LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\

Data File : BF101964.D

Aca On 9 Jan 2018 20:37 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; J1044-04 SRCOMRJ’
ALS Vial : 13 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-BF010918.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 4.287 370 374 378 rVB 55872 71400 1.02% 0.123%
2 4.945 481 486 497 rVB 393197 606063 8.66% 1.048%
3 5.339 547 553 556 rBY 5721902 6947339 99.30% 12.013%
4 6.363 720 727 731 rBVY 5165145 6996549 100.00% 12.098%
5 6.498 744 750 753 rBVY 5828417 6510948 93.06% 11.258%
6 6.728 785 789 792 rBVY 1854378 1490596 21.30% 2.577%
7 6.886 811 816 819 rBVY 5082772 4748987 67.88% 8.212%
8 7.298 879 886 888 rBY 3671023 4146500 59.26% 7.170%
9 8.010 1002 1007 1010 rBV 2194031 1783376 25.49% 3.084%
10 8.569 1097 1102 1105 rBV 241234 203037 2.90% 0.351%

11 9.086 1185 1190 1194 rBV 4996098 4980083 71.18% 8.611%
12 9.480 1253 1257 1261 rBV 588357 439904 6.29% 0.761%
13 9.763 1298 1305 1308 rBV 1735006 1458463 20.85% 2.522%
14 9.792 1308 1310 1314 rVB 171508 130418 1.86% 0.226%
15 9.963 1336 1339 1342 rBvV 179006 144163 2.06% 0.249%

16 10.304 1394 1397 1401 rBV 606643 544848 7.79% 0.942%
17 10.474 1422 1426 1429 rVB 477588 432512 6.18% 0.748%
18 10.551 1434 1439 1442 rBV 2697002 2543506 36.35% 4_.398%
19 10.680 1457 1461 1467 rVB4 40023 73771 1.05% 0.128%
20 11.139 1537 1539 1545 rVB 114664 115685 1.65% 0.200%

21 11.245 1553 1557 1559 rBV 1422559 1250929 17.88% 2.163%
22 11.269 1559 1561 1564 rVV 1552230 1137982 16.26% 1.968%
23 11.316 1564 1569 1573 rVB 832380 755545 10.80% 1.306%
24 11.780 1644 1648 1652 rBV2 492521 514539 7.35% 0.890%
25 11.857 1657 1661 1663 rBV 184191 164510 2.35% 0.284%

26 12.451 1759 1762 1766 rBV 854306 754630 10.79% 1.305%
27 12.563 1776 1781 1786 rBV2 155643 191216 2.73% 0.331%
28 12.680 1795 1801 1804 rBV 607972 634393 9.07% 1.097%
29 12.833 1823 1827 1830 rBV 3702911 3578584 51.15% 6.188%
30 13.010 1854 1857 1860 rVB2 119548 101061 1.44% 0.175%

31 13.074 1865 1868 1871 rVB 129267 119436 1.71% 0.207%
32 13.727 1976 1979 1989 rBV 918069 869236 12.42% 1.503%
33 13.880 1999 2005 2007 rBV 1496816 1536897 21.97% 2.658%
34 13.904 2007 2009 2012 rVB 256335 194954 2.79% 0.337%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 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-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.362 2084 2087 2093 rBV2 183646 216844 3.10% 0.375%

36 14.886 2174 2176 2179 rBV 79583 87760 1.25% 0.152%
37 14.986 2190 2193 2201 rBvV4 81808 182419 2.61% 0.315%
38 15.298 2241 2246 2250 rBV 822536 910685 13.02% 1.575%
39 15.756 2321 2324 2328 rBV3 60463 80732 1.15% 0.140%
40 15.804 2328 2332 2339 rVB3 112784 180919 2.59% 0.313%

