LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030419\
Data File : BM019014.D

Aca On : 04 Mar 2019 17:53

Operator : JU/SJ

Sample : K1655-06

Misc :

ALS Vial : 13 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.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 5.275 366 372 391 rBVY 1601788 2373785 18.20% 3.627%
2 6.857 634 641 657 rBV 943065 1628327 12.49% 2.488%
3 7.210 694 701 716 rBVY 3065950 4916079 37.70% 7.512%
4 7.681 774 781 788 rBV 937457 1476422 11.32% 2.256%
5 7.992 827 834 847 rBVY 3056947 4978174 38.18% 7.606%

8.851 972 980 999 rBV 2579968 4470296 34.28% 6.830%
10.463 1248 1254 1264 rBV 1166261 2065099 15.84% 3.155%
12.945 1669 1676 1691 rBV 6988219 10288098 78.89% 15.720%
247484 388822 2.98% 0.594%
14.333 1898 1912 1925 rBV2 1816371 2845799 21.82% 4.348%
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11 15.827 2160 2166 2183 rBV 4299311 6584224 50.49% 10.060%
12 17.086 2374 2380 2395 rBV 2323706 3272202 25.09% 5.000%
13 17.974 2523 2531 2543 rBV 227534 422112 3.24% 0.645%
14 19.603 2804 2808 2814 rVB 125015 155114 1.19% 0.237%
15 19.721 2822 2828 2836 rBY 10763336 13040309 100.00% 19.925%

16 20.980 3038 3042 3048 rBv2 195118 266384 2.04% 0.407%
17 21.280 3088 3093 3104 rBV 2293634 2918806 22.38% 4._.460%
18 21.415 3113 3116 3122 rBV2 129700 151457 1.16% 0.231%
19 21.850 3186 3190 3194 rBV 173094 200950 1.54% 0.307%
20 22.309 3265 3268 3273 rVB 195345 236620 1.81% 0.362%

21 22.815 3351 3354 3360 rVB 176065 233543 1.79% 0.357%
22 23.527 3469 3475 3486 rVB2 1341975 2534018 19.43% 3.872%

Sum of corrected areas: 65446640
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM030419\
Data File : BM019014.D

Aca On : 04 Mar 2019 17:53

Operator : JU/SJ

Sample : K1655-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.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: BM019014.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO030419\
Data File : BM019014.D

Aca On : 04 Mar 2019 17:53

Operator : JU/SJ

Sample : K1655-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.21 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.21 66 .59 ng 4916080 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 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)YACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 701 (7.210 min): BM019014.D (-694) (-) m/z 132.00 100.00%
5000 68
40 % 6.80 7.00 7.0 7.40 7.60
54 . . . .
0 85 1 497 221 m/z 68.10 51.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL LA UL I

6.80 7.00 7.20 7.40 7.60
m/z 66.10 32.33%

31
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m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
VAN & ——
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.29%
B 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2744: 2-Cyclohexen-1-one e
68 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.55%
5000
96
40
2 0 A () Y A WS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO030419\
Data File : BM019014.D

Aca On : 04 Mar 2019 17:53

Operator : JU/SJ

Sample : K1655-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.97 2.58 ng 422112 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Methvl-_.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 35
5 Tetradecane 198 C14H30 000629-59-4 18
Abundance Scan 2530 (17.968 min): BM019014.D (-2523) (-) m/z 73.05 100.00%
78
43
5000
129
7 L L B I I L N L
01115 143157171135199213227 256 g 17.60 17.80 18.00 18.20
Freer m/z 60.00 69.69%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
5000{ 29 256 L DAL BRI BN BULL B
ﬂmﬂmmmmm
21 m/z 43.05 59.74%
I 143157171185 o
m/z--> ﬁdllhb" 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
78
43 DN PN BRI SRS
57 17.60 17.80 18.00 18.20

5000 m/z 57.05 50.38%
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m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid e R e
43 3 17.60 17.80 18.00 18.20

m/z 41.05 49.64%
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030419\
Data File : BM019014.D

Acq On : 04 Mar 2019 17:53

Operator : JU/SJ

Sample - K1655-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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]
unknown7 .21 7.21 66.6 ng 4916080 1 7.68 1476420 20.0
n-Hexadecanoic acid 17.97 2.6 ng 422112 4 17.09 3272200 20.0
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