LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070518\

Data File : BF107157.D

Aca On 6 Jul 2018 7:19 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J3851-04 Oﬂm1&DBéiPU$
isc :

ALS Vial : 41 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-BF061918 .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 5.172 480 482 496 rBV 30158 36416 2.19% 0.353%
2 5.584 549 552 570 rBV 490344 506775 30.49% 4.916%
3 6.590 720 723 735 rBV 330847 345083 20.76% 3.347%
4 6.725 742 746 749 rBV 925290 867033 52.17% 8.411%
5 6.942 780 783 787 rBV 400662 340640 20.50% 3.304%

7.101 806 810 814 rBV 1286201 1230125 74.01% 11.933%
7.513 875 880 883 rBvV 940059 955846 57.51% 9.272%
8.231 998 1002 1017 rBV 419047 408017 24.55% 3.958%
rBvV 1775557 1662048 100.00% 16.123%
9.695 1246 1251 1257 rBV 87855 78014 4.69% 0.757%
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11 9.989 1297 1301 1312 rVB 408533 403213 24.26% 3.911%
12 10.642 1409 1412 1419 rBV 128386 100958 6.07% 0.979%
13 10.783 1432 1436 1444 rBV 609555 578524 34.81% 5.612%
14 10.866 1447 1450 1454 rBV 21971 20320 1.22% 0.197%
15 11.483 1551 1555 1562 rBV 356589 361192 21.73% 3.504%

16 12.860 1786 1789 1793 rBV 31089 24109 1.45% 0.234%
17 13.066 1819 1824 1827 rBV 1623250 1497649 90.11% 14.528%
18 13.566 1904 1909 1913 rVB 22284 18032 1.08% 0.175%
19 13.948 1969 1974 1983 rBV2 31277 54931 3.31% 0.533%
20 14.130 2001 2005 2015 rBV 397861 400266 24.08% 3.883%
21 15.224 2189 2191 2204 rVB4 17949 35861 2.16% 0.348%
22 15.630 2250 2260 2261 rBV2 45211 98008 5.90% 0.951%

23 15.665 2261 2266 2271 rVB 195536 285756 17.19% 2.772%

Sum of corrected areas: 10308816
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF070518\

BF107157.D
6 Jul 2018
JussJ
J3851-04

41 Sample

ASP BNA

7:19

070218-DBRI-F-U-S

Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .M

STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070518\

Data File : BF107157.D

Aca On 6 Jul 2018 7:19

Operator : JU/SJ

ﬁ?ggle i J3851-04 070218-DBRI-F-U-S
ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.17 2.14 ng 36416 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 7

Abundance Scan 482 (5.172 min): BF107157.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 A RS R L
| 83.0 | 4.80 5.00 5.20 5.40 5.60
o} AU | FEMNSVIS | ML  che MM E— m/z 59.00 59.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN I UL
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 20.73%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 15.47%
101.0
150 310 %80 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester A L R Ramms o
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.66%
57.0
5000
20.0 101.0
0 180 | 1l 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 560
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8270-BF061918 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107157.D

Aca On > 6 Jul 2018 7:19

Operator : JU/SJ

Sample : J3851-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 2 unknown6.72 Concentration Rank 2

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

6.72 50.91 ng 867033 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Xenon 132 Xe 007440-63-3 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 745 (6.719 min): BF107157.D (-742) (-) m/z 132.00 100.00%
13p.0
5000 68.1
0os0 || 0 oh obo 6k 7ho
o} e e e e e m/z 68.10 41 .73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i PIPRPTAI s
410 70 o m/z 134.00  32.45%
Ot .S:L’.Ol...?’::"?...l —— "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 TH oh ok 750
5000 ggo 1160 m/z 66.00 26.30%
0 158.0 189.0
miz--> 4 6 8 100 120 140 160 180
Abundance #14560: Xenon |||llll/|\llll|llll|llll
182.0 6.40 6.60 6.80 7.00
m/z 69.10 16.90%
5000
66.0
O 'l" U DR DA LSRR SR L S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

Jul 06 12:35:40 2018
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8270-BF061918 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107157.D

Aca On > 6 Jul 2018 7:19

Operator : JU/SJ

Sample : J3851-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Triethyl citrate Concentration Rank 3

