LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On > 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 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 G\METHODS\8270-BG101818.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 5.179 317 322 332 rVB 40052 65391 2.48% 0.315%
2 5.637 393 400 412 rBV 762899 1294841 49.16% 6.239%
3 7.241 665 673 687 rBV 823604 1539893 58.47% 7.420%
4 7.623 730 738 749 rBV 789001 1431394 54.35% 6.897%
5 8.099 811 819 829 rBV 197613 354625 13.46% 1.709%
6 8.422 865 874 882 rBV 626729 1139380 43.26% 5.490%
7 9.274 1011 1019 1027 rBV 517321 965391 36.66% 4.652%
8 10.919 1291 1299 1310 rBV 305112 560271 21.27% 2.700%
9 13.352 1706 1713 1727 rBV 1500005 2503480 95.06% 12.063%
10 14.051 1825 1832 1835 rBV5 20285 43193 1.64% 0.208%
11 14.174 1843 1853 1857 rBvV 112201 206389 7.84% 0.994%
12 14.233 1857 1863 1869 rvv8 21536 55303 2.10% 0.266%
13 14.292 1869 1873 1879 rvv3 25105 37905 1.44% 0.183%
14 14.462 1896 1902 1908 rBV10 24396 67695 2.57% 0.326%
15 14.544 1912 1916 1921 rVvé6 22932 46391 1.76% 0.224%

16 14.662 1932 1936 1940 rBV2 56541 105363 4._00% 0.508%
17 14.732 1942 1948 1955 rVB2 499953 881327 33.46% 4.247%

18 14.797 1955 1959 1962 rBV5 27461 43704 1.66% 0.211%
19 14.926 1978 1981 1985 rBvV4 31224 39281 1.49% 0.189%
20 15.032 1995 1999 2004 rBV3 44956 86792 3.30% 0.418%
21 15.085 2005 2008 2012 rVB2 41534 58200 2.21% 0.280%

22 15.202 2025 2028 2034 rBv4 63257 112535 4.27% 0.542%
23 15.502 2074 2079 2083 rBV3 101296 191493 7.27% 0.923%
24 15.596 2091 2095 2099 rBV 130388 207671 7.89% 1.001%
25 15.943 2147 2154 2158 rBV 225097 485019 18.42% 2.337%

26 16.219 2196 2201 2209 rBV 835565 1359937 51.64% 6.553%
27 16.425 2231 2236 2242 rBV 501181 838300 31.83% 4_.039%
28 17.247 2372 2376 2380 rVB 456976 639863 24 .30% 3.083%
29 17.482 2412 2416 2421 rBV2 463809 697600 26.49% 3.361%
30 20.079 2854 2858 2863 rVB 1888325 2633710 100.00% 12.690%

31 21.765 3140 3145 3161 rVB2 478004 953664 36.21% 4 _595%
32 23.446 3426 3431 3439 rVB2 81869 162870 6.18% 0.785%
33 24.074 3532 3538 3547 rVB3 33812 81785 3.11% 0.394%
34 25.097 3697 3712 3728 rBV3 203619 804230 30.54% 3.875%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 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 = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 26.225 3897 3904 3913 rVBS8 20815 58969 2.24% 0.284%

Sum of corrected areas: 20753855
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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: BG037759.D

2500000
2000000
1500000

1000000
5.64 7.24 762

8.42

500000
10.92

8.10
5,.\18
L B L o o o e o B L e e e
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0

9.00 9.50 10.

