LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP101819\
Data File : BP000895.D

Aca On : 18 Oct 2019 23:04

Operator :© JU

Sample = K5420-07

Misc :

ALS Vial : 23 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 5.375 555 559 584 rBY 3166876 3286186 60.76% 8.409%
2 6.399 728 733 750 rBVY 3166672 3523202 65.14% 9.016%
3 6.522 750 754 762 rVB 3900042 3587413 66.33% 9.180%
4 6.740 788 791 795 rBVY 1006886 796472 14.73% 2.038%
5 6.899 814 818 821 rBVY 3719954 2999377 55.46% 7.675%
6 7.305 882 887 890 rBY 2513189 2138430 39.54% 5.472%
7 8.022 1006 1009 1013 rBvV 1270872 995101 18.40% 2.546%
8 9.104 1189 1193 1196 rBV 5451427 4644443 85.87% 11.885%
9 9.499 1257 1260 1264 rBV 088488 839229 15.52% 2.148%
10 9.787 1305 1309 1312 rBV 1583652 1236336 22.86% 3.164%

11 10.587 1440 1445 1448 rBV 3193461 3027000 55.97% 7.746%
12 11.287 1560 1564 1567 rBV 1599278 1331414 24.62% 3.407%
13 11.357 1570 1576 1581 rVvB2 119902 118256 2.19% 0.303%
14 11.528 1601 1605 1614 rBV 42983 72831 1.35% 0.186%
15 11.857 1658 1661 1664 rVB 409625 309607 5.72% 0.792%

16 12.016 1683 1688 1696 rVB 90499 83435 1.54% 0.214%
17 12.081 1696 1699 1704 rBV 97641 79285 1.47% 0.203%
18 12.892 1833 1837 1840 rBV 5587580 5408620 100.00% 13.841%
19 13.810 1989 1993 2009 rBvV2 235938 392736 7.26% 1.005%
20 13.957 2013 2018 2022 rBV 1451136 1424827 26.34% 3.646%

21 14.134 2045 2048 2058 rBV 71772 78284 1.45% 0.200%
22 14.445 2098 2101 2104 rBV 95252 77015 1.42% 0.197%
23 14.751 2146 2153 2158 rBV2 150417 186260 3.44% 0.477%
24 14.828 2162 2166 2170 rVvV 204206 202924 3.75% 0.519%
25 15.092 2207 2211 2216 rBV 193232 216965 4.01% 0.555%

26 15.434 2264 2269 2273 rBV 1198984 1526055 28.22% 3.905%
27 15.469 2273 2275 2284 rVB2 153090 182540 3.37% 0.467%

28 15.904 2345 2349 2357 rBV 117250 180664 3.34% 0.462%
29 16.410 2429 2435 2441 rVB3 64035 132597 2.45% 0.339%

Sum of corrected areas: 39077504
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000895.D

Aca On : 18 Oct 2019 23:04

Operator : JU

Sample . K5420-07

Misc :

ALS Vial :© 23 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: BP000895.D

5000000

4000000 652 &40
5.38 6.40

3000000
7.30

2000000

1000000 6.74

] T N e B B AL R M e R R

T
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: BP000895.D

5000000

4000000

10.59
3000000

2000000
9.79 11.29

8.02
9.50

1000000
11.86
g 13150 | 12028

o ——————r"

=
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: BP000895.D

5000000

4000000

3000000

2000000

13.96 15.43

1000000

et e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BP100119.M Mon Oct 21 16:50:12 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000895.D

Aca On : 18 Oct 2019 23:04

Operator :© JU

Sample = K5420-07

Misc :

ALS Vial : 23 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 90.08 ng 3587410 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 23
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.522 min): BP000895.D (-750) (-) m/z 132.05 100.00%
132
5000
68
%6 6.20 640 6.60 680
40 - - - -
Oh e s b ) 173201230258285 334363391420448478508538_ m/z 134.05 33.71%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 IBENRERE RS RS AR

6.20 6.40 6.60 6.80
m/z 68.05 30.10%

3 103

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

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
e R R
6.20 6.40 6.60 6.80
5000 m/z 66.05 19.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14500: 1H-Indazole, 7-methy!l- e
132 6.20 6.40 6.60 6.80
m/z 96.05 14 .57%
5000
51 104
,wl,l e — SN | SR
m/z--> 0 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 : BP000895.D

Aca On : 18 Oct 2019 23:04

Operator :© JU

Sample = K5420-07

Misc :

ALS Vial : 23 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 E-15-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 5.51 ng 392736 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 E-14-Hexadecenal 238 C16H300 330207-53-9 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 1993 (13.810 min): BP0O00895.D (-1989) (-) m/z 57.05 100.00%

57 97

-+

5000
25 B AR REEaE e
1 53182 216 248 13.40 13.60 13.80 14.00 14.20
ob A AL 23182 210 %7 280300 352 386416 451 498 530 | 17583 10 gg.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104157: E-15-Heptadecenal
48
5000 TT T T[T T I T [T T T T[T TTT[TT
13. 40 13. 60 13. 80 14. OO 14 20
m/z 97.10 84.95%
939168196224252
M L B T o o o o o O o I o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92510: E-14-Hexadecenal
43
83 P T T T T T T
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.05 75.95%
| 140168 210238
Ban “.....”,.”. I B L o e o R mE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol T S BE Ru p e
56 83 13.40 13.60 13.80 14.00 14.20
m/z 69.05 75.76%
5000 11
2f ‘ J P39167196 238266294

m/z--> 0 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 : BP000895.D

Aca On : 18 Oct 2019 23:04

Operator :© JU

Sample = K5420-07

Misc :

