LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 height area % max. total
1 2.833 106 109 120 rVB 15416 36563 3.17% 0.316%
2 4._650 265 268 284 rVB 131709 303818 26.37% 2.624%
3 5.336 326 328 348 rBVY 508167 961208 83.41% 8.301%
4 6.982 469 472 479 rBVY 606151 962140 83.49% 8.309%
5 7.096 479 482 495 rVB 666700 1127465 97.84% 9.737%
6 7.439 510 512 527 rBvV 177448 276985 24.04% 2.392%
7 7.679 530 533 546 rBVY 544874 822783 71.40% 7.105%
8 8.353 589 592 613 rBY 347280 649363 56.35% 5.608%
9 9.462 687 689 704 rBVY 241331 407507 35.36% 3.519%
10 11.245 842 845 848 rBVY 832219 1152350 100.00% 9.952%

11 11.942 903 906 912 rBV 105893 158177 13.73% 1.366%
12 12.285 934 936 940 rBV 291528 470135 40.80% 4_.060%
13 13.154 1008 1012 1014 rBV 16377 24087 2.09% 0.208%
14 13.508 1038 1043 1045 rBvV 5902 12861 1.12% 0.111%
15 13.576 1047 1049 1058 rVvVv 458009 649837 56.39% 5.612%

16 13.919 1076 1079 1084 rBV 22666 37834 3.28% 0.327%
17 14.685 1144 1146 1154 rVB 307854 446414 38.74% 3.855%
18 15.691 1231 1234 1245 rVB 78526 132235 11.48% 1.142%

19 16.491 1302 1304 1312 rVB 23885 36056 3.13% 0.311%
20 16.697 1316 1322 1324 rBV3 4976 15686 1.36% 0.135%
21 16.800 1327 1331 1339 rBV 90883 189996 16.49% 1.641%
22 16.914 1339 1341 1345 rVB 36623 43532 3.78% 0.376%
23 17.051 1350 1353 1363 rVB 617098 851056 73.85% 7 .350%
24 17.840 1420 1422 1424 rBV 26613 28018 2.43% 0.242%
25 18.308 1459 1463 1467 rBV3 41577 86274 7.49% 0.745%
26 18.377 1467 1469 1475 rBV2 195899 304230 26.40% 2.627%
27 18.720 1496 1499 1505 rBV 8975 13251 1.15% 0.114%
28 19.108 1530 1533 1537 rBV 37691 54635 4.74% 0.472%
29 19.474 1562 1565 1567 rBV 9152 11760 1.02% 0.102%
30 19.543 1567 1571 1572 rVV2 8099 12936 1.12% 0.112%
31 19.623 1575 1578 1587 rVB2 52313 94714 8.22% 0.818%
32 19.829 1593 1596 1604 rBV2 48369 131704 11.43% 1.137%
33 20.000 1608 1611 1613 rVV 10422 17348 1.51% 0.150%

34 20.046 1613 1615 1624 rVV 163321 263765 22.89%% 2.278%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF080416 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.171 1624 1626 1629 rVvV 9520 13152 1.14% 0.114%
36 20.320 1637 1639 1643 rBV 24048 38771 3.36% 0.335%
37 20.514 1653 1656 1658 rBV 55387 80738 7.01% 0.697%
38 20.560 1658 1660 1662 rVB3 14338 24330 2.11% 0.210%
39 20.754 1675 1677 1682 rVB3 5547 12278 1.07% 0.106%
40 20.903 1687 1690 1692 rBV2 8141 16638 1.44% 0.144%
41 21.109 1705 1708 1712 rVB 15880 28683 2.49% 0.248%
42 21.189 1712 1715 1716 rBV2 12690 24428 2.12% 0.211%
43 21.223 1716 1718 1726 rVB5 12609 33307 2.89% 0.288%
44 21.349 1726 1729 1732 rBVY 20172 41795 3.63% 0.361%
45 21.474 1738 1740 1745 rVB4 6561 13144 1.14% 0.114%
46 21.600 1748 1751 1752 rBV2 7267 14997 1.30% 0.130%
47 21.657 1752 1756 1761 rVB4 30207 86981 7.55% 0.751%
48 21.874 1771 1775 1779 rBV4 8008 27567 2.39% 0.238%
49 21.943 1779 1781 1784 rVv4 5046 11725 1.02% 0.101%
50 22.046 1786 1790 1794 rVB4 15794 41497 3.60% 0.358%
51 22.172 1798 1801 1802 rBV2 7142 13514 1.17% 0.117%
52 22.217 1802 1805 1811 rVv4 10467 35756 3.10% 0.309%
53 22.309 1811 1813 1818 rVB5 5587 16438 1.43% 0.142%
54 22.412 1818 1822 1825 rBV2 22943 54997 4.77% 0.475%
55 22.480 1825 1828 1836 rVB4 10375 35157 3.05% 0.304%
56 22.663 1842 1844 1849 rVB2 6992 16163 1.40% 0.140%
57 23.017 1871 1875 1880 rVv4 9497 26592 2.31% 0.230%
58 23.143 1883 1886 1893 rVB6 12163 34889 3.03% 0.301%
59 23.303 1897 1900 1905 rVB 12116 29835 2.59% 0.258%
60 23.829 1943 1946 1950 rVB2 8103 19428 1.69% 0.168%

