LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 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-BF010719.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 2.163 10 13 24 rVB 75970 118913 3.96% 0.402%
2 5.093 506 511 520 rVB 116927 134471 4._.48% 0.455%
3 5.510 577 582 585 rBVY 2342676 2264215 75.41% 7.657%
4 6.516 748 753 769 rBVY 2482889 2510103 83.60% 8.489%
5 6.645 771 775 779 rBVY 2503260 2468706 82.23% 8.349%
6 6.869 810 813 817 rBV 738955 670584 22.34% 2.268%
7 7.028 836 840 844 rBVY 2109294 1937450 64.53% 6.552%
8 7.434 904 909 912 rBVY 1631338 1532169 51.03% 5.182%
9 8.157 1027 1032 1035 rBV 912577 848036 28.25% 2.868%
10 9.228 1210 1214 1217 rBV 3243489 2854568 95.08% 9.654%

11 9.616 1277 1280 1285 rBV 212728 162094 5.40% 0.548%
12 9.910 1326 1330 1334 rBV 1080177 890322 29.65% 3.011%
13 10.698 1460 1464 1468 rBV 1793083 1546632 51.51% 5.230%
14 10.798 1478 1481 1484 rBV2 28496 37100 1.24% 0.125%
15 11.398 1579 1583 1585 rBV 869330 779942 25.98% 2.638%

16 11.416 1585 1586 1590 rVB 66959 49514 1.65% 0.167%
17 11.786 1645 1649 1652 rBV 699956 616263 20.53% 2.084%
18 11.916 1668 1671 1675 rBvV2 102127 93846 3.13% 0.317%
19 12.104 1698 1703 1706 rBv4 42398 51877 1.73% 0.175%

20 12.468 1762 1765 1767 rBV 1892461 1856161 61.82% 6.277%

21 12.492 1767 1769 1775 rVB 3377560 3002349 100.00% 10.153%
22 12.574 1780 1783 1786 rBV 373281 302826 10.09% 1.024%

23 12.610 1786 1789 1791 rBV 63042 57782 1.92% 0.195%
24 12.704 1802 1805 1810 rBV5 24334 37316 1.24% 0.126%
25 12.798 1818 1821 1823 rBV 38008 36697 1.22% 0.124%
26 12.839 1823 1828 1829 rBV2 44126 52020 1.73% 0.176%
27 12.980 1848 1852 1855 rBV 2751094 2369148 78.91% 8.012%
28 13.204 1888 1890 1892 rBV 43768 44354 1.48% 0.150%
29 13.298 1905 1906 1911 rVB3 52265 45422 1.51% 0.154%
30 13.404 1922 1924 1927 rBV4 33832 38579 1.28% 0.130%
31 13.551 1947 1949 1952 rVB 42993 35498 1.18% 0.120%
32 13.874 2000 2004 2010 rBV2 143438 195637 6.52% 0.662%
33 13.968 2018 2020 2021 rBV2 49714 36009 1.20% 0.122%

34 14.039 2028 2032 2035 rBV 835775 767947 25.58% 2.597%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.198 2056 2059 2061 rBV 95699 90339 3.01% 0.306%
36 14.504 2109 2111 2114 rVB 103759 80289 2.67% 0.272%
37 15.151 2219 2221 2225 rVB2 104342 98053 3.27% 0.332%
38 15.521 2280 2284 2292 rVB 544243 774419 25.79% 2.619%
39 15.974 2359 2361 2365 rVB2 87035 82279 2.74% 0.278%

Sum of corrected areas: 29569929
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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\BF011119\

BF112017.D

11 Jan 2019 16:07

JussJ

K1071-09

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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3000000
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TIC: BF112017.D
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h0.80 11.42

—

12|

11.927 19

A7

12.57

12.98
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Time-->
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3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF112017.D

