LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108741.D

Aca On > 4 Sep 2018 15:26

Operator : JU/SJ

Sample : J4712-07

Misc :

ALS Vial : 9 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-BF083018 .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 5.231 488 492 499 rBV 34135 49185 2.43% 0.292%
2 5.625 555 559 579 rBV 393914 987079 48.74% 5.854%
3 6.625 726 729 749 rBV 438977 1212563 59.87% 7.192%
4 6.760 749 752 782 rVB 939496 1647154 81.33% 9.769%
5 6.995 788 792 813 rVvV 181528 419374 20.71% 2.487%
6 7.142 814 817 853 rVB 900344 1277620 63.09% 7.577%
7 7.560 884 888 910 rBV 308433 886059 43.75% 5.255%
8 8.272 1005 1009 1028 rBV 274826 492382 24.31% 2.920%
9 9.342 1187 1191 1227 rBV 1296040 1771184 87.46% 10.505%
10 9.736 1254 1258 1270 rBV 158767 193625 9.56% 1.148%

11 10.031 1304 1308 1324 rBV 480178 568205 28.06% 3.370%
12 10.825 1440 1443 1456 rBV 583766 1006545 49.70% 5.970%

13 10.907 1456 1457 1464 rVB3 31394 42423 2.09% 0.252%
14 11.530 1559 1563 1575 rBV 433305 714881 35.30% 4.240%
15 12.030 1645 1648 1652 rBv4 24746 38831 1.92% 0.230%
16 12.148 1665 1668 1674 rBv4 21786 37582 1.86% 0.223%

17 12.748 1767 1770 1780 rBV 340581 482943 23.85% 2.864%
18 12.983 1803 1810 1816 rBV 362748 555681 27.44% 3.296%
19 13.113 1828 1832 1843 rBV 1813311 2025206 100.00% 12.011%
20 13.313 1864 1866 1870 rVB 48991 44070 2.18% 0.261%

21 13.983 1978 1980 1983 rBV2 72604 70419 3.48% 0.418%
22 14.189 2010 2015 2017 rBV2 570172 820737 40.53% 4 _.868%
23 14.607 2084 2086 2090 rVB 117056 112707 5.57% 0.668%
24 14.930 2139 2141 2146 rVB 117064 116826 5.77% 0.693%
25 15.289 2196 2202 2213 rVB2 287571 699308 34.53% 4.148%

26 15.695 2265 2271 2276 rBV2 159665 369171 18.23% 2.190%
27 15.742 2276 2279 2284 rBV 167149 218975 10.81% 1.299%

Sum of corrected areas: 16860735
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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:\SVOASRV\HPCHEM1I\BNA F\DATA\BF090418\

BF108741.D

4 Sep 2018 15:26

Jus/sJ

J4712-07

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA 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\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108741.D

Aca On : 4 Sep 2018 15:26

Operator : JU/SJ

Sample : J4712-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 5

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

5.23 2.35 ng 49185 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 9
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9

Abundance Scan 492 (5.231 min): BF108741.D (-488) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ISR R L U

4.80 5.00 5.20 5.40 5.60

83.1
Ohrrrremrrrmrermeeierrreth e 83 T/Z 59,10 53.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Trr [ rrrr[rrt rrrrrpror
590 480 500 520 5.40 5.60
m/z 101.10 16.91%
Ot et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59.0
R s R
4.80 5.00 5.20 5.40 5.60
5000 43.0 m/z 58.00 12.98%
15.0 29.‘0 “ 87.0
R e AR) RARSS RARRR RaReaEEEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- A REEEE B e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 10.89%
5000
43.0
0 ‘\ MH‘ I 8‘3\0 98.0 123'0 141.0 159.0
P e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40 5.60

8270-BF083018.M Wed Sep 05 15:09:34 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108741.D

Aca On : 4 Sep 2018 15:26

Operator : JU/SJ

Sample : J4712-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 2 unknown6.76 Concentration Rank 1

