LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085122.D

Acq On : 2 Mar 2016 16:33

Operator : SJ/1Z

Sample : H1620-04

Misc :

ALS Vial : 18 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-BF030116.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 5.190 251 254 257 rBVY 323868 334458 6.04% 0.875%
2 5.590 287 289 292 rBV 1825030 2022631 36.53% 5.293%
3 6.607 375 378 380 rBV 1702956 1401915 25.32% 3.669%
4 6.756 388 391 394 rBV 3889217 3681520 66.50% 9.635%
5 6.996 409 412 414 rBVY 923875 1097512 19.82% 2.872%
6 7.144 423 425 428 rVB 3005160 3661643 66.14% 9.583%
7 7 .556 458 461 463 rBV 3353816 3417987 61.74% 8.945%
8 8.276 521 524 526 rBV 1843598 1517742 27.41% 3.972%
9 9.350 615 618 621 rBV 4587722 5536300 100.00% 14.489%
10 9.739 650 652 654 rvB 590404 541349 9.78% 1.417%
11 10.036 675 678 680 rBVY 1678413 1642695 29.67%  4.299%%
12 10.459 711 715 716 rBV3 42635 69417 1.25% 0.182%
13 10.825 744 747 749 rBV 3611445 3866510 69.84% 10.119%
14 10.951 754 758 759 rBvV2 33348 67189 1.21% 0.176%

15 11.522 805 808 810 rBV 1383422 1485518 26.83% 3.888%

16 12.036 851 853 855 rBvV 124849 141212 2.55% 0.370%
17 12.745 913 915 919 rVvB2 50015 63944 1.15% 0.167%
18 12.825 920 922 924 rBV 92241 98625 1.78% 0.258%
19 13.099 944 946 949 rBV 3410238 4367291 78.88% 11.430%
20 13.625 990 992 994 rBV 96456 103255 1.87% 0.270%

21 13.945 1018 1020 1022 rVB2 61442 66379 1.20% 0.174%
22 13.991 1022 1024 1028 rBV3 53957 96689 1.75% 0.253%
23 14.059 1028 1030 1032 rVVv 62554 74074 1.34% 0.194%

24 14.151 1036 1038 1041 rBV 1042358 1012225 18.28% 2.649%
25 14.528 1069 1071 1075 rBV 64932 148976 2.69% 0.390%

26 14.597 1075 1077 1079 rBV 60050 57893 1.05% 0.152%
27 14.665 1081 1083 1087 rBV2 83013 135007 2.44% 0.353%
28 14.917 1103 1105 1108 rVB 97470 116399 2.10% 0.305%
29 14.985 1109 1111 1114 rBV 63129 84633 1.53% 0.221%
30 15.637 1165 1168 1177 rVB 856454 1299236 23.47% 3.400%

Sum of corrected areas: 38210224
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF030216\

BF085122.D

2 Mar 2016 16:33

SJ/1Z

H1620-04

18 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF030116.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\BF030216\
Data File : BF085122.D

Acq On : 2 Mar 2016 16:33

Operator =: SJ/1Z

Sample : H1620-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 6.09 ng 334458 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane 58 C4H10 000106-97-8 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 254 (5.190 min): BF085122.D (-251) (-) m/z 43.05 100.00%
43
59
5000
101 GRS LS SRR LR L
51 | 60 83 | 4.80 5.00 520 5.40 5.60
Obrrr eyl prer e e m/z 59.10 58.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 GRS LS SR R L
59 4.80 5.00 5.20 5.40 5.60
m/z 101.10 20.20%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 16.23%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L L L BB
43 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.09%
5000
101
15
27 & ‘
0'”I”'W”H”'”W““'P”'P”'b”'PgﬁP'”ﬁ””l”'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085122.D

Acq On : 2 Mar 2016 16:33

Operator =: SJ/1Z

Sample : H1620-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
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 unknown6.76 Concentration Rank 1

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

6.76 67.09 ng 3681520 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 391 (6.756 min): BF085122.D (-388) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ 75 % 6.40 6.60 680 7.00
54 104 : : : :
Obrrprrrrprrer e e SRl e 87 L T IS Tm/z 68.10  47.26%
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 LAY SN SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.10 32.91%
1 33 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 680 7.00
5000 m/z 66.10 29.63%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e e
132 6.40 6.60 6.80 7.00

m/z 69.10 18.84%

5000
104

51 66 77
14 27 37443558 " 1 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085122.D

