LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 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-BF112618.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 2.228 20 24 35 rvB 74665 109517 7.93% 0.810%
2 5.181 522 526 547 rBV 33504 65730 4_.76% 0.486%
3 5.557 587 590 611 rBVY 1019242 1213719 87.91% 8.978%
4 6.563 757 761 781 rBVY 1192064 1333130 96.56% 9.862%
5 6.704 781 785 804 rVB 1384926 1346388 97.52% 9.960%
6 6.934 820 824 832 rBV 313437 324348 23.49% 2.399%
7 7.087 846 850 867 rBY 1086313 1036194 75.05% 7.665%
8 7.498 917 920 942 rBV 682426 815195 59.05% 6.030%
9 8.216 1039 1042 1063 rBV 339472 413642 29.96% 3.060%
10 9.286 1220 1224 1233 rBvV 1569921 1380614 100.00% 10.213%

11 9.686 1289 1292 1302 rVB 104414 102938 7.46% 0.761%
12 9.975 1337 1341 1350 rBvV 407269 401977 29.12% 2.974%
13 10.769 1472 1476 1487 rBV 657632 668803 48.44% 4.947%
14 10.857 1487 1491 1496 rVB3 13908 20037 1.45% 0.148%
15 11.475 1592 1596 1609 rBV 296980 346494 25.10% 2.563%

16 11.904 1663 1669 1672 rBV2 23909 29115 2.11% 0.215%
17 11.939 1672 1675 1678 rBV2 22544 22943 1.66% 0.170%
18 11.975 1678 1681 1686 rBV 179479 179893 13.03% 1.331%
19 12.698 1796 1804 1808 rBV 65655 87559 6.34% 0.648%
20 12.757 1811 1814 1826 rVV3 43031 59088 4.28% 0.437%
21 12.927 1839 1843 1848 rVB 54223 58724 4._.25% 0.434%
22 13.051 1860 1864 1867 rBV 1037926 936279 67.82% 6.926%
23 13.251 1892 1898 1903 rBV2 28466 38155 2.76% 0.282%
24 13.469 1931 1935 1938 rBv4 12498 18584 1.35% 0.137%
25 13.516 1939 1943 1946 rVB 29334 33781 2.45% 0.250%
26 13.592 1952 1956 1959 rBV 49876 47690 3.45% 0.353%
27 13.921 2004 2012 2019 rBV 165384 207098 15.00% 1.532%
28 14.057 2033 2035 2040 rVB 36753 34745 2.52% 0.257%

29 14.127 2043 2047 2051 rBV 363489 365596 26.48% 2.704%
30 14.239 2062 2066 2069 rBV 114591 104832 7.59% 0.775%

31 14.539 2114 2117 2124 rBV 179244 170470 12.35% 1.261%
32 14.857 2166 2171 2175 rBV 214188 238482 17.27% 1.764%
33 14.933 2181 2184 2191 rVB 48677 48587 3.52% 0.359%
34 15.204 2225 2230 2235 rBV2 205821 254884 18.46% 1.885%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF112618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.592 2292 2296 2303 rVB2 141655 192863 13.97% 1.427%

36 15.663 2303 2308 2321 rVB 175910 258983 18.76% 1.916%

37 15.810 2330 2333 2336 rBV5 14526 15874 1.15% 0.117%
38 16.045 2368 2373 2378 rVB 110315 165306 11.97% 1.223%
39 16.562 2456 2461 2469 rBV2 45166 77986 5.65% 0.577%
40 16.880 2510 2515 2524 rVB5 23028 45044 3.26% 0.333%
41 17.174 2561 2565 2574 rVB3 24774 54309 3.93% 0.402%
42 17.421 2603 2607 2612 rBv4 20286 37078 2.69% 0.274%
43 17.480 2612 2617 2624 rVB4 41185 80224 5.81% 0.593%
44 17.768 2660 2666 2676 rVB4 27479 75623 5.48% 0.559%
Sum of corrected areas: 13518521
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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\BF112818\