Sum of corrected areas: 11579523
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5 PO

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M

INT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclobutene, 2-propenylidene- Concentration Rank 20

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

2.83 2.64 ng 36563 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 83
2 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 74
3 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 9
4 4-Benzyloxyphenylacetonitrile 223 C15H13NO 000838-96-0 9
5 Bicyclo[3.2.0]hepta-2,6-diene 92 C7HS8 002422-86-8 7

Abundance Scan 109 (2.833 min): BF089628.D (-106) (-) m/z 91.10 100.00%
g1
5000
9 s 65 86 240 2.60 280 3.00 3.20
Y SO N NN | N m/z 92.10 55.55%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2475: Cyclobutene, 2-propenylidene-
91
5000 USRI U AN R
2.40 2.60 2.80 3.00 3.20
a9 65 m/z 65.10 12 .15%
27 45 51 ‘ 77 86
e L S S S SIS SN SIS UL UL W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
91
240 2.60 2.80 3.00 3.20
5000 m/z 39.10 10.61%
39 65
o 15 27 45 51 4o 77 86
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #2472: Spiro[2,4]hepta-4,6-diene A e e B
o 2.40 2.60 2.80 3.00 3.20
m/z 51.00 9.01%
5000
65
o 27 39 45 51 59 | 77 86
m/z--> 10 20 30 4'0 5'0 60 70 80 9'0 100 240 2.60 2.80 3.00 3.20

8270-BF080416.M Mon Aug 08 04:40:18 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

4._.65 21.94 ng 303818 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 268 (4.650 min): BF089628.D (-265) (-) m/z 43.10 100.00%
a3
59
5000
101 e
51| 83 440 4.60 4.80 5.00
o S L — m/z 59.10 62.58%
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
5000 IR R L
440 4.60 4.80 5.00
59 m/z 101.10 23.21%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 4.80 500
5000 m/z 58.10 15.36%
101
15 58
0 28 69 84
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 B EaE
59 440 4.60 4.80 5.00
m/z 41.10 10.00%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.10 Concentration Rank 1

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

7.10 81.41 ng 1127470 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 482 (7.096 min): BF089628.D (-479) (-) m/z 132.00 100.00%
5000 68
96
40 54 7 o7 5 6.80 7.00 7.20 7.40
0 B E e m/z 68.10 39.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
6.80 7.00 7.20 7.40
33 44 105 m/z 134.00 33.24%
T ePe | s |
0'"'l'“W'r"”i""l'“y§|” L AL S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 104 6.80 7.00 7.20 7.40
5000 m/z 66.10 24 .88%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 15.99%
5000 og M°
o b L8 o |l ase 189 S AN
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl5.69 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.69 5.92 ng 132235 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 25
2 Oxalic acid, cyclobutyl dodecyl ... 312 C18H3204 1000309-70-3 22
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 18
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 14
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 14
Abundance Scan 1234 (15.691 min): BF089628.D (-1231) (-) m/z 73.00 100.00%
a3 B
5
5000 129
97 149
1 17118559213 15.40 15.60 15.80 16.00
0’ m/z 43.10 82.31%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #170641: .beta.-D-Mannofuranoside, 1-O-(10-undecenyl)-
73
5000 55 L BN UL SUULRA SRR
41 15,40 15.60 15.80 16.00
7 o1 m/z 60.00 80.48%
ol 2 110151145 163 141 207 225 254 271
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
' 15.40 15.60 15.80 16.00
5000 m/z 57.10 66.76%
27

o 111125 168 213

Tm#mwwwwmﬁwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95994: 1-Decanol, 2-hexyl-

