LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\
Data File : BF113113.D
Aca On - 19 Mar 2019 2:19 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : K1947-01 PST-028-B098-031219
ALS Vial : 33 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 F\METHODS\8270-BF022719.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 5.351 550 555 558 rBY 3748883 3928269 87.51% 11.664%
2 6.381 724 730 746 rBVY 3699011 4489113 100.00% 13.330%
3 6.504 746 751 754 rBVY 4162291 4119282 91.76% 12.231%
4 6.728 786 789 793 rBY 1141554 948486 21.13% 2.816%
5 6.887 812 816 819 rBVY 3627186 3194353 71.16% 9.485%

7.292 879 885 888 rBV 2475926 2446184 54.49% 7.263%
8.010 1003 1007 1014 rBV 839637 830691 18.50% 2.467%
9.086 1185 1190 1204 rBV 3519910 3398118 75.70% 10.090%
9.480 1253 1257 1266 rBV 242156 256370 5.71% 0.761%
9.763 1301 1305 1318 rVB 843558 859146 19.14% 2.551%

=
QO ~NO®

11 10.551 1434 1439 1453 rBV 1748001 2015932 44.91% 5.986%
12 11.239 1552 1556 1571 rVB 851745 851293 18.96% 2.528%
13 11.774 1644 1647 1660 rBV2 49636 84186 1.88% 0.250%
14 12.821 1820 1825 1828 rBV 3940173 3763012 83.83% 11.174%
15 13.798 1984 1991 1998 rBV3 82771 277070 6.17% 0.823%

16 13.868 1999 2003 2013 rVB 1112542 1184281 26.38% 3.516%
17 14.639 2131 2134 2138 rVB 83829 77510 1.73% 0.230%
18 14.957 2185 2188 2195 rVB 92534 108138 2.41% 0.321%
19 15.280 2238 2243 2247 rBV 522791 740370 16.49% 2.198%
20 15.715 2313 2317 2322 rVB2 76666 106072 2.36% 0.315%

Sum of corrected areas: 33677876
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\
Data File : BF113113.D

Aca On : 19 Mar 2019 2:19

Operator : JU/SJ

Sample : K1947-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

PST-028-B098-031219
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113113.D

Aca On : 19 Mar 2019 2:19

Operator : JU/SJ

3?22 le K1947-01 PST-028-B098-031219
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 86.86 ng 4119280 1,4-Dichlorobenzene-d4 6.73
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 750 (6.498 min): BF113113.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 500 |1 peo %0 e "ok ok ok ok
o 1 N P 1 N .- B 1 E— | N m/z 68.00 43.55%
m/z--> 10 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 N
5000 AR LR L S
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.06%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 28.08%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LS N L N L N B B
132.0 6.20 6.40 6.60 6.80
m/z 69.00 16.93%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113113.D

Aca On : 19 Mar 2019 2:19

Operator : JU/SJ

3?22 le K1947-01 PST-028-B098-031219
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Trifluoroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 4.68 ng 277070 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1991 (13.798 min): BF113113.D (-1984) (-) m/z 82.95 100.00%
43.0)
5000
25.0 LRI AN DAL SN B
] 5.0207.0 302.0 13.40 13.60 13.80 14.00 14.20
ol 'I.""“"",'...,....,'....,....,.. m/Zz 55.00 98.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
"1 97.0
5000 AR DA SRR ISR B
13140 13.60 13.80 14.00 14.20
m/z 43.00 95.01%
. | [40.0 1820 2550 3060
miz--> Y A S R A
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0 LA DN BN S S
13.40 13.60 13.80 14.00 14.20
5000 m/z 56.95 93.61%
oL2eiol LIk #350 i 2100 255.0 406.0
m/z--> 50 100 150 260 250 300 350 400
Abundance #131391: n-Nonadecanol-1 N e o
83.0 13.40 13.60 13.80 14.00 14.20
43.0 m/z 96.95 86.59%
5000
25.0
m/z--> 50 100 1%0 200 250 300 350 400 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113113.D

