LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 2.187 11 17 31 rvB 518804 735867 15.40% 1.689%
2 5.116 512 515 524 rVB 189514 236253 4 .95% 0.542%
3 5.498 575 580 583 rBY 4340964 4731124 99.04% 10.858%
4 6.504 745 751 760 rBY 3929540 4776820 100.00% 10.963%
5 6.651 771 776 779 rBVY 4665050 4636469 97.06% 10.640%
6 6.881 811 815 818 rBVY 1654149 1329205 27.83% 3.050%
7 7.040 837 842 845 rBVY 3702092 3465003 72.54% 7.952%
8 7.445 903 911 914 rBVY 3078307 3110599 65.12% 7.139%
9 7.510 917 922 928 rVB3 42581 52598 1.10% 0.121%
10 8.163 1028 1033 1036 rBv 2200863 1776147 37.18% 4_.076%

11 9.239 1210 1216 1219 rBV 4529716 4160677 87.10% 9.549%
12 9.628 1278 1282 1285 rBV 453649 357203 7.48% 0.820%
13 9.845 1315 1319 1322 rVB 145402 128053 2.68% 0.294%
14 9.916 1327 1331 1335 rBV 1874038 1805955 37.81% 4.145%
15 10.345 1401 1404 1407 rVB 214695 172889 3.62% 0.397%

16 10.563 1436 1441 1443 rBV 58460 69389 1.45% 0.159%
17 10.704 1459 1465 1469 rBV 2431615 2483516 51.99% 5.700%
18 10.816 1481 1484 1493 rVB 206700 205314 4_30% 0.471%
19 11.263 1557 1560 1562 rBV 131690 99401 2.08% 0.228%
20 11.292 1562 1565 1571 rVB3 37531 48754 1.02% 0.112%

21 11.404 1580 1584 1587 rBV 1822781 1510339 31.62% 3.466%
22 11.927 1669 1673 1683 rBV 538160 541370 11.33% 1.242%
23 12.710 1802 1806 1816 rBV 127938 158029 3.31% 0.363%
24 12.804 1819 1822 1825 rBV 226903 177147 3.71% 0.407%
25 12.992 1849 1854 1857 rBV 3110596 2942982 61.61% 6.754%

26 13.463 1931 1934 1939 rVB 72868 70515 1.48% 0.162%
27 13.510 1939 1942 1945 rBV 137407 108152 2.26% 0.248%
28 13.874 2001 2004 2012 rBV 962254 846434 17.72% 1.943%
29 14.039 2028 2032 2036 rVB 1068454 1063603 22.27% 2.441%
30 14.145 2047 2050 2052 rVB2 59929 50099 1.05% 0.115%

31 14.198 2056 2059 2062 rBV 52907 55626 1.16% 0.128%
32 14.510 2108 2112 2116 rBV 140773 152113 3.18% 0.349%
33 14.792 2157 2160 2163 rBV 93123 114276 2.39% 0.262%
34 15.157 2219 2222 2224 rBV 41929 49620 1.04% 0.114%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.521 2278 2284 2292 rBV 722204 1004237 21.02% 2.305%

36 16.033 2367 2371 2380 rBV 108987 188466 3.95% 0.433%

37 16.539 2454 2457 2462 rVB 48093 76297 1.60% 0.175%
38 17.604 2635 2638 2647 rVB 43329 83545 1.75% 0.192%
Sum of corrected areas: 43574086
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 4
R.T. EstConc Area Relative to ISTD R.T.

219 11.07ng 735867  1,4-Dichlorobenzene-da 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
ilane. tetramethvl- 88 C4H12Si 000075-76-3 32
,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 18 (2.193 min): BF102768.D (-11) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0
87.0

220 230 240 2.50 2.60

S N N N N N N — m/z 43.00 40.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B B B B
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 30.79%
29.0 ‘
0 N ‘ ‘ ‘ !
,,,,,,,,,,,,
m/z--> 10 20 30 70 80 90 100 110 120
Abundance
73.0
41.0 55.0 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.00 22.64%
29.0
15.0 97.0
O [ T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- RSN EEa
73.0 2.20 2.30 2.40 2.50 2.60

m/z 41.00 11.01%

5000 55.0
43.0
27.0
150 |, MM | |, 830 980 1150
0..w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”

