LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 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-BF110817.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 5.128 512 517 526 rVB 656942 785672 19.02% 1.888%
2 5.516 577 583 586 rBY 3444114 3447621 83.45% 8.285%
3 6.516 747 753 758 rBVY 3081585 3720659 90.06% 8.941%
4 6.669 774 779 782 rBVY 3456896 3539814 85.68% 8.507%
5 6.898 814 818 822 rVB 1374747 1117728 27.05% 2.686%
6 7.057 840 845 848 rBVY 3042728 2748417 66.52% 6.605%
7 7.457 908 913 916 rBVY 2184079 2238213 54.17% 5.379%
8 8.181 1031 1036 1039 rBV 1803665 1510767 36.57% 3.631%
9 8.734 1125 1130 1133 rBV 420254 322506 7.81% 0.775%
10 9.257 1213 1219 1222 rVB 4600737 4131469 100.00% 9.929%

11 9.645 1280 1285 1288 rBV 1248594 984573 23.83% 2.366%
12 9.728 1292 1299 1305 rVV 133862 184485 4._.47% 0.443%
13 9.933 1330 1334 1338 rVB 1858749 1697785 41.09% 4._.080%
14 10.339 1395 1403 1410 rBVS5 83206 145265 3.52% 0.349%
15 10.651 1450 1456 1459 rBV 1459847 1315702 31.85% 3.162%

16 10.722 1462 1468 1474 rBV 2700813 2593807 62.78% 6.233%
17 11.422 1581 1587 1590 rBV 2103860 1783419 43.17% 4._.286%
18 11.475 1593 1596 1601 rVB3 32373 48971 1.19% 0.118%
19 11.775 1627 1647 1656 rBvV2 312793 1546775 37.44% 3.717%
20 11.939 1668 1675 1678 rBV3 298621 326229 7.90% 0.784%

21 11.969 1678 1680 1685 rVB 45982 69729 1.69% 0.168%
22 12.627 1789 1792 1798 rBV 163819 187754 4._.54% 0.451%
23 12.727 1805 1809 1817 rBV 184302 270472 6.55% 0.650%
24 12.857 1826 1831 1833 rBV2 100313 92403 2.24% 0.222%
25 12.933 1840 1844 1852 rVV7 38931 83815 2.03% 0.201%

26 13.010 1852 1857 1860 rVB 3631703 3715504 89.93% 8.929%
27 13.539 1943 1947 1951 rBV2 98781 112182 2.72% 0.270%
28 13.810 1987 1993 1999 rVB3 81751 161600 3.91% 0.388%
29 13.892 2004 2007 2010 rBV2 174329 153514 3.72% 0.369%
30 14.057 2029 2035 2038 rBV 1465322 1377363 33.34% 3.310%

31 14.439 2098 2100 2105 rBVZ2 54110 86743 2.10% 0.208%

32 14.680 2139 2141 2148 rBvV4 59849 80618 1.95% 0.194%
33 15.539 2282 2287 2291 rBV 821550 1029796 24.93% 2.475%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 41611370
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100292.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.13 14.06 ng 785672 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 517 (5.128 min): BF100292.D (-512) (-) m/z 43.00 100.00%
43.0
5000 59.0
I W5 50 520 540
-ttt m/z 59.00 49 _.22%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS UL I L
59.0 480 500 520 540
0
150 a0 1010 m/z 58.00 16.11%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 101.10 15.84%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate R ma LR B
43.0 480 5.00 5.20 5.40
m/z 41.00 7.81%
5000
58.0
1§.o 270 N 72.0 100.0
o T e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 63.34 ng 3539810 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 779 (6.669 min): BF100292.D (-774) (-) m/z 132.00 100.00%
13p.0
w01 S J ko oho Gk Th
o} L L e e m/z 68.05 39.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " M PEP T
410 70 m/z 134.00 33.45%
0 ...|....|.... ‘ ﬁzouuuluuuuluu.|....|....|....
m/z--> 20 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 25.19%
104.0
0 270 510 00 g5,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R o AR
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.66%
74.0
5000 ggo 1160
e S LN puamnen 1 NS,
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF110817.M Thu Nov 09 15:07:27 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 6

R.T. EstConc Area Relative to ISTD R.T.
8.73 4.27 ng 322506 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. l1-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 23
4 Hexanamide 115 C6H13NO 000628-02-4 9