Aca On : 19 Mar 2019 2:19

Operator : JU/SJ

3?22 le K1947-01 PST-028-B098-031219
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 4 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.09 ng 77510 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 2134 (14.639 min): BF113113.D (-2131) (-) m/z 57.00 100.00%
57.0
5000
155.0182.0 222.0 253.1 285.1 318.0 14.40 14.60 14.80 15.00
I 281 m/z 71.00 70.81%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
w000 B0 "0 14160 1450 1500
29.0 m/z 43.00 62.79%
ol 1, r’ll3 0141.0169.0 212.0
m/z--> 55 100 1éo 260 2éo 360 3%0
Abundance #48854: Dodecane, 2-methyl-
57.0
85.0 " 14.40 14.60 14.80 15.00
5000 m/z 85.00 56.08%
20.0 141.0
‘ | ‘113 0 { 169.0
0""“|'“ L W e S
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- A R mas BEEe s L
57.0 14.40 14.60 14.80 15.00
m/z 54.95 28.54%
5000 85.0
0 J}Jlﬁﬂywm%mm B%%mmmmw%m
m/z--> 55 160 1éo 260 250 300 350 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113113.D

Aca On : 19 Mar 2019 2:19

Operator : JU/SJ

3?22 le K1947-01 PST-028-B098-031219
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.92 ng 108138 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2189 (14.963 min): BF113113.D (-2185) (-) m/z 57.00 100.00%
57.0
5000
201.0 229.0 256.9 289.1 327.1 14.60 14.80 15.00 15.20
(o} m/z 71.00 71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57.0
85.0
5000 L DAL BB BRI B B
mmmmmmmm
m/z 43.00 56.14%
290 113.0 1410
ol | I i J | 169.0 197.0 225.0 253.0  296.0
m/z--> %&m%@mmmmmmmmmmﬁ
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57.0
14,60 14.80 15.00 15.20
5000 85.0 m/z 85.00 52.24%
Lo L 00 20
m/z--> %&&%@mmmmmmmm@mﬁ
Abundance #141433: Pentadecane, 8-hexyl- R R RaEEE L
43.0 14.60 14.80 15.00 15.20
m/z 55.00 21.51%
71.0
5000
99.0 196.0
o Ll 1270 155.0 225.0252.0 280.0
m/z--> 2'0 4'0 6|O 8|O 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 14 60 14. 80 15. oo 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113113.D

Aca On : 19 Mar 2019 2:19

Operator : JU/SJ

3?22 le K1947-01 PST-028-B098-031219
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 6 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.87 ng 106072 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2318 (15.721 min): BF113113.D (-2313) (-) m/z 57.00 100.00%
57.0
5000
%0 15.40 15.60 15.80 16.00
411 210.0 263.1 328.1 . . . .
ol d LlSareg 200 A8 A m/z 71.00  65.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 LR B BRI BN BN
mmmmmmmm
m/z 43.00 56.13%
oLt L L i J ] }419 1830 2250 267.0 309.0  366.0
m/z--> §o 100 1éo 200 250 360 3%0 460 '
Abundance #223852: Hentriacontane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.00 49 .45%
99.0
oL L]y 140 1830 2250 2670 3090 3510 4370
m/z--> §o 160 1éo 260 250 360 3%0 460 '
Abundance #129490: Eicosane e AREEEEEaSEE
57.0 15.40 15.60 15.80 16.00
m/z 55.00 21.19%
5000
99.0
oL Ly | 1410 1830 2250 2820
m/z--> 5'0 1c')o 1&'30 2(')0 250 3(')0 351;0 4(')0 ! 15. 40 15 60 15. 80 16. oo '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031819\

Data File : BF113113.D

Acq On : 19 Mar 2019 2:19

Operator : JU/SJ

3?22 le K1947-01 PST-028-8098-031219
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .50 6.50 86.9 ng 4119280 1 6.73 948486 20.0
Trifluoroacetic a... 13.80 4.7 ng 277070 5 13.87 1184280 20.0
Pentadecane 14 .64 2.1 ng 77510 6 15.28 740370 20.0
Heneicosane 14 .96 2.9 ng 108138 6 15.28 740370 20.0
Hexacosane 15.72 2.9 ng 106072 6 15.28 740370 20.0
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