LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

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-BG092018 .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 5.150 312 317 325 rBV 36824 62294 2.44% 0.343%
2 5.614 389 396 410 rBV 721028 1288377 50.49% 7.094%
3 7.206 659 667 681 rBV 723604 1460917 57.25% 8.044%
4 7.576 723 730 750 rBV 718669 1361009 53.34% 7.494%
5 8.040 802 809 817 rBV 151835 280993 11.01% 1.547%
6 8.364 856 864 878 rBV 540903 1009978 39.58% 5.561%
7 9.204 998 1007 1027 rBV 440875 919793 36.04% 5.064%
8 10.843 1277 1286 1297 rBV 204212 409791 16.06% 2.256%
9 13.287 1693 1702 1717 rBV 1137693 1973974 77.36% 10.869%
10 13.452 1725 1730 1737 rBvV8 13939 28742 1.13% 0.158%

11 14.116 1834 1843 1850 rBV 239708 499370 19.57% 2.750%
12 14.204 1854 1858 1863 rVV5 20518 38474 1.51% 0.212%
13 14.410 1887 1893 1898 rBV6 58259 134395 5.27% 0.740%
14 14.498 1903 1908 1914 rVB 128407 205107 8.04% 1.129%

15 14.574 1915 1921 1925 rBV6 38261 76583 3.00% 0.422%
16 14.633 1926 1931 1932 rVV3 68810 96908 3.80% 0.534%
17 14.668 1932 1937 1944 rVB2 334791 617819 24.21% 3.402%
18 15.320 2045 2048 2054 rVB 67372 98881 3.87% 0.544%

19 15.391 2055 2060 2065 rBV5 60404 114411 4.48% 0.630%
20 15.455 2066 2071 2076 rBvV2 178872 272365 10.67% 1.500%

21 16.155 2185 2190 2198 rBV 914218 1582988 62.03% 8.716%
22 17.412 2400 2404 2410 rBV 405198 661482 25.92% 3.642%
23 20.021 2843 2848 2855 rVB 1845217 2551801 100.00% 14.050%
24 21.319 3067 3069 3077 rVB2 42797 63356 2.48% 0.349%
25 21.677 3124 3130 3144 rVB 457783 822959 32.25% 4_.531%

26 21.865 3159 3162 3168 rVB 28725 41975 1.64% 0.231%
27 22.471 3261 3265 3270 rVB 40318 60399 2.37% 0.333%
28 23.158 3377 3382 3392 rVB2 58007 115975 4._.54% 0.639%
29 23.346 3410 3414 3425 rVB 52954 110183 4._.32% 0.607%
30 23.957 3513 3518 3525 rVB2 64885 129593 5.08% 0.714%

31 24.885 3666 3676 3690 rvB2 315706 954340 37.40% 5.255%
32 26.025 3862 3870 3878 rVB2 41406 116501 4._.57% 0.641%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

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
Title

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18161733
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample : J5055-08

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BG036951.D

2000000
1500000

1000000

5.61 7.21 7.58

8.36
9.20

|

750 800 850 900 950 1000 1050 1100 1150 1200 1250
TIC: BG036951.D

500000

8.04 10.84

5.15
S Eamar EEE S R

3.50 4.00 4.50 500 550

600 650 700

T
Time-->
Abundance

2000000

20,02

1500000

16.15

13.29
1000000

21.68
500000

21.32

1.87 22.47

R R o e o B o Y S VL

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: BG036951.D

Time-->
Abundance

2000000

1500000
1000000

500000 24.89

232%35 23.96 /\
A A.

e e e e B

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

26.03
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.15 4.43 ng 62294 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.2-Butanediol 90 C4H1002 000584-03-2 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 317 (5.150 min): BG036951.D (-312) (-) m/z 43.10 100.00%

