LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101819\

Data File : BP0O00872.D

Aca On - 18 Oct 2019 06:42

Operator : JU

3?22Ie ; K5392-03 2X s
ALS Vial : 29 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 5.375 555 559 576 rBY 1362649 1282097 57.50% 5.744%
2 6.393 728 732 747 rBV 1653357 1440554 64.61% 6.453%
3 6.522 751 754 761 rVV 1786341 1463527 65.64% 6.556%
4 6.752 789 793 796 rBVY 1241733 975614 43.75% 4_.371%
5 6.905 816 819 823 rBVY 1439172 1239998 55.61% 5.555%
6 7.311 884 888 893 rBV 936362 761012 34.13% 3.409%
7 7.358 893 896 899 rVB 38038 34674 1.56% 0.155%
8 8.034 1006 1011 1018 rBV 1626497 1314539 58.95% 5.889%
9 8.634 1110 1113 1117 rBV 83451 76611 3.44% 0.343%
10 9.069 1184 1187 1191 rVB2 37128 32494 1.46% 0.146%

11 9.116 1191 1195 1198 rBV 2645310 1979504 88.78% 8.868%
12 9.205 1206 1210 1214 rBvV2 108207 102672 4._.60% 0.460%
13 9.516 1259 1263 1267 rBV 414824 418913 18.79%% 1.877%
14 9.740 1298 1301 1305 rVB 88476 66890 3.00% 0.300%
15 9.799 1308 1311 1317 rVB 1820813 1482027 66.47% 6.639%

16 10.240 1383 1386 1389 rVB 80186 60788 2.73% 0.272%
17 10.463 1421 1424 1430 rVB 40789 42722 1.92% 0.191%
18 10.593 1443 1446 1459 rVB 1090219 1101418 49.40% 4._.934%
19 10.722 1465 1468 1476 rVB2 88421 140370 6.30% 0.629%

20 11.175 1542 1545 1547 rBV2 78250 67702 3.04% 0.303%
21 11.204 1547 1550 1554 rVB 54459 54171 2.43% 0.243%
22 11.299 1563 1566 1570 rBV 1890688 1548373 69.44% 6.936%
23 11.369 1575 1578 1583 rVB3 42750 42920 1.92% 0.192%
24 11.604 1615 1618 1621 rBV 96960 70014 3.14% 0.314%
25 11.840 1656 1658 1661 rBV2 34938 33139 1.49% 0.148%
26 12.016 1685 1688 1691 rBV 111468 83662 3.75% 0.375%

27 12.410 1752 1755 1758 rBV 130916 104407 4.68% 0.468%
28 12.787 1817 1819 1822 rBV 144281 112055 5.03% 0.502%
29 12.904 1835 1839 1843 rBV 2716680 2229747 100.00% 9.989%
30 13.151 1878 1881 1884 rBV2 136570 125632 5.63% 0.563%

31 13.498 1937 1940 1943 rBV2 198804 180377 8.09% 0.808%
32 13.834 1994 1997 2003 rVB2 279805 336068 15.07% 1.506%
33 13.981 2018 2022 2026 rVB 1607342 1478167 66.29% 6.622%
34 14.151 2049 2051 2055 rVB 221284 197953 8.88% 0.887%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP101819\
Data File : BP000872.D

Aca On : 18 Oct 2019 06:42

Operator :© JU

Sample : K5392-03 2X

Misc :

ALS Vial : 29 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.463 2102 2104 2107 rBV 230326 177807 7.97% 0.797%
36 14.775 2154 2157 2160 rBV 245232 253467 11.37% 1.135%
37 15.463 2270 2274 2278 rBV 1005101 1210051 54.27% 5.421%

Sum of corrected areas: 22322136
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA P\DATA\BP101819\

BP000872.D

18 Oct 2019 06:42

Ju

K5392-03 2X

29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000872.D

Aca On : 18 Oct 2019 06:42

Operator :© JU

Sample : K5392-03 2X

Misc :

ALS Vial : 29 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 30.00 ng 1463530 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
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): BP000872.D (-751) (-) m/z 132.00 100.00%
132
5000
68
J % 6.20 6.40 6.60 6.80
40 - - - -
Ol b s L 181200236264200 341369 402430459 491 535 m/z 68.05 33.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 BN RRREE RARE SRR
6.20 6.40 6.60 6.80
2 m/z 134.00 32.56%
O'Jﬁ'“'w"'w"'w""""""w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
BN SSEE RS SRR
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 21.50%
97
3
0..ﬁ‘,l.ﬂ.‘u.“.J,.L...,....,.... R B B M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl s
57 132 6.20 6.40 6.60 6.80
m/z 96.00 14 .74%
5000 98
ol h 160189
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 : BP000872.D

Aca On : 18 Oct 2019 06:42

Operator :© JU

Sample : K5392-03 2X

Misc :

ALS Vial : 29 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 3 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.44 ng 180377 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 90
4 Hentriacontane 437 C31H64 000630-04-6 89
5 Nonadecane 268 C19H40 000629-92-5 89
Abundance Scan 1940 (13.498 min): BP000872.D (-1937) (-) m/z 57.10 100.00%
g7
85
5000
Jll ﬁl 41169 211239267 307 345 391420 456 499 544 1320 13.40 13,60 1380
O et e e e S R e S T e m/z 71.10 81.17%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane
85
5000 L U BN BN UG
13.20 13.40 13.60 13.80
29 m/z 85.10 68.64%
o L fismer 20
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
1320 13.40 13.60 13.80
5000 a5 m/z 43.10 57 .33%
0 | ff3141169197 2?9267294323352
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane R B B
57 13.20 13.40 13.60 13.80
m/z 83.10 35.58%
5000
85
29 J
0 113 169 211 296
mz-> 0 55 100 1%0 200 250 300 350 400 450 500 550 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000872.D