Sum of corrected areas: 57831419
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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: BF101964.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.95 8.13 ng 606063 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 487 (4.951 min): BF101964.D (-481) (-) m/z 43.00 100.00%
43.0
5000 590
101.1 NN SRR
| 83.0 | 460 4.80 5.00 5.20
O rrerrerre et e e ey m/z 59.00 50.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR A RS SRR
4.60 4.80 5.00 5.20
59.0 m/z 101.05 17.13%
270 ‘ oo 830 1010
AL RS A RN NARLA R RSN ARREA NSNS ARSI ARSS S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 41.0 m/z 57.95 14 .46%
29.0
87.0
ol 150 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R R A
59.0 460 4.80 5.00 5.20
m/z 41.05 8.17%
5000 41.0
0 I L 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.50 Concentration Rank 1

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

6.50 87.36 ng 6510950 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.498 min): BF101964.D (-744) (-) m/z 132.00 100.00%
13p.0
5000 68.1
200 °1 "ok 60 60 6B
01 : e B m/z 68.10 41 .36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 NS AR RS AR SR
6.20 6.40 6.60 6.80
104.0 m/z 134.00 33.21%
51.0 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o oho ok
5000 ogo 1160 m/z 66.00 26 .43%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R m e R mma L
13p.0 6.20 6.40 6.60 6.80
m/z 69.05 16.74%
5000
63.0 81.0
o 310 480 | | | | 11;.0 |
miz-> 20 40 60 80 100 120 140 160 180 | 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Hydroxy-iso-butyrophenone Concentration Rank 12

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

8.57 2.28 ng 203037 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Hexanamide 115 C6H13NO 000628-02-4 9
3 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 9
4 Ethanone. 2-amino-1-phenvl- 135 C8HO9NO 000613-89-8 9
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1102 (8.569 min): BF101964.D (-1097) (-) m/z 59.10 100.00%
59.1
5000
105.0
%0 i o ke b abe sho
ot ek 5L 1200 aav0 G800 26.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 AR RN AR AR N
8.0 840 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 23.71%
31.0 ™
o dog | . 910 M 121.0 149.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
820 840 8.60 880 9.00
5000 m/z 43.00 16.85%
44.0
720 86.0
ol 150 70 * 99.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 xMdew,whﬁApjbLapmAmMNMmym
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester R R B
59.0 8.20 8.40 8.60 8.80 9.00
m/z 106.00 16.69%
5000
310 430
0 150 “‘ , 730 890 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.0 840 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.47 5.93 ng 432512 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene 182 C12H10N2 000103-33-3 64
3 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 58
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
5 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
Abundance Scan 1425 (10.469 min): BF101964.D (-1422) (-) m/z 104.95 100.00%
105.0
7.0 182.1
5000
51.0
e 1521 1030 1040 10,60 1080
| AN OUEN NSRS [ BESN 1 C0  — m/z 77.00 72.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LR BUULIN BN B UL
182.0 10,20 10.40 10.60 10.80
510 m/z 182.10 64.52%
0 27.0 | L 910 | 1260 1520 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77.0
10.20 10.40 10.60 10.80
5000 51.0 m/z 181.05 33.64%
182.0
105.0
o 27.0 91.0 128.0 152'0167.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47990: Phenyl 4-pyridy| ketone
105.0 10.20 10.40 10.60 10.80
m/z 50.95 30.37%
70 183.0
5000 51.0
0 ‘ A 127.0  154.0
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.78 8.23 ng 514539 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 1648 (11.780 min): BF101964.D (-1644) (-) m/z 43.10 100.00%
431 | 730
5000 1291
97.1 R e e
Jl 1571 19212132 256.2 1140 1160 1180 12.00
| m/z 72.95 99.16%
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 AR R BN SRR R
83.0 1140 11. 60 1180 1200
‘ 1570 1geo 2130 2560 | M/Z 60.00  91.78%
A .
o m .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
3.0 1140 11.60 11.80 12.00
5000 m/z 57.10 73.68%
1290 171.0
98.0 : 214.0
o 18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 210 2éo
Abundance #95851: Pentadecanoic acid A EamEEas s
43.0 |, 73.0 11.40 11.60 11.80 12.00
m/z 41.05 72.08%
5000 129.0
0<15-0 Al e .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.86 2.63 ng 164510 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 90
2 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 40
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 33
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 23