14.04

Time-->
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14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.16 3.55 ng 118913 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 78
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 12 (2.157 min): BF112017.D (-10) (-) m/z 73.10 100.00%
7B
5000 43 A
55
87 S
8 | 11 220 2.30 2.40 2.50 2.60
N Y S PSS 1 NN S m/z 43.00 39.80%
mz-> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #4492: Butane, 2-methoxy-2-methyl- k/\/\k'w
73
5000 RN IR IR U U
43 9 2.20 2.30 2.40 2.50 2.60
87 m/z 55.10 31.65%
""I""I"J!hé?"h| |49 ?4'§?ILI"I""I""%Q%"I""I
mz-> 0 10 20 4 50 60 70 8 90 100 110
Abundance #734: N-Ethylformamide
30
73
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 22 .86%
44 58
18 H
'”'I”HIP'l'"?ﬁ+”hl'”'l”"ﬁ"W"”l'”'I”"P"W
mz-> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #785: Borane, dimethoxy- R Bama
73 2.20 2.30 2.40 2.50 2.60
43 m/z 45.00 10.60%
5000 s
29
o | s || 5 ‘
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.09 4.01 ng 134471 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 511 (5.093 min): BF112017.D (-506) (-) m/z 43.00 100.00%
a3
59
5000
ot ko 5h0 8%0 sk
...,....,....,....I,'::..,??!!,....,....,?3...,....,|....,. m/z 59.10 57.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 U R U S IR
4.80 5.00 5.20 5.40
59 m/z 101.10 19.36%
21 37, 53,|| 67 77 83 o1 ,101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 5.00 520 540
5000 m/z 58.00 13.49%
29 101
15 Y 51 ||| 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A R AR
43 4.80 5.00 520 5.40
m/z 41.10 9.13%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.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 unknown6.65 Concentration Rank 2

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

6.65 73.63 ng 2468710 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF112017.D (-771) (-) m/z 132.00 100.00%
5000 68
40 54 7 g7 16 5115 J 640 6.60 6.80 7.00
AL L Weus W m/z 68.10 39.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 A A AR SRS
6.40 6.60 6.80 7.00
33 44 o 105 ‘ m/z 134.00 33.33%
T 'J' |I“"'ﬁ9"|"ﬁ0"' JI'L'%¥5I' L L U B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 og 116 m/z 66.10 25.55%
N ..,....,.?% .,W97.U,. M 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e
K 6.40 6.60 6.80 7.00
m/z 69.10 16.01%
5000
92
65
105
|'2?' ?E' ?%' fd” '?z EEnN ”--1}7- L AL AL SARL IR AR R R L
m/z--> 20 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\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 5 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 15.80 ng 616263 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1650 (11.792 min): BF112017.D (-1645) (-) m/z 74.00 100.00%
o
5000
43
143 227 SRMBEMBESSED | NS M.
ﬁ 1mﬁ%|5ﬂmwwm 241 270 11.40 11.60 11.80 12.00 12.20
I""I""ll"'l"ll'!"lll""I"l"l'"'I"I"I'I"'II""'I""III""I"I"I m/z 87.10 80.51%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 S UL BN BN I
43 11.40 11.60 11.80 12.00 12.20
7 143 m/z 43.05 32.27%

| L i 1011;5129 | 157171185199213227241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—r'_r
a7 11.40 11.60 11.80 12.00 12.20
5000 43 m/z 55.10 28.53%

| M ‘\“ 101115129 ‘3157171185199213227241 270

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester REEE R S b
74 11.40 11.60 11.80 12.00 12.20
m/z 41.10 26.72%

87
5000 43
%7
Aol 191115129 \ 157171185199 228

| LA BLALNLELE BLALELELN BRI IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 6 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.41 ng 93846 Phenanthrene-d10 11.40
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 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1672 (11.921 min): BF112017.D (-1668) (-) m/z 60.00 100.00%

143 199 | 227 11.60 11.80 12.00 12.20
m/z 43.05 99.85%

78
5000 129
85 213
js 115 157171185 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

SN

w
o2}
S
~
W

5000 129
11.60 11.80 12.00 12.20

m/z 73.00 96.17%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
]

8 e

11.60 11.80 12.00 12.20
5000 m/z 55.10 86.61%

29
og 115 ‘ 171185 214
‘ Il \\M\ L 143157 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

