LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003722.D

Aca On : 22 Dec 2015 23:38

Operator : UM/SJ

Sample : G4913-03

Misc :

ALS Vial : 17 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 M\METHODS\8270-BM120915.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 4.810 284 293 303 rBV 181012 245756 12.69% 1.911%
2 5.281 366 373 386 rBB 816226 1187263 61.32% 9.234%
3 6.869 636 643 657 rBV 775346 1210523 62.52% 9.415%
4 7.228 697 704 716 rBB 843242 1315086 67.93% 10.228%
5 7.692 777 783 789 rBB 139315 209845 10.84% 1.632%

8.010 830 837 845 rBB 663373 1051419 54.31% 8.177%
8.851 973 980 990 rBV 481225 764718 39.50% 5.948%
10.480 1250 1257 1268 rBB 173187 280801 14.50% 2.184%
1127016 1694051 87.50% 13.175%
13.798 1816 1821 1831 rBB 125075 169706 8.77% 1.320%
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11 14.345 1908 1914 1921 rBB2 227020 331206 17.11% 2.576%
12 15.839 2162 2168 2179 rBB 750931 1038844 53.66% 8.079%

13 16.062 2202 2206 2217 rBB 15501 24337 1.26% 0.189%
14 17.092 2375 2381 2390 rBB 279308 374646 19.35% 2.914%
15 19.427 2774 2778 2782 rBV 28134 28780 1.49% 0.224%
16 19.727 2824 2829 2835 rBV 1471179 1936076 100.00% 15.058%
17 20.474 2953 2956 2960 rBV 20473 19628 1.01% 0.153%
18 20.997 3042 3045 3060 rBV 33344 53194 2.75% 0.414%

19 21.292 3090 3095 3101 rBV 380136 451380 23.31% 3.511%
20 23.533 3469 3476 3487 rBV2 255777 470524 24.30% 3.659%

Sum of corrected areas: 12857783
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003722.D

Aca On : 22 Dec 2015 23:38

Operator : UM/SJ

Sample : G4913-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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: BM003722.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003722.D

Aca On : 22 Dec 2015 23:38

Operator : UM/SJ

Sample : G4913-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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.

4.81 23.42 ng 245756 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 293 (4.810 min): BM003722.D (-284) (-) m/z 43.10 100.00%
43
59
5000
101 S £ GRS
440 4.60 4.80 5.00 5.20
83
o...,....,....,....','::..?.1.~:.|,....,?.3..,.-...,....-,....,....,....,....,...., m/z 59.10 63.17%
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 USSR U RN
59 440 4.60 4.80 5.00 5.20
m/z 101.10 26.48%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500 5.20
5000 m/z 58.10 16 .45%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.03%
5000 41
68
0 150 . 126 147
T 5'0 60 70 80 90 100 110 150 130 140 || | 440 4b0 480 500 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003722.D

Aca On : 22 Dec 2015 23:38

Operator : UM/SJ

Sample : G4913-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 unknown7.23 Concentration Rank 1

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

7.23 125.34 ng 1315090 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 704 (7.228 min): BM003722.D (-697) (-) m/z 132.10 100.00%
132
5000 68
96 IR RN IR A
20 458 || 5o T 104 6.80 7.00 7.20 7.40 7.60
O e T 1 e m/z 68.10 38.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS S RS A
6.80 7.00 7.20 7.40 7.60
78 m/z 134.10 32.30%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 24 .78%
39 91
51 65
oo e S8 L84 | 981 | s |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R B iAs ma
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 16.02%
5000
33 am 70 g7 105
0 5% e | | ous
m/z--> 20 30 40 5'0 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003722.D

Aca On : 22 Dec 2015 23:38

Operator : UM/SJ

Sample : G4913-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.00 2.36 ng 53194 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 86
Abundance Scan 3045 (20.997 min): BM003722.D (-3042) (-) m/z 57.10 100.00%
57
5000 111 A
147 193 20,60 20.80 21.00 21.20 21.40
o L m/z 83.10 94.65%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 LRI PR N
20.60 20.80 21.00 21.20 21.40
1 m/z 97.10 88.16%
o ‘H‘Md\$ 139167 196 224 267292 321 462 490
mz-> 0 55 160 1%0 260 250 300 350 460 4éo '
Abundance
43
20,60 20.80 21.00 21.20 21.40
5000 83 m/z 43.10 83.42%
18 111
o 139 168 196 224 252278 308 336 364
miz-> 0 55 160 1%0 200 250 360 350 460 4%0 ' A
Abundance #142901: 1-Tetracosanol n, R B A mmmay
43 20.60 20.80 21.00 21.20 21.40
m/z 55.10 81.88%
5000 83
18 111
0 \ | | 140168196 238266 308336

m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122315\
Data File : BM003722.D

Acq On : 22 Dec 2015 23:38

Operator : UM/SJ

Sample - G4913-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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... 4.81 23.4 ng 245756 1 7.69 209845 20.0
unknown7 .23 7.23 125.3 ng 1315090 1 7.69 209845 20.0
17-Pentatriacontene 21.00 2.4 ng 53194 5 21.29 451380 20.0
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