LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM0O50819\
Data File : BM020200.D

Aca On : 08 May 2019 18:20

Operator : JU/SJ

Sample : K2729-01

Misc :

ALS Vial : 10 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 5.363 398 404 417 rBVY 3573003 5236768 59.19% 8.963%
2 6.957 666 675 688 rBY 3538115 5888157 66.56% 10.078%
3 7.316 728 736 746 rBVY 3786305 5929823 67.03% 10.149%
4 7.787 809 816 821 rBV 542651 882327 9.97% 1.510%
5 8.104 862 870 882 rBVY 2565563 4218989 47.69% 7.221%

8.951 1007 1014 1026 rBV 2134810 3539291 40.01% 6.058%
10.575 1282 1290 1301 rBV 648128 1130625 12.78% 1.935%
13.045 1703 1710 1726 rBV 5164267 7604286 85.96% 13.015%
13.886 1846 1853 1865 rBVY 434113 624788 7.06% 1.069%
14.427 1939 1945 1954 rBV2 983423 1526129 17.25% 2.612%

=
QO ~NO®

11 15.921 2192 2199 2214 rBV 4641923 6426841 72.65% 11.000%
12 17.174 2406 2412 2420 rBV 1219206 1749882 19.78% 2.995%
13 18.057 2557 2562 2573 rBV 297925 467142 5.28% 0.800%
14 19.803 2853 2859 2870 rBV 7100970 8846789 100.00% 15.142%
15 21.056 3068 3072 3079 rBvV 398839 509836 5.76% 0.873%

16 21.362 3119 3124 3129 rBV 1227688 1623347 18.35% 2.778%
17 22.533 3319 3323 3328 rVB 519898 679889 7.69% 1.164%
18 23.650 3507 3513 3521 rVB 802562 1541166 17.42% 2.638%

Sum of corrected areas: 58426075
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO050819\
Data File : BM020200.D

Aca On : 08 May 2019 18:20

Operator : JU/SJ

Sample : K2729-01

Misc :

ALS Vial : 10 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

Abundance TIC: BM020200.D
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Abundance TIC: BM020200.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO050819\
Data File : BM020200.D

Aca On : 08 May 2019 18:20

Operator : JU/SJ

Sample : K2729-01

Misc :

ALS Vial : 10 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 unknown7.32 Concentration Rank 1

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

7.32 134.41 ng 5929820 1,4-Dichlorobenzene-d4 7.79
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 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 737 (7.322 min): BM020200.D (-728) (-) m/z 132.00 100.00%
132.0
68.1
5000
400 540 ‘| %60 7.00 7.20 7.40 7.60
.0 54, . . ) .
o..,....,....,...:,".'...,:!..,:!-.'.,..':-:,?‘?;9,..I'.,.'!n.,l.l.“?-ﬁ',....,"...,.. m/z 68.10 54.32%
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
5000 970 SRR AR AR AR
7.00 7.20 7.40 7.60
70.0 m/z 66.00 36.80%
310 440
0 L L 86.0 116.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
7.00 720 7.40 7.60
5000 m/z 134.00 33.65%
150 280 390 520 830 770 900 1040 .., ||
mz> 10 % 30 4 80 8 7o 8 o 100 110 130 130 150
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- B
132.0 7.00 7.20 7.40 7.60
m/z 69.05 23.72%
5000
8.0 104.0
39.0 51.0 63.0 '
0 "|""|'?Z'?""h""WM T J”‘ |"Nh|"'?fl?“ |""|}E? ﬁ"'l t" N R L UL IR UL
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\BMO050819\
Data File : BM020200.D

Aca On : 08 May 2019 18:20

Operator : JU/SJ

Sample : K2729-01

Misc :

ALS Vial : 10 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 3 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.06 5.34 ng 467142 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 50
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 .alpha.-D-Glucopvranoside. O-.al... 504 C18H32016 000597-12-6 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Undecanoic acid 186 C11H2202 000112-37-8 42
Abundance Scan 2563 (18.062 min): BM020200.D (-2557) (-) m/z 73.00 100.00%
73.0
43.0
5000
. 129.1 2131
157.1 1851 2563 011 17.80 18.00 18.20 18.40
0 - m/z 60.00 70.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0 UL IR BN SUNURN B