‘ 85 129

T

Abundance #95854: Pentadecanoic acid ST T T T T ]
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 80.16%
29
5000
129 242
8 115 ‘ 143 185
I ‘\ ‘I“ 1l ‘ H H‘ ?\H u . : 1?? il ‘ 213225 I I
TrTT mmee I T t LA I T T TT I T I T T TTIT LELEL TTTT T _'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—r
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\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 7 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.47 47 .60 ng 1856160 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 1765 (12.468 min): BF112017.D (-1762) (-) m/z 67.05 100.00%

67

5000

12.20 12.40 12.60 12.80
m/z 81.05 82.95%

135150

178 196 220237 263 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

4 67 w#

5000 IIIIIIIIIIIIIIIIIII
12 20 12. 40 12 60 12. 80
109 m/z 55.10 72.15%
135180  47g 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67

41 R M s

12.20 12.40 12.60 12.80
m/z 41.10 62.01%

5000

2 135150 178 223 2637792%4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester A mE T AR
67 12 20 12. 40 12 60 12. 80

m/z 95.10 55.58%

294
178 196 220237 263 ﬂm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 8 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.49 76.99 ng 3002350 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
Abundance Scan 1769 (12.492 min): BF112017.D (-1767) (-) m/z 55.10 100.00%
41
5000
- 12,20 12.40 12,60 12.80
Obprrrrhies m/z 41.10 69.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
41 55

74

12.I20 12.I40 12.I60 12.I80
m/z 69.10 59.45%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
55

41 12.20 12.40 12.60 12.80
m/z 74.10 52.82%

5000

264

222
138152 180 507%%p36 | 278 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester R EAmEaE R R
55 12.20 12.40 12.60 12.80

41 m/z 43.10 51.26%

5000
264

138152

222
180 5077236 278 296
P e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 9 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.57 7.77 ng 302826 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 92
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
Abundance Scan 1782 (12.568 min): BF112017.D (-1780) (-) m/z 74.00 100.00%
74
5000 43
9 12.20 12.40 12.60 12.80
m/z 87.00 71.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74
5000 43 U, ---- T T
12,20 12.40 12.60 12.80
m/z 43.10 51.43%
2 9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74
12.20 1240 12.60 12.80
5000 m/z 55.10 36.87%
28 43
‘ 143 255 298
101 199
LBl e | % e o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107597: Pentadecanoic acid, methyl ester R RN REAE S
74 12,20 12.40 12.60 12.80
m/z 41.10 33.01%
5000 }\NA
2 H B | B us M 185 %08 2%
m/z--> 25 45 éo 80 100 150 140 160 180 200 220 240 260 280 300 12,20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 10 1-Dodecanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.10 ng 195637 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 91
4 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 91
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
Abundance Scan 2003 (13.868 min): BF112017.D (-2000) (-) m/z 57.10 100.00%
7 g3
4
5000
139 195212 234 264 289 330 13.60 13.80 14.00 14.20
- 108 m/z 43.10 91.19%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
5000{ 4 LR BN SULRL L B

