LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32 Instrument :

Operator : SJ/JU BNA_F

Sample - J1626-01 ClientSampleld :

Misc - SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 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:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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 2.146 4 10 24 rVB 2793174 3891122 51.61% 9.495%
2 5.498 576 580 599 rVB 1987017 1950873 25.88% 4_.760%
3 6.398 730 733 736 rBV 100960 84587 1.12% 0.206%
4 6.504 748 751 758 rBVY 1152937 1148448 15.23% 2.802%
5 6.557 758 760 764 rVB 109443 89888 1.19% 0.219%
6 6.645 771 775 779 rBVY 3199155 3264170 43.29% 7.965%
7 6.698 781 784 793 rVB 138175 130633 1.73% 0.319%
8 6.875 810 814 817 rBY 1176934 974701 12.93% 2.378%
9 6.928 820 823 831 rVB 419308 381283 5.06% 0.930%
10 7.034 837 841 844 rBVY 3429364 3232817 42.88% 7.889%

11 7.445 906 911 914 rBV 2717987 2729108 36.20% 6.659%
12 7.892 982 987 990 rBV 80535 79565 1.06% 0.194%
13 8.075 1011 1018 1021 rBV 4902764 7539527 100.00% 18.397%
14 8.157 1029 1032 1038 rVB 1384752 1290307 17.11% 3.149%
15 8.333 1059 1062 1068 rVvB2 109349 115017 1.53% 0.281%

16 8.398 1069 1073 1077 rBvV2 78665 81249 1.08% 0.198%
17 8.439 1077 1080 1088 rVB 157453 144245 1.91% 0.352%
18 8.510 1088 1092 1096 rBV3 69103 99344 1.32% 0.242%
19 9.233 1210 1215 1218 rBV 4280110 4039070 53.57% 9.856%
20 9.304 1224 1227 1230 rVB 116256 87764 1.16% 0.214%

21 9.622 1275 1281 1288 rBV 175231 220888 2.93% 0.539%
22 9.833 1314 1317 1320 rBV 227668 170767 2.26% 0.417%
23 9.916 1327 1331 1339 rVB 1261891 1204165 15.97% 2.938%
24 10.292 1389 1395 1396 rBV2 81125 94142 1.25% 0.230%
25 10.304 1396 1397 1399 rVvVv 117163 92396 1.23% 0.225%

26 10.333 1399 1402 1405 rVB2 177543 154236 2.05% 0.376%
27 10.704 1461 1465 1473 rBV 1872498 1949504 25.86% 4._.757%
28 10.804 1478 1482 1486 rVB2 88898 99030 1.31% 0.242%
29 11.404 1580 1584 1591 rBV 1024641 921108 12.22% 2.248%
30 12.986 1849 1853 1857 rBV 2687166 2686119 35.63% 6.555%

31 13.868 2000 2003 2009 rBV 211097 243349 3.23% 0.594%
32 14.051 2030 2034 2043 rBV 821737 813236 10.79% 1.984%
33 14.892 2173 2177 2181 rBV 295480 290032 3.85% 0.708%
34 15.545 2283 2288 2298 rBV 476884 688594 9.13% 1.680%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 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:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 40981284
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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:\HPCHEMI\BNA F\DATA\BF022118\

BF103148.D

21 Feb 2018 20:32

SJ/Ju

J1626-01

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

SILVERLAKE-LAYDOWN-YARD
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2

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

2.15 79.84 ng 3891120 1,4-Dichlorobenzene-d4 6.87
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 11 (2.152 min): BF103148.D (-4) (-) m/z 73.00 100.00%
7B
5000 43 /\
52 87 L
37| 49 o7 220 2.30 2.40 2.50 2.60
b o i b4 e e M7z 43.00  41.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 31.99%
I
mz-> 20 30 40 s'o 60 70 8 90 100 110 120 130
Abundance
73
87 AN LR R U IR U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 25.42%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e A R aas Eas s
73 220 2.30 2.40 2.50 2.60
m/z 40.95 13.29%
5000 43
58
29 ﬁ7
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' RN RN LA R U U
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:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.65 Concentration Rank 3

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

6.65 66.98 ng 3264170 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103148.D (-771) (-) m/z 132.00 100.00%
5000 68
5 e
40 54 | 75 104 6.40 6.60 6.80 7.00
O B 87 L Rt us Ml “m/z 68.00 38.01%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS A R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.43%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.15%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine L aARmEREmE S
132 6.40 6.60 6.80 7.00
m/z 69.00 14 .35%
5000
33 44 0 g7 105
0""I'L"I""?%"'iq"'l' '1ﬁ' ﬁ? |"J'|'J”' }}EI""I T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Benzene, 1,2,3-trimethyl- Concentration Rank 9

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

6.70 2.68 ng 130633 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 784 (6.698 min): BF103148.D (-781) (&)) m/z 105.00 100.00%
105
5000 120
39 51 g3 , T 9 6.40 6.60 6.80 7.00
Ol sttt i bl TmZZz 120.00  42.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.40 6.60 6.80 7.00
7 m/z 119.00 12.66%
0 15 27 3\9\ 5\1 58 §? i 9\1 97 || Al
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120
6.40 6.60 6.80 7.00
5000 m/z 76.95 11.30%
ol 15 27 39 5155 65 9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9420: Benzene, 1,2,4-trimethyl-