5 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 9
Abundance Scan 1129 (8.728 min): BF100292.D (-1125) (-) m/z 59.00 100.00%
59.0
5000
43.0 71 1050 S | W —
| 8.40 860 880 9.00
121.1
bt b hovo |22 g0 07 0 24, 40%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 LI L L L L L L L LB |
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 105.00 24 .21%
0 290 | | M 91.0 M 121.0  149.0
I B B L R e
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
e e
8.40 8.60 8.80 9.00
5000 m/z 43.00 22.45%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
R o o S T o e o e A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester
59.0 8.40 8.60 8.80 9.00
m/z 51.00 15.95%
5000
43.0
ol 150 20 || 730 890 170
e et e e R T L A e T TR T
miz--> 20 40 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1-Decanol Concentration Rank 11

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

9.73 2.17 ng 184485 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol 158 C10H220 000112-30-1 91
2 1-Dodecanol 186 C12H260 000112-53-8 90
3 1-Undecanol 172 C11H240 000112-42-5 87
4 Cvclooctane. 1.2-dimethvl- 140 C10H20 013151-94-5 81
5 1-Decene 140 C10H20 000872-05-9 81

Abundance Scan 1299 (9.728 min): BF100292.D (-1292) (-) m/z 55.05 100.00%
54.0
4l. 69.0
83.1
5000
97.1
1111 U SR U
| | 125.1 140.1 9.40 9.60 9.80 10.00
o} i m/z 43.00 86.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29593: 1-Decanol
55.0 70.0
41.0 83.0
5000 S R R RN R
97.0 9.40 9.60 9.80 10.00
- 112.0 m/z 41.00 77.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance
41.0 55.0 69.0
83.0 U SR U
9.40 9.60 9.80 10.00
5000 97.0 m/z 69.05 74 .38%
111.0
27.0
. 125.0 140.0 168.0
m/z--> ﬁo 45 65 éo 100 120 150 1éo
Abundance #39772: 1-Undecanol
41.0 55.0 69.0 9.40 9.60 9.80 10.00
m/z 57.05 69.64%
83.0
5000 97.0
0.1.4..0|.‘k..‘|l‘..”.lu‘.‘..N.‘..l‘l .“l. .“...|..15.4..0|....
m/z--> 20 40 60 80 100 120 140 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 15.50 ng 1315700 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzeneacetic acid. .alpha.-oxo-... 178 C10H1003 001603-79-8 47
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 47
4 2-(2-0x0-2-phenvl-ethvl)-malonon... 184 C11H8N20 1000296-76-9 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1456 (10.651 min): BF100292.D (-1450) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0 I |
152.1 10.40 10.60 10.80 11.00
b e L1260 e 2011 m/z 77.00 60.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone
105.0
77.0
5000 LR UL BN IR B
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 56.47%
0 27.0 \ b 1260 152.0 s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
'~ 10.40 10.60 10,80 11.00
5000 77.0 m/z 51.00 26.03%
51.0
29.0
o 122.0 150.0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34635: N-Methoxy-N-methylbenzamide R B R A e
105.0 10.40 10.60 10.80 11.00
m/z 181.10 9.22%
77.0
5000
51.0
0 28.0 ‘ | 134.0 165.0
m/z--> 20 40 60 éo 100 120 140 160 180 200 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 17.35 ng 1546780 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10.14-Hexadecatetraen-1-ol. ... 332 C22H3602 061691-98-3 78
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 58
5 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 53
Abundance Scan 1646 (11.769 min): BF100292.D (-1627) (-) m/z 69.10 100.00%
69.1
- k
A AL A A
07.0137.1 11.40 11.60 11.80 12.00
oL, ?9}-0,'1.' adiid 2751 2172 2734 813 nyy 81.05  52.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
5000
11.40 11.60 11.80 12.00
1210 m/z 41.05 26.16%
o 29.0‘ Ll ] 16101910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
11.40 1160 11.80 12.00
5000 m/z 95.05 13.18%
137.0
ol29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #171133: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetrame... e
69.0 11.40 11.60 11.80 12.00
m/z 68.05 10.92%
5000
v0101370 204.0
o220 .“‘-‘ Juy Lb, | ,.|,'. 3oy~ FR0 %0
m/z--> 50 100 150 200 250 300 350 400 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.66 ng 326229 Phenanthrene-d10 11.42
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 1675 (11.939 min): BF100292.D (-1668) (-) m/z 72.95 100.00%
430 730
5000 1291
97.1 213.2
51 111,611 256.2 11.60 11.80 12.00 12.20
bl : m/z 43.00 98.27%
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 R B R SR AR
83.0 umumnmnm
Ji 1570 1geo 2130 2560 | M/Z 59.95  89.55%
A
0‘
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 57.10 77 .38%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R o R Rama
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 72.81%
0 R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.73 3.03 ng 270472 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 55
4 Undecanoic acid 186 C11H2202 000112-37-8 45
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
Abundance Scan 1809 (12.727 min): BF100292.D (-1805) (-) m/z 43.05 100.00%
43.0 730
5000
12.40 12.60 12.80 13.00
01 m/z 57.10 88.18%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 LR DU B BN R
12. 40 12. 60 12. 80 13.00
241.0 284.0 m/z 73.00 80.59%
207.0 ' '
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 12.40 12.60 12.80 13.00
5000 m/z 60.00 75.89%