m/z--> 10 20 30 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.12 3.55 ng 236253 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 516 (5.122 min): BF102768.D (-512) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 5.00 520 540
0 ...,....-,'-:..!~|i....Eﬁ3.'(.’..~,|....,....,....,....,....,297.-9. m/z 59.00 58.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L R I
59.0 480 500 520 540
m/z 101.00 18.16%
oL 70 | g0 1010
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 16.07%
101.0
41.0
15.0 83.0
e L S S S WL I L L B LI S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- B R A
59.0 480 500 5.20 5.40
m/z 41.05 9.07%
5000 41.0
“ 87.0
0'%%?“h'wm'“ﬂi'k'|'L"|“"|"'w""|"“|""|“"
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 unknown6.65 Concentration Rank 1

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

6.65 69.76 ng 4636470 1,4-Dichlorobenzene-d4 6.88
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 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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): BF102768.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 PSSP AARBE SRR R
40.0 540 | 6.40 6.60 6.80 7.00
o Tt 1 P25 1A B | m/z 68.00 39.81%
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 N
5000 IR IS L R L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.18%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.03%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.00 15.27%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 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 : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 5 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.72 ng 205314 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83

Abundance Scan 1485 (10.822 min): BF102768.D (-1481) (-) m/z 57.00 100.00%

57.0
5000

113.1 1390 169.0 10.60 10.80 11.00 11.20

Ottt m/z 43.00 66.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57.0
5000 LA B L L L L L LB
85.0 10.60 10.80 11.00 11.20
29.0 m/z 71.05 60.29%
0 ‘ L | | 1130 1410 169.0 197.0 226.0
T P e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T T T T
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.10 37.28%
29.0

1130 1410 169.0 197.0 225.0 253.0  296.0

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

Abundance #71393: Pentadecane e ERamamsE e B

57.0 10.60 10.80 11.00 11.20
m/z 41.00 25.31%

5000 85.0
29.0
o ‘ ‘ | | ) 411301410 1690 2120
e e e e e e e B e S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 60 10 80 11.00 11.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.93 7.17 ng 541370 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1673 (11.927 min): BF102768.D (-1669) (-) m/z 60.00 100.00%
6(].0
5000
129.0
850 213.2 S U SN BN SRR
35 157.1 1851 “°)" 256.2 202 11.60 11.80 12.00 12.20
ol L "m/z 43.00 96.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 N BUAEE BN BN IO
11.60 11.80 12.00 12.20
213.0 m/z 73.00 96.73%
‘ 157.0 185.0
0 T |‘l||‘i‘l‘n”|”||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
430 730
11)60 11)80 12!00 12fzo '
5000 129.0 m/z 57.00 90.07%
171.0
97.0 214.0
0l15.0
WTWW‘WTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84452: Tetradecanoic acid  ARRRREE R S
11.60 11.80 12.00 12.20
m/z 55.00 75.95%
5000
0 A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11%0 11%0 1200 1250
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.71 2.09 ng 158029 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58

Abundance Scan 1806 (12.710 min): BF102768.D (-1802) (-) m/z 43.00 100.00%

43.0 || 73.0

129.0

5000

_
5

12.40 12.60 12.80 13.00

01 m/z 57.00 97 .76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
5000 129.0 R A EEEEEEE R

12.I40 12.I60 12!80 13.IOO
m/z 60.00 94.51%

241.0 284.0
207.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 72.95 88.61%
83.0
157.0 185.0 213.0 256.0
0 107,0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 )
Abundance #95855: Pentadecanoic acid B Tl
43.0 73.0 12.40 12.60 12.80 13.00
m/z 55.00 80.41%
5000 129.0

-

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 Hexadecanoic acid, butyl ester Concentration Rank 8

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

12.80 3.33 ng 177147 Chrysene-di12 14.04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 38
4 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 38
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 35