Abundance Scan 1662 (11.863 min): BF101964.D (-1657) (-) m/z 190.05 100.00%
190.1
5000
94.7 M
63.0 120.0 163.1 11.60 11.80 12.00 12.20
Ol i .'|:~, et el 22ED D Th777189.10 0 95.64%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
' m/z 192.10 31.13%
oL 30 630 | 1100 1370 1630 |
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
39.0 190.0
R AR AR A R
91.0 11.60 11.80 12.00 12.20
5000 65.0 115.0 133.0  161.0 m/z 191.10 26.37%
R U UL S W B L L S W W

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl

450 190.0 11.60 11.80 12.00 12.20

' 146.0 m/z 94.70 24 _.21%
5000 82.0
117.0
62.0
o ool L}

ol l‘:“.“l“i - a?‘l“.“ﬁ I, rg.gl'?‘l“‘. l“} e ,‘. ! ,H‘l A ‘ R R e

mz-> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.49 ng 191216 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Nonanoic acid 158 C9H1802 000112-05-0 30
5 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 25
Abundance Scan 1781 (12.563 min): BF101964.D (-1776) (-) m/z 43.10 100.00%
43.1
73.0

5000

12.20 12.40 12.60 12.80
m/z 57.05 85.68%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

.0

5000

12.20 12.40 12.60 12.80
m/z 73.00 78.99%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 [ 73.0
AR B R
12.20 12.40 12.60 12.80
5000 129.0 m/z 59.95 78 .39%
97.0 199.0
157.0 242.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid R N T PR
60.0 12.20 12.40 12.60 12.80
m/z 41.00 69.56%
5000 29.0 129.0
87.0
‘ ‘ ‘ 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80

8270-BF010918.M Wed Jan 10 11:01:13 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 11.31 ng 869236 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 91
Abundance Scan 1979 (13.727 min): BF101964.D (-1976) (-) m/z 57.10 100.00%

5711 83.0

5000

:

13.40 13.60 13.80 14.00
m/z 43.10 95.18%

o 1331167.1 1063 2410 280.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

:

5000 LN L L L L L LB L |
13.40 13.60 13.80 14.00
m/z 55.05 94 _47%
29.0 139.0
ol Lol "~ 167.0 196.0  238.0 266.0294.0
S ) L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
B i v s
13.40 13.60 13.80 14.00
5000 111.0 m/z 83.05 85.70%
29.0 139.0

167.0 195.0222.0 250.0 280.0 308.0 336.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #170817: 2- Chloropropionic acid, hexadecyl ester B R SRR RARES
57.0 83.0 13.40 13.60 13.80 14.00