43.1
59.1
5000

101.1 T T T T T
| 83.0 | 480 5.00 5.20 5.40
o EPUPUY ' FNRIVUOUSTA | RS 1 SN — m/z 59.10 60.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 5.20 5.40
0
15.0 alo 101.0 m/z 101.10 19.12%
’ 83.0
0 1y | n , ,
L L L e o o B o R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
T T
570 4.80 500 520 5.40
5000 m/z 58.10 15.98%
20.0 101.0
e Al 730 830
Oty e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2294: 1,2-Butanediol
31.0 59.0 480 5.00 5.20 5.40
m/z 41.10 10.24%
5000
41.0
15.0
0 ‘ ﬂ‘ “ 50.0 w 71.0 89.0
e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.58 Concentration Rank 1

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

7.58 96.87 ng 1361010 1,4-Dichlorobenzene-d4 8.04
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 16
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 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 731 (7.582 min): BG036951.D (-723) (-) m/z 132.10 100.00%
13p.1
5000 68.1 4
40.0 541 ‘ %1 7.20 7.40 7.60 7.80 8.00
S T P .-!'.'.|,..7.?,1....,..1.,?1??.1,....,....,-'...,.. m/z 68.10 47.12%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.05 32.70%
0'|”'WL“ww!“|“"w'“i“?hq”'l“'w'“'w"w'“'l““l”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.52%
33.0 44.0 0.0 105.0
. 90 00 | | uso
s % % Ao B e o e @ 0 16 1% 1% 150
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.50%
5000
92.0
65.0
oL 270 390 510 | 770 1059 117.0
m/z--> 20 30 4'0 50 6|0 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14._.41 4_.35 ng 134395 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 92
2 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 53
3 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 42
4 Succinic acid. di(3.7-dimethvloc... 394 C24H4204 1000353-35-2 38
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 35

Abundance Scan 1893 (14.410 min): BG036951.D (-1887) (-) m/z 55.10 100.00%

1

5000

14.00 14.20 14.40 14.60 14.80

o m/z 41.10 85.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193.0
123.0
5000 69.0 95.0 R o B
14. OO 14. 20 14. 40 14.60 14.80
m/z 69.10 75.97%
151.0
0 53/0 209.0
N B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54794: 1-Bromo-1-methyl-1-silacyclohexane
910 177.0
R R e B
113.0 194.0 14.00 14.20 14.40 14.60 14.80
5000 43.0 151.0 m/z 193.15 72.24%
otk st
oL ‘\Hl‘ Imlml\“l"Ih‘lmlmlwwlhl ‘H ‘\ ‘\M H “ ‘ \I I\‘\ : 'w — .H. I
m/z--> 20 40 60 80 1 120 14 160 180 200
Abundance #25430: Neopentylldenecyclohexane B R e e e
69.0 14.00 14.20 14.40 14.60 14.80
m/z 83.15 64.31%
5000 41.0 109.0 1370
m/z--> 20 40 60 80 100 120 140 160 180 200 14. OO 14. 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 2(1H)-Benzocyclooctenone, d... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

1450 6.6ang 205107  Acenaphthene-d10 14.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2(1H)-Benzocvclooctenone. decahy... 194 C13H220 055103-66-7 50
2 9-Borabicvclol3.3.11nonane. 9-I3... 193 C12H24BN 1000162-56-0 47
3 Cvclododecanone. 2-methvlene- 194 C13H220 003045-76-9 43
4 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004863-59-6 30
5 Iminostilbene 193 C14H1i1N 000256-96-2 27

m/z 193.20 100.00%

Abundance Scan 1908 (14.498 min): BG036951.D (-1903) (-)

198.2

41.1 69.1 972

5000

14.20 14.40 14.60 14.80
m/z 69.10 63.07%

152.1  177.2 208.3

o
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #56433: 2(1H)-Benzocyclooctenone, decahydro-4a-methyl-, tr...
55.0
81.0
5000 LA L L L LB L LB B |
14.20 14.40 14.60 14.80
m/z 55.10 59.00%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55457: 9-Borabicyclo[3.3.1]nonane, 9-[3-(methylamino)propyl]
198.0
84.0 IIIIIIIIIIIIIIIIIIIIIII
14.20 14.40 14.60 14.80
5000 56.0 136.0 m/z 41.10 58.46%
110.0
N O O e
o.fﬂo.uu A ‘M. ! ,w..Uu.ﬂ.wﬁ...‘..‘.“...
m/z--> 20 40 100 1 0 140 160 180 200
Abundance #56377. Cyclododecanone, 2-methylene- Ema  ERRE EEE T S
41.0 14.20 14.40 14.60 14.80
m/z 97.15 55.62%
67.0
5000
95.0
S L™
0 [ ‘ Gl il M\ \M | hH HH\ NN \ Iy 1660 ‘
A L e f T