129.0
185.0 228.0

157.0

97.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73.0 12.40 12.60 12.80 13.00
m/z 55.00 73.62%
129.0
5000
43.0
SN T 1 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.35 ng 161600 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 59
2 Docosane 310 C22H46 000629-97-0 58
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 58
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 58
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 58
Abundance Scan 1993 (13.810 min): BF100292.D (-1987) (-) m/z 57.05 100.00%
57.0
5000
234.0 —
134.1169.2 13.40 13.60 13.80 14.00 14.20
o — ,~| A 'Jl o e LY a7z 71.10 0 70.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 AR DAL DU B B
anmwmmmmm
99.0 m/z 43.05 61.02%
m/z--> 55 100 1%0 260 2%0 360 3%0 460 !
Abundance
57.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 85.10 50.89%

141.0 183.0 225.0 267.0 310.0

o T e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #124147: 2-Bromotetradecane A EEE TS
57.0 13.40 13.60 13.80 14.00 14.20
m/z 234.00 22 .56%
5000
99.0
41.0 197.0
01?9..,.i.uqﬁ.{.,....,.... A R B AR ma e
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100292.D

Aca On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptafluorobutyric acid, pe... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.23 ng 153514 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 2007 (13.892 min): BF100292.D (-2004) (-) m/z 57.10 100.00%
57.1
5000
1531 1951 2301 13,60 13.80 14.00 14.20
(o} ; m/z 43.10 99.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
5000 LR SR UL I B
13.60 13.80 14.00 14.20
m/z 55.00 92 .55%
‘ 1690 5100
0 IZIG\LIO\I‘I\ : “:‘ I‘ "H‘i ‘l‘\ |*f|3?.0‘| ‘: I\ — lll : |25|5|0| T |4?6|0|
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 SRR SR SR B
13.60 13.80 14.00 14.20
5000 m/z 83.10 76.28%
oL 260 1400 1960 54 4 342.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol I EAmEmEEE RS
430 830 13.60 13.80 14.00 14.20
: m/z 69.10 71.86%
5000
25.0
0 \‘J ) X H I J\ 1 ?'670 210.0 280.0
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110817\
Data File : BF100292.D

Acq On : 8 Nov 2017 15:34

Operator : SJ/JU

Sample : 16334-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.13 14.1 ng 785672 1 6.90 1117730 20.0
unknown6 .67 6.67 63.3 ng 3539810 1 6.90 1117730 20.0
2-Hydroxy-iso-but. .. 8.73 4.3 ng 322506 2 8.18 1510770 20.0
1-Decanol 9.73 2.2 ng 184485 3 9.93 1697790 20.0
Benzophenone 10.65 15.5 ng 1315700 3 9.93 1697790 20.0
Squalene 11.77 17.4 ng 1546780 4 11.42 1783420 20.0
n-Hexadecanoic acid 11.94 3.7 ng 326229 4 11.42 1783420 20.0
Octadecanoic acid 12.73 3.0 ng 270472 4 11.42 1783420 20.0
Hentriacontane 13.81 2.4 ng 161600 5 14.06 1377360 20.0
Heptafluorobutyri... 13.89 2.2 ng 153514 5 14.06 1377360 20.0
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