BF111057.D

28 Nov 2018 20:39

JussJ

J6079-01

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF111057.D

5.56

5.18

6.70

6.56
7.09

6.93

7.50

o=\

Time-->

A
T T T T LI B |

T
5.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF111057.D

10.77

9.97

8.22 11.47

9.69

11.97
1X

1&i@629j

13.05

Ol
Time-->

10.00

10.50

9.50 11.00 11.50

12.00 12.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF111057.D

14.13

15.20

14.54 14.86
15

13.92 16.04

15.81 |\

16.56 1688 17.17 11448 17.77
AN N\

Time-->

1
13.50

15.50 16.00 16.50

17.00

14.00

14.50 15.00

T
17.50 18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 9

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

2.23 6.75 ng 109517 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 16
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12

Abundance Scan 24 (2.228 min): BF111057.D (-20) (-) m/z 73.10 100.00%

73.1

f

5000 43.0
55.0 87.1
| 2.20 2.30 2.40 2.50 2.60
Obr et et e e e e e e || M7z 43.05 42 .85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B LI IR R B
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 29.21%
29.0
ol Ll .
B B o B LI I N b e e o e S R R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 87.10 24.71%
29.0
o ] sro 1120 a0
0.,....,....,....,....I AR RN e e e e RARRE RS
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.10 14 .50%
5000 59.0
87.0
43.0
29.0 | L 102.0
B B L o e o o B AN EEEEEEEEEEu
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

5.18 4_.05 ng 65730 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 526 (5.181 min): BF111057.D (-522) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 480 5.00 5.20 5.40 5.60
b e e e e e e || M/ 59.00  57.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL AL LU I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 18.30%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 5b0 520 540 560
5000 m/z 58.10 14.16%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A R R a e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 11.32%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 3 unknown6.70 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.70 83.02 ng 1346390 1,4-Dichlorobenzene-d4 6.93
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 784 (6.698 min): BF111057.D (-781) (-) m/z 132.00 100.00%
13%2.0
5000 68.1

6.40 6.60 6.80 7.00

o N m/z 68.10 43.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LI L L L L L L L LB
6.40 6.60 6.80 7.00
410 510 m/z 134.00 31.97%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R e R EEE e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.44%
41.0 97.0
‘ ‘ 117.0
ool Lo
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.82%
74.0
116.0
5000 98.0
b e o L | aseo  amo
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.97 10.38 ng 179893 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1680 (11.969 min): BF111057.D (-1678) (-) m/z 73.00 100.00%
430 | 73.0
5000 129.1
97.1 A R
1571 1851 2132 256.2 1160 11,80 12,00 12.20
0 m/z 43.05 99.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0

f

5000 129.0 P T
11.60 11.80 12.00 12.20

83.0 5
1570 1g50 2130 256.0 m/z 59.95 93.28%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
B EaE e e s R
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 82.46%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A a St
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.10 78.43%
5000 129.0 WL
ol15.0 |
..w.”.,”. RN e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.76 3.41 ng 59088 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 1815 (12.763 min): BF111057.D (-1811) (-) m/z 43.00 100.00%
430 730
5000 129.0
185.1 e
| Jm 2069 2412 12.40 12.60 12.80 13.00
oLl m/z 73.00 93.79%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0