Abundance Scan 1821 (12.798 min): BF102768.D (-1819) (-) m/z 56.00 100.00%

5000
830 1291 257.2 12.40 12.60 12.80 13.00 13.20
156.9 185.2 213.0 303.2
0 m/z 57.00 57.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000 TT T T[T T T T [T T T T[T T TT[TT
12. 40 12 60 12. 80 13. 00 13 20
29.0 m/z 43.00 43.74%
83 0 129 0 257.0
0 |l ‘ H Ao bl i 157.0 185 0 213 0 | \\ 283.0 312 0
”q””,u..”.”..””P”..”.””.”..”.””.”..”.””P”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
A B B e
12.40 12.60 12.80 13.00 13.20
5000 m/z 41.00 38.33%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6583: Cyclopentanone, 2,2-dimethyl- e e
56.0 12.40 12.60 12.80 13.00 13.20
m/z 60.00 28.65%
5000
27.0 112.0
J ‘ ‘ 79.0
N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 unknownl3.51 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.51 2.03 ng 108152 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 35
2 1-Piperidinvloxy. 4-Chvdroxvimin... 185 C9H17N202 003229-75-2 35
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 35
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 35
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35
Abundance Scan 1942 (13.510 min): BF102768.D (-1939) (-) m/z 56.00 100.00%
56.0
5000
30 1290 285.2
185.1 241.2 13.20 13.40 13.60 13.80
o~,—.—.—JJ—JJJm.-‘-' po| JETORT 212 | 82023500 o ET a0 6171
m/z--> 0 50 100 150 200 250 300 350
Abundance #48897: Decane, 2,2,3-trimethyl-
57.0
5000
13.20 13.40 13.60 13.80
m/z 43.00 41.25%
200/ | 850 1260 o5,
0 ||||‘|‘=|“|||||||.|||||||||||||||
m/z--> 160 1éo 200 2%0 360 3%0
Abundance
56.0
—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—[
13.20 13.40 13.60 13.80
5000 m/z 55.00 28.71%
980 1400 459
e N L L L (L L WL
m/z--> 0 50 100 150 200 250 300 350
Abundance #1471: Cyclobutane, ethyl- TT I T T T [ T T T T[T T T [ TTTT]
56.0 13.20 13.40 13.60 13.80
m/z 41.00 27 .73%
5000
27.0
o ,..h.“,..859,.. —  E  BAREERa T
m/z--> 0 50 100 150 200 250 300 350 13 20 13. 40 13 60 13.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 15.92 ng 846434 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2003 (13.868 min): BF102768.D (-2001) (-) m/z 57.00 100.00%
57.0
97.0
5000
39.1 13.60 13.80 14.00 14.20
o — ‘ I l I3 17612070 | 2821817.9350.1 | 77755 00 96.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55.0
97.0
5000 L B BN B B
13.60 13.80 14.00 14.20
m/z 43.00 88.97%
o0l | | ,\H\,‘M‘I (R0 ae0 0 s0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 '13.60 13.80 14.00 14.20
5000 m/z 83.05 74 .06%
0 26.0 139.0 196.0 269.0 3200
miz-> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.00 65.18%
5000
169.0
0260 | | ‘tﬂ 1380 | 2100 2550 406.0
Trrr - r+rrrrrrp oy rrrryrrrrrrrrrr T —v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—r
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 351;0 4(')0 13.60 13.80 14.00 14.20

8270-BF020318.M Tue Feb 06 14:00:05 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 Dodecane, 6-cyclohexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .51 2.86 ng 152113 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 80
2 17-Pentatriacontene 491 C35H70 006971-40-0 72
3 l1-Hexadecene. 16-bromo- 302 C16H31Br 118625-56-2 70
4 Heneicosvl trifluoroacetate 408 C23H43F302 1000351-76-5 58
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 58
Abundance Scan 2112 (14.510 min): BF102768.D (-2108) (-) m/z 57.00 100.00%
5%.0
5000
90 05010 3020 a1 T T30 1440 1460 1480
ok Ay - m/z 43.00 79.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104193: Dodecane, 6-cyclohexyl-
57.0
5000 97.0 R AR DA B B
mmmmmmmm
168.0 m/z 55.00 76.39%
0 .“.‘.‘l‘.‘l‘.“.““l.“.“..|.““.ﬁ‘.|....|....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
14.20 14.40 14.60 14.80
5000 83.0 m/z 83.05 74 .84%
. 1250 167.0 2100 267.0307.0 490.0
L UL AL UURLELE SARLELEL LRI UL S WU BU
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146256: 1-Hexadecene, 16-bromo- L L L L L L L
55.0 14.20 14.40 14.60 14.80
m/z 97.00 59.15%
97.0
5000
148.0 304.0
L a0 zsooe0 e e o
m/z--> 50 100 150 200 250 300 350 400 450 1420 1440 1460 14.80

