LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110732.D

Aca On : 13 Nov 2018 21:16

Operator : JU/SJ

Sample : J5908-11 2X

Misc :

ALS Vial : 15 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-BF110818 .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 2.240 22 26 33 rvB 54942 77987 7.21% 0.678%
2 5.169 521 524 535 rBV 28242 41823 3.86% 0.364%
3 5.557 587 590 608 rBV 894195 972909 89.90% 8.457%
4 6.563 758 761 782 rBV 980298 1074012 99.24% 9.335%
5 6.710 782 786 801 rVB 1257686 1068820 98.76% 9.290%

6.945 822 826 832 rBV 563536 532455 49.20% 4.628%
7.098 848 852 868 rBvV 921240 809705 74.82% 7.038%
rBv 574527 647088 59.79% 5.624%
8.228 1040 1044 1059 rBvV 626513 688926 63.66% 5.988%
9.298 1222 1226 1235 rBV 1193240 1082239 100.00% 9.407%
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11 9.692 1288 1293 1304 rBvV 73432 76834 7.10% 0.668%
12 9.986 1339 1343 1353 rVB 643896 662386 61.21% 5.757%
13 10.774 1474 1477 1490 rBvV 470515 506710 46.82% 4._.404%
14 11.480 1593 1597 1608 rBV 541700 551677 50.98% 4._795%

15 11.980 1679 1682 1687 rBV 35180 39554 3.65% 0.344%
16 12.698 1801 1804 1811 rVB 53319 46144 4.26% 0.401%
17 12.768 1813 1816 1821 rVv4 12082 13063 1.21% 0.114%
18 12.933 1837 1844 1850 rBV 47203 60664 5.61% 0.527%
19 13.057 1861 1865 1870 rBV 901472 742933 68.65% 6.458%
20 13.610 1955 1959 1961 rBvV4 11041 13269 1.23% 0.115%
21 13.939 2011 2015 2019 rBV2 40837 52323 4._.83% 0.455%
22 14.127 2042 2047 2050 rBV 562534 559106 51.66% 4 _860%
23 14.251 2063 2068 2071 rBV3 29804 36536 3.38% 0.318%
24 14.557 2117 2120 2125 rBV 53707 57359 5.30% 0.499%
25 14.874 2171 2174 2177 rVB 62451 64408 5.95% 0.560%
26 15.221 2227 2233 2240 rVB3 94573 160870 14.86% 1.398%
27 15.521 2282 2284 2289 rBV 15997 18073 1.67% 0.157%
28 15.615 2297 2300 2303 rBvV 68291 82010 7.58% 0.713%

29 15.656 2303 2307 2318 rVB 291432 429635 39.70% 3.734%
30 16.074 2373 2378 2383 rVB 86529 132956 12.29% 1.156%

31 16.598 2463 2467 2473 rVB 53955 93134 8.61% 0.810%
32 17.221 2567 2573 2581 rVB6 27504 68317 6.31% 0.594%
33 17.403 2602 2604 2607 rBV3 11695 16068 1.48% 0.140%
34 17.492 2617 2619 2627 rVB7 13871 24859 2.30% 0.216%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110732.D

Aca On : 13 Nov 2018 21:16

Operator : JU/SJ

Sample : J5908-11 2X

Misc :

ALS Vial : 15 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 11504852
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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\HPCHEMI\BNA F\DATA\BF111318\

BF110732.D

13 Nov 2018 21:16

JussJ

J5908-11 2X

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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\BF111318\
Data File : BF110732.D

Aca On : 13 Nov 2018 21:16

Operator : JU/SJ

Sample : J5908-11 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.24 2.93 ng 77987 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 26 (2.240 min): BF110732.D (-22) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 871
2.20 2.30 2.40 2.50 2.60
e s e || M/Z 43.00  42.55%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 950 2.20 2.30 2.40 2.50 2.60
‘ 87.0 m/z 55.10 33.18%
27.0
UL I SULRS | "'“h""'hh J"I' "'l(?4"9'||'I U |"'%qlfp"|
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1996: Silane, tetramethyl-
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 27 .04%
43.0
20 150 29 || 530 630 |, 830
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2053: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.70%
43.0
5000
28.0 53.0
‘ ‘ \ | 870
m/z--> "0 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110732.D

