LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample = 15585-11

Misc :

ALS Vial : 5 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-BF092317.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 2.169 9 14 22 rVB 149737 195173 5.23% 0.609%
2 2.993 145 154 164 rBV 42550 68202 1.83% 0.213%
3 4_.475 402 406 414 rBV 102627 117654 3.15% 0.367%
4 5.098 508 512 526 rVB 420524 603376 16.17% 1.882%
5 5.492 574 579 582 rBVY 2981443 3359895 90.06% 10.479%
6 6.504 745 751 754 rBVY 2922148 3367682 90.27% 10.503%
7 6.639 769 774 777 rBVY 3390382 3438184 92.16% 10.723%
8 6.863 808 812 815 rBV 990488 788936 21.15% 2.461%
9 7.022 834 839 842 rBVY 2947444 2727991 73.12% 8.508%
10 7.434 903 909 911 rBVY 1967989 2217915 59.45% 6.917%

11 8.145 1026 1030 1033 rBV 1320001 1051934 28.20% 3.281%
12 9.222 1207 1213 1216 rBV 3900596 3730865 100.00% 11.636%
13 9.610 1276 1279 1282 rBV 577546 427381 11.46% 1.333%
14 9.898 1324 1328 1332 rBV2 1265747 1082417 29.01% 3.376%
15 10.322 1397 1400 1402 rVB 59491 45337 1.22% 0.141%

16 10.692 1458 1463 1466 rBV 1986299 1907965 51.14% 5.951%
17 10.792 1477 1480 1485 rBV 71456 74564 2.00% 0.233%
18 11.386 1577 1581 1584 rBV 1195947 991450 26.57% 3.092%
19 11.904 1663 1669 1673 rBVv3 112819 122058 3.27% 0.381%
20 12.774 1813 1817 1821 rBV3 63384 72531 1.94% 0.226%

21 12.845 1821 1829 1839 rVV 371670 630104 16.89% 1.965%
22 12.968 1845 1850 1854 rBV 2699381 2751540 73.75% 8.582%
23 13.439 1925 1930 1936 rBV 307415 295399 7.92% 0.921%
24 13.851 1997 2000 2008 rBV2 87636 99021 2.65% 0.309%
25 14.021 2025 2029 2033 rBV 727897 695215 18.63% 2.168%

26 15.121 2213 2216 2220 rVB 34879 37823 1.01% 0.118%

27 15.498 2275 2280 2292 rBV 585977 771818 20.69% 2.407%

28 15.933 2350 2354 2360 rVB 65402 92347 2.48% 0.288%

29 16.439 2435 2440 2446 rBV 66228 115026 3.08% 0.359%

30 17.033 2536 2541 2548 rVB2 47254 96950 2.60% 0.302%

31 17.727 2654 2659 2668 rVB5 39554 86345 2.31% 0.269%
Sum of corrected areas: 32063098
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF100717\
BF099188.D
7 Oct 2017 12:21
SJ/JU
15585-11

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 6

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

2.17 4.95 ng 195173 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 10

Abundance Scan 14 (2.169 min): BF099188.D (-9) (-) m/z 73.10 100.00%
d.1
5000 431 /\
55.1 87.1 R O —
2.20 2.30 2.40 2.50 2.60
Obr et b il e e e || M7z 43.10 0 36.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 26.75%
29.0 ‘
0 \‘ ‘ ‘ !
”I”'W'”'P'“I”'W'”'P'”I”'W'”'P'“I”'W'”'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 87.10 25.70%
29.0
o 97.0 1120 129.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.20 2.30 2.40 2.50 2.60
56.0 m/z 41.05 12.11%
43.0
5000
270
15.0 M\ “
0'W'”W'”'P'”I”'W'”'P'”I“'W'”'P'“I“'W'”'P'“I“'
m/z--> 10 30 40 50 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

4._.47 2.98 ng 117654 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
4 3-Hexen-2-one 98 C6H100 000763-93-9 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 405 (4.469 min): BF099188.D (-402) (-) m/z 83.00 100.00%
55.0 83.0
| 420 440 460 480
Y X I NSRS o [N m/z 55.00 99.04%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LR I L R L
20,0 430 98.0 420 440 4.60 4.80
m/z 43.00 41.09%
0 ‘ ‘ ‘ Ly il ‘ | 67.0 75.0 !
”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 420 4.40 4.60 4.80
5000 m/z 98.10 38.99%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3371: 2-Pentene, 2,4-dimethyl- i N mam
83.0 420 4.40 4.60 4.80
55.0 m/z 39.00 27 .71%
41.0
5000
27.0 98.0
15.0
67.0
0 ”'I'”'I'”'I'”'I'”'I'”'I'”'I7§ql'”'l”"l”" S LRSS RS AR
m/z--> 10 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 15.30 ng 603376 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 512 (5.098 min): BF099188.D (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R AR
4.80 5.00 5.20 5.40
83.1
o...,....,....,....-,'::.?,1-.0.:!,....,....,.~...,...:,|....,. m/z 59.00 60.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 HRDE S LR L
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.00 20.87%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.74%
41.0
29.0 101.0
Oy "'§?'9" UNEE 7?;9. |'§§'9|" IBESRREE!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester e R e e RN
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.64%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.64 Concentration Rank 1