12.40 12.60 12.80 13.00
m/z 57.05 86.88%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
B B e o i e O
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 80.38%
83.0
157.0 1850 213.0 256.0
048 AL
m/z--> 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61122: Dodecanoic acid
73.0 12.40 12.60 12.80 13.00
m/z 41.00 64 .98%
50001 43.0 129.0
157.0
‘ ‘ 101.0 ‘ 200.0
O.W.“.LJ JM.M.A.“.”H”...ﬂ...”‘”...”...”,”.w.” S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-methyloctacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.61 ng 47690 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 74
2 Pentacosane 352 C25H52 000629-99-2 74
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 74
4 Hentriacontane 437 C31H64 000630-04-6 74
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 1956 (13.592 min): BF111057.D (-1952) (-) m/z 57.10 100.00%
57.1
5000 ,_,,ﬂﬁﬂ,v_,n,ﬂw_ﬂu,NMJA&WJ\
L 1412 s 13120 1340 1360 1380 1400
0 "|---'-'-'.-.,........,....,...., m/z 43.10 68.73%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 R UM SRR BRI B
1320 13.40 13.60 13.80 14.00
99.0 m/z 71.05 60.40%
J289 || ) J],] 1410 1830 2250 267.0 3090 36503040
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #185533: Pentacosane
57.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 85.10 41.64%
99.0
o2zl | iy JJI 1410 1830 2050 2670 3000 3520
m/z--> 50 100 1%0 260 250 300 350
Abundance #141431: Eicosane, 10-methyl- Lo B e EM
57.0 13.20 13.40 13.60 13.80 14.00
m/z 55.00 27 .87%
5000
‘ I 99.0 154.0
N 1830 _ 2390 281.0
m/z--> 50 100 150 200 250 300 350 ' 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 1-Dodecanol, 2-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.92 11.33 ng 207098 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 86
5 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 80
Abundance Scan 2012 (13.921 min): BF111057.D (-2004) (-) m/z 57.10 100.00%
57.1
11 BRI SRR B
l 169.2 13.60 13.80 14.00 14.20
L M m/z 43.10 80.19%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 SRR AR IR SRR
13.60 13.80 14.00 14.20
1.0 m/z 71.05 53.46%
0 l | [167.0 224.0280.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57.0
13.60 13.80 14.00 14.20
5000 m/z 55.05 49 _.50%
1.0
ob l 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650
Abundance #119525: 1-Decanoal, 2-octyl- e AREEEEEaSEE
57.0 13.60 13.80 14.00 14.20
m/z 69.05 39.65%
5000
1.0
0 | 168.0 252.0
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20

8270-BF112618.M Thu Nov 29 11:50:37 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.24 5.73 ng 104832 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2066 (14.239 min): BF111057.D (-2062) (-) m/z 57.05 100.00%
57.0
AL
I 1131 1400 1476 1440 1460
1551 228.1 . . .
ol b 2 e M/Z 43.05  61.45%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
i ‘Q,A\J\Jb N
5000 L BN BRI UL B
mmmmmmmm
m/z 71.10 59.90%
L2l |20, 0 o
m/z--> 50 160 150 200 250 300 3éo '
Abundance #175557: Tetracosane
57.0
" 14.00 14.20 14.40 14.60
5000 m/z 85.10 43 .80%
99.0
OﬁMhL J Mmlwonmzmo 338.0
m/z--> 55 100 1%0 200 250 360 3%0 '
Abundance #209566: Octacosane T T
57.0 14.00 14.20 14.40 14.60
m/z 55.05 22.81%
- m
99.0
0 27,0 h | ” , 1410 183 0 225.0 281.0 337.0 394.0
m/z--> 55 100 1éo 200 250 360 350 ' 1450 1420 1440 1460

8270-BF112618.M Thu Nov 29 11:50:38 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.54 9.33 ng 170470 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2117 (14.539 min): BF111057.D (-2114) (-) m/z 57.05 100.00%
57.0
5000 85.0
13.1 14.20 14.40 14.60 14.80
1551
oL, |, My 011832 2262 sl T 43 05 62.99%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 DAL I B B
85.0 14.20 14.40 14.60 14.80
29.0 m/z 71.10 60.82%
' 13.0
ol i ﬁ 14101690197022502530281030903380
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.05 43.14%
. 290 j ﬂ13°1410169019702250253o 295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e e e
57.0 14.20 14.40 14.60 14.80
m/z 55.05 24 .94%
5000
85.0
0 290{ 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF112618.M Thu Nov 29 11:50:39 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.86 13.05 ng 238482 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2172 (14.863 min): BF111057.D (-2166) (-) m/z 57.05 100.00%
57.0
5000
155.1 14.60 14.80 15.00 15.20
ol 1972 2301 2811 m/z 43.10  67.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 L S B SULRUL I
14.60 14.80 15.00 15.20
m/z 71.05 65.60%
oL 250} ﬂ L 141.0 183.0 225.0 267.0 309.0 380.0
m/z--> éo " 100 1éo 260 250 300 350 400
Abundance #194493: Hexacosane
57.0
14,60 14.80 15.00 1520
5000 m/z 85.10 49.67%
99.0
oL 14 L)) | , 1410 1830 225.0 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T T
57.0 14.60 14.80 15.00 15.20
m/z 55.00 28.13%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20

