LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\
Data File : BF113114.D
Aca On - 19 Mar 2019 2:46 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : K1947-02 PST-028-B003-031219
ALS Vial : 34 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 3167319 3112977 81.76% 10.999%
2 6.381 724 730 746 rBVY 3336818 3807607 100.00% 13.453%
3 6.504 746 751 754 rBVY 4063994 3663502 96.22% 12.944%
4 6.569 760 762 774 rVB2 24456 46231 1.21% 0.163%
5 6.728 786 789 793 rBVY 1102586 874963 22.98% 3.091%

6.887 812 816 819 rBV 3283540 2891948 75.95% 10.218%
7.292 880 885 897 rBV 1959593 1942744 51.02% 6.864%
764714 792845 20.82% 2.801%
9.086 1186 1190 1204 rBV 3171908 2972504 78.07% 10.502%
9.481 1253 1257 1266 rBV 163882 177119 4._.65% 0.626%
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11 9.763 1301 1305 1315 rBV 758722 754168 19.81% 2.665%
12 10.545 1434 1438 1453 rBV 1490403 1709996 44.91% 6.042%
13 11.239 1552 1556 1573 rVB 686565 725826 19.06% 2.564%
14 12.821 1820 1825 1828 rBV 2833335 2675518 70.27% 9.453%
15 13.798 1984 1991 1999 rBV6 48532 164499 4._.32% 0.581%

16 13.868 1999 2003 2017 rVB 795156 835107 21.93% 2.951%
17 14.639 2131 2134 2138 rVB 64050 57044 1.50% 0.202%
18 14.957 2185 2188 2193 rVB 75418 80947 2.13% 0.286%
19 15.280 2238 2243 2246 rBV 371431 499420 13.12% 1.765%
20 15.310 2246 2248 2254 rVB 114484 147651 3.88% 0.522%

21 15.715 2313 2317 2326 rVB 88105 138993 3.65% 0.491%
22 16.186 2392 2397 2410 rVB3 72998 157656 4.14% 0.557%
23 16.733 2486 2490 2496 rVB2 40044 74314 1.95% 0.263%

Sum of corrected areas: 28303579
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LSC Report - Integrated Chromatogram

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

Data File : BF113114.D

Aca On : 19 Mar 2019 2:46

Operator : JU/SJ

ﬁ?ggle i K1947-02 PST-028-B003-031219
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113114.D
4000000 6|50

6.38
535 6.89

3000000

2000000 7.29

6.73
1000000
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I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF113114.D
4000000

9.09
3000000 12.82

2000000
10.55

1000000
8.01 9.76 11.24

R M U S i

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF113114.D
4000000

3000000
2000000

1000000 13.87

15.28
1 1464 14.96 1ﬁ-\3f 15.72 16.19 16.73

S e T e T T T T T T e

j I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

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

Data File : BF113114.D

Aca On : 19 Mar 2019 2:46

Operator : JU/SJ

3?22 le K1947-02 PST-028-B003-031219
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 1 unknown6.50 Concentration Rank 1

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

6.50 83.74 ng 3663500 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 16
3 Xenon 132 Xe 007440-63-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.498 min): BF113114.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 AR R L S
400 40 | 6.20 6.40 6.60 6.80
o....,...:l'!..:,:!..,::.'.|,..7:5?',0....,..!.,?1??:?....,....,~'...,.. m/z 68.00 43.27%
m/z--> 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 .
5000 AR LR L S

6.20 6.40 6.60 6.80
m/z 134.00 31.93%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
S BRRAE
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 27.55%
41.0 97.0
‘ 79.0 117.0
0““‘ poro ol
m/z--> 30 50 60 70 80 90 100 110 120 130 140 A
Abundance #14560: Xenon R m b AR mmaa
132.0 6.20 6.40 6.60 6.80
m/z 69.00 16.83%
5000
66.0
r-rrr—trr e e
m/z--> 30 40 50 60 70 80 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 : BF113114.D