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

6.64 87.16 ng 3438180 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 774 (6.639 min): BF099188.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PSSP SSRGS R
40.0 54.0 J 6.40 6.60 6.80 7.00
bt -|-|.'.8,19. TR m/z 68.10 36.51%
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 LIS I L L LA
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.98%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.35%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L e BSREe
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 96.00 14.17%
5000 ogo 160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | BN
m/z--> 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:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 11
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.46 ng 122058 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 20
Abundance Scan 1668 (11.898 min): BF099188.D (-1663) (-) m/z 73.00 100.00%
431 730
5000 k
g70 1290
1571 1gsq 2132 256.2 11.60 11.80 12.00 12.20
o} m/z 43.10 89.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 UL A BULSR BUMLRR SURRA
83.0 nmnmnmnm
‘ 1570 1geo 2130 2560 | M/Z 60.00  89.06%
A
o m .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 81.80%
97.0 199.0
1570 242.0
ob220 A Ml Ul g L TR0 L 2230 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid B A A
73.0 11.60 11.80 12.00 12.20
m/z 41.05 72.37%
43.0
5000
129.0
‘ 710 2140
ol 18?\,\”“””,”\ ‘ L h‘\ HM A 19,0 ‘ T /I r) e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butyl citrate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.77 2.09 ng 72531 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 64
2 Adipic acid. 2.4-dimethvlpent-3-... 300 C17H3204 1000349-77-6 64
3 Adipic acid. 4-heptvl isobutvl e... 300 C17H3204 1000349-73-6 59
4 Adipic acid. butvl pent-4-en-2-v... 270 C15H2604 1000354-11-9 59
5 Adipic acid, isobutyl 2-pentyl e... 272 C15H2804 1000324-15-6 56
Abundance Scan 1816 (12.768 min): BF099188.D (-1813) (-) m/z 185.10 100.00%
129.0 185.1
5000
228.2 2501 302.0 12.40 12.60 12.80 13.00
0 m/z 129.00 93.05%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185.0
129.0
5000
12.40 12.60 12.80 13.00
41.0 259.0 m/z 57.00 32.57%
oL | 8O | | 1570 | 2130 | 2870 361.0
m/z--> 50 100 150 200 250 300 350
Abundance
129.0
12.40 12.60 12.80 13.00
5000 185.0 m/z 41.05 30.85%
57.0
29.0 101.0 157.0 227.0
m/z--> " 50 100 150 200 250 300 350
Abundance #144623: Adipic acid, 4-heptyl isobuty!| ester LI L L L L L L B B
129.0 12.40 12.60 12.80 13.00
m/z 56.00 21.19%
5000 185.0
570 101
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.84 18.13 ng 630104 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 53
3 Indole.6-methvl-2-(2-thienvl)- 213 C13H11INS 296245-70-0 52
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 49
5 2,5-bis(Trimethylsilyl)thiophene 228 C10H20SSi2 017906-71-7 42
Abundance Scan 1828 (12.839 min): BF099188.D (-1821) (-) m/z 213.10 100.00%
218.1
5000
010 119.0
390 65.0 165.1 12.60 12.80 13.00 13.20
Ol bbb e i 804 L 30200 T777119.00 23.17%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000
12.60 12.80 13.00 13.20
119.0 m/z 214.05 15.45%
0 39.0 650 91"0‘ ‘ 141.0165.0187 9 ‘
mz-> 20 45 60 80 100 150 150 1éo 180 200 220 240 260 280 300
Abundance
213.0
12.60 12.80 13.00 13.20
5000 m/z 228.05 15.25%
185.0
63.0 86.0 128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71939: Indole,6-methyl-2-(2-thienyl)-
213.0 12.60 12.80 13.00 13.20
m/z 91.00 12.56%
5000
o 4‘15‘0 77.0107.0130,0 1540 180.0 ||
L S 4 Y VI I g Ay I 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.44 8.50 ng 295399 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 96
2 Decanamide- 171 C10H21NO 002319-29-1 72
3 Undecanamide. 1l-bromo- 263 C11H22BrNO 005875-26-3 53
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 53
5 Hexadecanamide 255 C16H33N0 000629-54-9 50
Abundance Scan 1930 (13.439 min): BF099188.D (-1925) (-) m/z 59.00 100.00%
54.0
5000
13.20 13.40 13.60 13.80
0 154.1 184.2207.1 238.2 281.3 n/z 72.10 65 430
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LRI UL BN UL I
13.20 13.40 13.60 13.80
29.0 m/z 55.00 34.60%
: 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
1320 13.40 13.60 13.80
5000 m/z 41.05 28.66%
29.0 86.0 128.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112862: Undecanamide, 11-bromo- B B L S
54.0 13.20 13.40 13.60 13.80
m/z 43.10 22 .57%
ol 20y | 860 1140 1420 18?0 2200 2630
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF092317.M Mon Oct 09 11:46:09 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.85 ng 99021 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 Cvcloeicosane 280 C20H40 000296-56-0 87
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
Abundance Scan 2000 (13.851 min): BF099188.D (-1997) (-) m/z 57.00 100.00%
57.0
97.0
5000
l 301 150 e 15160 1980 1400 1450
ob— ...'.'.#qu-..'.,....,....,..-..,....,.... m/z 83.05 80.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 LS BB BRI BULRULE B
Bmmmmmmm
m/z 43.05 78.17%
39.0
ol ml‘\,H,, il M‘, , 1820 2240 2660
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
83.0 R AR SR SRR B
13.60 13.80 14.00 14.20
5000 m/z 97.05 78.05%
125.0
196.0
L L L B S WL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate S BREmEEE L
57.0 13.60 13.80 14.00 14.20
m/z 69.10 72.81%
97.0
5000
0 W1 ‘ JL i }690 2380 283.0 434.0
m/z--> éo 160 150 260 2éo 360 350 460 13%0 1380 1400 1J20