SN

=
~
=

15.40 15.60 15.80 16.00
m/z 41.10 66.44%

5000

-

154168182196210224 Aan
P
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.80 12.49 ng 189996 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pyrene 202 C16H10 000129-00-0 43
3 Dodecanoic acid 200 C12H2402 000143-07-7 42
4 Fluoranthene 202 C16H10 000206-44-0 38
5 1H-Indole-3-propanoic acid, 1-(t... 275 C15H21INO2Si 056196-72-6 32
Abundance Scan 1331 (16.800 min): BF089628.D (-1327) (-) m/z 202.10 100.00%
202
5000 43 -
P e e
16.40 16.60 16.80 17.00 17.20
(o} L m/z 73.05 54 _.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129
16.40 16.60 16.80 17.00 17.20
m/z 60.00 47 .17%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
202
16.40 16.60 16.80 17.00 17.20
5000 m/z 43.10 46.86%

101
39 63 87 122 150 174

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61121: Dodecanoic acid L B
73 16.40 16.60 16.80 17.00 17.20
m/z 57.05 41.63%
43
51
5000
29 129 200
‘ T7101115 ‘ 143157171 ‘
0.}?Pt.Jﬁhwlwmkth.Nw.dk,.n.”L”.,.ﬂ.lgﬁ.‘.”. AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.91 2.86 ng 43532 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 59
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 50
3 Nipecotic acid 129 C6H11NO2 000498-95-3 38
4 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 27
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 25

Abundance Scan 1341 (16.914 min): BF089628.D (-1339) (-) m/z 56.10 100.00%
56
5000 41
73 g7 129 239 2% A
| 185 213 16.60 16.80 17.00 17.20
Obrrrprrre b m/z 57.10 56.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
16.60 16.80 17.00 17.20
29 1 239257 m/z 41.10 44 .53%
101
o 0 B e s T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
16.60 16.80 17.00 17.20
5000 m/z 43.10 41.63%
29 73
o 71137 157 185 213 2957 5 g1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I 1

Abundance #12841: Nipecotic acid T
16.60 16.80 17.00 17.20

m/z 55.10 36.89%

5000

g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 60 16. 80 17. OO 17. 20

8270-BF080416.M Mon Aug 08 04:40:23 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, penta... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.31 5.67 ng 86274 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 17-Pentatriacontene 491 C35H70 006971-40-0 86
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 83
Abundance Scan 1463 (18.308 min): BF089628.D (-1459) (-) m/z 57.05 100.00%
57 83
5000 111 149
3 18.00 18.20 18.40 18.60
o m/z 83.10 90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #197885: Trichloroacetic acid, pentadecyl ester

83

5000
18.00 18.20 18.40 18.60
m/z 55.10 84.81%
ol 2 139 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
97 AR B R
18.00 18.20 18.40 18.60
5000 m/z 43.10 82.64%
29 125
0 79 154 179196 224 251269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1 R e R RR B
43 18.00 18.20 18.40 18.60
m/z 97.10 80.97%
5000 83
18
o LI s 140 168 196 238 266 308 336
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60

8270-BF080416.M Mon Aug 08 04:40:25 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, pentadecyl ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.11 3.59 ng 54635 Chrysene-di2 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 78
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 78
3 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 53
4 2-Hexyl-1-octanol 214 C14H300 019780-79-1 53
5 Tetradecane 198 C14H30 000629-59-4 50
Abundance Scan 1533 (19.108 min): BF089628.D (-1530) (-) m/z 57.10 100.00%

5000

o

18:80 19.00 19.20 19.40
0f m/z 43.10 67.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43
57
71

