LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020301.D
Aca On : 12 May 2019 16:43 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K2768-21 P026-SS016-1824-01
ALS Vial : 11 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-BM043019 .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 5.346 395 401 414 rBVY 1130264 1622376 53.80% 8.084%
2 6.934 664 671 684 rBY 1002878 1652775 54.81% 8.236%
3 7.293 725 732 742 rBVY 1109020 1754123 58.17% 8.741%
4 7.763 805 812 819 rBV 224355 363824 12.06% 1.813%
5 8.081 859 866 875 rBV 821450 1355158 44.94% 6.753%
6 8.928 1003 1010 1028 rBV 582973 1035149 34.33% 5.158%
7 10.557 1279 1287 1300 rBV 234007 415763 13.79% 2.072%
8 13.027 1700 1707 1719 rBV 1357157 2158621 71.58% 10.756%
9 13.869 1844 1850 1862 rBV 190340 285712 9.47% 1.424%
10 14.410 1935 1942 1954 rBV2 361005 549884 18.23% 2.740%

11 15.904 2190 2196 2217 rBV 1126606 1699658 56.36% 8.469%
12 17.157 2403 2409 2414 rBV2 435150 647589 21.47% 3.227%

13 17.198 2414 2416 2423 rVB 51522 70417 2.34% 0.351%
14 18.039 2553 2559 2563 rBV2 95116 135990 4_.51% 0.678%
15 18.080 2563 2566 2573 rVB2 22661 39602 1.31% 0.197%
16 18.221 2586 2590 2595 rBV3 23152 42370 1.41% 0.211%
17 18.951 2710 2714 2719 rBv4 19984 36591 1.21% 0.182%
18 19.221 2755 2760 2766 rVB 97537 133838 4._.44% 0.667%
19 19.321 2773 2777 2781 rBV5 32521 42209 1.40% 0.210%

20 19.586 2814 2822 2829 rVB 169911 242006 8.03% 1.206%

21 19.786 2850 2856 2865 rBV 2556001 3015594 100.00% 15.026%

22 19.909 2873 2877 2886 rVB4 15621 35151 1.17% 0.175%
23 20.080 2898 2906 2910 rVB4 28776 70208 2.33% 0.350%
24 20.380 2953 2957 2960 rBV2 26771 35847 1.19% 0.179%

25 21.045 3065 3070 3079 rBV3 165839 268406 8.90% 1.337%
26 21.345 3115 3121 3125 rBV 668575 1002012 33.23% 4.993%
27 21.380 3125 3127 3135 rVB 90347 131200 4 _35% 0.654%
28 21.915 3216 3218 3221 rBV2 42001 34572 1.15% 0.172%
29 22.386 3295 3298 3302 rVB2 64056 82578 2.74% 0.411%
30 22.903 3382 3386 3389 rBvV 88294 131019 4._.34% 0.653%

31 23.633 3503 3510 3525 rVB 486969 978416 32.45% 4_875%

Sum of corrected areas: 20068658
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020301.D

Aca On : 12 May 2019 16:43

Operator : JU/SJ

ﬁ?gg le K2768-21 P026-55016-1824-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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: BM020301.D
2500000
2000000
1500000
5.35

1000000
500000
10.56
|- \

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 8. 50 9.00 9. 50 10.00 10.50 11.00 11.50
Abundance TIC: BM020301.D
2500000 19,79

2000000

1500000 13.03

15.90
1000000

500000 14.41 17.16

L_ 13A87 { 1§.20 ]fg%zz 18. 9%%&_3%%9/ > JL&@-OBZO.%

o e s SISHAMSE. WSMSMESHERVIMESMR L SRS RSMMRSS N 1 SRSy S =

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020301.D
2500000

2000000

1500000

1000000
21.34

23.63

500000

21045l 33 21.92 2239 22.90

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 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:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020301.D

Aca On : 12 May 2019 16:43

Operator : JU/SJ

3?22 le K2768-21 P026-55016-1824-01
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 1 unknown7.29 Concentration Rank 1

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

7.29 96.43 ng 1754120 1,4-Dichlorobenzene-d4 7.76
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 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 732 (7.293 min): BM020301.D (-725) (-) m/z 132.00 100.00%
13R.0
68.1 AL
5000
40.0 ‘ %60 700 7.20 7.40 7.60
54.0 |
I :!-.'.,..':-.,?‘?.9,..I.,ﬂﬂ.".?ﬂ...,....,-'...,.. m/z 68.10 54.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 N RN LR A
700 7.0 7.40 7.60
70.0 m/z 66.10 35.46%
310 440
[y 4y ), 860 | 116.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
' '7'.'06' 720 740 7.60
5000 m/z 134.00 32.56%
150 280 390 520 %30 770 900 1040, ||
s T E R e Tho 1he 1o ke
Abundance #13677: 3-Chloro-6-fluoro-pyrazine b
132.0 700 7.0 7.40 7.60
69.0 m/z 69.10 25.14%
104.0
5000
310 510 ‘
”I”'W'”'A'MIJ'WH”'P'JI”'W'“'P'”I”'W'“'P'”I“"'

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020301.D

Aca On : 12 May 2019 16:43

Operator : JU/SJ

3?22 le K2768-21 P026-55016-1824-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.04 4.20 ng 135990 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 15
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 15
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 14
Abundance Scan 2559 (18.039 min): BM020301.D (-2553) (-) m/z 73.00 100.00%
73.0
192.1
5000
' : ' . 17.80 18.00 18.20 18.40
‘ m/z 60.00 69.93%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 730
5000 256.0 T A
] 17.80 18.00 18.20 18.40
) 213.0 m/z 55.10 63.42%
l i 157.0 185.0
m/z--> ﬁdllﬁb" 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

73.0

43.0
17.80 18.00 18.20 18.40
5000 129.0 m/z 43.10 61.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50614: Anthracene, 9-methyl-

192.0 17.80 18.00 18.20 18.40
m/z 192.10 52.45%

5000

96.0

39.0 63.0

117.0139.0
e R
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020301.D

Aca On : 12 May 2019 16:43

Operator : JU/SJ

3?22 le K2768-21 P026-55016-1824-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 3
R.T. EstConc Area Relative to ISTD R.T.
21.04 5.36 ng 268406 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90

Abundance Scan 3069 (21.039 min): BM020301.D (-3065) (-) m/z 57.05 100.00%

57.

5000
228.1
20.80 21.00 21.20 21.40
b NS = S m/z 69.10 98.27%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 R A RRREsEm
20. 80 21. 00 21. 20 21. 40
m/z 83.05 96.48%
25.0
| ][ 167.0 210.0  267.0307.0 490.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
20.80 21.00 21.20 21.40
5000 3.0 m/z 43.05 89.45%

| } 120 168.0 210,0 2520

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142901: 1-Tetracosanol R R as S n et
43.0 20.80 21.00 21.20 21.40

m/z 97.05 85.77%

5000 83.0

J | | ;3250 168.0 210.0 252.0 294.0 336.0

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051219\

Data File : BM020301.D

Acq On : 12 May 2019 16:43

Operator : JU/SJ

3?22 le K2768-21 P026-SS016-1824-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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 .29 7.29 96.4 ng 1754120 1 7.76 363824 20.0
n-Hexadecanoic acid 18.04 4.2 ng 135990 4 17.16 647589 20.0
17-Pentatriacontene 21.04 5.4 ng 268406 5 21.34 1002010 20.0
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