 7.33 262233 20.0
unknown7 .10 7.10 119.3 ng 1564750 1 7.33 262233 20.0
Ethanol, 1-methox... 9.17 2.3 ng 42420 2 8.62 368802 20.0
Benzophenone 11.10 5.9 ng 128334 3 10.39 433098 20.0
Trichloroacetic a... 14.68 5.7 ng 155977 5 14.88 547078 20.0
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