14. 20 14. 40 14. 60 14.80

m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknownl4.57 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.48 ng 76583 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. l-methvl-1-(2-meth... 138 C10H18 074764-47-9 49
2 2-Cvclopenten-1-one. 2.3.4.5-tet... 138 C9H140 054458-61-6 43
3 Ethanone. 1-(3-fluorophenvl)- 138 C8H7FO 000455-36-7 43
4 Ethanone. 1-(4-fluorophenvl)- 138 C8H7FO 000403-42-9 38
5 3-Fluoropropiophenone 152 C9H9FO 000455-67-4 38
Abundance Scan 1920 (14.568 min): BG036951.D (-1915) (-) m/z 123.15 100.00%
55.1 128.2
5000
14.20 14.40 14.60 14.80
0 m/z 55.10 93.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17003: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl)-
81.0 128.0
41.0
5000 L UL UL B BUMR B
1420 14.40 14.60 14.80
m/z 41.10 77 .12%
. 65 0 | 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17630: 2-Cyclopenten-1-one, 2,3,4,5-tetramethyl-
95.0 128.0
67.0 14.20 14.40 14.60 14.80
5000 29,0 m/z 95.10 65.22%
) |.‘l‘. Al \‘H H“\ H\ “.|l.fl-:.3“|..0...|....|....|....
m/z--> 20 40 100 120 140 160 180 200
Abundance #17502. Ethanone, 1-(3-fluorophenyl)- L B
128.0 14.20 14.40 14.60 14.80
m/z 67.10 61.17%
95.0
5000
43.0
75.0
0 15 0 ‘ 59.0 , | | | 139.0
m/z--> 25 0 60 80 160 120 1&0 160 180 200 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 7 unknownl5.32 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.32 3.20 ng 938881 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 46
2 4.4-Diallvl-cvclohexanone 178 C12H180 1000186-50-2 30
3 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 30
4 Pvrazolol5.1-cl-as-triazine-3-ca... 193 C6H7N70 016111-78-7 25
5 Cyclohexanecarboxamide, N-furfuryl- 207 C12H17NO2 006341-32-8 15

Abundance Scan 2048 (15.320 min): BG036951.D (-2045) (- m/z 193.20 100.00%
9.1  123.1 198.2
5000
me2 2223 15.00 15.20 15.40 15.60
o} m/z 95.10 97 .25%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethyInaphthalene
95.0 128.0 207.0
69.0
5000 U SRR DR DU R
5%5%5@5%
‘ 151.0 m/z 123.10 91.61%
XN NI O N )
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #43989: 4,4-Diallyl-cyclohexanone
67.0 95.0
40 UL BN BURIR BN
15.00 15.20 15.40 15.60
5000 136.0 m/z 55.10 84 .49Y%
119.0
0 I .‘l‘. ; N' .‘l“l‘l .M‘. .“M. .Ul I Iu\lul e ""| ; I\‘I:LIG?'IOIJZ%O” A REREEEEE
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #55145: 6-Acetamido-1,4-benzodioxane e S AE R e
95.0 151.0 193.0 15.00 15.20 15.40 15.60
m/z 81.10 74 .38%
5000 43.0
67.0
oot bl i 220 o T
m/z--> 200 40 60 80 100 120 140 160 180 200 220 15.00 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknownl15.39 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.39 3.70 ng 114411 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 40
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 38
3 2-Amino-4-(trifluoromethvl)benze... 193 C7H6F3NS 004274-38-8 27
4 Acetophenone. 2"-(trimethvilsiloxv)- 208 C11H1602Si 033342-85-7 14
5 3-Aminophenanthrene 193 C14H11N 001892-54-2 14
Abundance Scan 2060 (15.391 min): BG036951.D (-2055) (-) m/z 193.20 100.00%
198.2
551 123.2
5000