8270-BF112618.M Thu Nov 29 11:50:39 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Quant Title : 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 12 Squalene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.75 ng 48587 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 80
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 Farnesol isomer a 222 C15H260 1000108-92-4 72
Abundance Scan 2183 (14.927 min): BF111057.D (-2181) (-) m/z 69.10 100.00%
69.1
5000
o | | 0010 1750 201 256 14150 1450 1500 1520
ol b b ARy i R m/z 81.10 50.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 R UM U UL UL

14.60 14.80 15.00 15.20
m/z 41.00 26.62%

137.0
oL L] }070 | 191.0 231.0 273.0 341.0 410.0
i ....,....,....,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
B A e R
14.60 14.80 15.00 15.20
5000 m/z 68.00 11.85%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
i i A e B e e e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0 14.60 14.80 15.00 15.20
m/z 95.05 10.68%
5000
’ hlll
o AN L b [y P40 1920 10 2730 mso s b
m/z--> 50 100 150 200 250 300 350 400 14. 60 14. 80 15. 00 15. 20

8270-BF112618.M Thu Nov 29 11:50:40 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.59 14.89 ng 192863 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2296 (15.592 min): BF111057.D (-2292) (-) m/z 57.05 100.00%
57.0
5000
1 ||99|'° W11 o1 2 1620 1540 15,60 15,80 16,00
(VD 0 Y D S .= — m/z 71.10 62.81%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AR DR BN B BN

15.20 15.40 15.60 15.80 16.00
m/z 43.10 62.80%

990
. 27}0|‘ L L, 1410 1830 2250 2820
okl e o e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
L ewtnisn ety
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.10 45.64%
99.0
0280 ].iAL UJJ‘%4}Ol 1830 2250 267.0 300.0 _ 365.0304.0
e e - e A R L A
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T T
57.0 15.20 15.40 15.60 15.80 16.00
m/z 55.10 22 _.43%
5000
0 239.0
ol by 1410 1830 268.0 308.0 352.0
e T e e e L B
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15,60 15.80 16.00

8270-BF112618.M Thu Nov 29 11:50:41 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 14 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.04 12.77 ng 165306 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2372 (16.039 min): BF111057.D (-2368) (-) m/z 57.10 100.00%
57.1
>0 % M
se1 11001 " 15,80 1600 1656 1640
ol A 'rl L 12251 %020 m/z 43.10 65.42%

m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane

F .

5000 85.0 SN et
15. 80 16. 00 16. 20 16 40
0.0 m/z 71.10 62.12%
] fll 141.0169.0197.0225,0254.0
ol B e
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
T T
85.0 15.80 16.00 16.20 16.40
5000 ' m/z 85.05 45_72%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
S—— — B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T T T T T
57.0 15.80 16.00 16.20 16.40
m/z 55.05 25.35%
b T J\*‘/\“"JM
29.0 1
oL j | J‘Jﬂ.‘ 14}01690197022502530 205.0323.0  367.0
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16 40

8270-BF112618.M Thu Nov 29 11:50:41 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 16 Tetradecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.88 3.48 ng 45044 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 72
2 Octadecanal 268 C18H360 000638-66-4 58
3 Heptadecanal 254 C17H340 1000376-70-0 53
4 Tridecanal 198 C13H260 010486-19-8 50
5 8-Azabicyclo[3.2.1]octan-3-0l, 8... 157 C8H15NO2 032663-71-1 47
Abundance Scan 2515 (16.880 min): BF111057.D (-2510) (-) m/z 57.05 100.00%

5000

16.60 16.80 17.00 17.20
m/z 43.10 82.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71298: Tetradecanal

