LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 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-BF012519.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 5.475 572 576 591 rBV 282575 422429 20.13% 2.623%
2 6.487 745 748 766 rBV 324150 479213 22.83% 2.976%
3 6.616 766 770 776 rBV 490414 508116 24.21% 3.155%
4 6.834 804 807 816 rBV 672747 579596 27.61% 3.599%
5 6.992 830 834 843 rBV 435303 400084 19.06% 2.485%
6 7.398 900 903 907 rBvV 241711 258076 12.30% 1.603%
7 8.098 1018 1022 1023 rBV 52968 53531 2.55% 0.332%
8 8.116 1023 1025 1032 rVB 745166 674649 32.14% 4._.190%
9 8.410 1069 1075 1081 rBvV8 21074 36745 1.75% 0.228%
10 8.704 1122 1125 1129 rBV 99009 84475 4.02% 0.525%
11 9.069 1183 1187 1191 rBv4 21638 33494 1.60% 0.208%

12 9.186 1204 1207 1213 rBV 560109 567847 27.05% 3.526%
13 9.269 1217 1221 1224 rBV 134785 118247 5.63% 0.734%
14 9.586 1271 1275 1278 rBV2 76443 88391 4.21% 0.549%
15 9.798 1308 1311 1314 rVB 136261 106025 5.05% 0.658%

16 9.875 1320 1324 1333 rVB 886398 789873 37.63% 4._.905%

17 10.028 1347 1350 1353 rBv4 19033 29265 1.39% 0.182%
18 10.116 1363 1365 1369 rBV2 31774 36789 1.75% 0.228%
19 10.298 1390 1396 1399 rBV 153014 153989 7.34% 0.956%
20 10.428 1411 1418 1422 rBV9 19863 42693 2.03% 0.265%
21 10.516 1427 1433 1435 rBV 57487 75409 3.59% 0.468%

22 10.669 1456 1459 1468 rBV 299081 335828 16.00% 2.086%
23 10.769 1473 1476 1485 rVB 161672 181165 8.63% 1.125%
24 11.216 1549 1552 1555 rBV 139472 115745 5.51% 0.719%
25 11.245 1555 1557 1563 rVB2 61002 73664 3.51% 0.457%

26 11.363 1573 1577 1580 rBV 822287 745230 35.51% 4.628%
27 11.639 1622 1624 1627 rBV 102724 93492 4._.45% 0.581%
28 11.745 1638 1642 1645 rBV 907917 743297 35.41% 4.616%
29 11.880 1661 1665 1672 rBV4 63014 111501 5.31% 0.692%
30 11.980 1680 1682 1688 rVB6 20591 31310 1.49% 0.194%

31 12.051 1690 1694 1699 rVB 92435 86811 4.14% 0.539%
32 12.427 1754 1758 1760 rBV 2084388 2098926 100.00% 13.035%
33 12.451 1760 1762 1765 rVB 2595406 2084908 99.33% 12.948%
34 12.533 1773 1776 1781 rVB 401193 317845 15.14% 1.974%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 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-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.586 1781 1785 1788 rBV 125600 167860 8.00% 1.042%

36 12.769 1813 1816 1819 rVB 86630 75813 3.61% 0.471%
37 12.810 1820 1823 1830 rVB2 143294 163033 7.77% 1.012%
38 12.945 1842 1846 1849 rBV 524372 490117 23.35% 3.044%

39 13.092 1868 1871 1873 rBV3 59717 52360 2.49% 0.325%
40 13.169 1881 1884 1885 rBV2 57341 56393 2.69% 0.350%
41 13.257 1897 1899 1903 rVB2 58287 49118 2.34% 0.305%
42 13.510 1939 1942 1945 rVB 47494 47020 2.24% 0.292%
43 13.833 1995 1997 2001 rVB 73160 63938 3.05% 0.397%
44 13.927 2011 2013 2018 rBV3 40813 47605 2.27% 0.296%