m/z 69.10 75 .04%

5000

.
|

29.0 H ‘J\ 39.0 155019602220 54590

332.0
0...,.‘.‘.l1,.‘..‘,....i‘..‘ : , : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heptafluorobutyric acid, n-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.36 2.82 ng 216844 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
2 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 90
3 l17-Pentatriacontene 491 C35H70 006971-40-0 86
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 74
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 72
Abundance Scan 2087 (14.362 min): BF101964.D (-2084) (-) m/z 57.10 100.00%
57.1
97.1
5000 xwvAﬂAwa“MWVA\wvw«wvﬁyﬂukm
40.1 240.1 282 1 14.00 14.20 14.40 14.60
0 ...,..J.',.ll?fn:,‘.lf?f’,....,....,..3.4.1,2...3.97,.3...,...., m/z 43.05 81.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester
57.0
97.0
5000 LR SRR B IR B
14.00 14.20 14.40 14.60
m/z 55.00 71.12%
ol Ll u‘ “ ¥ ‘\\ Ly 2100 220 297.0 448.0
m/z--> 5 100 150 200 2%0 300 350 400 450 '
Abundance
1 90 PN U B B
14.00 14.20 14.40 14.60
5000 m/z 97.10 55.13%
0
o 182.0 224.0 280.0 325.0 376.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene R AR EEEEE T
43.0 14.00 14.20 14.40 14.60
m/z 83.05 53.79%
5000 83.0
. ‘ y J‘ 1250 4670 2100 267.0307.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .99 4.01 ng 182419 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 86
2 Heptadecane 240 C17H36 000629-78-7 70
3 Octane. 5-ethvl-2-methvl- 156 Cl11H24 062016-18-6 70
4 Eicosane 282 C20H42 000112-95-8 62
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 2194 (14.992 min): BF101964.D (-2190) (-) m/z 57.10 100.00%
57.1
252.1
5000
7.1
| [ 1909 1712009 | pms13191 366 416y | 1460 1480 1500 15,20 1540
ol Al m/z 43.10 79.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LN ORI AR A B
14.60 14.80 15.00 15.20 15.40
m/z 252.10 74 .03%
113.0 183.0
0 |2|GJ|0‘|‘|‘| ‘l\lul\‘l I\‘I\‘I . |" . |“.|‘| — |?53.|0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 71.10 52.12%
99.0
o 25.0 141.0 183.0 240.0
miz-> 50 100 150 200 250 300 350 400
Abundance #28449: Octane, 5-ethyl-2-methyl- A B R e
43.0 14.60 14.80 15.00 15.20 15.40
m/z 55.10 45 _.43%
5000
85.0
‘ 127.0
0"Lwl“lj'lﬁ'm'l""l"" U DN DU DU LN ORI AR R B
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101964.D

Aca On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample : J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.80 3.97 ng 180919 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 95
2 1l-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 2331 (15.798 min): BF101964.D (-2328) (-) m/z 43.05 100.00%
430 971
5000
201 1003 291 152 2o 3071 | 1540 15,60 1580 16,00 16,20
ob—— m/z 55.00 86.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 |97.0
5000 LR SR DAL UM B
15.40 15.60 15.80 16.00 16.20
00 m/z 57.00 84.08%
0 27\'\0“\ “\ “‘ M \H\ \ﬁ \‘h. i ;'81'0 222.0 264.0294.0 334.0 378.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 oo 0
1540 15.60 15.80 16.00 16.20
5000 m/z 97.10 79.96%
135.0 294.0
o 27.0 181.0 223.0 264.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 A B o
15.40 15.60 15.80 16.00 16.20
m/z 83.00 78.80%
5000
o 181.0 222.0252.0  308.0
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010918\
Data File : BF101964.D

Acq On : 9 Jan 2018 20:37

Operator : SJ/JU

Sample - J1044-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
2-Pentanone, 4-hy... 4_95 8.1 ng 606063 1 6.73 1490600 20.0
unknown6 .50 6.50 87.4 ng 6510950 1 6.73 1490600 20.0
2-Hydroxy-iso-but. .. 8.57 2.3 ng 203037 2 8.01 1783380 20.0
Benzophenone 10.47 5.9 ng 432512 3 9.76 1458460 20.0
n-Hexadecanoic acid 11.78 8.2 ng 514539 4 11.24 1250930 20.0
4H-Cyclopenta[def... 11.86 2.6 ng 164510 4 11.24 1250930 20.0
Octadecanoic acid 12.56 2.5 ng 191216 5 13.88 1536900 20.0
1-Heneicosanol 13.73 11.3 ng 869236 5 13.88 1536900 20.0
Heptafluorobutyri... 14.36 2.8 ng 216844 5 13.88 1536900 20.0
Hexadecane, 2,6,1... 14.99 4.0 ng 182419 6 15.30 910685 20.0
1-Heptacosanol 15.80 4.0 ng 180919 6 15.30 910685 20.0
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