LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\

Data File : BF112147.D

Aca On : 19 Jan 2019 1:34 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K1011-07 5X OR-03-011719-B

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF011619.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.481 574 577 595 rBVY 1066987 1105386 14.43% 2.834%
2 6.493 746 749 764 rBVY 1316613 1260580 16.46% 3.231%
3 6.628 768 772 779 rBVY 1464888 1250161 16.32% 3.205%
4 6.857 807 811 818 rBVY 1647051 1477638 19.30% 3.788%
5 7.010 833 837 841 rBV 1259147 1030067 13.45% 2.640%
6 7.410 902 905 910 rBV 809427 654023 8.54% 1.677%
7 8.139 1023 1029 1032 rBv 2020028 1922959 25.11% 4.929%
8 8.728 1126 1129 1133 rBV 213312 179559 2.34% 0.460%
9 9.210 1207 1211 1217 rBVY 1826686 1488368 19.44% 3.815%
10 9.292 1221 1225 1228 rBV 294074 243149 3.18% 0.623%
11 9.328 1228 1231 1235 rVvB2 108029 98559 1.29% 0.253%

12 9.604 1275 1278 1282 rBV2 138796 196074 2.56% 0.503%
13 9.822 1312 1315 1320 rVB 304380 221342 2.89% 0.567%
14 9.892 1323 1327 1331 rVV 2117855 1758677 22.97% 4._.508%

15 10.098 1357 1362 1366 rVB3 47882 88988 1.16% 0.228%
16 10.145 1366 1370 1374 rBV4 58147 81732 1.07% 0.210%
17 10.322 1397 1400 1403 rVB 305211 225722 2.95% 0.579%
18 10.439 1416 1420 1429 rBV2 60784 86135 1.12% 0.221%

19 10.545 1432 1438 1442 rBV 93145 144554 1.89% 0.371%
20 10.681 1458 1461 1467 rVB 554580 489869 6.40% 1.256%

21 10.792 1477 1480 1488 rVB 311271 345353 4_.51% 0.885%
22 11.239 1553 1556 1559 rBV 233879 204786 2.67% 0.525%
23 11.275 1559 1562 1568 rVB 118057 138307 1.81% 0.355%
24 11.375 1576 1579 1582 rBV 1581395 1553692 20.29% 3.983%
25 11.398 1582 1583 1587 rVV 321297 279195 3.65% 0.716%

26 11.451 1590 1592 1596 rVB 108374 91623 1.20% 0.235%
27 11.669 1625 1629 1631 rBV 204019 169398 2.21% 0.434%
28 11.769 1642 1646 1649 rBV 2447054 2060054 26.90% 5.281%
29 11.910 1667 1670 1675 rVB2 66728 77270 1.01% 0.198%
30 11.992 1681 1684 1686 rBV 92022 82826 1.08% 0.212%

31 12.075 1695 1698 1703 rVB 168979 151960 1.98% 0.390%
32 12.457 1758 1763 1765 rBV 7208965 7658034 100.00% 19.630%
33 12.475 1765 1766 1772 rVB2 5453806 4221586 55.13% 10.822%
34 12.557 1777 1780 1783 rBV 1105778 850909 11.11% 2.181%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\

Data File : BF112147.D

Aca On : 19 Jan 2019 1:34 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : K1011-07 5X OR-03-011719-B

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.592 1783 1786 1790 rBV 485455 397900 5.20% 1.020%

36 12.822 1818 1825 1831 rVB 416746 556081 7.26% 1.425%
37 12.957 1845 1848 1852 rBV 1329174 1115255 14.56% 2.859%
38 13.151 1877 1881 1884 rVB2 109611 131664 1.72% 0.338%

39 13.192 1885 1888 1889 rBV 91769 96628 1.26% 0.248%
40 13.280 1901 1903 1907 rVB 97591 78891 1.03% 0.202%
41 13.533 1943 1946 1948 rBV2 93893 95679 1.25% 0.245%

42 13.863 1999 2002 2007 rVB3 116394 139477 1.82% 0.358%
43 13.951 2014 2017 2022 rBV2 107829 113193 1.48% 0.290%
44 14.021 2024 2029 2031 rVV2 1669270 1801304 23.52% 4.617%
45 14.045 2031 2033 2035 rVB 189973 146221 1.91% 0.375%

46 14.174 2053 2055 2058 rBV2 96092 90172 1.18% 0.231%
47 14.480 2105 2107 2113 rVB2 135672 133665 1.75% 0.343%
48 14.786 2157 2159 2163 rBVY 138164 115186 1.50% 0.295%
49 15.063 2203 2206 2209 rBVY 154400 214895 2.81% 0.551%
50 15.121 2214 2216 2222 rVB 199457 222185 2.90% 0.570%

