LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100818\
Data File : BF109662.D

Aca On : 8 Oct 2018 21:57

Operator : JU/SJ

Sample : J5248-01

Misc :

ALS Vial : 13 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-BF100818 .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 4.893 473 477 487 rBV 26014 39667 1.62% 0.234%
2 5.316 546 549 566 rBV 599539 893967 36.48% 5.271%
3 6.345 721 724 741 rBV 344902 699639 28.55% 4.125%
4 6.469 741 745 780 rVV 1687961 2089556 85.28% 12.320%
5 6.698 780 784 806 rvVv 430483 631927 25.79% 3.726%
6 6.851 806 810 842 rVB 1659801 1850271 75.51% 10.909%
7 7.263 876 880 914 rBY 1076694 1482874 60.52% 8.743%
8 7.975 998 1001 1029 rBV 539192 707252 28.86% 4_.170%
9 9.051 1180 1184 1201 rBV 2473948 2450333 100.00% 14.447%
10 9.445 1247 1251 1259 rBV 124679 129983 5.30% 0.766%

11 9.722 1294 1298 1312 rBV 666732 673014 27.47% 3.968%
12 10.510 1428 1432 1449 rBV 1026336 1173831 47.90% 6.921%
13 11.198 1546 1549 1568 rBV 490945 576156 23.51% 3.397%
14 11.739 1638 1641 1655 rBV2 71171 99038 4.04% 0.584%
15 12.674 1794 1800 1812 rBV3 21740 48729 1.99% 0.287%

16 12.780 1814 1818 1826 rBV 1896833 1761447 71.89% 10.385%
17 13.686 1968 1972 1982 rBV2 83960 142223 5.80% 0.839%
18 13.827 1992 1996 2009 rVB 530946 575128 23.47% 3.391%

19 14.298 2073 2076 2079 rBvV 28482 28656 1.17% 0.169%
20 14.592 2123 2126 2131 rVB 53449 52436 2.14% 0.309%
21 14.663 2135 2138 2141 rVB 26027 24582 1.00% 0.145%
22 14.904 2175 2179 2184 rBV 63878 72707 2.97% 0.429%

23 15.221 2228 2233 2236 rBV 371091 476111 19.43% 2.807%
24 15.251 2236 2238 2245 rVB 86264 103457 4.22% 0.610%

25 15.645 2301 2305 2311 rBV 64834 90851 3.71% 0.536%

26 16.104 2378 2383 2388 rBV2 38288 57996 2.37% 0.342%

27 16.633 2470 2473 2483 rVB5 15719 29030 1.18% 0.171%
Sum of corrected areas: 16960861
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100818\
Data File : BF109662.D

Aca On : 8 Oct 2018 21:57

Operator : JU/SJ

Sample : J5248-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.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: BF109662.D
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Abundance TIC: BF109662.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109662.D

Aca On : 8 Oct 2018 21:57

Operator : JU/SJ

Sample : J5248-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 66.13 ng 2089560 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 745 (6.469 min): BF109662.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 540 %0 "5k ok 6bo Gho
0 : B E e m/z 68.10 43.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.91%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.05 27 .87%
0...‘.|.5.]‘-.0.k‘.7.0‘.0.‘8.6.0..‘|.“...|.. L B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  RAs Ty e R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.37%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN N A NS
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109662.D

Aca On : 8 Oct 2018 21:57

Operator : JU/SJ

Sample : J5248-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.74 3.44 ng 99038 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 59

Abundance Scan 1641 (11.739 min): BF109662.D (-1638) (-) m/z 73.00 100.00%

43.0 730

256.2 11.40 11.60 11.80 12.00

0 m/z 43.05 86 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

5000 120.1 k
97.1
1711 213.2

SN

ay

o
(o]
o
o

5000 129.0 T

I I I
11.40 11.60 11.80 12.00
of TM

256.0 m/z 60.00 84 .93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 73.0

157.0 1850 213.0

11.40 11.60 11.80 12.00
5000 129.0 m/z 41.00 66.96%

242.0

—r U;\ : 'Hw ERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

-

| 800
Oy
Abundance #72647: Tridecanoic acid B S e
73.0 11.40 11.60 11.80 12.00
43.0 m/z 57.05 65.63%
5000 129.0
214.0
okl AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109662.D