Aca On : 19 Mar 2019 2:46

Operator : JU/SJ

3?22 le K1947-02 PST-028-B003-031219
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.94 ng 164499 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 95
Abundance Scan 1991 (13.798 min): BF113114.D (-1984) (-) m/z 55.00 100.00%
5000
1930 - 1340 13,60 13,80 1460 1420
01 m/z 43.00 99.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131393: n-Nonadecanol-1
43.0 83.0
5000 AR DU DA B B
Bmmmmmmmmm
m/z 57.00 98.59%
NECK 139.0 168.0 196.0  238.0 266.0
m/z--> mm&mmmmmmmmmmmmm
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0 1340 1360 13180 14100 1420
5000 m/z 82.95 98.05%
29.0 125.0
o Ll | | | ,1540 196.0224.0  269.0 320.0
m/z--> ﬁ&&b@@@mmmmmmmmm
Abundance #166292: Behenic alcohol R AR REmEs R
550 83.0 13.40 13.60 13.80 14.00 14.20
m/z 96.95 85.12%
5000 111.0
29.0
0 I H‘ ‘ ‘1390167019602240252028003080
m/z--> 2'0 4'0 6|0 80 1(')0 12'0 14'10 160 180 200 220 240 260 280 300 32'0 13.40 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 : BF113114.D

Aca On : 19 Mar 2019 2:46

Operator : JU/SJ

3?22 le K1947-02 PST-028-B003-031219
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 4 Hexadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.28 ng 57044 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 96
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2134 (14.639 min): BF113114.D (-2131) (-) m/z 57.00 100.00%
57.0
5000
0...,.1..*J."“'““'ﬂ.u.. o e et m/z 71.00 66.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-

5000

14.40 14.60 14,80 15.00
m/z 43.00 63.71%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
R  ARREREE B
14.40 14.60 14.80 15.00
5000 m/z 85.00 48.11%
99.0
oL L1 1410 1830 2250 2670 3090 3510 aaro
A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane LA BAREE BEE S
57.0 14.40 14.60 14.80 15.00
m/z 41.00 24.44%
5000
9.0
ol il i ] 1410 1830 2250 267.0 3090 3660
L o B B T A B AL A m LA R ARREREE B
m/z--> 50 100 150 200 250 300 350 400 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

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

Data File : BF113114.D

Aca On : 19 Mar 2019 2:46

Operator : JU/SJ

3?22 le K1947-02 PST-028-B003-031219
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.96 3.24 ng 80947 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 83
3 Docosane 310 C22H46 000629-97-0 83
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
Abundance Scan 2189 (14.963 min): BF113114.D (-2185) (-) m/z 57.00 100.00%
57.0
85.0
5000
113.0 141 1 169.0 14:60 14.80 15.00 15.20
212.0 249.1 326.9
Olrrrprrrefl ol m/z 71.00 68.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57.0
85.0
5000 LR DA UL B UL B
14,60 14.80 15.00 15.20
29.0 m/z 43.00 64 .00%
L Ll F?mmm%mm 240.0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124147: 2-Bromotetradecane
57.0
14:60 14.80 15.00 15.20
5000 85.0 m/z 85.00 57.79%
29.0
| } ‘ 11‘? 01410 197.0
S ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153223: Docosane AR E BAEEE RS
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22.23%
5000 85.0
0 A | 11? 0\14‘1 0 183.0 211 0 239 0 267 o 310.0
m/z--> 20 40 6|O 80 100 120 140 160 180 200 220 240 260 280 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

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

Data File : BF113114.D

Aca On : 19 Mar 2019 2:46

Operator : JU/SJ

3?22 le K1947-02 PST-028-B003-031219
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 6 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.72 5.57 ng 138993 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2318 (15.721 min): BF113114.D (-2313) (-) m/z 57.00 100.00%
57.0
5000
183.2 15.40 15.60 15.80 16.00
o 225.1253.0 295.0 326.0355.1 77 7100 66380
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LR B BRI BN BN
85.0 mmmmmmmm
29.0 m/z 43.00 59.79%
o L0l ] f30141.0160.0197.0225.0253.0 282.0
m/z--> §o 160 150 260 250 360 3%0
Abundance #141426: Heneicosane
57.0
650 15.40 15.60 15.80 16.00
5000 ' m/z 85.00 49 .99%
29.0 113.0
oL L)y ] 4101690197.02250253.0 2960
m/z--> §o 160 150 200 250 300 3%0
Abundance #185535: Heptadecane, 9-octyl- I ERERREEESE
57.0 15.40 15.60 15.80 16.00
m/z 55.00 25.45%
5000 85.0
0 wkﬂ‘ﬁ$%MM%Mwozw%mmmmmmmo
m/z--> §o 160 150 200 250 300 350 1540 1560 1580 1600 '
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Library Search Compound Report