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

6.76 78.55 ng 1647150 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.760 min): BF108741.D (-749) (-) m/z 131.95 100.00%
131.9
5000 68.1 L
ARSI
401 540 ‘ %.1 6.40 6.60 6.80 7.00
o..,....,....'I'.'...,!!..,::.'.|,..7.8.,1....,..!~.,?1??.1,....,....,'.~..,.. m/z 68.10 45.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 K\‘
5000 SRR AR SRR
6.40 6.60 6.80 7.00
33.0 44.0 0.0 105.0 m/z 134.00 31.60%
o |,, 60.0 0.0 115.0
L R A RS RS SRR LS RS LRSS SERAS RAREY SRS BERRE B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene
132.0
6.40 660 6.80 7.00
5000 m/z 66.05 30.21%
63.0 81.0
310 500 | | e100101120
Ot e e e e e e e e
mz> 20 30 40 50 60 70 80 90 100 110 130 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0 6.40 6.60 6.80 7.00
m/z 69.10 19.15%
5000
92.0
o270 390 510 770 | 100,44,
s 30 B o T 5 1% 1 1k T T 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108741.D

Aca On : 4 Sep 2018 15:26

Operator : JU/SJ

Sample : J4712-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.75 ng 112707 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 64
2 Tricosane 324 C23H48 000638-67-5 62
3 Hexadecane 226 C16H34 000544-76-3 62
4 Docosane 310 C22H46 000629-97-0 58
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 58
Abundance Scan 2087 (14.613 min): BF108741.D (-2084) (-) m/z 57.10 100.00%
5%.1
5000 85.1
283.2313.2 345, 14.20 14.40 14.60 14.80 15.00
ol I ,l. 352 m/z 43.10 62.03%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 LR AR BRI B B
85.0 1420 14.40 14.60 14.80 15.00
120 m/z 71.10 54 _07%
oL 20 LA [ Jop0oes0znto 2530 2050 3660
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
14:20 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 45 _.60%
13.0 324.0
0L .J Jhl Ju'faj.ﬂ ﬁsﬁogéﬁeflfgu ! ?éiqz?ﬁo..‘.., —
m/z--> 50 100 150 200 250 300 350
Abundance #83027: Hexadecane B Ea
57.0 14.20 14.40 14.60 14.80 15.00
m/z 242 .15 26.21%
5000 85.0
29.0
oLl | | 139 15501830 2260
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 35'30 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\BF090418\
Data File : BF108741.D

Aca On : 4 Sep 2018 15:26

Operator : JU/SJ

Sample : J4712-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.93 2.85 ng 116826 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2141 (14.930 min): BF108741.D (-2139) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1941 1 14.60 14.80 15.00 15.20
- \ dob b AL 1911 2881 o741 82023843 i ToaTH0 60.71%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0 LR UL SRS UL IR
14.60 14.80 15.00 15.20
m/z 43.10 59.84%
0 \ jllllllfo}4}0 183.0211.0239.0267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
60 1460 14.80 15.00 15,20
5000 : m/z 85.10 41.85%
29.0
ol } Tl o ‘14? 0169.0197.0225.0253.0 338.0
m/z--> 50 150 200 250 300 350
Abundance #141424: Heneicosane LI L L L L N B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 28.46%
5000 85.0
. 2%0[ | ﬂl }4101690197022502530 296.0
m/z--> 5'0 150 200 250 3(')0 350 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\BF090418\
Data File : BF108741.D

Acq On : 4 Sep 2018 15:26

Operator : JU/SJ

Sample : J4712-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
2-Pentanone, 4-hy... 5.23 2.4 ng 49185 1 7.00 419374 20.0
unknown6 .76 6.76 78.5 ng 1647150 1 7.00 419374 20.0
Hexacosane 14.61 2.8 ng 112707 5 14.19 820737 20.0
Heptadecane, 2,6,... 14.93 2.9 ng 116826 5 14.19 820737 20.0
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