ALS Vial : 23 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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.44 ng 186260 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 l1-Heptadecene 238 C17H34 006765-39-5 91
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 91
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2153 (14.751 min): BP0O00895.D (-2146) (-) m/z 57.05 100.00%
57
85
5000
flf* m 14.40 14.60 14.80 1500
169 : : : :
ob AL L] (1169197225053 205 337 386 440 477508534 | nzo 71 10 84210
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57
5000 AR A DR DN
85 1440 14.60 14.80 15.00
29 m/z 85.05 66.87%
1314116019726
m/z--> 6 55 160 1éo 200 250 300 3%0 460 4éo 560 séo
Abundance #215181: 2-methyloctacosane
57
14.40 14.60 14.80 1500
5000 85 m/z 43.05 55.94Y%
29 ulj3141169197225 267295 365393
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4éo 560 séo
Abundance #92567: 1-Heptadecene T
57 14.40 14.60 14.80 15.00
97 m/z 55.00 25.63%
5000
29
25
| | ; 154182210238
m/z--> 6 55 160 1éo 200 250 300 3%0 460 4éo 560 séo 1450 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000895.D

Aca On : 18 Oct 2019 23:04

Operator :© JU

Sample = K5420-07

Misc :

ALS Vial : 23 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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.83 2.66 ng 202924 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 96
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 87
4 4-Piperidineacetic acid. l-acetv... 400 C23H32N204 055724-47-5 49
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 47

Abundance Scan 2166 (14.828 min): BPO00895.D (-2162) (-) m/z 69.10 100.00%

5000

-

137
14.60 14.80 15.00 15.20
175203231 273300 341368 410 446476 517545

0 m/z 81.05 58.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69
5000 LA L L L LB
a1 14.60 14.80 15.00 15.20
m/z 41.05 18.00%
° 191 231 273300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
R N R A Esmssmas
14.60 14.80 15.00 15.20
5000 m/z 95.10 16.28%
41

109 137
% | 164191 231 273300 341368 410

IIIII‘\IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- T
69 14.60 14.80 15.00 15.20
4 m/z 137.10 13.67%
5000
\ |y 23150177
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000895.D

Aca On : 18 Oct 2019 23:04

Operator :© JU

Sample = K5420-07

Misc :

ALS Vial : 23 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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.09 2.84 ng 216965 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heneicosane 296 C21H44 000629-94-7 97
3 Octadecane 254 C18H38 000593-45-3 94
4 Docosane 310 C22H46 000629-97-0 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2211 (15.092 min): BP0O00895.D (-2207) (-) m/z 57.10 100.00%

57

85
5000

13 LINLL L  L IL  LL B BL L

41169197205 14.80 15.00 15.20 15.40
Ol A h 4 L gy £22203281309 395382 417 467495 535 | myz  71.10  83.15%

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

Abundance #175560: Tetracosane &

5000 L B o e B B B e
14. 80 15. 00 15. 20 15. 40

m/z 85.10 67.16%

14116919772553g1 599338

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

P 14.80 15.00 15.20 15.40
5000 m/z 43.05 53.52%

141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane R
14.80 15.00 15.20 15.40
m/z 55.05 25.58%

5000 85

13141169197995254

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 : BP000895.D

Aca On : 18 Oct 2019 23:04

Operator :© JU

Sample = K5420-07

Misc :

ALS Vial : 23 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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.90 2.37 ng 180664 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 2-methvlhexacosane 380 C27H56 1000376-72-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2348 (15.898 min): BP0O00895.D (-2345) (-) m/z 57.10 100.00%

[6)]

~
(o]
al

5000
““3141 15.60 15.80 16.00 16.20
169197225253281 . . . .
LY 299197225053281 310338365 dova2rdsT 503834 | “hzz 71.10  87.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
5000 LIS L L L L L L L L LB

15.60 15.80 16.00 16.20
m/z 85.05 68.12%

141169197225 267205 365393

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202663: 2-methylhexacosane
57
e e
a5 15.60 15.80 16.00 16.20
5000 m/z 43.00 54.08%
13141
29 e }?9497225253281309337365
A LA s e o A BARRREEEEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- R A B
57 15.60 15.80 16.00 16.20
m/z 99.05 24.95%
5000 85

F

13
ﬁJJ1?1169197 2?9267294323352

m/z--> 50 100 150 200 250 300 350 400 450 500 550 15 60 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 : BP000895.D

Acq On : 18 Oct 2019 23:04

Operator : JU

Sample - K5420-07

Misc :

ALS Vial : 23 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 90.1 ng 3587410 1 6.74 796472 20.0
E-15-Heptadecenal 13.81 5.5 ng 392736 5 13.96 1424830 20.0
Hexadecane 14.75 2.4 ng 186260 6 15.43 1526060 20.0
Squalene 14.83 2.7 ng 202924 6 15.43 1526060 20.0
Tetracosane 15.09 2.8 ng 216965 6 15.43 1526060 20.0
2-methyloctacosane 15.90 2.4 ng 180664 6 15.43 1526060 20.0
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