LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086544.D

Aca On : 1 May 2016 1:54

Operator : UM/SJ

Sample : H2720-02

Misc :

ALS Vial : 31 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-BF042716.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 4.933 248 249 257 rBV 133950 225886 5.04% 0.615%
2 5.356 283 286 289 rBVY 3469781 3665626 81.87% 9.987%
3 5.767 320 322 333 rVB 25497 59791 1.34% 0.163%
4 6.407 375 378 380 rBVY 3851147 4477547 100.00% 12.199%
5 6.533 386 389 391 rBVY 4135572 4085375 91.24% 11.130%

6.762 407 409 419 rBvV 764430 868779 19.40% 2.367%
6.922 420 423 425 rBV 3226966 2951179 65.91% 8.040%
7.333 456 459 461 rBV 2451119 2625866 58.65% 7.154%
8.053 519 522 524 rBV 990298 1068994 23.87% 2.912%
9.128 613 616 619 rBV 3847900 3835637 85.66% 10.450%

=
QO ~NO®

11 9.528 648 651 653 rBv 388167 448050 10.01% 1.221%
12 9.745 668 670 672 rBvV 61296 55721 1.24% 0.152%
13 9.802 672 675 677 rBVY 1400408 1310700 29.27% 3.571%
14 10.248 710 714 715 rBV2 73561 117122 2.62% 0.319%
15 10.465 730 733 736 rBV 37737 73412 1.64% 0.200%

16 10.591 741 744 746 rBV 2697138 2918418 65.18% 7.951%
17 10.716 753 755 762 rVB 123610 168405 3.76% 0.459%

18 11.162 792 794 795 rBV 69314 62373 1.39% 0.170%
19 11.276 802 804 816 rBV 993958 1319323 29.47% 3.594%
20 12.694 926 928 932 rBV2 44079 56644 1.27% 0.154%

21 12.865 940 943 946 rBV 3402775 3993308 89.19% 10.879%
22 13.779 1020 1023 1032 rBV2 106390 239501 5.35% 0.652%
23 13.905 1032 1034 1042 rBV 899310 1201463 26.83% 3.273%
24 15.300 1154 1156 1159 rBV 592554 824898 18.42% 2.247%
25 19.003 1474 1480 1489 rVB5 10423 51368 1.15% 0.140%

Sum of corrected areas: 36705386
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086544.D

Aca On : 1 May 2016 1:54

Operator : UM/SJ

Sample = H2720-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086544.D
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Abundance TIC: BF086544.D
4000000 9.13
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086544.D
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8270-BF042716.M Mon May 02 19:23:08 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086544.D

Aca On : 1 May 2016 1:54

Operator : UM/SJ

Sample = H2720-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 5.20 ng 225886 1,4-Dichlorobenzene-d4 6.76
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 249 (4.933 min): BF086544.D (-248) (-) m/z 43.10 100.00%
a3
5000 59 J
101 460 480 5.00 520
Ol 8 27| Tm/z 59.10 45.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL UL U
59 460 480 500 520
m/z 58.00 13.95%
31 ‘ g3 101
T I L B B S B W L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520
5000 57 m/z 101.10 11.70%
29
101
78
e R S I I L S S SRS WA SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: 1-Propen-2-ol, acetate A ma e
43 4.60 4.80 5.00 5.20
m/z 41.10 8.69%
5000
58
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086544.D

Aca On : 1 May 2016 1:54

Operator : UM/SJ

Sample = H2720-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 2 unknown6.53 Concentration Rank 1

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

6.53 94 .05 ng 4085380 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 389 (6.533 min): BF086544.D (-386) (-) m/z 132.10 100.00%
5000 68
40 96 IBENREDLRAERE N A
54 28 | 115 007 6.20 6.40 6.60 6.80
o} L o = = ST L L m/z 68.05 48.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 SRR SR R
6.20 6.40 6.60 6.80
70 m/z 66.05 33.29%
31 44
O 'L'll"*'l“'“ J|§§"‘|"}%ﬁ' BN AR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
89 o 620 6.40 6.60 680
5000 m/z 134.10 33.10%
31 51
S S S I SR L LA S L SN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14012: 1H-Benzimidazole, 2-methyl- e e
132 6.20 6.40 6.60 6.80
m/z 69.10 19.78%
5000
63
15 27 39 52 °) 77 92104447 |
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086544.D

Aca On : 1 May 2016 1:54

Operator : UM/SJ

Sample = H2720-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.72 2.55 ng 168405 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane 394 C28H58 000630-02-4 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 86
5 Hexadecane 226 Cl16H34 000544-76-3 86

Abundance Scan 755 (10.716 min): BF086544.D (-753) (-) m/z 57.10 100.00%
57
5000
85
113 10.40 10.60 10.80 11.00
ol ,I.l..-.-',.‘.‘.1‘.‘0,.1‘?9..,.... | M/Z  43.10  77.23%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 UL N SR
85 10.40 10.60 10.80 11.00
29 m/z 71.10 52_47%
ol ‘.‘\ ,h. pl S e w2
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 35.09%
29
O 1L 169 197 225 253 261 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane L o e B
57 10.40 10.60 10.80 11.00
m/z 41.10 34.03%
5000 85
29
m/z--> 50 100 150 200 250 300 350 ' 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086544.D

Aca On : 1 May 2016 1:54

Operator : UM/SJ

Sample = H2720-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.78 3.99 ng 239501 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 95
2 1-Docosene 308 C22H44 001599-67-3 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 95
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 1023 (13.779 min): BF086544.D (-1020) (-) m/z 57.10 100.00%
g7
83
41
5000
111
| 196 149 207 13140 13.60 13.80 14.00
O m/z 43.10 92.26%
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 LB PN PN UL B
13.40 13.60 13.80 14.00
m/z 55.10 88.09%
139154 182 210

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R e AR R
97 13.40 13.60 13.80 14.00
5000 N m/z 83.10 65.39%
29
125
14 153168 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester

13.40 13.60 13.80 14.00
m/z 97.10 56.86%

69

5000

125

153168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043016\
Data File : BF086544.D

Acq On : 1 May 2016 1:54

Operator : UM/SJ

Sample : H2720-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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... 4.93 5.2 ng 225886 1 6.76 868779 20.0
unknown6 .53 6.53 94_.0 ng 4085380 1 6.76 868779 20.0
Eicosane 10.72 2.5 ng 168405 4 11.28 1319320 20.0
Trichloroacetic a... 13.78 4.0 ng 239501 5 13.91 1201460 20.0
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