82.0

5000 LA L L L L L L LB
16.60 16.80 17.00 17.20
m/z 82.00 80.33%
0 138.0 168.0 1940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117604: Octadecanal
43.0

16.60 16.80 17.00 17.20
m/z 55.00 70.79%

5000

137.0 166.0 194.0 222.0 250.0

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal A B
43.0 16.60 16.80 17.00 17.20
820 m/z 96.00 69.20%

5000

137'0158.0180-0 208.0 236.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20

8270-BF112618.M Thu Nov 29 11:50:42 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 17 Tetrapentacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.17 4.19 ng 54309 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane 759 C54H110 005856-66-6 58
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 58
3 Hentriacontane 437 C31H64 000630-04-6 58
4 Octacosane 394 C28H58 000630-02-4 53
5 Tetracosane 338 C24H50 000646-31-1 53
Abundance Scan 2564 (17.168 min): BF111057.D (-2561) (-) m/z 57.05 100.00%
510
5000
” L0 16.80 17.00 17.20 17.40
281.0 : : : :
Of ek b ||--|l|||| Hher b e || M/z 43.10 77 25%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243297: Tetrapentacontane
57.0
5000 LU SR UL UL B

16.80 17.00 17.20 17.40
m/z 71.05 72.01%

ﬁ “““0“26‘703370 4210 5190 589.0 6890 7580

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #129494: 10-Methylnonadecane
57.0
R S R
16.80 17.00 17.20 17.40
5000 m/z 85.00 48 .64%
154.0
o . 267.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #223852: Hentriacontane A BT o e
57.0 16.80 17.00 17.20 17.40
m/z 69.00 47 .97%
5000

127.0 1970 309.0 379.0437.0

N e  —— S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 16. 80 17. OO 17.20 17.40

8270-BF112618.M Thu Nov 29 11:50:43 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 18 unknownl7.42 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.42 2.86 ng 37078 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4.9.9-Tetramethvl-4.9-disilatr... 218 C12H18Si2 1000280-67-7 43
2 2-Chloro-5.6-dimethvl-1-(2-propv... 218 C12H11CIN2 080276-20-6 38
3 4.5"-Bipvrimidine. 4" .6-dimethoxy- 218 C10H10N402 059549-37-0 35
4 9-Oxabicvclol4.3.01non-6-en-8-on... 218 C13H1403 1000160-28-8 27
5 Thieno[2,3-b]pyridine-2-carbonit... 218 C10H10N4S 147992-88-9 25
Abundance Scan 2607 (17.421 min): BF111057.D (-2603) (-) m/z 218.15 100.00%

218.2
5000 189.1
41.0 69.0  94.0 161.1

117.0133.0 ----...............
17. 20 17. 40 17. 60 17. 80

(o} m/z 203.15 67 .35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75659: 4,4,9,9-Tetramethyl-4,9-disilatricyclo[6.2.0.0(3,6...
208.0
5000

17.20 17.40 17.60 17.80
430 219.0 m/z 189.10 43.61%
0 500 830 1090 1310 1990 4870 | |
R I T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75572: 2-Chloro-5,6-dimethyl-1-(2-propynyl)-1H-benzimidazole
218.0
17.20 17.40 17.60 17.80
5000 m/z 219.20 29.26%
oL0 1160 179.0
65.0 | | 157.0 | | ‘
0,....,..‘..,.‘...,..‘..,....,....,....‘,.‘...,“....,l...,‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75183: 4,5-Bipyrimidine, 4',6-dimethoxy- i B R
218.0 17.20 17.40 17.60 17.80
0
176.0 m/z 94.00 27 .59%
5000
42.0
135.0 2010
77.0 94.0 1100 ‘ 160.0
SNSRI M it N N B ,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.20 17.40 17.60 17.80

8270-BF112618.M Thu Nov 29 11:50:43 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 19 unknownl7.48 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.48 6.20 ng 80224 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropalalnaphthalene. la.... 204 C15H24 000489-29-2 46
2 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 46
3 Benzene. 1.3.5-tris(l-methvlethvl)- 204 C15H24 000717-74-8 43
4 Naphthalene. 1.2.4a.5.8.8a-hexah... 204 C15H24 005951-61-1 43
5 3,4-Dihydrocoumarin, 4,4,7,8-tet... 204 C13H1602 040614-36-6 38