5000 85 LB B e e e
1880 19. OO 19. 20 19.40
m/z 71.10 66.41%
111
oL 22 “\ ‘ ‘ \\ L2 1tissieo1e 210
REE e ARRRA B B amma s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57
71 18.80 19.00 19.20 19.40
5000 85 m/z 85.10 54_.17%
29
o 111125 141 155168 lor 261
T e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 /\
Abundance #137569: Sulfurous acid, dodecyl 2-propy! ester R Eam e RARRE
43 18.80 19.00 19.20 19.40
57 m/z 83.10 42.20%
5000 1
85
29
ol ‘\ [| ) % 127100 169 203 a3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.80 19.00 19.20 19.40

8270-BF080416.M Mon Aug 08 04:40:26 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecanal- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.62 7.18 ng 94714 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 83
2 1,19-Eicosadiene 278 C20H38 014811-95-1 81
3 Tetradecanal 212 C14H280 000124-25-4 74
4 Hexadecanal 240 C16H320 000629-80-1 72
5 17-Pentatriacontene 491 C35H70 006971-40-0 53
Abundance Scan 1578 (19.623 min): BF089628.D (-1575) (-) m/z 57.10 100.00%
96
5000
111 S e e
125 207 19.40 19.60 19.80 20.00
0 m/z 82.10 94 .15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82954: Pentadecanal-

\

A
LI B e

19.40 19.60 19.80 20.00
m/z 43.10 94.10%

5000

124
o 138152166 182 208 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
82 R R
a1 9% 19.40 19.60 19.80 20.00
5000 m/z 55.10 69.45%
10,54

27 138152166180194208222236250 278

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

Abundance #71300: Tetradecanal R  RREEEEES e
19.40 19.60 19.80 20.00

m/z 96.10 61.97%

5000

\ AN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00

8270-BF080416.M Mon Aug 08 04:40:27 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.83 9.99 ng 131704 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 1596 (19.829 min): BF089628.D (-1593) (-) m/z 57.10 100.00%
57
85
5000
| |18 101 . 1960 19.80 20.00 20.20
ob b b 2o m/z 71.10 70.58%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LN BRI SN UM SR
19,60 19.80 20.00 20.20
m/z 43.10 62.26%
29 113
0 \‘ ‘L h “\ A h‘ |‘ il 1ﬂ.1\16‘9 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
1960 19.80 20.00 20.20
5000 85 m/z 85.10 57 .68%
. 29 13 141 160 197 205 253 205 303 367
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57 19.60 19.80 20.00 20.20
m/z 55.05 27 .98%
5000 85
29 113 14
ol 1 | 169 197 225 253 281 309 337 380
m/z--> 50 100 1&'30 2(')0 250 300 350 19.60 19.80 20.00 20.20

8270-BF080416.M Mon Aug 08 04:40:28 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, heptadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.32 2.94 ng 38771 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 72
2 16-Octadecenal 266 C18H340 056554-87-1 72
3 Tetradecanal 212 C14H280 000124-25-4 72
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72
5 Hexadecanal 240 C16H320 000629-80-1 72

Abundance Scan 1639 (20.320 min): BF089628.D (-1637) (-) m/z 57.10 100.00%

2

5000
20.00 20.20 20.40 20.60
0 m/z 82.10 90.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
5000

20.00 20.20 20.40 20.60
m/z 43.10 71.64%

152166180194208222236250264 282

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
A B
a1 96 20.00 20.20 20.40 20.60
5000 m/z 55.05 71.64%
27 111 252

o 137152 168182 207 224538 7 H6g

memmmmﬁwmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71297: Tetradecanal A B
20.00 20.20 20.40 20.60
m/z 96.10 66.63%

5000

20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.51 6.12 ng 80738 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1656 (20.514 min): BF089628.D (-1653) (-) m/z 57.10 100.00%
g7
85
5000
N USRS
141 169 191 20.20 20.40 20.60 20.80
0...-.l,. '“ Lo P8 8 m/z 71.05 77.08%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 ARV UARRR
20,20 20.40 20.60 20.80
m/z 43.10 63.24%
29 113 141
o 4] A‘H |~ 19+ 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance
57
o 20.20 20.40 20.60 20.80
5000 m/z 85.10 55.95%
29
0 13 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 20.20 20.40 20.60 20.80
m/z 55.10 24_74%
o i J\’/\,\]\v/\/\w\/w
ol 38 J Ly dlﬁ3J1ﬂ1‘169 197 %39 267 204 323 352
m/z--> 50 100 150 200 250 300 350 20,20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Hentriacontane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.35 3.17 ng 41795 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 64
2 Heneicosane 296 C21H44 000629-94-7 59
3 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 59
4 10-Methylnonadecane 282 C20H42 056862-62-5 59
5 Tetradecane 198 C14H30 000629-59-4 59