45 14.016 2023 2028 2031 rBVY 707748 784940 37.40% 4_875%
46 14.151 2049 2051 2054 rVB 89648 71921 3.43% 0.447%
47 14.457 2100 2103 2106 rVB 124682 107572 5.13% 0.668%
48 14.757 2152 2154 2158 rVB 136928 128209 6.11% 0.796%
49 15.092 2208 2211 2222 rVB 177247 244466 11.65% 1.518%
50 15.492 2273 2279 2291 rVB2 422251 781052 37.21% 4 _.850%

51 15.898 2346 2348 2359 rVB 136938 212575 10.13% 1.320%

Sum of corrected areas: 16102650
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF021319\

BF112537.D

13 Feb 2019 14:24

JussJ

K1343-05 5X

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF112537.D

5.47

\

6.62

6.83
6.99

O
Time-->

I
5.00 5.50

]

6.50

7.00

Abundance

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BF112537.D

9.87
8.12

10.00 10.50 11.00 11.50

12.00

12,45

1243

12.94
12.53

595291 13160B72€

13.00

12.50

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF112537.D

14.02
15.49

15.09

14.46 14.76 15.90

14.15

Time-->

1
13.50

16.50

17.00

16.00

15.00

15.50

14.00 14.50

I
17.50

T
18.00 18.50

8270-BF012519.M Thu Feb 14 14:26:57 2019

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 4

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

6.62 17.53 ng 508116 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 771 (6.622 min): BF112537.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 50 | 9.0 \ 530 60 650 680 T80
e i et e ekt el | m/Z 68.10  31.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 —TTr T
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.73%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 21.47%
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.12%
5000 67.0
41.0 97.0
53.0
‘ 79.0 117.0
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tridecane Concentration Rank 17

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

8.70 2.50 ng 84475 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 64
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 59

Abundance Scan 1124 (8.698 min): BF112537.D (-1122) (-) m/z 57.05 100.00%
57.0

5000

3 111.1 131.0 8.40 8.60 8.80 9.00

m/z 43.05 83.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0

8.40 8.60 8.80 9.00
m/z 71.05 57.06%

5000

29.0

113.0 141.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
8.40 8.60 8.80 9.00
5000 85.0 m/z 41.10 44 .21%
29.0
Lol 0 180 1410 1600 1970 2260
L L L i e e e o A RRERE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane B e e A
57.0 8.40 8.60 8.80 9.00
m/z 85.10 38.78%
5000 85.0
29.0

113 0 ]_4]_ 0 169.0 198.0

m/z--> 20 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tetradecane Concentration Rank 12

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

9.27 2.99 ng 118247 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane 184 C13H28 000629-50-5 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 86

Abundance Scan 1221 (9.269 min): BF112537.D (-1217) (-) m/z 57.05 100.00%
5%.0
RPN SR AR S
113.1 9.00 9.20 9.40 9.60
...,....','...|,.."..,'!...-',....,...1.4,1..2.. a8 e m/z 43.05  76.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57.0
5000 85.0 WMT\TT

9.00 9.20 9.40 9.60
29.0 m/z 71.05 63.64%

| L4 113 0 ]_4]_ 0 169.0 198 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83027: Hexadecane
370 WAAMW\\AM
R EaEEN RS S S e o
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 48 .59%
29.0
T e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 »u”Mvﬂ\AN\MJLWManwﬂUMMM
Abundance #117637: Nonadecane L o o e
57.0 9.00 9.20 9.40 9.60
m/z 85.05 42 .10%
85.0
5000
29.0 30
1 | 41130 1410 1690 197.0 268.0
B LR R a B o AR B E e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Sulfurous acid, 2-propyl te... Concentration Rank 15

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

9.80 2.68 ng 106025 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 72
2 Pentadecane 212 C15H32 000629-62-9 72
3 Hexadecane 226 C16H34 000544-76-3 64
4 4-Octanone 128 C8H160 000589-63-9 59
5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 59

Abundance Scan 1311 (9.798 min): BF112537.D (-1308) (-) m/z 57.05 100.00%
571.0

5000 85.1

3

9.40 9.60 9.80 10.00 10.20

113.1 1450 212.2
S ”|“ﬁn,u.¢.”.“.”,”.w.”...” A2z o m/z 43.10 73.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester L@/\/\/\A//
43.0
71.0
5000 LA L L L L L L L L LB

