LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP101819\
Data File : BP000897.D

Aca On : 18 Oct 2019 23:52

Operator :© JU

Sample = K5420-05

Misc :

ALS Vial : 25 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\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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 5.369 554 558 587 rVB 2782540 2666648 55.14% 7.853%
2 6.387 727 731 749 rBVY 2991621 2815442 58.21% 8.291%
3 6.516 749 753 756 rBVY 3477246 2930958 60.60% 8.631%
4 6.740 788 791 801 rBVY 1046601 804155 16.63% 2.368%
5 6.899 814 818 821 rBVY 3142215 2537886 52.47% 7.474%
6 7.305 882 887 890 rBY 1876804 1744722 36.07% 5.138%
7 8.022 1006 1009 1013 rBVY 1355568 1007373 20.83% 2.967%
8 9.105 1189 1193 1196 rBvV 5041251 4078910 84.34% 12.012%
9 9.228 1211 1214 1217 rVB 67266 56017 1.16% 0.165%
10 9.499 1257 1260 1264 rBV 731525 621597 12.85% 1.830%

11 9.787 1305 1309 1312 rBV 1649984 1266384 26.18% 3.729%
12 10.581 1440 1444 1459 rBV 2788274 2565840 53.05% 7.556%
13 11.287 1560 1564 1567 rBV 1570779 1368212 28.29% 4._.029%
14 11.351 1570 1575 1583 rVB2 71209 73040 1.51% 0.215%
15 12.893 1833 1837 1840 rBV 5709820 4836498 100.00% 14.242%

16 13.810 1989 1993 2013 rBV 326942 532622 11.01% 1.568%
17 13.957 2014 2018 2022 rBV 1501298 1424727 29.46% 4.196%
18 14.134 2045 2048 2057 rVB 100790 97722 2.02% 0.288%
19 14.445 2095 2101 2104 rBvV 145433 154658 3.20% 0.455%
20 14.751 2150 2153 2160 rVB 188215 172941 3.58% 0.509%

21 14.828 2162 2166 2170 rVvV 83197 84257 1.74% 0.248%
22 15.092 2207 2211 2215 rBV 164125 182763 3.78% 0.538%
23 15.434 2264 2269 2273 rBV 1273301 1510320 31.23% 4.448%
24 15.469 2273 2275 2284 rVB 146284 175401 3.63% 0.517%
25 15.904 2345 2349 2357 rBV 97824 153813 3.18% 0.453%

26 16.410 2431 2435 2446 rVB2 53108 95322 1.97% 0.281%

Sum of corrected areas: 33958228
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000897.D

Aca On : 18 Oct 2019 23:52

Operator : JU

Sample . K5420-05

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP100119.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: BP000897.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000897.D

Aca On : 18 Oct 2019 23:52

Operator :© JU

Sample = K5420-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 unknown6.52 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.52 72.90 ng 2930960 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 38
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 12
Abundance Scan 754 (6.522 min): BP000897.D (-749) (-) m/z 132.05 100.00%
132
5000
68
J % '6.20 6.40 6.60 6.80
40 - - - -
Obrppi L L 175 219245272298 340367 398426455482510537 m/z 134.00 33.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENRERE BRSNS AR

6.20 6.40 6.60 6.80
m/z 68.05 27 .16%

31
A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
T B
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 17.38%
97
e
...J‘,‘L.‘L.M.“.,.L...,....,.... R B R ERREEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl B
57 132 6.20 6.40 6.60 6.80
m/z 96.00 12.97%
5000 98
)| 160189
N B L B e B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000897.D

Aca On : 18 Oct 2019 23:52

Operator :© JU

Sample = K5420-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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

Concentration Rank 3

Peak Number

3 1-Octadecene

R.T. EstConc Area Relative to ISTD R.T.
13.81 7.48 ng 532622 Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93

Abundance Scan 1993 (13.810 min): BP0O00897.D (-1989) (-) m/z 57.05 100.00%
57 g7
5000
1125 1340 1360 1330 14,00 1420
53 248 : : : :
ob AL L 53182 216248 200308 359 3e7 420 amasoasss | 0 ea e g o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104184: 1-Octadecene
57
97
29 13.40 13.60 13.80 14.00 14.20
o5 m/z 97.10 82.73%
|‘ | 154182 224252
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57
97 (DA PN R B
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.05 72.76%
29 25
N | 154182210238266295
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane P T
55 13.40 13.60 13.80 14.00 14.20
83 m/z 69.05 72 .55%
5000
111
2 139 182210
miz-> 50 100 150 200 250 300 350 400 450 500 550 | 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000897.D