6.40 6.60 6.80 7.00
m/z 91.00 10.09%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 1-Butoxy-2-ethylhexane Concentration Rank 6

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

6.93 7.82 ng 381283 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butoxv-2-ethvlhexane 186 C12H260 062625-25-6 50
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 50
3 Propanoic acid. 2.2-dimethvl-., o... 214 C13H2602 027751-88-8 43
4 Oxirane. IT(2-ethvlhexvDoxvImet... 186 C11H2202 002461-15-6 38
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 37

Abundance Scan 823 (6.928 min): BF103148.D (-820) (-) m/z 57.00 100.00%
5000
41 105
7|0 8|3 0 ‘ 12|° 6.60 6.80 7.00 7.20
ok ey 20 m/z 41.00 33.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50336: 1-Butoxy-2-ethylhexane
57
5000 41
29 6.60 6.80 7.00 7.20
m/z 105.00 33.28%
‘ 70 83 112
oo L B T s e 157 e
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57
6.60 6.80 7.00 7.20
5000 m/z 42.95 29.08%
43
29 70 83
18 98 112
G L S S SO UL WL B UL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #72722: Propanoic acid, 2,2-dimethyl-, octyl ester
57 6.60 6.80 7.00 7.20
m/z 55.00 24 _.22%
5000 a1
‘ ‘ 1 g5
oL, ..,.M. J”;IIMMIIJWII‘NIIIII }}?II. N }?TI%lellll
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1

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

8.07 116.86 ng 7539530 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 64
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 53
4 Tetraethvlene alvcol 194 C8H1805 000112-60-7 50
5 Propanoic acid, 2-hydroxy-, buty... 146 C7H1403 000138-22-7 47

Abundance Scan 1017 (8.069 min): BF103148.D (-1011) (-) m/z 57.00 100.00%
45 57
5000
> 87 780 8.00 8.20 840
101 . . . .
o..,....,....,.F??,:'!..,..ll!';-:.‘??,un.'..,..'.|.',....,"....,...1.1,?...1,?.2..,1.‘.“.‘.,... m/z 45.00 86.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
45 57
5000 RN LR R IR
29 7.80 8.00 8.20 8.40
75 o m/z 41.00 31.36%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
45
7.80 8.00 8.20 8.40
5000 m/z 75.00 17.08%
29 75
87
0 18 37 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4468: 3,3—Dimethy|butane—2—0| LI L L L L L L LB
57 7.80 8.00 8.20 8.40
45 m/z 56.00 16.64%
5000
87
29 69
0'W'”W'”“'““N“W'“H'”i'”ﬁ'”W'“&Q%'P”'P”'P”'P'”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Benzothiazole Concentration Rank 11

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

8.44 2.24 ng 144245 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 83
3 3-Allvlbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 64
4 Thienol2.3-clpvridine 135 C7H5NS 000272-12-8 64
5 2-Fluoro-4-cyanotoluene 135 C8H6FN 170572-49-3 59

Abundance Scan 1080 (8.439 min): BF103148.D (-1077) (-) m/z 135.00 100.00%
35
5000
108
69 R U L R
36 45 54 82 01 17 8.20 8.40 8.60 8.80
o} e m/z 108.00 35.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15454:; Benzothiazole
135
5000 RS U L R
108 8.20 8.40 860 8.80
69 82 m/z 68.90 18.91%
45 58 91
0...,??ﬁ%J.mﬂph.”,h.h.,.n”,...ﬁ,...w....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135
820 840 8.60 8.80
5000 m/z 63.00 12.33%
6 108
45 54 82 a
L B L L W UL UL LN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #106063: 3-Allylbenzothiazolium bromide
135 8.20 8.40 860 8.80
m/z 82.00 9.88%
5000 41
108
69
oLas 27 | % T 829 L w9 am
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 8

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

9.83 2.84 ng 170767 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Pentadecane 212 C15H32 000629-62-9 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 5-Ethvldecane 170 C12H26 017302-36-2 78
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1316 (9.828 min): BF103148.D (-1314) (-) m/z 57.00 100.00%
57
43
5000
99 9.60 9.80 10.00 10.20
113
o 1274 m/z 43.00 70.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 n IR R R BN B
g5 9.60 9.80 10 00 10 20
29 m/z 71.10 48.10%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.00 30.22%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #59880: Tetradecane B B L L B
57 9.60 9.80 10.00 10.20
43 m/z 41.00 27 .84%
71
5000 85
29
Omﬂ‘ ‘M%MMmmm 198
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.56 ng 154236 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 59
2 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 59
3 1-lodoundecane 282 C11H23l1 004282-44-4 50
4 Tetracosane 338 C24H50 000646-31-1 50
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 50