T T T T
00 10.50 11.00 11.50 12.00 12.50

7.50 8.00 8.0
TIC: BG037759.D

Time-->
Abundance

2008
2500000

2000000

1500000| 13:3°

1000000
21.77

500000

14

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG037759.D

0

Time-->
Abundance

2500000
2000000
1500000
1000000

500000
25.10

A

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

23.45

24.07 26.22
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 9

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

5.18 3.69 ng 65391 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 12
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 322 (5.179 min): BG037759.D (-317) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 LA L L I
| 829 | 4.80 500 520 5.40 5.60
ot e e e m/z 59.00 57.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 21.23%
0 el . 83.0 .
UL S SURIL LS FULEUI SUREURS SO SURILILS SURLIU IR S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
54.0
480 500 520 540 560
5000 41.0 m/z 58.00 19.97%
31.0
69.0 87.0
0 15.0 ““ ‘\ \‘ SO'Q H‘ . . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4769: 1-Butanol, 3—methoxy— L DL AL LA L A B
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.28%
5000
31.0
150 g, B0 | 70 890 449
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 80.73 ng 1431390 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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 737 (7.617 min): BG037759.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
0o | %0 oy, 120 THD T80 7B 5h0
0 L S o B o et o St m/z 68.00 42 .39%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I PR R R
7.20 7.40 7.60 7.80 8.00
3 m/z 133.90 32.14%
1.0
0 ..Jﬁ'l.bt. e
m/z--> 50 100 150 200 250 300 350
Abundance #14491: 5-Aminoindole
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 27 .57%
104.0
66.0
0.2.7'.0.i‘.J.“..,...,....,........ ——
m/z--> 50 100 150 200 250 300 350
Abundance #52379: Tranylcypromine-propiony! R e o e o R
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.18%
5000 98.0
AT IJHL | om0 G £ W
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.39 ng 105363 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 72
2 Hexacosane 366 C26H54 000630-01-3 64
3 Octadecane 254 C18H38 000593-45-3 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 1936 (14.662 min): BG037759.D (-1932) (-) m/z 57.00 100.00%
57.0
5000
101649 5y 1 | 14.40 14.60 14.80 15.00
O At T e B T R R R m/z 43.00 69.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 LI L B UL UL

14.40 14.60 14.80 15.00
m/z 71.00 51.29%

1130 160.0 225.0 281.0 337.0 393.0 4630 5610 615.0

(O o RS B o e R o I RRAREEEEE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
R B e R
14.40 14.60 14.80 15.00
5000 m/z 55.00 44.52%
0 ‘ 130 1169.0 225.0 2950 367.0
B R B LA A A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105884: Octadecane B R REEEE S
7.0 14.40 14.60 14.80 15.00
m/z 85.00 36.44%
5000
b ] 13.0 ,169.0 254.0
A e o e o e e e R RA s a R s SR s E e R RN REEE s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.20 2.55 ng 112535 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Docosane 310 C22H46 000629-97-0 80
5 Dodecane 170 C12H26 000112-40-3 74
Abundance Scan 2028 (15.202 min): BG037759.D (-2025) (-) m/z 57.00 100.00%
57.0
5000
| 990 149.0183.1 5191 14.80 15.00 15.20 15,40 15.60.
Oty th m/z 43.00 64 .39%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

5000

14.80 15.00 15.20 15.40 15.60
m/z 71.00 61.69%

141.0 183.0 225.0

281.0

337.0 394.0

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57.0
R Emm e
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.00 39.70%
99.0
0 15q‘ ‘ | 141.0 183.0 225.0 296.0
e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane e
57.0 14.80 15.00 15.20 15.40 15.60
m/z 41.00 35.27%
5000
ol | J |, 141.0 1830 2250 2670 309.0 351.0 393.0 436.0
T T e T e T o
m/z--> 0 50 100 150 200 250 300 350 400 14. 80 15. OO 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknownl15.50 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.50 4_.35 ng 191493 Acenaphthene-d10 14.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Carvone oxide. cis- 166 C10H1402 018383-49-8 49

2 Bicvclol4.1.0Theptane-7-carboxam... 222 C11H14N20S 329912-72-3 46

3 1-methvl-4-(prop-1-en-2-v)-7-ox... 166 C10H1402 1000365-66-7 46
4 Tetradecane. 1l-chloro- 232 C14H29cClI 002425-54-9 44

5 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 41
Abundance Scan 2079 (15.502 min): BG037759.D (-2074) (-) m/z 57.00 100.00%

5%.0
123.0
5000
40 15,20 15.40 15.60 15.80
0 m/z 123.00 76.66%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #34794: Carvone oxide, cis-
43.0
5000 L UL SR S SURA
67.0 850 1520 15.40 15.60 15.80
‘ : 123.0 m/z 43.00 75.20%
o ,....,r.':”.,.l"'. ] 1050 151.0
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #78743: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thiazolyl)-
55.0 123.0

