LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\
Data File : BG023875.D

Aca On : 24 Aug 2016 4:54

Operator : UM/SJ

Sample : H4554-04

Misc :

ALS Vial : 27 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 G\Methods\8270-BG080116.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 2.969 16 22 42 rVB 5525525 9684783 100.00% 17.957%
2 5.154 386 394 403 rBV 668424 1044732 10.79% 1.937%
3 5.635 468 476 487 rBV 2008756 3420956 35.32% 6.343%
4 7.251 743 751 764 rBVY 2170036 3890028 40.17% 7.213%
5 7.621 806 814 825 rBVY 2159709 3745661 38.68% 6.945%

8.091 886 894 902 rBV 381685 664393 6.86% 1.232%
8.414 941 949 960 rBV 1535630 2712840 28.01% 5.030%
9.272 1087 1095 1107 rBV 1367290 2491716 25.73% 4.620%
10.928 1368 1377 1388 rVB 507862 934688 9.65% 1.733%
13.378 1786 1794 1802 rBV 3105817 4947288 51.08% 9.173%

=
QO ~NO®

11 14.206 1929 1935 1943 rBV 844159 1204151 12.43% 2.233%
12 14.764 2023 2030 2038 rBvV2 802220 1352454 13.96% 2.508%
13 16.262 2278 2285 2300 rBV 2809103 4491269 46.37% 8.328%
14 16.450 2313 2317 2320 rBV2 89210 131344 1.36% 0.244%
15 17.531 2494 2501 2514 rVB 1104359 1725694 17.82% 3.200%

16 18.395 2645 2648 2655 rBv2 100038 155840 1.61% 0.289%
17 20.134 2938 2944 2951 rBV 5366806 7242031 74.78% 13.428%
18 21.438 3162 3166 3177 rBve 103977 237621 2.45% 0.441%
19 21.843 3228 3235 3244 rVB 1196774 1963909 20.28% 3.641%
20 25.221 3799 3810 3823 rVB3 625797 1890627 19.52% 3.506%

Sum of corrected areas: 53932025
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\
Data File : BG023875.D

Aca On : 24 Aug 2016 4:54

Operator : UM/SJ

Sample . H4554-04

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023875.D
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1000000 515 10,93
8.09 '

R N L NN

Time--> 300 3.50 4.00 450 500 550 600 650 7.00 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023875.D
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG023875.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\
Data File : BG023875.D

Aca On : 24 Aug 2016 4:54

Operator : UM/SJ

Sample : H4554-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown2.97 Concentration Rank 1

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

2.97 291.54 ng 9684780 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 23
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl-2-nitro- 119 C4H9NO3 000076-39-1 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 22 (2.969 min): BG023875.D (-16) (-) m/z 73.00 100.00%
74.0 h
5000
39 2.90 3.00 3.10 3.20 3.30 3.40
o! ol (1080 146.9 189.82253259.9 2979 34l1 4263 "n/z 43.05 62.63%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000
2.90 3.00 3.10 3.20 3.30 3.40
31 m/z 89.05 45 _57%
0 'JWMW""|'"'|""|""|""|""|""|"'
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43.0
89.0 2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 13.67%
L S L S U WL WU L S B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #733: N-Ethylformamide
30.0 73.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.05 11.92%
5000 s
0 ”J il""I""I""I""I""I""I""I"'
mz-> 0 50 100 150 200 250 300 350 400 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\
Data File : BG023875.D

Aca On : 24 Aug 2016 4:54

Operator : UM/SJ

Sample : H4554-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 4

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

5.15 31.45 ng 1044730 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 393 (5.148 min): BG023875.D (-386) (-) m/z 43.05 100.00%
43.0
5000
o Th0 500 520 Sa0 |
Obrr 2448 2069 2686 41834901 SI191 Th/z 59.05  63.63%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS SRR UL B
4.80 5.00 5.20 5.40
m/z 101.05 20.14%
‘ 101.0
O P T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
480 500 520 540
5000 m/z 58.05 14 .23%
101.0
o L L S L B L UL I L WL B I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester BBRRmEE B s
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.79%
5000 j\\
L 126.0
0"“I‘”'I'“”I"'W"'W""P"'I”"I'”'I'”'I" B AR AR AR RS

m/z--> 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40

8270-BG080116.M Tue Aug 31 05:22:43 2004 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\
Data File : BG023875.D

Aca On : 24 Aug 2016 4:54

Operator : UM/SJ

Sample : H4554-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3 unknown7.62 Concentration Rank 2

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

7.62 112.75 ng 3745660 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 814 (7.621 min): BG023875.D (-806) (-) m/z 132.05 100.00%
132.1
68.0
5000
96.0 ISR IR I UL L
40.0 7.20 7.40 7.60 7.80 8.00
0 b o A 16L3 2883 %48 n/z 68.05 56.53%
m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 ISR IR I L L
7.20 7.40 7.60 7.80 8.00
70.0 m/z 66.05 37.26%
31.0
0= 'J'W‘b‘“”\ UL UL UL SRR UL U
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 134.05 34 .68%
ogg 030 1040
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e BRam )
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.05 24 .21%
104.0
5000
31.0
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\
Data File : BG023875.D

Aca On : 24 Aug 2016 4:54

Operator : UM/SJ

Sample : H4554-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.44 2.42 ng 237621 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 93
2 Cvclohexadecane 224 C16H32 000295-65-8 90
3 Cvclopentadecane 210 C15H30 000295-48-7 89
4 1-Heptacosanol 396 C27H560 002004-39-9 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 83
Abundance Scan 3166 (21.438 min): BG023875.D (-3162) (-) m/z 57.05 100.00%
57.0
5000 ii 110
R
|153 2 210 1 268.9 360.1 546.6 21.20 21.40 21.60 21.80
Y ll e e A YN m/z 43.05  90.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234186: 17-Pentatriacontene
57.0
5000 LI BN U SRR B
mmmmmmmm
m/z 55.05 75.08%
m/z--> 6 55 100 150 200 250 300 350 400 4%0 560 5%0
Abundance
55.0
67.0 " 21120 2140 21.60 21.80
5000 m/z 69.05 72.28%
224.0
. 13901810
m/z--> 6 55 160 1éo 200 250 300 3éo 400 4%0 560 5%0
Abundance #69584: Cyclopentadecane e
55.0 21.20 21.40 21.60 21.80
m/z 83.05 68.54Y%
5000 .0
J 39.0 210.0
o— Ay - AL s A bl At
m/z--> c') 5'0 1(')0 150 200 250 300 3&'30 4(')0 4&1;0 5(')0 5%0 21'20 21. 40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082316\
Data File : BG023875.D

Acq On : 24 Aug 2016 4:54

Operator : UM/SJ

Sample : H4554-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .97 2.97 291.5 ng 9684780 1 8.09 664393 20.0
2-Pentanone, 4-hy... 5.15 31.4 ng 1044730 1 8.09 664393 20.0
unknown7 .62 7.62 112.8 ng 3745660 1 8.09 664393 20.0
17-Pentatriacontene 21.44 2.4 ng 237621 5 21.84 1963910 20.0
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