17.80 18.00 18.20 18.40
m/z 55.05 59.57%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73.0
43.0 17.80 18.00 18.20 18.40
5000 m/z 43.05 54.47%
129.0
‘ %60 710 2140
AEELI 1 N O T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #168886: .alpha.-D-Glucopyranoside, O-.alpha.-D-glucopyran...
73.0 17.80 18.00 18.20 18.40
m/z 41.00 53.97%
43.0 9r.0
5000

163.0 191.0
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\BMO050819\
Data File : BM020200.D

Aca On : 08 May 2019 18:20

Operator : JU/SJ

Sample : K2729-01

Misc :

ALS Vial : 10 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 4 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.06 6.28 ng 509836 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 90
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 90
3 Dichloroacetic acid. tridecvl ester 310 C15H28C1202 1000280-48-3 83
4 1-Hexacosanol 382 C26H540 000506-52-5 83
5 Cycloeicosane 280 C20H40 000296-56-0 68
Abundance Scan 3073 (21.062 min): BM020200.D (-3068) (-) m/z 69.10 100.00%
69.1
5000 11.1 ”K-%WWM/NM/(M~M*¢-ﬂWMN“
HRUS BN SUNIL B
532 207.0 20.80 21.00 21.20 21.40
ol 238.9 280.2 326.9 401.1 77 83 10 98 55U
m/z--> 50 100 150 200 250 300 350 400
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 USRS RS
20.80 21.00 21.20 21.40
m/z 57.05 86 .57%
o2zl Ly | 1390 1800 2380 5959
m/z--> 50 100 150 200 2éo 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57.0
67.0 20,80 21.00 21.20 2140
5000 m/z 97.05 81.17%
MWW‘J me%mm892%o
m/z--> 50 100 150 200 250 300 350 400
Abundance #122698: Dichloroacetic acid, tridecyl ester R e AR
43.0 20.80 21.00 21.20 21.40
83.0 m/z 55.00 80.06%
- \“_L\
25.0
0.J[J“i.‘.h.‘.'liuiuu|.].-8.2.0|.... T e A e e
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO050819\
Data File : BM020200.D

Aca On : 08 May 2019 18:20

Operator : JU/SJ

Sample : K2729-01

Misc :

ALS Vial : 10 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 5 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.53 8.82 ng 679889 Perylene-d12 23.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 86
2 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 78
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
52,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 78
Abundance Scan 3323 (22.533 min): BM020200.D (-3319) (-) m/z 69.10 100.00%
69.1 q
5000
IUNABS NS U SRR
137.1 22.20 22.40 22.60 22.80
obde l dajoi)y 18902292 2731 S4l1 387.2 4312 4761 ns77 g1 10 45.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158503: Squalene
64.0
5000 IRUUARRA AU
nmnmnmnm
m/z 41.00 16.46%
4 137.0
o9 udp oy dy 191023102730 8410 4100
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
64.0
22.20 22,40 22.60 22.80 |
5000 m/z 68.10 12.64%
J 137.0
2Lyl om0 w0 meo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #70983: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- (O e L R
64.0 22.20 22.40 22.60 22.80
m/z 95.10 12.13%
- ,WAM/\M
29.
07.0
ob-| .L,ﬂ.i“.u..u.~.l,6.l.°..,2:2.2-.0.,....,....,....,....,.... e
m/z--> 50 100 150 200 250 300 350 400 450 22. 20 22. 40 22. 60 22. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM050819\
Data File : BM020200.D

Acq On : 08 May 2019 18:20

Operator : JU/SJ

Sample : K2729-01

Misc :

ALS Vial : 10 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .32 7.32 134.4 ng 5929820 1 7.79 882327 20.0
Pentadecanoic acid 18.06 5.3 ng 467142 4 17.17 1749880 20.0
Dichloroacetic ac... 21.06 6.3 ng 509836 5 21.36 1623350 20.0
Squalene 22.53 8.8 ng 679889 6 23.65 1541170 20.0
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