LSC Area Percent Report

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

Data File : BF115010.D

Aca On : 13 Jun 2019 19:10 Instrument :

Operator : HP/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : K3345-03 C-MW-5 061119

ALS Vial : 6 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 5.251 534 538 548 rBY 2526999 2318820 36.63% 5.439%
2 6.281 709 713 725 rBVY 1766510 1540585 24.33% 3.614%
3 6.416 731 736 739 rBVY 4705401 4312463 68.12% 10.116%
4 6.645 771 775 779 rBV 1727349 1388689 21.93% 3.258%
5 6.804 797 802 805 rBVY 4814019 4233458 66.87% 9.931%

7.210 865 871 874 rBV 3364764 3283083 51.86% 7.701%
7.928 989 993 996 rBV 2054640 1787979 28.24% 4.194%
9.004 1171 1176 1179 rBV 6599160 6331035 100.00% 14.851%
9.675 1285 1290 1304 rBV 2235959 2030793 32.08% 4._.764%
10.457 1419 1423 1426 rBV 3594416 3186797 50.34% 7.476%

=
QO ~NO®

11 11.145 1536 1540 1548 rBV 2230282 1968794 31.10% 4.618%
12 12.733 1805 1810 1813 rBV 5683851 5739244 90.65% 13.463%
13 13.768 1982 1986 1993 rVB 1752759 1556036 24.58% 3.650%
14 14.557 2116 2120 2127 rBV 128900 126951 2.01% 0.298%
15 14.857 2167 2171 2180 rVB 224095 245103 3.87% 0.575%

16 15.145 2215 2220 2225 rBV 1312205 1461893 23.09% 3.429%
17 15.198 2225 2229 2241 rVB 313885 421833 6.66% 0.990%
18 15.586 2289 2295 2303 rBV 276749 390804 6.17% 0.917%
19 16.033 2366 2371 2379 rVB 133369 229767 3.63% 0.539%
20 16.551 2454 2459 2467 rVB2 39603 75568 1.19% 0.177%

Sum of corrected areas: 42629695
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LSC Report - Integrated Chromatogram

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

Data File : BF115010.D

Aca On : 13 Jun 2019 19:10

Operator : HP/JU

ﬁ?gg le K3345-03 C-MW-5 061119
ALS Vial : 6 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: BF115010.D
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Library Search Compound Report

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

Data File : BF115010.D

Aca On : 13 Jun 2019 19:10

Operator : HP/JU

3?22 le K3345-03 C-MW-5 061119
ALS Vial : 6 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 62.11 ng 4312460 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 737 (6.422 min): BF115010.D (-731) (-) m/z 132.00 100.00%
5000
68
40 6.00 6.20 6.40 6.60 6.80
o '77,.8.7.!,1.0“??1.5,..W‘.,....,....,.... m/z 134.00 33.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R UL R
6.00 6.20 6.40 6.60 6.80
2 51 78 m/z 68.00 29.82%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.00 6.0 6.40 6.60 6.80
5000 67 m/z 66.00 18.75%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180 |
Abundance #52379: Tranylcypromine-propiony! R B e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.00 12.03%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 | S
m/z--> 40 60 80 100 120 140 160 180 6.00 620 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 : BF115010.D

Aca On : 13 Jun 2019 19:10

Operator : HP/JU

3?22 le K3345-03 C-MW-5 061119
ALS Vial : 6 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.86 3.35 ng 245103 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2172 (14.862 min): BF115010.D (-2167) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.60 14.80 15.00 15.20
— ll Ly 972> 288 85 | ‘m/z 71.00 78.89%
m/z--> 5 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 85.05 57.21%
29
oL L. I J / J1§1I169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
14.60 14.80 15.00 15.20
5000 a5 m/z 43.00 56.32%
o Iy M1}3‘1§1‘169 197 239 267 294 323 352
m/z--> 50 100 150 200 2éo 300 350 400
Abundance #219831: Triacontane s e e s
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .85%
5000 85
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 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 : BF115010.D

Aca On : 13 Jun 2019 19:10

Operator : HP/JU

3?22 le K3345-03 C-MW-5 061119
ALS Vial : 6 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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.20 5.77 ng 421833 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2229 (15.198 min): BF115010.D (-2225) (-) m/z 57.00 100.00%
57
85
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.80 15.00 15.20 15.40 15.60

141 169 197
ob— .|,‘ " l|.-' Lo 197 225 253 281 m/z 71.05  77.54%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
14.80 15.00 15.20 15.40 15.60
m/z 43.00 59.79%
29 113 441
oL L, j ﬂ Lo 141,169 197 225 253 205 323 367
—— 7 R e e e B R B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R EEAREEEE SRSy e
85 14.80 15.00 15.20 15.40 15.60
5000 m/z 85.05 57.34%
29 113
R R J | 141,169 197 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 21.48%
5000 85
113
oL 3 ‘} L 141,169 197 239 267 204 323 352
e e e ..,.... e e R o E e e R
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15 20 15. 40 15.60
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Data Path : Z
Data File : BF
Aca On - 13
Operator : HP
Sample - K3
Misc :
ALS Vial : 6

Quant Method
Quant Title

TIC Library
TIC Integratio

EaE R R ok SR R e

Library Search Compound Report

:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\

115010.D

Jun 2019 19:10
/JU

345-03

C-MW-5 061119

Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L
LSCINT.P

n Parameters:

EA R R R S R R e S R R R AR AR R e Rk R R G R R R S R R S R R S R R R R AR R o e S e

Peak Number 5 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.59 5.35 ng 390804 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2296 (15.592 min): BF115010.D (-2289) (-) m/z 57.00 100.00%
g7
85
5000
113
141 159 mmmmmmmmmm
ol ,l .J.‘||, Lt 20007 29 067 %5 71.05  74.12%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
15.20 15.40 15.60 15.80 16.00
m/z 43.00 56.05%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 85.05 55.95%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #175558: Tetracosane B B i e s e
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 22 .05%
85
5000
113
oL 3 |4 109,197 225 253 21 a9 38
m/z--> 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 : BF115010.D

Aca On : 13 Jun 2019 19:10

Operator : HP/JU

3?22 le K3345-03 C-MW-5 061119
ALS Vial : 6 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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.03 3.14 ng 229767 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2370 (16.027 min): BF115010.D (-2366) (-) m/z 57.00 100.00%

5000

Ly

15. 80 16 00 16. 20 16. 40
211 253
ol 281 m/z 71.00 78.53%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
85

5000
" 15/80 16,00 16:20 1640
m/z 85.05 56.29%

29
RE N ﬂlﬁ3‘1?1‘169 197 225 253 295 323 367
L e L A B am e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R e BN e
15.80 16.00 16.20 16.40
5000 85 m/z 43.00 55.80%
13 94
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
e A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e e e =
57 15. 80 16 00 16. 20 16. 40

m/z 99.00 20.80%

5000 85
113
o 20| ||| ﬂ | 141 169 197 225 267 295 365 393
e e AL A S

m/z--> 50 100 150 200 250 300 350 400 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 : BF115010.D

Acg On : 13 Jun 2019 19:10

Operator : HP/JU

3?22 le K3345-03 C-MW-5 061119
ALS Vial : 6 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 62.1 ng 4312460 1 6.65 1388690 20.0
Heneicosane 14.86 3.4 ng 245103 6 15.14 1461890 20.0
Hexacosane 15.20 5.8 ng 421833 6 15.14 1461890 20.0
2-methyloctacosane 15.59 5.3 ng 390804 6 15.14 1461890 20.0
Triacontane 16.03 3.1 ng 229767 6 15.14 1461890 20.0
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