51 15.492 2275 2279 2292 rVB2 1070731 1673999 21.86% 4.291%

Sum of corrected areas: 39010930
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112147.D
7000000

6000000
5000000
4000000
3000000
2000000

N U

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112147.D

7000000

6000000 14.47

5000000
4000000

3000000
11.77

9.89
8.14
2000000 9.21
11.37 L 129
1000000
10.6 1p.5912.82
- 83 960 % 1mmm%0'%m55f\lgﬁ79 1442 95116/l 111938007 m

04
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112147.D

7000000

6000000

5000000

4000000

3000000

14.02

2000000

1000000

r71—

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown6.63 Concentration Rank 4

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

6.63 16.92 ng 1250160 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 772 (6.628 min): BF112147.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IIIIIIIIIIIIIIIIIIIII
40.0 54.0 J 6.20 6.40 6.60 6.80 7.00
el -|-|.'.8,2.°..!,':.1.1“?-?..-.,....,....,.... m/z 68.10 36.84%
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 A I R IR

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.40%

31,0 51.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 L
I o o o S S MR
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.34%
41.0 97.0
‘ ‘ 117.0
esedrge L LW
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14 _.33%
74.0
5000 98.0 116.0
SRS RN Y A Y4 US| S
m/z--> 40 60 80 100 120 140 160 180 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Tetradecane Concentration Rank 7

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

9.29 2.77 ng 243149 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane 184 C13H28 000629-50-5 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 10-Methvlnonadecane 282 C20H42 056862-62-5 78
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1225 (9.292 min): BF112147.D (-1221) (-) m/z 57.10 100.00%
1

= J\.W/\«AN\I\/\J W

9.00 9.20 9.40 9.60
m/z 43.10 77.82%

112.2127.1

155.1170.9 198.2

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59882: Tetradecane

5000

9.00 9.20 9.40 9.60
m/z 71.10 61.57%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
9.00 9.20 9.40 9.60
5000 m/z 41.10 41 .43%
41l 85.0
20.0| “\‘ l “‘ 113.0  141.01560  184.0
LI i o o e o o o LA BRI oo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48894: Decane, 2,3,5-trimethyl- N B R Em e
57.0 9.00 9.20 9.40 9.60
m/z 85.10 39.55%
5000 85.0
41,0
141.0
22.0| I If \“ 1l al 113.0 \‘ 169.0
LI i o o o o o e o B A mm
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Dimethyl phthalate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.60 2.23 ng 196074 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl phthalate 194 C10H1004 000131-11-3 93
2 Phthalic acid. 4-fluoro-2-nitrop... 319 C15H10FNO6 1000315-63-4 72
3 Methvl 4-methvlpentvl phthalate 264 C15H2004 1000373-82-6 72
4 Methvl 4-methvlpentan-2-vl phtha... 264 C15H2004 1000373-82-3 72
5 2-Ethylbutyl methyl phthalate 264 C15H2004 1000373-89-6 72
Abundance Scan 1277 (9.598 min): BF112147.D (-1275) (-) m/z 163.00 100.00%
168.0
5000
43.1 77.0 RN S SR
1050 1351 104.1 9.20 9.40 9.60 9.80 10.00
...,....,Il..".'l ..||||. o A DTS A S m/z 77.05 21.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55708: Dimethyl phthalate
168.0
5000 A S IR LR B

9.20 9.40 9.60 980 1000
77.0 m/z 43.10 12.93%

150 500 | 040 1300 194.0
A o R B AARSAREEEE RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #160227: Phthalic acid, 4-fluoro-2-nitrophenyl methyl ester LWJJ\
168.0

9.20 9.40 9.60 9.80 10.00
5000 m/z 71.05 11.13%

300500 ‘70 12001400 |
R B B e AEARE B R oo o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #113873: Methyl 4-methylpenty| phthalate
163.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
9.20 9.40 9.60 9.80 10.00
m/z 57.10 10.78%

h M
150 430 70‘mﬂ)1%0‘\ AM) 221.0 264.0 wam

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 920 9.40 960 980 10 00

8270-BF011619.M Sat Jan 19 04:41:04 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Decane, 2,3,6-trimethyl- Concentration Rank 11

