LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098544.D

Aca On : 14 Sep 2017 22:49

Operator : SJ/JU

Sample : 15161-11

Misc :

ALS Vial : 14 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-BF091117.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 2.993 150 154 164 rBvV 20743 68901 2.11% 0.264%
2 3.546 242 248 262 rVB 149949 247474 7 .59% 0.948%
3 4.828 463 466 477 rBV 206218 291907 8.95% 1.118%
4 5.257 535 539 556 rBY 3248998 3187246 97.70% 12.204%
5 6.304 712 717 732 rBVY 2921355 3262292 100.00% 12.492%
6 6.422 732 737 740 rBV 3465901 3098025 94.96% 11.863%
7 6.645 772 775 781 rBV 974995 820251 25.14% 3.141%
8 6.804 798 802 805 rBY 2152970 1992420 61.07% 7.629%
9 7.081 847 849 858 rBV 83194 107069 3.28% 0.410%
10 7.216 868 872 875 rBVY 1996233 1755874 53.82% 6.723%

11 7.928 989 993 996 rBV 1182562 1092240 33.48% 4.182%
12 7.951 996 997 1003 rvVvB2 78578 66896 2.05% 0.256%
13 9.004 1172 1176 1180 rBV 2661651 2329990 71.42% 8.922%
14 9.404 1240 1244 1248 rBV 539938 405015 12.42% 1.551%
15 9.680 1287 1291 1295 rBV2 1403661 1140577 34.96% 4_.367%

16 10.116 1362 1365 1368 rVB 49895 37782 1.16% 0.145%
17 10.469 1421 1425 1432 rBV 1639941 1446763 44.35% 5.540%
18 10.586 1442 1445 1452 rBV 67793 87230 2.67% 0.334%
19 11.033 1518 1521 1524 rBV2 38413 34158 1.05% 0.131%

20 11.163 1539 1543 1546 rBV 1249396 1047679 32.11% 4.012%
21 12.368 1743 1748 1752 rBV 43752 57397 1.76% 0.220%
22 12.745 1807 1812 1815 rBV 1735882 1590888 48.77% 6.092%
23 13.639 1961 1964 1971 rBV 139392 167904 5.15% 0.643%
24 13.792 1986 1990 1998 rBV 922864 840343 25.76% 3.218%
25 14.627 2129 2132 2137 rVB 54201 51413 1.58% 0.197%

26 15.192 2223 2228 2235 rBV 744846 888179 27.23% 3.401%

Sum of corrected areas: 26115913
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098544.D

Aca On : 14 Sep 2017 22:49

Operator : SJ/JU

Sample : 15161-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098544.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098544.D

Aca On : 14 Sep 2017 22:49

Operator : SJ/JU

Sample : 15161-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

4.83 7.12 ng 291907 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 466 (4.828 min): BF098544.D (-463) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR SRR R S
| 83.0 | 440 4.60 4.80 5.00 5.20
N HMSIT MESetde E SEN UM —— m/z 59.00 60.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
440 4.60 4.80 5.00 5.20
59.0 m/z 101.00 19.14%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 4.60 4.80 500 520
5000 m/z 58.00 16.32%
87.0
29.0 41.0
) 15.0 720
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 440 4.60 4.80 5.00 5.20
m/z 41.00 8.72%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098544.D

Aca On : 14 Sep 2017 22:49

Operator : SJ/JU

Sample : 15161-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.42 Concentration Rank 1

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

6.42 75.54 ng 3098030 1,4-Dichlorobenzene-d4 6.65
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 17
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 737 (6.422 min): BF098544.D (-732) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 | 9%.0 500 650 640 660 650
: 54.0 : : : : :
Ottt il 80| 298017 WL 76800 40 60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 R S UL AR
6.00 6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.28%
| | ‘ 7b 0 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.0 6.40 6.60 6.80
5000 67.0 m/z 66.00 27.22%
41.0 97.0
53.0
70.0 117.0
0'I”'W'”'P'“I”"P'”I”'W'”'I”'Wﬁezq"W'“'P'”I“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 I\
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e ERAaE R
132.0 6.00 6.20 6.40 6.60 6.80
m/z 68.95 15.95%
117.0
5000
39.0 910
zro " %) @0 mo | wso || |
o) S E— ||||‘|‘||||||||||||||||||||‘||||||l|||l‘ ERREE S EEREE R
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098544.D

Aca On : 14 Sep 2017 22:49

Operator : SJ/JU

Sample : 15161-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.64 4.00 ng 167904 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 90
3 Cvclopentadecane 210 C15H30 000295-48-7 89
4 10-Heneicosene (c.t) 294 C21H42 095008-11-0 87
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 1964 (13.639 min): BF098544.D (-1961) (-) m/z 55.00 100.00%

55.0
83.0
5000
2170 300.0326.0 " 1340 13.60 13.80 14.00

(o} m/z 57.00 91 .44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55,0 83.0

s

5000 LIRS
13.40 13.60 13.80 14.00
m/z 43.00 82.90%
29.0 139.0
0 I 167.0 196.0 224.0 252.0 280.0 308.0
A maasaEaat
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
83.0 IIII|IIII|IIII|IIII|III
13.40 13.60 13.80 14.00
5000 111.0 m/z 83.00 75.26%
29.0

o 140.0 182.0 210.0 255.0 306.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69584: Cyclopentadecane T
13.40 13.60 13.80 14.00

-

m/z 97.00 73 .44%

5000

-

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091417\
Data File : BF098544.D

Acq On : 14 Sep 2017 22:49

Operator : SJ/JU

Sample - 15161-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117_M
Quant Title : 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]
2-Pentanone, 4-hy... 4.83 7.1 ng 291907 1 6.65 820251 20.0
unknown6 .42 6.42 75.5 ng 3098030 1 6.65 820251 20.0
Behenic alcohol 13.64 4.0 ng 167904 5 13.79 840343 20.0
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