9.40 9.60 9.80 10.00 10.20
97.0 m/z 71.10 66.19%

168.0 197.0 2310 261.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71394: Pentadecane
57.0
A P T T
9.40 9.60 9.80 10.00 10.20
5000 m/z 85.10 45 .08%
85.0
29.0
\w»
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane A T T TR T e
57.0 9.40 9.60 9.80 10.00 10.20
m/z 41.10 39.40%
5000
85.0
A0 W
| L L 1130 1410 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 940 960 980 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.30 3.90 ng 153989 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 98
2 Eicosane 282 C20H42 000112-95-8 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 90
Abundance Scan 1396 (10.298 min): BF112537.D (-1390) (-) m/z 57.10 100.00%
51.1
5000
113.1 155.1 10.00 10.20 10.40 10.60
18ly 2262 m/z 43.10 72.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane
57.0
5000 RS AR AR
10 00 10. 20 10 40 10. 60
m/z 71.10 66.94%
113.0 1410 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
10,00 10.20 10.40 10.60
5000 m/z 85.05 46 .05%
85.0
29.0
‘ I L 180 1410 169.0 197.0 2250 2530 2820
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance #59882: Tetradecane T T R T
57.0 10.00 10.20 10.40 10.60
m/z 41.10 41 .75%
5000 85.0
29.0
198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1000 1020 1040 1060

8270-BF012519.M Thu Feb 14 14:27:01 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.77 4.86 ng 181165 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1476 (10.769 min): BF112537.D (-1473) (-) m/z 57.10 100.00%
51.1
e de
rTprrTTyTTTT T T T T T
39 10.40 10.60 10.80 11.00
100 el m/z 43.10 73.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
51.0
85.0
5000 VAU UL L B
10,40 10.60 10.80 11.00
29.0 m/z 71.10 67.22%
: 1130
m/z--> 20 40 60 80 160 150 150 160 1éo 200 220 240
Abundance #59879: Tetradecane
57.0
10.40 10,60 10.80 11.00
5000 85.0 m/z 85.10 48.32%
29.0
\‘ ‘ ‘ \‘ il I 113 0 I 141 0 169.0 19\8 0
s % 4o e o 1% 30 10 165 1 20 B0 5%
Abundance #83026: Hexadecane N T T T T
57.0 10.40 10.60 10.80 11.00
m/z 41.05 38.65%
- T AﬂkwvaJAAw~J\MAWJVMAAVMAA
29.0 113.0
‘ ! ‘ ‘ | H b H‘ 1l 141 0 169.0 197.0 226 0
m/z--> 20 40 60 80 100 150 150 1éo 180 200 250 240 1040 10.60 10.80 11.00

8270-BF012519.M Thu Feb 14 14:27:02 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.75 19.95 ng 743297 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1643 (11.751 min): BF112537.D (-1638) (-) m/z 74.00 100.00%
74.0
5000
43.1
‘ | 143.1 227.2 I|IIII|IIII|IIII|IIII|I
101.1 185.2 270.2 11.40 11.60 11.80 12.00
,....,....“, e bl ..-.1-.21.}..,|.~..1.‘,3?.9..,.'...',...l.,....','....,..'.., m/z 87.00 76.49%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 A AR AR AR SRR
43.0 11,40 11.60 11.80 12.00
143.0 m/z 43.10 30.27%
“M|I}%0 ] ﬂm1%oﬂm 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0
11,40 11,60 11.80 12,00
5000 43.0 m/z 55.05 26.92%
143.0
I ‘H ero e 2280
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester T e
74.0 11.40 11.60 11.80 12.00
m/z 41.10 22 .38%
5000 43.0
1 ‘\ M\ i ‘ &y \97\91170 14?0 1850 2270 270.0

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

8270-BF012519.M Thu Feb 14 14:27:02 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.88 2.99 ng 111501 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 55
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 1665 (11.880 min): BF112537.D (-1661) (-) m/z 72.95 100.00%