Acq On : 2 Mar 2016 16:33

Operator =: SJ/1Z

Sample : H1620-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
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 unknownl3.63 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.63 2.04 ng 103255 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 30
2 Phosphite, tris(2,4-dimethylpent... 376 C21H4503P 1000159-84-4 25
3 Hept-2-ene, 2,4,4,6-tetramethyl- 154 C11H22 103982-58-7 22
4 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 22
5 4-Piperidinone 99 C5H9NO 041661-47-6 22
Abundance Scan 992 (13.625 min): BF085122.D (-990) (-) m/z 99.10 100.00%
57 9
5000 137
146 285 13.40 13.60 13.80 14.00
ol ,~.‘ll7é. s, 15.1.7?.?0.7.2.3:?,2.6?..,....,... m/z 57.10 85.17%
m/z--> 50 100 150 200 250 300 350
Abundance #26969: 2,2-Dimethyl-3-octanone
57 99
5000 LRI BN UL SULS BULS
29 1340 13.60 13.80 14.00
m/z 97.10 73.42%
0..h.‘.“l“‘.‘.‘.‘.‘k....:1-5‘.6...|....|....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance
57 99
13140 13.60 13.80 14.00
5000 137 m/z 43.10 61.35%
27 163
o 79 | 118 181 261279 333 376 \JNAvﬂNfo«A\J\\/“ﬂwJMAJLJV\
m/z--> 50 100 150 200 250 300 350
Abundance #25876: Hept-2-ene, 2,4,4,6-tetramethyl- AR Baa T e
97 13.40 13.60 13.80 14.00
m/z 137.15 47 .21%
- I \»\NM/\
154
oL 38 | 7 | a2

m/z--> 50 100 150 200 250 300 350 13 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085122.D

Acq On : 2 Mar 2016 16:33

Operator =: SJ/1Z

Sample : H1620-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
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 Naphthalene, 2,2"-(1,2-etha... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.53 2.94 ng 148976 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,2"-(1,2-ethanediy... 282 C22H18 021969-45-9 64
2 2,4-Difluoro-N-(3-methoxy-5-tetr... 331 C15H11F2N502 1000295-28-9 39
3 Naphthalene, 1-(2-methylpropyl)- 184 C14H16 016727-91-6 39
4 Piperidin-4-ol, 1,2,5-trimethyl-... 283 C19H25NO 329789-67-5 39
5 Pyrazol-4-amine, 3,5-dimethyl-1-._. 251 C16H17N3 1000273-77-6 39
Abundance Scan 1071 (14.528 min): BF085122.D (-1069) (-) m/z 141.10 100.00%
141
5000
43 168 239 352 14.20 14.40 14.60 14.80
ol BF. 9515, ] 220 191209 717,267 298 328 3 m/z 142.10 14.83%
m/z--> 50 100 150 200 250 300 350
Abundance #107698: Naphthalene, 2,2'-(1,2-ethanediyl)bis-
141
5000 LR SRR U SULRN SR
14.20 14.40 14.60 14.80
115 282 m/z 154.10 6.04%
ol 39 63 o1 || 165187 213 239 265 |
m/z--> 50 100 150 200 250 300 350
Abundance
141
14.20 14.40 14.60 14.80
5000 m/z 239.20 5.50%
113
o 63 o3 164 190208 233 255275 303 331
m/z--> 50 100 150 200 250 300 350
Abundance #45643: Naphthalene, 1-(2-methylpropyl)- P T T
141 14.20 14.40 14.60 14.80
m/z 43.10 4_.81%
5000
184
o 4 76 1}51 | 165
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085122.D

Acq On : 2 Mar 2016 16:33

Operator =: SJ/1Z

Sample : H1620-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
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 6 1,3-Benzodioxole, hexahydro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.67 ng 135007 Chrysene-d12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Benzodioxole, hexahydro-2,2-... 156 C9H1602 005664-14-2 53
2 2,6-Difluorobenzoic acid, 2-brom... 330 C13H6BrF302 1000292-62-5 47
3 2-Fluorobenzoic acid. undecyl ester 294 C18H27F02 1000282-96-3 46
4 Cyclohexanone, 5-methyl-2-(1-met... 183 C11H21NO 057396-81-3 40
5 Naphthalene, 1,1"-(1,2-ethanediy... 282 C22H18 015374-45-5 37
Abundance Scan 1083 (14.665 min): BF085122.D (-1081) (-) m/z 141.10 100.00%
141
97
5000
57
i | o | 160 207 s sc0ame S2ara sy || 1490 1460 20 1500
ol 78 4 220 | 03 | U7 245265 300324 W3 A0 Thnzz 97.10 63.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #27747: 1,3-Benzodioxole, hexahydro-2,2-dimethyl-
4 8 141
5000 L AL L BRI U
14.40 14.60 14.80 15.00
m/z 57.10 27.47%
N 1
m/z--> 50 100 150 200 250 300 350 400
Abundance
141
14.40 14.60 14.80 15.00
5000 m/z 142_.10 15.34%
113
28 6382 161 190 332
m/z--> 50 100 150 200 250 300 350 400
Abundance #114277: 2-Fluorobenzoic acid. undecy! ester Al EEma s B
141 14.40 14.60 14.80 15.00
m/z 183.15 13.56%
5000
oL 43,89 % || 1% 204
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085122.D

Acq On : 2 Mar 2016 16:33

Operator : SJ/1Z

Sample : H1620-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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]
2-Pentanone, 4-hy... 5.19 6.1 ng 334458 1 7.00 1097510 20.0
unknown6 .76 6.76 67.1 ng 3681520 1 7.00 1097510 20.0
unknownl13.63 13.63 2.0 ng 103255 5 14.15 1012230 20.0
Naphthalene, 2,2"_... 14.53 2.9 ng 148976 5 14.15 1012230 20.0
1,3-Benzodioxole, ... 14.67 2.7 ng 135007 5 14.15 1012230 20.0
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