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

9.82 2.52 ng 221342 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 86
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 1315 (9.822 min): BF112147.D (-1312) (-) m/z 57.05 100.00%
51.0
o nnﬁﬁmeﬂxm«ﬁJL«m,Ajquk,«J
ER U L SN B
390 113.1 9.60 9.80 10.00 10.20
S 1oL el 212.2 m/z 43.10 80.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48886: Decane, 2,3,6-trimethyl-
43.0
5000 ISR LN UL SULRUR N I
9.60 9.80 10.00 10.20
| 5.0 1410 m/z 71.10 64 .23%
2 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propy!-
51.0 MM
9.60 9.80 10.00 10.20
5000 85.0 m/z 85.10 42.47%
140.0
39pp I 113.0 | 18? 0 5050 226.0
m/z--> 20 40 éo 85 160 150 140 160 180 200 220
Abundance #59880: Tetradecane
57.0 9.60 9.80 10.00 10.20
m/z 41.10 38.48%
5000 85.0
29.0
| I | 1130 140 1690 198.0 WA/"\/\.J
m/z--> 20 ' éo 50 160 150 140 160 180 260 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Decane, 2,3,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.57 ng 225722 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Decane, 3-methyl- 156 C11H24 013151-34-3 72
Abundance Scan 1400 (10.322 min): BF112147.D (-1397) (-) m/z 57.10 100.00%
51.1
5000 85.1
39 1131 10.00 10.20 10.40 10.60
0...,....',:..|,..":.,-!-...',.... a0l 1610 18212020 2283 | "m/z 43.05  75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0

10,00 10.20 10.40 10.60
m/z 71.10 64.19%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
R R R RS e R
10.00 10.20 10.40 10.60
5000 m/z 85.10 42.21%
85.0
29.0
I B R I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane R o e e A
57.0 10.00 10.20 10.40 10.60
m/z 41.05 34 .33%
5000
85.0
29.0
\‘ A \ L 113.0 1410 1690 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Tridecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.24 2.64 ng 204786 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 90
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 1556 (11.239 min): BF112147.D (-1553) (-) m/z 57.10 100.00%
57.1
5000
113.1 141 0 . 11.00 11.20 11.40 11.60
S 1822 2100 2543 m/z 43.10 74.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 LRI B SULRILE IS IR
850 n%nmnmnm
28.0 1830 m/z 71.10 65.05%
N e . 11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117640: Tridecane, 7-hexyl-
57.0
29.0 " 11,00 11.20 11,40 11.60
5000 85.0 m/z 85.05 43.72%
182.0
) ms0a0 | auozeomeo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane B R E T L et e
57.0 11.00 11.20 11.40 11.60
m/z 41.10 33.05%
5000 85.0
29.0 J
T Wi~ Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 26.52 ng 2060050 Phenanthrene-d10 11.38
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 91
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 80
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 1646 (11.769 min): BF112147.D (-1642) (-) m/z 74.00 100.00%
74.0
5000
43.1
|4 o] dor s ™ 2212 1140 1180 1180 1260
185.1 270.3 . . . .
et Bl dpag | ae31 7R a0sn | L 2108 1 s T es 08 75 6%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 A A SN SRR
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.10 32.41%
‘ ‘.|| A 10 | 1710 1990 227.0 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 1160 11.80 12.00
5000 43.0 m/z 55.05 24 _.87%
1 “\ M\ M \\97\"0117-0‘14?'0 1850 2270 270.0
miz-> 20 40 60 8|0 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester e AABEREEREe e e
74.0 11.40 11.60 11.80 12.00

m/z 41.05 24 . 77%

5000 43.0

143.0
I ‘\ 1970 | 185.0 2280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00

8270-BF011619.M Sat Jan 19 04:41:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.46 98.58 ng 7658030 Phenanthrene-d10 11.38
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 (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 1764 (12.463 min): BF112147.D (-1758) (-) m/z 67.10 100.00%

67.1

5000

123.1
1501 1761 2202 2633 2043 12.20 12.40 12.60 12.80
m/z 81.10 91.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 671.0

12.20 12.40 12.60 12.80
m/z 55.10 70.17%

5000

123.0 149.0 178.0

262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

12.20 12.40 12.60 12.80
m/z 95.05  64.24%

5000

123.0 150.0 263.0 294.0

178.0 220.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- L e  EEEmammme
410 670 12.20 12.40 12.60 12.80
m/z 41.10 59.84%
5000 95.0

294.0
le\? 0“‘1510 0 178 0 220.0 263.0 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF011619.M Sat Jan 19 04:41:07 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011819\
Data File : BF112147.D

Aca On : 19 Jan 2019 1:34

Operator : JU/SJ

Sample : K1011-07 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.47 54.34 ng 4221590 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 99
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99

Abundance Scan 1765 (12.469 min): BF112147.D (-1765) (-)

50

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

5000

180.0 222.0 264.0 296.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-

5000

29.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141307: 6-Octadecenoic acid, methyl ester, (2)-
41.0
5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300