Aca On : 18 Oct 2019 23:52

Operator :© JU

Sample = K5420-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.17 ng 154658 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexadecane 226 C16H34 000544-76-3 93
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 2102 (14.451 min): BPO00897.D (-2095) (-) m/z 57.10 100.00%
57
85
AR NARRN AR RS
141169197225 281 397 14.20 14.40 14.60 14.80
- “,11, 2oy 308337 36001 420 471 515542 | ny7 71.10  86.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane H
5000 L S R B B

14.20 14.40 14.60 14.80
m/z 85.10 70.71%

113141169197205 268

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane

&

14.20 14.40 14.60 14.80

5000 85 m/z 43.05 53.36%
113
29 I ‘141‘169197226
LA L e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane L B B B L
14.20 14.40 14.60 14.80
m/z 55.05 24 _45%
5000 85

&

141169197225 267205 365393
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000897.D

Aca On : 18 Oct 2019 23:52

Operator :© JU

Sample = K5420-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Eicosane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.29 ng 172941 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2153 (14.751 min): BP0O00897.D (-2150) (-) m/z 57.05 100.00%

5000

14.40 14.60 14.80 15.00
m/z 71.10 83.43%

o 11169197225253281309 351 394 430 491 525

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-

5000 T T T
14.40 14.60 14.80 15.00

m/z 85.10 64 .10%

99 238 281
| 27155183211 | 300337365394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane
5[7
LR EEE RS S
14.40 14.60 14.80 15.00
5000 a5 m/z 43.05 52.47%
29

ﬁ}3141169197225253281309337 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T B o oS R
14.40 14.60 14.80 15.00

m/z 99.10 22 .58%

5000 85

141169197225 267295 365393
P e
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 1440 1460 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000897.D

Aca On : 18 Oct 2019 23:52

Operator :© JU

Sample = K5420-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.09 2.42 ng 182763 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Docosane. 1ll-butvl- 366 C26H54 013475-76-8 93
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2211 (15.092 min): BPO00897.D (-2207) (-) m/z 57.10 100.00%

5000

41 183 14.80 15.00 15.20 15.40
o 225253280309337365 409 446476 516544 m/z 71.10 83.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane

5000

14.80 15.00 15.20 15.40
m/z 85.10 68.94%

29
141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #83028: Hexadecane
57
R A A
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 53.30%
29 3141169, 97226
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl- L T
57 14.80 15.00 15.20 15.40
m/z 99.10 24 .14%
5000 85
13
‘ ﬁd 141169 210239267 399333366

IIIIIII‘IIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000897.D

Aca On : 18 Oct 2019 23:52

Operator :© JU

Sample = K5420-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 7 Hexadecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.90 2.04 ng 153813 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 93
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2348 (15.898 min): BPO00897.D (-2345) (-) m/z 57.10 100.00%
57
85
5000
3141 15,60 15.80 16.00 16.20
169197 : : : :
e b Ly £25191225203281309 356 401435 475503 848 | nzo7 71 10 82.26%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-

F

15.60 15.80 16.00 16.20
m/z 85.05 63.11%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

g

Abundance #223853: Heneicosane, 11-decyl-
R L
15.60 15.80 16.00 16.20
5000 85 m/z 43.10 53.50%
29 " 295
| (13141160197225 266 | 323 435
R i e e e e R e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane R B Ea B

15.60 15.80 16.00 16.20
m/z 55.05 25.10%

5000

i

141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 1560 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101819\
Data File : BP000897.D

Acq On : 18 Oct 2019 23:52

Operator : JU

Sample - K5420-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
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 .52 6.52 72.9 ng 2930960 1 6.74 804155 20.0
1-Octadecene 13.81 7.5 ng 532622 5 13.96 1424730 20.0
Nonadecane 14 .45 2.2 ng 154658 5 13.96 1424730 20.0
Eicosane, 9-octyl- 14.75 2.3 ng 172941 6 15.43 1510320 20.0
Heptadecane 15.09 2.4 ng 182763 6 15.43 1510320 20.0
Hexadecane, 1-iodo- 15.90 2.0 ng 153813 6 15.43 1510320 20.0
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