Aca On : 8 Oct 2018 21:57

Operator : JU/SJ

Sample : J5248-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.95 ng 142223 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 l1-Heptacosanol 396 C27H560 002004-39-9 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 1973 (13.692 min): BF109662.D (-1968) (-) m/z 57.05 100.00%
57.0
07.1
5000
149.0 R e e e
| ] 207.0 13.40 13.60 13.80 14.00
O e o S = e m/z 43.05 96.47%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
43.( 839
5000 SR AR SR SR B
13.40 13.60 13.80 14.00
25.0 m/z 83.05 92.54%
0 I l ;, 167.0 210.0 280.0
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #210517: 1-Heptacosanol
57.0 97.0
13.40 13.60 13.80 14.00
5000 m/z 55.00 84.37%
39.0
ol j{ |, 181.0222.0 264.0 306.0 378.0
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #234187: 17-Pentatriacontene I EAmEmEEE RS
43.0 13.40 13.60 13.80 14.00
m/z 97.10 77 .88%
5000 83.0
. y J 1250167.0 2100 267.0307.0 490.0
miz--> 0 55 160 1%0 260 2éo 300 3%0 460 4%0 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109662.D

Aca On : 8 Oct 2018 21:57

Operator : JU/SJ

Sample : J5248-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Triacontane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.20 ng 52436 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2126 (14.592 min): BF109662.D (-2123) (-) m/z 57.05 100.00%
5000
14.20 14.40 14.60 14.80 15.00
0! m/z 71.05 82.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 A BRI B BRI B
mmmmmmmmﬁm
99.0 m/z 43.05 68.80%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 2%0 360 3éo 460
Abundance #185533: Pentacosane
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 58.00%
99.0
026.0] | | J | 1410 1830 2250 267.0 3090 352.0
m/z--> §0 100 1éo 260 250 360 3éo 460
Abundance #215181: 2-methyloctacosane e R R AR B e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 99.10 23.87%
5000
99.0
01260 Il | U | 1410 1830 2250 267.0 3000 3650
m/z--> 5'0 100 1&'30 2(')0 250 300 35'30 4(')0 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109662.D

Aca On : 8 Oct 2018 21:57

Operator : JU/SJ

Sample : J5248-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.90 3.05 ng 72707 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2178 (14.898 min): BF109662.D (-2175) (-) m/z 57.10 100.00%
57.1
5000
9.1 L AL B B
1411 4g34 14.60 14.80 15.00 15.20
0 m/z 71.05 75.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 L SRR S B SU
14.60 14.80 15.00 15.20
99.0 m/z 43.05 62.07%
ool LA || 1 1830 2250 2820
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 57 .29%
99.0
0260 | Il | ) 2410 1830 2250 267.0 3090 3650
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R R T b BN S
57.0 14.60 14.80 15.00 15.20
m/z 41.00 23.49%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 1éo 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100818\
Data File : BF109662.D

Acq On : 8 Oct 2018 21:57

Operator : JU/SJ

Sample - J5248-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_M
Quant Title : 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 .47 6.47 66.1 ng 2089560 1 6.70 631927 20.0
n-Hexadecanoic acid 11.74 3.4 ng 99038 4 11.20 576156 20.0
Behenic alcohol 13.69 5.0 ng 142223 5 13.83 575128 20.0
Triacontane 14.59 2.2 ng 52436 6 15.22 476111 20.0
Eicosane 14.90 3.0 ng 72707 6 15.22 476111 20.0
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