8270-BF020318.M Tue Feb 06 14:00:05 2018 Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.28 ng 114276 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 80
3 Tetradecanamide 227 C14H29NO 000638-58-4 53
4 Dodecanamide 199 C12H25NO 001120-16-7 50
5 Propanol, [(butoxymethylethoxy)m... 248 C13H2804 055934-93-5 38

Abundance Scan 2160 (14.792 min): BF102768.D (-2157) (-) m/z 59.00 100.00%

5000

14.40 14.60 14.80 15.00 15.20

161.1 195.0222.0 259.0

304.1 337.1

o m/z 72.00 59.02%
m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000
14.40 14.60 14.80 15.00 15.20
m/z 55.00 54 _.56%
oL 2200 [ 801140 15001800 2200 2500%°0
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
R e  RE R R
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.00 34.62%
29.0 97.0 196.0 337.0
0 154.0 184.0 234.0 276.0 308.0
T T e T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #83609: Tetradecanamide B B E e
59.0 14.40 14.60 14.80 15.00 15.20
m/z 41.00 27 .65%
5000
o 28|.0m ! ‘86‘.0 11‘4.0‘ 149.0 184.0 227.0
e e e e B S e e B
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20

8270-BF020318.M Tue Feb 06 14:00:06 2018 Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102768.D

Aca On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample : J1454-08

Misc :

ALS Vial : 41 Sample Multiplier: 1

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

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

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

Concentration Rank 6

Peak Number 13 1-Heptacosanol

R.T. EstConc Area Relative to ISTD R.T.
16.03 3.75 ng 188466 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol

2 Tricosvl pentafluoropropionate
3 Tricosvl trifluoroacetate

4 Tetracosvl heptafluorobutvrate
5 Heneicosyl heptafluorobutyrate

396 C27H560

486 C26H47F502
436 C25H47F302
550 C28H49F702
508 C25H43F702

002004-39-9 93

1000351-81-0 90
1000351-75-1 90
1000351-83-7 90
1000351-83-8 90

Abundance Scan 2370 (16.027 min): BF102768.D (-2367) (-) m/z 57.00 100.00%
57.0
5000 97.0
39.0 182.4217.1 266.0 350.0 15.80 16.00 16.20 16.40
(o m/z 55.00 70.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 LA L L L L L L L LB
15. 80 16. OO 16. 20 16. 40
m/z 43.00 60.01%
oLl il M\ | % | 1810 2220 2640 306.0 3780
s i T e o o e LA I o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
R N R A REEEmmas
97.0 15.80 16.00 16.20 16.40
5000 m/z 83.00 54 .62%
o 1390 1419 224.0 264.0 322.0 367.0 468.0
I B o o L B I o O e B o o o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate L i
57.0 15.80 16.00 16.20 16.40
m/z 97.05 49 _.73%
97.0
5000
ol ‘ [ }3‘90 181.0 222.0 264.0 322.0 367.0 418.0
LA o o o o o B I I B o e e B e e o B R N R A REEEmmas
m/z--> 50 100 150 200 250 300 350 400 450 15. 80 16. OO 16. 20 16. 40

8270-BF020318.M Tue Feb 06 14:00:07 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
Data File : BF102768.D

Acq On : 6 Feb 2018 5:44

Operator : SJ/JU

Sample - J1454-08

Misc :

ALS Vial : 41 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... 2.19 11.1 ng 735867 1 6.88 1329210 20.0
2-Pentanone, 4-hy... 5.12 3.5 ng 236253 1 6.88 1329210 20.0
unknown6 .65 6.65 69.8 ng 4636470 1 6.88 1329210 20.0
Hexadecane 10.82 2.7 ng 205314 4 11.40 1510340 20.0
n-Hexadecanoic acid 11.93 7.2 ng 541370 4 11.40 1510340 20.0
Octadecanoic acid 12.71 2.1 ng 158029 4 11.40 1510340 20.0
Hexadecanoic acid... 12.80 3.3 ng 177147 5 14.04 1063600 20.0
unknownl13.51 13.51 2.0 ng 108152 5 14.04 1063600 20.0
1-Docosene 13.87 15.9 ng 846434 5 14.04 1063600 20.0
Dodecane, 6-cyclo... 14.51 2.9 ng 152113 5 14.04 1063600 20.0
9-Octadecenamide, ... 14.79 2.3 ng 114276 6 15.52 1004240 20.0
1-Heptacosanol 16.03 3.8 ng 188466 6 15.52 1004240 20.0
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