Aca On : 18 Oct 2019 06:42

Operator :© JU

Sample : K5392-03 2X

Misc :

ALS Vial : 29 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 13-Methylheptatriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.55 ng 336068 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Methvlheptatriacontane 535 C38H78 056987-87-2 92
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
3 Methvl 21-methvl-hexacosanoate 424 C28H5602 1000336-27-5 80
4 Hexadecane 226 C16H34 000544-76-3 78
5 Pentadecane 212 C15H32 000629-62-9 78
Abundance Scan 1996 (13.828 min): BP0O00872.D (-1994) (-) m/z 57.10 100.00%
57
85
5000
5 i o L
41 230 13.60 13.80 14.00 14.20
oA A b e 109197 77257 201 331364 395422451 491520549 | 7777 10 78.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238155: 13-Methylheptatriacontane
57
196
85
5000 364 LR UL B BN SURR
13.60 13.80 14.00 14.20
m/z 43.10 65.09%
113, ..168 267
L |t s ] |3 asmsinst
m/z--> 50 100 150 200 250 300 3éo 460 4éo 560 550
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71 IR BRI SRR B U
13.60 13.80 14.00 14.20
5000 m/z 85.10 57 .64%
111
oht hhl41169197224253
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220452: Methy| 21-methyl-hexacosanoate  EREmsEEE s S
57 13.60 13.80 14.00 14.20
87 m/z 55.05 41.42%
424
5000
O e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 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 : BP000872.D

Aca On : 18 Oct 2019 06:42

Operator :© JU

Sample : K5392-03 2X

Misc :

ALS Vial : 29 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.15 2.68 ng 197953 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
Abundance Scan 2051 (14.151 min): BPO00872.D (-2049) (-) m/z 57.10 100.00%
5000
141169 13.80 14.00 14.20 14.40
o 197225253281309 352 394423 454481508 542 n/z 71.10 85_.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57
5000 85 AR DU BN B B
13 80 14. 00 14.20 14.40
29 m/z 85.10 67.09%
113141
0 /] JJ ' }?9}97225253281309337365394
m/z--> sb 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #219831: Triacontane
57
13.80 14.00 14.20 1440
5000 85 m/z 43.10 59.92%
113141
o2 {1 }?9;97225253281309337365393422
m/z--> sb 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #185533: Pentacosane R BE T
57 13.80 14.00 14.20 14.40
m/z 99.10 24 .02%
5000 85
113
42 [ 160 211239267205323352
m/z--> éo 160 1éo 200 250 300 350 400 4%0 560 séo 1380 1400 1420 1420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000872.D

Aca On : 18 Oct 2019 06:42

Operator :© JU

Sample : K5392-03 2X

Misc :

ALS Vial : 29 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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.41 ng 177807 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2103 (14.457 min): BPO00872.D (-2102) (-) m/z 57.10 100.00%
57
85
5000

14.20 14.40 14.60 14.80

13 455
| 472183 226253281309 351 397 438 484513542

Ol g o B e e e S o o m/z 71.10 72.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000 LA L L L L L L L L
85 14.20 14.40 14.60 14.80
m/z 85.10 63.90%
29
o] 113141169197225253281 323351380
A A e e T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
T T
14.20 14.40 14.60 14.80
5000 85 m/z 43.10 55.77%
13
o ‘ fd 141169197 239267294323352
S MU AR o icbatnbocen o -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane B R M
14.20 14.40 14.60 14.80
m/z 55.05 26.15%
5000

141169197 240

m/z--> 0 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 : BP000872.D

Aca On : 18 Oct 2019 06:42

Operator :© JU

Sample : K5392-03 2X

Misc :

ALS Vial : 29 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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.77 4.19 ng 253467 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91

Abundance Scan 2156 (14.769 min): BPO00872.D (-2154) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 71.10 85.47%

0 41169 211 256 309 355 404 443470499 529

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane

5000 R e e e S
14.40 14.60 14.80 15.00

m/z 85.10 64 .51%

13
141169 211239267295303352

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
B e N EEE e
14.40 14.60 14.80 15.00
5000 m/z 43.10 56.72%

141169197225253 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane R B o e
14.40 14.60 14.80 15.00
m/z 99.10 23.25%
5000

141169197725253751 579338

’ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101819\
Data File : BP000872.D

Acq On : 18 Oct 2019 06:42

Operator : JU

Sample - K5392-03 2X

Misc :

ALS Vial : 29 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 30.0 ng 1463530 1 6.75 975614 20.0
Heptadecane 13.50 2.4 ng 180377 5 13.98 1478170 20.0
13-Methylheptatri... 13.83 4.5 ng 336068 5 13.98 1478170 20.0
Octacosane 14.15 2.7 ng 197953 5 13.98 1478170 20.0
Heptacosane 14 .46 2.4 ng 177807 5 13.98 1478170 20.0
Pentacosane 14.77 4.2 ng 253467 6 15.46 1210050 20.0
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