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

10.64 5.01 ng 100958 Acenaphthene-d10 9.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 1-Amino-2-methvinaphthalene 157 C11H11N 002246-44-8 40
4 Adipic acid. ethvl 4-methvlpent-... 258 C14H2604 1000353-49-9 40
5 Quinoline, 4,8-dimethyl- 157 C11H1i1N 013362-80-6 40

Abundance Scan 1412 (10.642 min): BF107157.D (-1409) (-) m/z 157.10 100.00%
157.1
5000 115.0 L
430 TTrrr[rrrr[rrrr[rrrr[rrrr
87.0 203.1 10.40 10.60 10.80 11.00
o Py S G — m/z 115.00 37.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000 29.0 -------------------
115.0 10. 40 10 60 10.80 11. OO
203.0 m/z 43.00 16.63%
ol 1, | 80 80 ‘ 2310 277.0
T T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
T T
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 9.69%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29219: 1-Amino-2-methylnaphthalene L e B
157.0 10.40 10.60 10.80 11.00
m/z 158.10 8.62%
5000
128.0
0l 27.0 510 77.0 102.0 ",
T T T e e R EREE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10. 80 11. OO
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8270-BF061918 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107157.D

Aca On > 6 Jul 2018 7:19

Operator : JU/SJ

Sample : J3851-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Heptacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.95 2.74 ng 54931 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91

Abundance Scan 1974 (13.948 min): BF107157.D (-1969) (-) m/z 83.10 100.00%
55/0 83.1
5000
25.1
| 2071 13.60 13.80 14.00 14.20
o} I e B T e e e m/z 57.00 98.55%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000
13.60 13.80 14.00 14.20
l 00 m/z 55.00 90.10%
0 270 | \“ \“ \M\ i ‘\hl | 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 197.0
13.60 13.80 14.00 14.20
5000 m/z 69.10 89.74%
27,0 1399660 210.0238.0 278.0308.0337.0
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
430 830 13.60 13.80 14.00 14.20
' m/z 97.10 87 .90%
5000 11.0
oLt ” Lid ‘f“‘f’-‘{ 1820 2240  280.0309.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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8270-BF061918 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107157.D

Aca On > 6 Jul 2018 7:19

Operator : JU/SJ

Sample : J3851-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 5

R.T. EstConc Area Relative to ISTD R.T.
15.22 2.51 ng 35861 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 53
2 Tetracosane 338 C24H50 000646-31-1 53
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 53
4 Heneicosane 296 C21H44 000629-94-7 53
5 Docosane 310 C22H46 000629-97-0 53

Abundance Scan 2190 (15.218 min): BF107157.D (-2189) (-) m/z 71.05 100.00%
71.0
5000 149 0 297.1341.0
208 0 445.1 533.1
| 1 | | | 15.00 15.20 15.40 15.60
O .,... ...w e A R EaE Rt m/z 57.00 85.99%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane
57.0
5000 LB L BN UL
5%5%5%5%
9.0 m/z 85.00 51.05%
015d ‘ L4 u‘ | 14101830 240.0
miz--> 0 50 100 1%0 200 250 300 3%0 460 4%0 560 '
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 56.00 50.26%
99.0
o 1410183022502670 338.0
miz--> 0 55 160 1%0 200 250 300 3%0 460 4%0 560 '
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57.0 15.00 15.20 15.40 15.60
m/z 341.00 47 .51%
5000
9‘ 0 141.0 2110
0 ”"I”"IL"I”" N PRI UL L S SN B
miz--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF0O70518\

Data File : BF107157.D

Acq On > 6 Jul 2018 7:-19

Operator : JU/SJ

3?22'6 i J3851-04 070218-DBRI-F-U-S
ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.17 2.1 ng 36416 1 6.94 340640 20.0
unknown6.72 6.72 50.9 ng 867033 1 6.94 340640 20.0
Triethyl citrate 10.64 5.0 ng 100958 3 9.99 403213 20.0
1-Heptacosanol 13.95 2.7 ng 54931 5 14.13 400266 20.0
Heptadecane 15.22 2.5 ng 35861 6 15.67 285756 20.0
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