41.0 73.0
5000

171.1 198.0

2272 256.2 11.60 11.80 12.00 12.20
m/z 41.05 85.06%

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

5000 129.0 I e s e e
‘J‘u%o 1160 1180 1200 1220

60 || M/z 43.10 83.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

157.0 1850 213.0

Abundance #39472: n-Decanoic acid
60.0
B EARREEs S eeee s
41.0 11.60 11.80 12.00 12.20
m/z 60.00 79.15%
5000 129.0
8r.0 172.0
B Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid — e e
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.10 66 .85%
5000
129.0 242.0
0 e
by L gs20 | 2230 |

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

8270-BF012519.M Thu Feb 14 14:27:03 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.05 2.33 ng 86811 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Docosane 310 C22H46 000629-97-0 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1694 (12.051 min): BF112537.D (-1690) (-) m/z 57.05 100.00%
5%.0
85.1
5000
151 1411 16, 11180 12100 12.20 1240
b b SR A02 202 h/z 43.10  73.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57.0
5000
85.0 11.80 12.00 12.20 12.40
29.0 m/z 71.05 72.82%
| | ﬁ@mmm%mmnm%m
m/z--> ﬁo Jo éo éo 160 150 140 160 180 200 220 240 260 2éo 360 '
Abundance #153222: Docosane
57.0
" 11)80 12.00 12.20 12.40
5000 85.0 m/z 85.10 56.00%
200 4 || H|11130‘1410 169.0 197.0 225.0 2530 261.0 310.0
m/z--> ﬁo Jo éo éo 160 150 140 160 180 200 220 240 260 280 360 '
Abundance #59879: Tetradecane P T
57.0 11.80 12.00 12.20 12.40
m/z 41.05 34.36%
5000 85.0

29.0 ‘
‘ “ Loy 113 0 ]_4]_ 0 169 0 198 0

l e
R aEa e R e RS AR REass REEss EEEe AR R I
I 1 | I [ | | | I I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40

8270-BF012519.M Thu Feb 14 14:27:04 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.43 56.33 ng 2098930 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 1758 (12.427 min): BF112537.D (-1754) (-) m/z 67.05 100.00%

67.0

41.1
5000

1231 1501 12.20 12.40 12.60 12.80

m/z 81.10 83.85%

o I 178.1 220.2 263.2 204.3
e

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 67.0

5000
12.20 12.40 12.60 12.80
m/z 55.10 64.31%
I, 1L 1230 149.0 178 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
R N  Eaa
12.20 12.40 12.60 12.80
5000 m/z 41.10 57.73%

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)- AT T
41.0 67.0 12.20 12.40 12.60 12.80

m/z 95.05 57.41%

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

5000 95.0
M1230 150.0 1780 2200 2630 29fo

8270-BF012519.M Thu Feb 14 14:27:05 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 15 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.45 55.95 ng 2084910 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1762 (12.451 min): BF112537.D (-1760) (-) m/z 55.10 100.00%

1

5000

1111 R R
296.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
53.0

137.1 180.2 12.20 12.40 12.60 12.80

m/z 41.10 73 .26%

5000

12.20 12.40 12.60 12.80
264.0 m/z 69.10 69.60%

296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0

29.0

111.0

138.0 180.0 222.0

12.20 12.40 12.60 12.80
m/z 74.00 60.74%

5000

29.0 264.0

111.0

138.0 180.0 222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester e
55.0 12.20 12.40 12.60 12.80

m/z 83.10 53.05%

5000

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-BF012519.M Thu Feb 14 14:27:05 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.74 ng 107572 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Docosane 310 C22H46 000629-97-0 93
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2104 (14.463 min): BF112537.D (-2100) (-) m/z 57.10 100.00%
57.1
5000
150 1750 B1128105000701 470 1420 1440 1460 1430
,.n.,.”“.“m""“L'VH!W"'“P¥h|”.w.h.“.”|”.w.” m/z 71.10 77.55%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!-
57.0
5000 L UL B UL I

14.20 14.40 14.60 14.80
m/z 85.10 68.64%

113.0
1, 1830 239.0 206.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #153222: Docosane
57.0

