LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03793.D

Aca On : 25 Dec 2015 00:13

Operator : UM/SJ

Sample : G4939-13

Misc :

ALS Vial : 15 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 4.804 286 292 305 rBV 313477 441755 18.66% 2.503%
2 5.269 365 371 384 rBVY 1089245 1593793 67.33% 9.030%
3 6.863 635 642 659 rBY 1059469 1684672 71.17% 9.545%
4 7.216 695 702 716 rBY 1113164 1794255 75.80% 10.166%
5 7.681 775 781 789 rBB 200347 308550 13.03% 1.748%

6 8.004 829 836 844 rBV 867828 1411552 59.63% 7.997%
7 8.839 971 978 991 rBV 650982 1094480 46.24% 6.201%
8 10.469 1248 1255 1268 rBV 267443 442840 18.71% 2.509%
9 12.951 1670 1677 1687 rBV 1584554 2367101 100.00% 13.411%
10 13.792 1814 1820 1829 rBV 242699 332317 14.04% 1.883%
11 14.333 1906 1912 1920 rBB2 366063 568174 24.00% 3.219%
12 15.186 2053 2057 2063 rVB 38084 47269 2.00% 0.268%
13 15.827 2158 2166 2174 rBV 953578 1379682 58.29% 7.817%
14 16.051 2199 2204 2221 rBV 48994 85761 3.62% 0.486%
15 16.845 2332 2339 2344 rBV 22284 32379 1.37% 0.183%
16 17.080 2373 2379 2386 rBV2 421264 590197 24.93% 3.344%
17 19.415 2772 2776 2780 rVB 23948 24202 1.02% 0.137%
18 19.721 2822 2828 2833 rBV 1734611 2178404 92.03% 12.342%
19 20.992 3039 3044 3055 rBvV 36311 56037 2.37% 0.317%

20 21.280 3088 3093 3101 rBV 509101 621646 26.26% 3.522%

21 23.515 3466 3473 3484 rBV2 310652 595144 25.14% 3.372%

Sum of corrected areas: 17650210
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM122515\
Data File : BMO03793.D

Aca On : 25 Dec 2015 00:13

Operator : UM/SJ

Sample . G4939-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\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: BM003793.D
1500000
5.27 6.86 22
1000000
8.00
8.84
500000
4.80 10.47
7.68
Orr e e et e e e oo e e e e e
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM003793.D
12.95 19.72
1500000
1000000 15.83
500000
14.33 17.08
13.79
15.19 16.05 16.84 19.42
-t -t -t
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM003793.D
1500000
1000000
21.28
500000
23.52
20.99
O L e o o e L o e LA I B e
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03793.D

Aca On : 25 Dec 2015 00:13

Operator : UM/SJ

Sample : G4939-13

Misc :

ALS Vial : 15 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.

4.80 28.63 ng 441755 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 291 (4.799 min): BM003793.D (-286) (-) m/z 43.10 100.00%
43
59
5000
101 I B U
51 | 83 440 4.60 4.80 5.00 5.20
Obrrr el e e m/z 59.10 62.24%
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 USRS S U
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 25.82%
15 31 101
0 ‘ 1 N 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
440 460 480 5.00 520
5000 M m/z 58.10 16.89%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3098: 5-Hexen-2-one S NI LI N L B
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.13%
5000
55
T e 8 o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03793.D

Aca On : 25 Dec 2015 00:13

Operator : UM/SJ

Sample : G4939-13

Misc :

ALS Vial : 15 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 unknown7.22 Concentration Rank 1

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

7.22 116.30 ng 1794260 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 703 (7.222 min): BM003793.D (-695) (-) m/z 132.10 100.00%
32
5000 68
40 4 54 | 75 % o 6.80 7.00 7.20 7.40 7.60
o rerp 282t G2 P e [ W ws W Tn/z 68.10  38.03%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SARASRRAASRAAS SARRA AR
6.80 7.00 7.20 7.40 7.60
2 78 m/z 134.10 32.60%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 24.73%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 15.81%
97
5000
70
31
R . A ST T
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 6.80 7.00 7.0 7.40 7.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Library Search Compound Report

Z:\HPCHEMI\BNA M\DATA\BM122515\
BMO0O3793.D

25 Dec 2015 00:13

UM/SJ

G4939-13

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.05 2.91 ng 85761 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 2204 (16.051 min): BM003793.D (-2199) (-) m/z 57.05 100.00%
57_71
43
85
5000
9 113 127 15.80 16.00 16.20 16.40
0 m/z 71.10 79 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73967: Hexadecane
57
43
71
5000 85
15.80 16.00 16.20 16.40
29 9 m/z 43.05 66.70%
ob1a | | | A 1‘13127141155169183197 226
m/z--> ﬁo 45 éo éo 160 150 1&0 1éo 180 200 250 250
Abundance
57
A - 15.80 16.00 16.20 16.40
5000 g5 m/z 85.10 52.91%
29 9
o 113127141155169182196210 240
m/z--> ﬁo 45 éo éo 160 150 1&0 1éo 180 200 250 240
Abundance #55008: Tetradecane
57 15.80 16.00 16.20 16.40
43 m/z 41.10 36.53%
71
5000 85
29
ol 15 “ b w 113 127 141 155 169 198
m/z--> ﬁo 45 éo éo 160 150 1&0 1éo 180 200 250 250 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122515\
Data File : BM0O03793.D

Acq On : 25 Dec 2015 00:13

Operator : UM/SJ

Sample : G4939-13

Misc :

ALS Vial : 15 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.80 28.6 ng 441755 1 7.68 308550 20.0
unknown7 .22 7.22 116.3 ng 1794260 1 7.68 308550 20.0
Hexadecane 16.05 2.9 ng 85761 4 17.08 590197 20.0
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