Abundance Scan 2617 (17.480 min): BF111057.D (-2612) (-) m/z 189.10 100.00%

189.1

5000

17.20 17.40 17.60 17.80

0 m/z 204.15 85.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64566: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7b-oc...
161.0 189.0

17.20 17.40 17.60 17.80
m/z 177.05  82.00%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189.0
161.0
17.20 17.40 17.60 17.80
5000 105.0 m/z 55.05 40.43%
41.0 133.0
69.0 ‘
ok -|‘- \“ \\‘ H‘\ m ‘MMH 1l | .‘l“...ll..‘..l.‘...|....|
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #64385. Benzene, 1,3,5-tris(1-methylethyl)- A B
189.0 17.20 17.40 17.60 17.80
m/z 175.10 38.33%
5000 161.0
43.0
91.0
0150\ ‘ 650\ \‘ ‘115013\30\ | ‘ |
R B A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111057.D

Aca On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample : J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 20 unknownl7.77 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.77 5.84 ng 75623 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol4.1.01lheptane. 2.2.... 218 C15H220 070038-20-9 38
2 2.4-Diethoxvauinazoline 218 C12H14N202 000611-65-4 30
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 27
4 Benzolahilpervlene 276 C22H12 000191-24-2 22
5 3,5-Dimethoxy-7-methylnaphthalen... 218 C13H1403 075628-97-6 14
Abundance Scan 2666 (17.768 min): BF111057.D (-2660) (-) m/z 276.20 100.00%
218.2 276.2
43.1
5000
| 17.40 17.60 17.80 18.00
Ob e - m/z 218.20 81.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75943: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-m...
43.0
119.0
5000 AR SRR UL B B
17.40 17.60 17.80 18.00
m/z 43.10 57 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75593: 2,4-Diethoxyquinazoline
110.0 1460 218.0
17.40 17.60 17.80 18.00
5000 m/z 119.05 45 _25%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... A BT o e
218.0 17.40 17.60 17.80 18.00
m/z 137.10 40.51%
41.0 91.0 133.0
5000 175.0
67.0
0! :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112818\
Data File : BF111057.D

Acq On : 28 Nov 2018 20:39

Operator : JU/SJ

Sample - J6079-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF112618_.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]
Butane, 2-methoxy... 2.23 6.8 ng 109517 1 6.93 324348 20.0
2-Pentanone, 4-hy... 5.18 4.0 ng 65730 1 6.93 324348 20.0
unknown6.70 6.70 83.0 ng 1346390 1 6.93 324348 20.0
n-Hexadecanoic acid 11.97 10.4 ng 179893 4 11.47 346494 20.0
Octadecanoic acid 12.76 3.4 ng 59088 4 11.47 346494 20.0
2-methyloctacosane 13.59 2.6 ng 47690 5 14.13 365596 20.0
1-Dodecanol, 2-oc... 13.92 11.3 ng 207098 5 14.13 365596 20.0
Hexadecane 14.24 5.7 ng 104832 5 14.13 365596 20.0
Tetracosane 14_.54 9.3 ng 170470 5 14.13 365596 20.0
Heptacosane 14.86 13.1 ng 238482 5 14.13 365596 20.0
Squalene 14.93 3.8 ng 48587 6 15.66 258983 20.0
Eicosane 15.59 14.9 ng 192863 6 15.66 258983 20.0
Octadecane 16.04 12.8 ng 165306 6 15.66 258983 20.0
Tetradecanal 16.88 3.5 ng 45044 6 15.66 258983 20.0
Tetrapentacontane 17.17 4.2 ng 54309 6 15.66 258983 20.0
unknownl7 .42 17.42 2.9 ng 37078 6 15.66 258983 20.0
unknownl7.48 17.48 6.2 ng 80224 6 15.66 258983 20.0
unknownl7.77 17.77 5.8 ng 75623 6 15.66 258983 20.0
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