14.20 14.40 14.60 14.80
5000 m/z 43.10 61.76%

| ]]1?°16902250 3100

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e  RRRaE Bam s
57.0 14.20 14.40 14.60 14.80

m/z 41.10 25.80%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14. 40 14. 60 14.80

8270-BF012519.M Thu Feb 14 14:27:06 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.09 6.26 ng 244466 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Octacosane 394 C28H58 000630-02-4 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2211 (15.092 min): BF112537.D (-2208) (-) m/z 57.10 100.00%
5%.1
5000
\ S ma 14.80 15.00 15,20 15.40
: 1 2181 : : : :
ik .II; b L0 200 2811 3361 3833 0 ‘m/z 71.10 71.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LRI UL B UL UL
Mmmmmmmm
99.0 m/z 43.10 63.43%
2610.\ i ,] / 141Q 183.0 225.0 296.0
m/z--> 55 100 1%0 260 250 360 3éo 460
Abundance #209565: Octacosane
57.0
14.80 15.00 15,20 15.40
5000 m/z 85.10 52.26%
99.0
Ll [ I }410 183.0 2250 281.0 337.0  394.0
m/z--> 55 100 150 260 250 360 3éo 460
Abundance #100330: 2-Bromo dodecane AR EEREE L
57.0 14.80 15.00 15.20 15.40
m/z 41.10 26.70%
5000
‘ 99.0 169.0
2eof | ||| ja3s0’ 1" om0
m/z--> 50 100 150 200 250 300 350 400 14.80 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112537.D

Aca On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample : K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.90 5.44 ng 212575 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 89
2 Tetracosane 338 C24H50 000646-31-1 70
3 Heneicosane 296 C21H44 000629-94-7 70
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
5 Octadecane 254 C18H38 000593-45-3 62
Abundance Scan 2348 (15.898 min): BF112537.D (-2346) (-) m/z 57.10 100.00%
57.1
5000
155.1 207 0 308.1 351 1 397.3 15.60 15.80 16.00 16.20
el l " bty 20002381 27403081 S5L3 3903wz 71.10  72.820%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 L BULI UL UL UL
15,60 15.80 16.00 16.20
99.0 m/z 43.10 64 .94%
2Qo| |y 2410 1830 2250 2670 309.0 380.0
mz-> 0 50 100 1%0 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 52.05%
99.0
260l | J 4/, 1410 1830 225.0 2670 3380
mz-> 0 50 100 1%0 200 250 300 350 400
Abundance #141425: Heneicosane R R e R
57.0 15.60 15.80 16.00 16.20
m/z 69.10 25.58%
5000
99.0
15.0 g |y 1420 1830 225.0 296.0
mz-> 0 50 100 1%0 200 250 300 350 400 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\BF021319\
Data File : BF112537.D

Acq On : 13 Feb 2019 14:24

Operator : JU/SJ

Sample - K1343-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
unknown6.62 6.62 17.5 ng 508116 1 6.83 579596 20.0
Tridecane 8.70 2.5 ng 84475 2 8.12 674649 20.0
Tetradecane 9.27 3.0 ng 118247 3 9.87 789873 20.0
Sulfurous acid, 2... 9.80 2.7 ng 106025 3 9.87 789873 20.0
Hexadecane 10.30 3.9 ng 153989 3 9.87 789873 20.0
Heptadecane 10.77 4.9 ng 181165 4 11.36 745230 20.0
Hexadecanoic acid... 11.75 19.9 ng 743297 4 11.36 745230 20.0
n-Hexadecanoic acid 11.88 3.0 ng 111501 4 11.36 745230 20.0
Octadecane 12.05 2.3 ng 86811 4 11.36 745230 20.0
9,12-Octadecadien... 12.43 56.3 ng 2098930 4 11.36 745230 20.0
16-Octadecenoic a... 12.45 56.0 ng 2084910 4 11.36 745230 20.0
Heptadecane, 2,6,... 14.46 2.7 ng 107572 5 14.02 784940 20.0
Heneicosane 15.09 6.3 ng 244466 6 15.50 781052 20.0
Heptacosane 15.90 5.4 ng 212575 6 15.50 781052 20.0
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