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

Data File : BF113114.D

Aca On : 19 Mar 2019 2:46

Operator : JU/SJ

3?22 le K1947-02 PST-028-B003-031219
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 7 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 6.31 ng 157656 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexadecane. 1-i1odo- 352 C16H331 000544-77-4 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2398 (16.192 min): BF113114.D (-2392) (-) m/z 57.00 100.00%
57.0
: 09 10112009 230 s 15180 15,00 16,20 16,40 1660
ob b pll ot : m/z 71.00 74 .57%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 AR U R UL
8.0 15.80 16.00 16,20 16.40 16.60
m/z 43.00 60.01%
o , [u 14,1 -0169.0197.0 239 0967.0294.0323.0 352. 0
m/z--> 55 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 15.80 16.00 16.20 16.40 16.60
5000 ' m/z 85.05 50.67%
29.0 113.0
oL | ‘ || | ] 14101600197.022502530 2960
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo- A REEEE
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.00 27 .46%
85.0
5000
225.0
29.0 113.0941.0
0{ } m\l L M%0wee0 | 3520
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40 16.60
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Library Search Compound Report

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

Data File : BF113114.D

Aca On : 19 Mar 2019 2:46

Operator : JU/SJ

3?22 le K1947-02 PST-028-B003-031219
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 8 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.73 2.98 ng 74314 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 68
2 Triacontane 422 C30H62 000638-68-6 64
3 Tetratriacontane 479 C34H70 014167-59-0 64
4 Methoxvacetic acid. 4-hexadecvl ... 314 C19H3803 1000282-99-0 64
5 2-methyloctacosane 408 C29H60 1000376-72-8 64
Abundance Scan 2489 (16.727 min): BF113114.D (-2486) (-) m/z 57.00 100.00%
5%.0
5000
9.0 RN U L R
152.9 207.0 MDmo 16.40 16.60 16.80 17.00
ob— L L R — m/z 71.00 74.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane
57.0
5000 AR DR AR
16. 40 16. 60 16. 80 17.00
m/z 43.00 58.56%
o IlJl1141?118302250267030903520
m/z--> 55 160 1%0 200 2éo 360 3%0 460 4éo
Abundance #219830: Triacontane
16.40 16,60 16.80 17.00
5000 m/z 85.05 53.60%
o 141.0183.0 225.0 267.0 309.0 3510 422.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232376: Tetratriacontane R B B
16.40 16.60 16.80 17.00
m/z 83.00 20.41%
5000
o 141-0183.0 225.0 267.0 309.0 351.0 393.0 435.0 478.0
m/z--> 50 100 150 200 250 300 350 400 450 16. 40 16. 60 16. 80 17. oo '
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF113114.D

Acq On : 19 Mar 2019 2:46

Operator : JU/SJ

3?22 le K1947-02 PST-028-B003-031219
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .50 6.50 83.7 ng 3663500 1 6.73 874963 20.0
n-Nonadecanol-1 13.80 3.9 ng 164499 5 13.87 835107 20.0
Hexadecane, 2,6,1... 14.64 2.3 ng 57044 6 15.28 499420 20.0
Heptadecane 14.96 3.2 ng 80947 6 15.28 499420 20.0
Eicosane 15.72 5.6 ng 138993 6 15.28 499420 20.0
Heptadecane, 9-oc... 16.19 6.3 ng 157656 6 15.28 499420 20.0
Pentacosane 16.73 3.0 ng 74314 6 15.28 499420 20.0

8270-BF022719_.M Wed Mar 20 07:59:45 2019 Page: 10