15.20 15.40 15.60 15.80
5000 95.0 m/z 71.00 60.23%

140.0 222.0
o 3%\ L 161.0179.0196.0
R e T i B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34959: 1-methyl-4-(prop-1-en-2-yl)-7-oxabicyclo[4.1.0]hep... B B B !
43.0 15.20 15.40 15.60 15.80
m/z 41.00 52.38%
67.0
5000 850 1230
A \ TR . S
m/z--> 20 40 100 120 140 160 180 200 220 240 15. 20 15. 40 15 60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.60 4.71 ng 207671 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 83
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 74
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 72
4 10-Methvlnonadecane 282 C20H42 056862-62-5 72
5 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 72
Abundance Scan 2096 (15.602 min): BG037759.D (-2091) (-) m/z 57.00 100.00%
57.0
5000 85.0

15.20 15.40 15.60 15.80 16.00

113.1140.9168.1 197.0 234.1

o T T LA A e m/z 43.00 66.16%
m/z--> 50 100 150 200 250 300
Abundance #59880: Tetradecane
57.0
5000 85.0 LI L B
15. 20 15. 40 15 60 15. 80 16. 00
29.0 m/z 71.00 52.79%
oL 4 1| | 113014101600 1980
- I T T T I T T T T I T T T T I T T T T I T T T T I T T T T I
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7101 1120
R R EEER R
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.00 44 .62%
139.0
o M2 29021702450 312,0 342.0
— L L L i o e e B e
m/z--> 50 100 150 200 250 300
Abundance #125656: Sulfurous acid, butyl decyl ester e e e
57.0 15.20 15.40 15.60 15.80 16.00
m/z 41.00 27.20%
5000 85.0
29'0‘ ‘ 141.0
m/z--> 50 100 150 200 250 300 15. 20 15. 40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 8 Tridecane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.94 11.01 ng 485019 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 83
2 Heptacosane 380 C27H56 000593-49-7 72
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 68
4 Eicosane 282 C20H42 000112-95-8 64
5 Hentriacontane 437 C31H64 000630-04-6 64
Abundance Scan 2154 (15.943 min): BG037759.D (-2147) (-) m/z 57.00 100.00%
57.0
‘ 50 15.60 15.80 16,00 16.20
113.0 . . . .
ol A 1 g 2410181 2281 | m/z 71.00 39.68%
m/z--> 50 100 150 200 250 300 350
Abundance #59890: Tridecane, 3-methyl-
57.0
5000 R DR AR UL SRR B
15,60 15.80 16.00 16.20
2901 1 1o m/z 43.00 39.58%
o J J N 1130141016901980
m/z--> 160 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
15.60 15.80 16,00 16.20
5000 m/z 85.00 19.67%
85.0
0”% JJEB%MMwmwmmmmmmo3mmmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #48867: Undecane, 3,6-dimethyl-  EEaEmEaEaE T R
57.0 15.60 15.80 16.00 16.20
m/z 41.00 18.29%
- M\Mﬁ
29.0, 85.0
0 \‘ { ) 11\3.0 155'0184'0
m/z--> 50 100 150 200 250 300 350 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 9 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.42 24 .03 ng 838300 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 76
3 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 74
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64

Abundance Scan 2235 (16.419 min): BG037759.D (-2231) (-) m/z 57.00 100.00%

57.0

5000

-

16.20 16.40 16.60 16.80
m/z 71.00 60.88%

o 141.0 163.01831 2051  238.1 262.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0

%

16.20 16.40 16.60 16.80
m/z 43.00 45.19%

5000

29.0 183.0

225.0 253.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19198: Octane, 3,6-dimethyl-
57.0
e A BAREE RS
16.20 16.40 16.60 16.80
5000 m/z 85.00 22 .69%
29.0 113.0
ot b e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #172311: Sulfurous acid, decy! 2-ethylhexyl ester e A BAREE RS
57.0 16.20 16.40 16.60 16.80
m/z 41.00 20.60%
- W
29 0 85.0 113 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16 20 16. 40 16. 60 16 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 10 Pentadecane, 2,6,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.25 18.34 ng 639863 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 93
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 86
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 83
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2376 (17.247 min): BG037759.D (-2372) (-) m/z 57.00 100.00%
57.0
5000 ‘ 85.0 qu\fAJ,dv/x\»/\\Ax~ﬁ~fﬁw,\r\ﬁ
113.0 ' 17.00 17.20 17,40 17.60
41.0 1831
o...l,.'-'ﬂ‘lﬂ 2012481 | ‘m/z 71.00 62.65%
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LI SR SR UL B
17.00 17.20 17.40 17.60
200l | [E° m/z 43.00 47.84%
o | (7701410 1830211,0239.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
' 17.00 17.20 17,40 17.60
5000 m/z 85.00 35.86%
85.0
0 290{ 'y ﬁ130141016901970225025302810 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- A A RRREE R
57.0 17.00 17.20 17.40 17.60
m/z 41.00 21.33%
5000 85.0 U\JNn»ﬂerNAJANWNWJMM\WJJKP
29-0\ I 113.0
ol d Ly [ [ 4410 183010 ossozm20 e
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 11 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.45 4_.05 ng 162870 Perylene-d12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90

