LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\

Data File : BF115012.D

Aca On : 13 Jun 2019 20:03 Instrument :

Operator : HP/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : K3345-05 C-MW-10 061119

ALS Vial : 8 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-BF061219.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 5.251 534 538 542 rBVY 3044675 2889222 37.99% 5.883%
2 6.281 709 713 724 rBVY 1984507 1926936 25.34% 3.924%
3 6.416 731 736 739 rBVY 5485110 5308863 69.80% 10.810%
4 6.645 771 775 779 rBVY 1852401 1464871 19.26% 2.983%
5 6.804 797 802 805 rBY 5676764 5141296 67.60% 10.469%

7.210 865 871 874 rBV 3969087 4061995 53.41% 8.271%
7.928 988 993 996 rBV 2118985 1856874 24.41% 3.781%
9.004 1170 1176 1179 rBV 7056762 7605517 100.00% 15.486%
9.675 1285 1290 1293 rBV 2240661 2064862 27.15% 4.204%
10.457 1418 1423 1441 rBV 4096829 4023647 52.90% 8.193%

=
QO ~NO®

11 11.145 1536 1540 1544 rBV 2269900 1987889 26.14% 4.048%
12 11.692 1628 1633 1644 rBV2 57525 86556 1.14% 0.176%
13 12.733 1805 1810 1813 rBV 6415452 6363163 83.67% 12.957%
14 13.768 1982 1986 1994 rVB 1714833 1595240 20.97% 3.248%
15 14.557 2116 2120 2123 rBV 126024 119582 1.57% 0.243%

16 14.857 2167 2171 2180 rBV 169702 200032 2.63% 0.407%
17 15.145 2215 2220 2225 rBV 1308097 1492795 19.63% 3.040%
18 15.198 2225 2229 2239 rVB 232999 304477 4._00% 0.620%
19 15.586 2290 2295 2303 rBV 214816 304502 4._00% 0.620%
20 16.033 2365 2371 2381 rVB2 131243 222920 2.93% 0.454%

21 16.551 2454 2459 2466 rBV 45981 90488 1.19% 0.184%

Sum of corrected areas: 49111727
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115012.D

Aca On : 13 Jun 2019 20:03

Operator : HP/JU

ﬁ?ggle i K3345-05 C-MW-10 061119
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF115012.D
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Abundance TIC: BF115012.D
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Abundance TIC: BF115012.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115012.D

Aca On : 13 Jun 2019 20:03

Operator : HP/JU

ﬁ?ggle i K3345-05 C-MW-10 061119
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 unknown6.42 Concentration Rank 1

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

6.42 72.48 ng 5308860 1,4-Dichlorobenzene-d4 6.65
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 737 (6.422 min): BF115012.D (-731) (-) m/z 132.00 100.00%
5000
68
5 e
40 ,- 54 75 104 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,...:;-...?,....??.I.' SRR A Ml SN | N m/z 134.00 34.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LS UL R
6.00 6.20 6.40 6.60 6.80
2 78 m/z 68.00 32.29%
38
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
6.00 620 6.0 6.60 6.80
5000 67 m/z 66.00 20.31%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R I /lll L B B
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 13.19%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115012.D

Aca On : 13 Jun 2019 20:03

Operator : HP/JU

ﬁ?ggle i K3345-05 C-MW-10 061119
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14 .86 2.68 ng 200032 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 93
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2172 (14.862 min): BF115012.D (-2167) (-) m/z 57.00 100.00%

57
85
5000

113
141169 107 239 14160 14180 15,00 1520
oL LML DL MI80097 230067200 ast ot 0 74 280

m/z--> 50 100 150 2000 250 300 350 400 450
Abundance #129490: Eicosane
57
85

5000
1460 14.80 15.00 15:20
m/z 85.05 59.33%

113
oL DLl L {4209 197 225 55 282
L e LA i o B L W o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.00 57 .05%
29 113
oL L) 77141160 107 225 253 295323 367
L B e B B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219831: Triacontane e B B R B B S
57 14.60 14.80 15.00 15.20
m/z 55.00 24 _.60%
5000 8
113
NI |71 141 169 197 225 253 281 309 337 365 393 422
N LA s s e R REE e
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115012.D

Aca On : 13 Jun 2019 20:03

Operator : HP/JU

ﬁ?ggle i K3345-05 C-MW-10 061119
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.20 4.08 ng 304477 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2229 (15.198 min): BF115012.D (-2225) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40 15.60
ol ll L 21239206295 | m/z 71.05 72.88%
m/z--> 5 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 NI PN SRR B B
14.80 15.00 15.20 15.40 15.60
13 m/z 43.00 57.91%
o 2, ﬂ (141 169 197 225 267 295 365 393
m/z--> éo 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 55.42%
113 941
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400
Abundance #141426: Heneicosane T R e T T
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 21.07%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115012.D

Aca On : 13 Jun 2019 20:03

Operator : HP/JU

ﬁ?ggle i K3345-05 C-MW-10 061119
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.59 4.08 ng 304502 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2296 (15.592 min): BF115012.D (-2290) (-) m/z 57.00 100.00%
g7
85
5000
141 169 15.20 15.40 15.60 15.80 16.00
oLl A4 .J.‘||, L A anP 107,225 253 281 85 0 Tnyz 71.10  77.86%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R AR U D B

15.20 15.40 15.60 15.80 16.00
m/z 43.00 60.13%

29 113
o I|J I ] L 141 (169 197 225 253 2%
e e e B
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
S
15.20 15.40 15.60 15.80 16.00
5000 o m/z 85.00 58.18%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
R e B e o R
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane TR O T e T
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 22 .34%
5000 85
29 113
oL T, |4 177,141 169 197 225 253 295 323 367
R e T . e e R e
miz--> 50 100 150 200 250 300 350 15,20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061319\

Data File : BF115012.D

Aca On : 13 Jun 2019 20:03

Operator : HP/JU

ﬁ?ggle i K3345-05 C-MW-10 061119
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.99 ng 222920 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2371 (16.033 min): BF115012.D (-2365) (-) m/z 57.00 100.00%

57
85
5000

“1M1wn5m2m 15.80 16.00 16.20 16.40
o...l,I ‘|l|1.1,‘ ol 22 2827 35 m/z 71.05 75.81%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85

5000
" 15/80 16,00 1620 1640
\ m/z 85.00 58.64%

29 141
LA sz s 2
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57

15. 80 16.00 16.20 16.40

5000 85 m/z 43.00 55.53%
113
o 29 | J J H (141 169 197 225 267 295 365 393
L I Bt P LT 7 N Sl &
miz--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane e
57 15.80 16.00 16.20 16.40

m/z 99.00 20.97%

5000 85
2 13 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
...,... — e

m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF061319\

Data File : BF115012.D

Acg On : 13 Jun 2019 20:03

Operator : HP/JU

3?22'6 i K3345-05 C-MW-10 061119
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_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 .42 6.42 72.5 ng 5308860 1 6.65 1464870 20.0
Eicosane 14.86 2.7 ng 200032 6 15.14 1492800 20.0
2-methyloctacosane 15.20 4.1 ng 304477 6 15.14 1492800 20.0
Heneicosane 15.59 4.1 ng 304502 6 15.14 1492800 20.0
Octacosane 16.03 3.0 ng 222920 6 15.14 1492800 20.0
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