Abundance Scan 1401 (10.327 min): BF103148.D (-1399) (-) m/z 57.00 100.00%

g7

5000

10.00 10.20 10.40 10.60

(o} m/z 43.00 54 _.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57
43
71
5000 TT [T T T T [T T I T[T T T T[T TTT]
85 10.00 10.20 10.40 10.60
29 m/z 85.05 32.60%
99
0 \ ‘ L | ‘ 113127141155169183 212
”w'“w'“w'“w“'w“"“'w“"”"“"“"“"“'w“'w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
10.00 10.20 10.40 10.60
5000 m/z 41.00 28.23%
71 g5
29 99
0 113127141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128607: 1-lodoundecane R e R AR R
43 57 10.00 10.20 10.40 10.60
m/z 71.00 23.03%
5000 71 85
29
113 155
oL15 [l g \ 127141 ] 169183197211225 282
A B R B e B R e AR RARRR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60

8270-BF020318.M Thu Feb 22 09:51:20 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.15 ng 99030 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 58
2 Pentadecane 212 C15H32 000629-62-9 53
3 Tetradecane 198 C14H30 000629-59-4 53
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 53
5 Heptacosane 380 C27H56 000593-49-7 53
Abundance Scan 1481 (10.798 min): BF103148.D (-1478) (-) m/z 57.00 100.00%
g7
179
5000
3 10.40 10.60 10.80 11.00 11.20
o m/z 178.90 54 _57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane
57
U\ 4
5000 LRI PRI SUNIUS MR BN
85 10.40 10.60 10.80 11.00 11.20
29 m/z 43.00 41_.21%
o || | \1}3 ‘141 169 107 225 253 282
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10.40 10.60 10.80 11.00 11.20
5000 g5 m/z 41.00 40.19%
29

113 141 1g9 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59879: Tetradecane A EEE TS L

57 10.40 10.60 10.80 11.00 11.20

m/z 70.95 24 _30%
5000 85
29
o J ‘ | 113 141 169 198
e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Trifluoroacetoxy hexadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.87 5.98 ng 243349 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2003 (13.868 min): BF103148.D (-2000) (-) m/z 57.00 100.00%
97
83
5000 11
SR AR SUNIUE SR B
139 13.60 13.80 14.00 14.20
193
o b e e | W/Z 54.95  O4.46%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
29 125 m/z 43.00 86.09%
o) I\I L‘ |" 1 l“ \“ ‘“15‘4|. |]|-9‘|6|2|24|.| |2§|9| : |32|O| g
m/z--> 50 100 150 200 250 300 350
Abundance
55
o7 13.60 13.80 14.00 14.20
5000 m/z 83.00 77.99%
29
125
0 77 153 181 308
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester T e
13.60 13.80 14.00 14.20
83 m/z 97.00 71.19%
- i m’L
29 169
o ‘ J 0 | 1% o 302
m/z--> 50 100 150 200 250 300 350 ' 13.60 13.80 14.00 14.20

8270-BF020318.M Thu Feb 22 09:51:21 2018

SILVERLAKE-LAYDOWN-YARD

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103148.D

Aca On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample : J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.89 8.42 ng 290032 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
3 Supraene 410 C30H50 007683-64-9 87
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
Abundance Scan 2177 (14.892 min): BF103148.D (-2173) (-) m/z 69.00 100.00%
60
5000
4 N A TN B
95 14.60 14.80 15.00 15.20
oLt b 4 JW' 1,.1.7?.,?1.7..,.2.7?. 3 m/z 81.00 52.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000{ 4! R BN UL SO SRR
14.60 14.80 15.00 15.20
95 m/z 41.00 25.65%
0 L] “‘J 417 ﬂ ‘161 191 217 273 299 341 367 410
T I IR LN AR UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 15.20
5000{ 41 m/z 95.00 12.39%
93
136
0 113 | 161 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene AR EEREE L
69 14.60 14.80 15.00 15.20
m/z 67.95 11.73%
5000
41
’ 95 137
bbb L L7 | 168 191 247 245 273 209 341 367 410 e A
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\

Data File : BF103148.D

Acq On : 21 Feb 2018 20:32

Operator : SJ/JU

Sample - J1626-01 :

Misc : SILVERLAKE-LAYDOWN-YARD
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.15 79.8 ng 3891120 1 6.87 974701 20.0
unknown6 .65 6.65 67.0 ng 3264170 1 6.87 974701 20.0
Benzene, 1,2,3-tr... 6.70 2.7 ng 130633 1 6.87 974701 20.0
1-Butoxy-2-ethylh. .. 6.93 7.8 ng 381283 1 6.87 974701 20.0
Ethanol, 2-(2-but... 8.07 116.9 ng 7539530 2 8.16 1290310 20.0
Benzothiazole 8.44 2.2 ng 144245 2 8.16 1290310 20.0
Hexadecane 9.83 2.8 ng 170767 3 9.92 1204170 20.0
Pentadecane 10.33 2.6 ng 154236 3 9.92 1204170 20.0
Eicosane 10.80 2.1 ng 99030 4 11.40 921108 20.0
Trifluoroacetoxy ... 13.87 6.0 ng 243349 5 14.05 813236 20.0
Squalene 14.89 8.4 ng 290032 6 15.54 688594 20.0
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