13 60 13. 80 14. OO 14 20
11 m/z 55.10 85.70%

139 167183 210 252 280297
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
R EEEEE RS
13.60 13.80 14.00 14.20
5000 44 m/z 83.10 81.26%
83 111
J‘ I 1‘ “ L | 139155 196 224 269
it e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #204512: Oxalic acid, octadecyl propyl ester R EEEEE RS
43 13.60 13.80 14.00 14.20
m/z 41.10 67.23%
5000 71
97
125 297
26 | | | | 9141 168 224 252 279 | 340
“”q””.”.””.”.u”.u.”u.”.””.”.u”.u.”u.”.””.. R EEEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 11 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.20 2.35 ng 90339 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 89
2 Docosane 310 C22H46 000629-97-0 76
3 Hentriacontane 437 C31H64 000630-04-6 74
4 Octacosane 394 C28H58 000630-02-4 72
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 72
Abundance Scan 2059 (14.198 min): BF112017.D (-2056) (-) m/z 57.10 100.00%
57
5000 J
113 0 14.00 1420 14.40 14.60
165 248 280302 13.80 14.00 14.20 14.40 14.60
S J“, L A2 26 8 m/z 43.10 72.68%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
5000 AR BRI BRI B B
Bmmmmmmmmm
29 m/z 71.10 57 .85%
! 113141 169 197 225 253 206
m/z--> 6 éo 160 1éo 260 250 360 3%0 460 !
Abundance #153223: Docosane
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 45.47%
113
LT ey W0
miz--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane e o
57 13.80 14.00 14.20 14.40 14.60
m/z 55.10 30.95%
5000 85
113
|7 141 169 197 225 253 281 309 337 365 437
m/z--> c') 5'0 1(')0 1éo 2(')0 250 3(')0 3&1;0 4(')0 ! 13. 80 14. oo 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 13 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.15 2.53 ng 98053 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Pentacosane 352 C25H52 000629-99-2 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2221 (15.151 min): BF112017.D (-2219) (-) m/z 57.10 100.00%
g7
5000
U111 169 207 g 90 erqm 1480 1500 15,20 1540
i, 283 ke 374 m/z 43.10 71.41%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 L AR BURBLR SRR UL B
mmmmmmmm
m/z 71.10 65.02%
29 113
| | LY ', 141 160 107 205 268
m/z--> 50 100 1%0 260 250 360 3éo
Abundance #185533: Pentacosane
57
14,80 15.00 15.20 15.40
5000 85 m/z 85.10 47 .27%
113
29 | | A |11t 169189211 230 267 295 323 352
m/z--> §0 100 150 200 250 360 3%0
Abundance #129491: Eicosane R B .
57 14.80 15.00 15.20 15.40
m/z 55.10 27 .01%
5000 85
29
J“ “J | ‘1}3‘141 169 197 225 253 282
m/z--> §0 160 150 260 250 300 3éo ' 1480 1500 1520 1540 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112017.D

Aca On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 14 Behenyl chloride Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.12 ng 82279 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenvl chloride 344 C22H45CI 042217-03-8 86
2 Octadecane 254 C18H38 000593-45-3 86
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 70
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 70

Abundance Scan 2360 (15.968 min): BF112017.D (-2359) (-) m/z 57.10 100.00%

57

85

5000
137

207  REREERREES mant
229 754 280 309 345 372 399 15.60 15.80 16.00 16.20

m/z 43.10 67.17%

179

m/z--> 50 100 150 200 250 300 350 400
Abundance #180096: Behenyl chloride
57
5000 85 LA L L L L L LB L
15.60 15.80 16.00 16.20
29 J m/z 85.10 59.15%
113
ER TR
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
R S R
15.60 15.80 16.00 16.20
5000 85 m/z 71.10 37.97%
29 113
[ |77 4L 169 167 225 254
At e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- A BT o e
57 15.60 15.80 16.00 16.20
m/z 55.05 34.91%
5000
85

113
A 141 183 211 253 282

T
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011119\
Data File : BF112017.D

Acq On : 11 Jan 2019 16:07

Operator : JU/SJ

Sample : K1071-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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... 2.16 3.5 ng 118913 1 6.87 670584 20.0
2-Pentanone, 4-hy... 5.09 4.0 ng 134471 1 6.87 670584 20.0
unknown6 .65 6.65 73.6 ng 2468710 1 6.87 670584 20.0
Hexadecanoic acid... 11.79 15.8 ng 616263 4 11.40 779942 20.0
n-Hexadecanoic acid 11.92 2.4 ng 93846 4 11.40 779942 20.0
9,12-Octadecadien... 12.47 47.6 ng 1856160 4 11.40 779942 20.0
15-Octadecenoic a... 12.49 77.0 ng 3002350 4 11.40 779942 20.0
Methyl stearate 12.57 7.8 ng 302826 4 11.40 779942 20.0
1-Dodecanol, 2-oc... 13.87 5.1 ng 195637 5 14.04 767947 20.0
Heneicosane 14 .20 2.4 ng 90339 5 14.04 767947 20.0
Nonadecane 15.15 2.5 ng 98053 6 15.52 774419 20.0
Behenyl chloride 15.97 2.1 ng 82279 6 15.52 774419 20.0
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