8270-BF092317.M Mon Oct 09 11:46:10 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.39 ng 92347 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
3 Docosane 310 C22H46 000629-97-0 86
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 2353 (15.927 min): BF099188.D (-2350) (-) m/z 57.00 100.00%

57.0

5000

15.60 15.80 16.00 16.20

13114101731 2110 2671

0! m/z 71.00 68.99%
mz--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
85.0 15.60 15.80 16.00 16.20
m/z 43.05 62.47%
29.0 1301410
L 29 ||| ] 141.0169.0197.0225.0253.0 295.0 366.0
e T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
SN
650 15.60 15.80 16.00 16.20
5000 & m/z 85.10 54.11%
29.0
11301410 1970
ool A0 L Ly
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane R RS R
57.0 15.60 15.80 16.00 16.20
m/z 55.00 29.79%
5000 85.0
13.0
i N M Y i e N SN
mz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF092317.M Mon Oct 09 11:46:11 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099188.D

Aca On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample : 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.98 ng 115026 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2440 (16.439 min): BF099188.D (-2435) (-) m/z 57.05 100.00%
5%.0
5000 | \%&-‘L
" 16.20 16.40 16.60 16.80
0 m/z 71.05 77 .89%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L B BRI I B
mmmmmmmm
200 13.0 m/z 43.10 61.56%
141.0
ol LI hf | [/ 109.0197.0225.0268.02820
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 16.20 16.40 16.60 16.80
5000 5.0 m/z 85.05 54 _.06%
113.0
o 29.0 141.0169.0197.0225.0253.0 295.0 366.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane b R R
57.0 16.20 16.40 16.60 16.80
m/z 55.05 20.01%
85.0
>0 WWJ\WWM
29.0 13.
oL L ] }4101690197022502530 296.0
m/z--> 56 1& 1% 2& 2% 3& 3% mmmmmmmm

8270-BF092317.M Mon Oct 09 11:46:12 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100717\
Data File : BF099188.D

Acq On : 7 Oct 2017 12:21

Operator : SJ/JU

Sample - 15585-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.17 5.0 ng 195173 1 6.86 788936 20.0
3-Penten-2-one, 4... 4.47 3.0 ng 117654 1 6.86 788936 20.0
2-Pentanone, 4-hy... 5.10 15.3 ng 603376 1 6.86 788936 20.0
unknown6 .64 6.64 87.2 ng 3438180 1 6.86 788936 20.0
n-Hexadecanoic acid 11.90 2.5 ng 122058 4 11.39 991450 20.0
Butyl citrate 12.77 2.1 ng 72531 5 14.02 695215 20.0
Phenol, 4,4"-(1-m... 12.84 18.1 ng 630104 5 14.02 695215 20.0
9-Octadecenamide, ... 13.44 8.5 ng 295399 5 14.02 695215 20.0
1-Nonadecene 13.85 2.9 ng 99021 5 14.02 695215 20.0
Hexacosane 15.93 2.4 ng 92347 6 15.50 771818 20.0
Eicosane 16.44 3.0 ng 115026 6 15.50 771818 20.0
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