2 Saualene 410 C30H50 000111-02-4 90

3 1.3-Dioxolan-2-one. 3-methvl-3-(... 264 C16H2403 336879-76-6 64

4 2-Butenoic acid. 4-nitrophenvl e... 207 C10H9NO4 035665-90-8 52

5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 50
Abundance Scan 3432 (23.452 min): BG037759.D (-3426) (-) m/z 69.00 100.00%
69.0
e e
\ 137.0 23.20 23.40 23.60 23.80
07. 175.0 217.0 280.9 ,
Ol b B2 1 220 2170 2809 3420 | hnz 81.00 47.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LA L L L L L L LB
23120 23.40 23.60 23.80
3 o m/z 41.00 25.70%
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
A ....,....,.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
R S
23.20 23.40 23.60 23.80
5000 m/z 68.00 11.99%
137.0
0 | }07 0™~/ 191.0 231.0 273.0 341.0 410.0
e e e e e = o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #114095: 1,3-Dioxolan-2-one, 3-methyl-3-(4,8-dimethylnona-... R ML LA W e s
69.0 23.20 23.40 23.60 23.80
m/z 95.00 11.83%
o %
109.0
ol 380 | | Lo, 147.01770 2200 2640 S —
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037759.D

Aca On : 2 Nov 2018 18:00

Operator : JU/SJ

Sample : J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 12 5-Ethyl-5-methylnonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24 .07 2.03 ng 81785 Perylene-di12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-EthvI-5-methvIlnonadecane 310 C22H46 1000360-42-7 72
2 Tetrapentacontane 759 C54H110 005856-66-6 64
3 Tritetracontane 605 C43H88 007098-21-7 64
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 59
5 2-Thiopheneacetic acid, 3-tetrad... 338 C20H3402S 1000280-66-9 59
Abundance Scan 3537 (24.069 min): BG037759.D (-3532) (-) m/z 57.00 100.00%
57.
5000
271 2009 28093105 2180 2400 P40 2ad0
o) m/z 43.00 56.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #153231: 5-Ethyl-5-methylnonadecane
57.0
5000 LI BRI SULRLIL SN B

23.80 24.00 24,20 24.40
m/z 71.00 52.03%

JP 7.0 2170 2810

Ottt H e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243297: Tetrapentacontane
57.0
R N RARE SRR R
23.80 24.00 24.20 24.40
5000 m/z 85.00 44.49%

27.0
WHJJJ}?7P1?67O 337.0 421.0 519.0 589.0 659.0  758.0

b S AL et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #241174: Tritetracontane Al BaREE RS
57.0 23.80 24.00 24.20 24.40
m/z 41.00 20.59%
5000

[L27.0 197.0 267.0 337.0394.0 463.0 533.0 604.0

B S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 23. 80 24. OO 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110218\
Data File : BG037759.D

Acq On > 2 Nov 2018 18:00

Operator : JU/SJ

Sample - J5778-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.18 3.7 ng 65391 1 8.10 354625 20.0
unknown7 .62 7.62 80.7 ng 1431390 1 8.10 354625 20.0
Tetratetracontane 14.66 2.4 ng 105363 3 14.73 881327 20.0
Octacosane 15.20 2.5 ng 112535 3 14.73 881327 20.0
unknown15.50 15.50 4.3 ng 191493 3 14.73 881327 20.0
Tetradecane 15.60 4.7 ng 207671 3 14.73 881327 20.0
Tridecane, 3-methyl- 15.94 11.0 ng 485019 3 14.73 881327 20.0
Pentadecane, 2,6,... 16.42 24_.0 ng 838300 4 17.48 697600 20.0
Pentadecane, 2,6,... 17.25 18.3 ng 639863 4 17.48 697600 20.0
Supraene 23.45 4.0 ng 162870 6 25.10 804230 20.0
5-Ethyl-5-methyln... 24.07 2.0 ng 81785 6 25.10 804230 20.0
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