15.00 15.20 15.40 15.60 15.80

o m/z 55.10 59.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 198.0
123.0

15.00 15.20 15.40 15.60 15.80
m/z 69.10 56.48%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
R A BAREE s e
15.00 15.20 15.40 15.60 15.80
5000 55.0 m/z 123.20 52.31%
109.0
81.0
2l bl
137 0
o Al A0 | 20
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance #55556. 2-Amino-4-(trifluoromethyl)benzenethiol LA Ema B
1938.0 15.00 15.20 15.40 15.60 15.80
173.0 m/z 173.15 45_89%
5000
148.0
450 690 ggg 129.0
0,..”,J”.N”M.L.Nhh.”,.k.im..H.ﬂ..”h MMM S S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 00 15 20 15. 40 15 60 15. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.46 8.82 ng 272365 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 52
2 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 47
3 3.3-Dimethvl-hepta-4.5-dien-2-one 138 C9H140 1000190-54-1 43
4 1.3-Benzenediamine. 4-methoxv- 138 C7H10N20 000615-05-4 43
5 Magnesium, bis(acetylacetonate) 222 C10H14Mg0O4 068488-07-3 43
Abundance Scan 2072 (15.461 min): BG036951.D (-2066) (-) m/z 123.15 100.00%
128.2
55.1
5000 95.1 007 2
77 151.2 15.20 15.40 15.60 15.80
0 109.107% 222 "m/z 55.10 50.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethyInaphthalene
95.0 128.0 207.0
69.0
5000 L SURRUR UL UL SULR
15.20 15.40 15.60 15.80
‘ ‘ 151.0 m/z 41.10 45.47%
0"w"w"“|WL'J“deE""“L'm' e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
123.0 208.0

15.20 15.40 15.60 15.80
5000 m/z 95.10 44 _18%

410 690 4,4

Aol L Caes0 1590 |

18|0 “ H \\HH
m/z--> 20 40 60 100 120 140 160 180 200 220 240

0 ..”,Jm. il B

Abundance #17581. 3,3-Dimethyl-hepta-4,5-dien-2-one A  BREEEEa

123.0 15.20 15.40 15.60 15.80
m/z 109.10 43.43%

67.0 95.0
5000 43.0

Ot bepdirl O N —

m/z--> 20 40 60 100 120 140 160 180 200 220 240 15.20 15.40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.16 2.82 ng 115975 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 3382 (23.158 min): BG036951.D (-3377) (-) m/z 57.15 100.00%

517.1
5000

J } 141.2 1831 239.0 280.3 341.3 4151 22.80 23.00 23.20 23.40
o...,.A...ll,.d.‘.f,....,.... e e || M/Z 43.10 56.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LA L L L L L B

22.80 23.00 23.20 23.40
m/z 71.15 55.21%

99.0
Jl 1‘ | ; 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0

oA A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
R e R R
22.80 23.00 23.20 23.40
5000 m/z 85.10 34 .66%
99.0
o || L)y 1410 1830  239.0  296.0
L e e o o e o S o e LA o B e o o o o o |
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane R B e
57.0 22.80 23.00 23.20 23.40
m/z 41.10 21.88%
o vﬁmhmhMMﬂm%AJ&WJMf\wwvwwwﬂ
99.0
02540 | | | , 141.0 183.0 225.0 267.0 338.0
L e e e o e e e N L AL e o w A aean R e o R
m/z--> 50 100 150 200 250 300 350 400 22. 80 23. 00 23. 20 23 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 13
R.T. EstConc Area Relative to ISTD R.T.