Aca On : 13 Nov 2018 21:16

Operator : JU/SJ

Sample : J5908-11 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1

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

6.71 40.15 ng 1068820 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 786 (6.710 min): BF110732.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 USRI A A L
400 540 | 6.40 6.60 6.80 7.00
el J80 L ageo M w77 68.10 40.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 AL LI L L L L L LB |
6.40 6.60 6.80 7.00

m/z 134.00 32.61%

31.0 51.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
AR E RRARRREELE SR
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.70%
41.0 97.0
“ 20.0 117.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.27%
117.0
5000
39.0 910
270 | %o 650 77.0 105.0 M |
N Ly oy \ 1
AN B B o o L e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110732.D

Aca On : 13 Nov 2018 21:16

Operator : JU/SJ

Sample : J5908-11 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.05 ng 57359 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 58
2 2-methvloctacosane 408 C29H60 1000376-72-8 58
3 Pentacosane 352 C25H52 000629-99-2 58
4 Hexadecane 226 C16H34 000544-76-3 58
5 Octacosane 394 C28H58 000630-02-4 58
Abundance Scan 2121 (14.562 min): BF110732.D (-2117) (-) m/z 57.05 100.00%
57.0
\ ] 98.1 1310 183.1 243.0 3000 1420 1440 14.60 14.80
...'.,..I. I| T T T B M N — m/z 71.05 54 _42%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 L DAL B BRI B B
mmmmmmmm
‘ m/z 43.10 51.13%
200 d ,| A0 1830 2250 26602900
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 36.31%
99.0
27,0 ] J H | 1410 1830 2250 267.0 309.0  365.0
m/z--> éo 100 150 260 250 300 3%0 '
Abundance #185533: Pentacosane R B EEaE R T
57.0 14.20 14.40 14.60 14.80
m/z 41.10 25.83%
5000
270| | | J‘ || 110 1830 2250 267.0 3000 3520
m/z--> éo 160 1%0 260 250 300 3éo ' 1450 1440 1460 1J80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110732.D

Aca On : 13 Nov 2018 21:16

Operator : JU/SJ

Sample : J5908-11 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .87 2.30 ng 64408 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Nonadecane 268 C19H40 000629-92-5 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2173 (14.868 min): BF110732.D (-2171) (-) m/z 57.05 100.00%
57.0
5000 85.1
el -l 'Tmnp”.“hwn:w“m;hnﬁn..“w””,”. m/z 43.10 66.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57.0
5000 85.0 L B BB BRI UL
mmmmmmmm
m/z 71.10 62 .66%
L0l | L L M0 1680 1070 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
650 ' 14.60 14.80 15.00 15.20
5000 m/z 85.10 45 _.29%
29.0 113.0
L 30 me 1690 1970 2250 2530 2960
m/z--> ﬁo Jo 65 85 160 150 150 160 180 200 220 240 260 280 360
Abundance #129491: Eicosane Ll LR B ma o B
57.0 14.60 14.80 15.00 15.20
m/z 41.05 22 .38%
5000 85.0
29.0
i | g 180 1410 169.0 197.0 225.0 2530 282.0
m/z--> ﬁo Jo eb 85 160 150 150 160 180 200 220 240 260 2éo 360 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110732.D

Aca On : 13 Nov 2018 21:16

Operator : JU/SJ

Sample : J5908-11 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.07 6.19 ng 132956 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Docosane 310 C22H46 000629-97-0 87
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 86
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
Abundance Scan 2377 (16.068 min): BF110732.D (-2373) (-) m/z 57.10 100.00%
57.1
l 99.0 ' 15.80 16.00 16.20 16.40
141.1 183.1 : : : :
e e 183 2000 8182 “m/z 71.10  58.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LI BN UL LR B
15.80 16.00 16.20 16.40
|Fgo m/z 43.10 57 .92%
L 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #94346: Heptadecane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 49_17%
99.0
150 | | || 140 1830 2400
m/z--> 50 160 150 200 2%0 300 350 400 '
Abundance #153223: Docosane A B ma s SRR
57.0 15.80 16.00 16.20 16.40
m/z 55.05 22 .53%
- J\WAJW
99.0
L1010 zmmo 100
miz--> ""s'o""lc')d"'1éo'"'zc')o'"'zéd"ééd"ééd"hc')d"" 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111318\
Data File : BF110732.D

Acq On : 13 Nov 2018 21:16

Operator : JU/SJ

Sample : J5908-11 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
Butane, 2-methoxy... 2.24 2.9 ng 77987 1 6.95 532455 20.0
unknown6.71 6.71 40.1 ng 1068820 1 6.95 532455 20.0
Heneicosane 14_.56 2.0 ng 57359 5 14.13 559106 20.0
Hexadecane 14.87 2.3 ng 64408 5 14.13 559106 20.0
Hentriacontane 16.07 6.2 ng 132956 6 15.66 429635 20.0
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