23.35 2.31 ng 110183 Perylene-d12 24.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 86
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 86
4 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 64
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 64

Abundance Scan 3415 (23.352 min): BG036951.D (-3410) (-) m/z 69.10 100.00%

69.1
5000

137.2 23.00 23.20 23.40 23.60
38}1 07.1 173.1207.1 249.0 2952  355.1
Ot 1 ...',....,....,....,....,....,.. m/z 81.10 45 .02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

69.0

5000 R
23.00 23.20 23.40 23.60

m/z 41.10 26 .36%
29

0‘ 07 0137.0
o220 A AT Iy 1910 2210 2730 3410 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene

69.0

23. 00 23. 20 23. 40 23.60

5000 m/z 95.10 19.77%
137.0
ol g 07.07°/"  191.0 231.0 273.0 341.0 410.0 W
T LI L B L B L B N L L B L L B LA B B L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R i o
69.0 23. 00 23. 20 23. 40 23. 60

m/z 68.10 12.62%

5000
137.0
20 | |4 Jo9 [, 10 20 o
Ul l L | i

b e e .................,.

m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.96 2.72 ng 129593 Perylene-di12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
3 1-lodoundecane 282 C11H23lI 004282-44-4 80
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 58
5 Eicosane 282 C20H42 000112-95-8 58
Abundance Scan 3518 (23.957 min): BG036951.D (-3513) (-) m/z 57.10 100.00%
51.1
PN UL SR I
127.1155.0 207.1 . . 23.60 23.80 24.00 24.20
ol b A0 T 26812047 3560 TG 74,530
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
85.0
5000 R SRR B
Bmmmmmmm
29.0 m/z 71.15 69.25%
o I 4 f130141.0169.0197.0 268.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0
23.60 23.80 24.00 24.20
5000 85.0 m/z 85.10 47 .85%
113.0
29.0
LA | L OO a5 2670
m/z--> éo 100 1%0 200 2%0 360 3éo
Abundance #128607: 1-lodoundecane i B AR
57.0 23.60 23.80 24.00 24.20
m/z 55.10 32.99Y%
5000 85.0
29.0 155.0
o l i ‘ P130 | 183.0211.0 282.0
m/z--> 50 100 1&1,0 200 251;0 300 3&'30 23 60 23. 80 24 00 24'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036951.D

Aca On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample = J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 13 Tetracosane, 1l1-decyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.03 2.44 ng 116501 Perylene-di12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 3871 (26.031 min): BG036951.D (-3862) (-) m/z 57.10 100.00%
57.1
5000
: 169.1 2101  265.0 25.80 26.00 26.20 26.40
o L3P e m/z 43.10  69.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57.0
5000 R BRI SO SN B
25.80 26.00 26.20 26.40
9.0 m/z 71.10 62.91%
oL 4 by by 140 1830 2250 2950 337.0 3780 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
25,80 26.00 26,20 26,40
5000 m/z 85.10 48.00%
99.0
oL25l0) 1|4y | 141.0 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane A Emams me e S
57.0 25.80 26.00 26.20 26.40
m/z 55.10 28.03%
5000
99.0
oL 4l 141.0 183.0 2250 267.0 309.0  365.0
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092518\
Data File : BG036951.D

Acq On : 25 Sep 2018 16:23

Operator : JU/SJ

Sample - J5055-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.15 4.4 ng 62294 1 8.04 280993 20.0
unknown7 .58 7.58 96.9 ng 1361010 1 8.04 280993 20.0
Decahydro-4,4,8,9... 14.41 4.3 ng 134395 3 14.67 617819 20.0
2(1H)-Benzocycloo... 14.50 6.6 ng 205107 3 14.67 617819 20.0
unknownl14 .57 14 .57 2.5 ng 76583 3 14.67 617819 20.0
unknown15.32 15.32 3.2 ng 98881 3 14.67 617819 20.0
unknown15.39 15.39 3.7 ng 114411 3 14.67 617819 20.0
Decahydro-8a-ethy... 15.46 8.8 ng 272365 3 14.67 617819 20.0
Hentriacontane 23.16 2.8 ng 115975 5 21.68 822959 20.0
Supraene 23.35 2.3 ng 110183 6 24.89 954340 20.0
Nonadecane 23.96 2.7 ng 129593 6 24.89 954340 20.0
Tetracosane, 11-d... 26.03 2.4 ng 116501 6 24.89 954340 20.0
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