Abundance Scan 1729 (21.349 min): BF089628.D (-1726) (-) m/z 57.10 100.00%
57
85
5000
113 L BRI BRI B B
| |"|m |137 208 21.00 21.20 21.40 21.60
ob—— e A m/z 71.10 77.50%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 LR DRI S SRR B B
21.00 21.20 21.40 21.60
13 m/z 85.10 77 .35%
mz> 0 éo 1éo 200 250 300 350 400 '
Abundance
57
21.00 21.20 21.40 21.60
5000 85 m/z 43.10 59.26%
29
. 113 141 169 197 225 253 _ 296
mz> 0 50 100 150 200 250 300 350 400 '
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester R S E i
43 21.00 21.20 21.40 21.60
m/z 55.10 34 .46%
5000 71
ol 1| ‘ | J | 125 169 203 233
mz-> 0 50 100 150 200 250 300 350 400 ' 21.00 21.20 21.40 21.60

8270-BF080416.M Mon Aug 08 04:40:31 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknown2l1l.66 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.66 6.60 ng 86981 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pyran, 2-(7-heptadecynyloxy)t... 336 C22H4002 056599-50-9 30
2 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 27
3 2-(4-(But-2-yl)phenyl)propanoic ... 206 C13H1802 064451-76-9 14
4 Tricyclo[3.3.0.0(2,8)]octan-3-on... 190 C13H180 1000150-11-8 14
5 2-Pyridyl t-butyl ketone 163 C10H13NO 031595-32-1 14
Abundance Scan 1756 (21.657 min): BF089628.D (-1752) (-) m/z 43.10 100.00%
79 105
5000
21,40 21,60 21.80 22.00
0 m/z 105.10 95 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #174154: 2H-Pyran, 2-(7-heptadecynyloxy)tetrahydro-
55
81
5000{ 29
21.40 21.60 21.80 22.00
m/z 79.10 90.36%
0 ‘ Ll 203 31 250 580 305 334
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69
a1 21.40 21.60 21.80 22.00
5000 93 m/z 107.10 80.08%

119136 161
204551 264

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #65956: 2-(4-(But-2-yl)phenyl)propanoic acid
o 161 21.40 21.60 21.80 22.00

m/z 55.05 74 .46%
119
5000 4l
18 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.40 21. 60 21. 80 22. 00

8270-BF080416.M Mon Aug 08 04:40:32 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknown22.05 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
22.05 3.15 ng 41497 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Acetamido-2-methallylphenol 205 C12H15N02 088913-21-7 11
2 5-Hydroxymethyl tricyclazole 205 C9H7N30S 069243-49-8 10
3 Benzeneacetic acid, 2-acetyl-3-m... 208 C11H1204 120714-35-4 9
4 4H-[1,2,4]Triazolo[1,5-a]pyrimid... 218 C7H5F3N40 1000304-79-4 9
5 1-(2-Cyanoethyl)-2-ethyl-4-methy... 163 C9H13N3 023996-25-0 9

Abundance Scan 1790 (22.046 min): BF089628.D (-1786) (-) m/z 79.10 100.00%
79 123 218
95
149 205
189
5000l 42 55 68 109 1 135 | 163175
21.80 22.00 22.20 22.40
0 m/z 123.10 88.18%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #65123: 5-Acetamido-2-methallylphenol
122 205
43 163
148
5000
21.80 22.00 22.20 22.40
7 o4 m/z 218.20 86.13%
55 65 105
ob N..‘wt,‘ww. ﬁﬁ- . I@”\ITI\IlﬁgﬁIILJII Jll{7§||{99|| | N
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
205
' 21.80 22,00 22.20 22.40
5000 m/z 95.10 72.70%
96 123
45 69
o 58 82 108 134 148 178 188
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #67314: Benzeneacetic acid, 2-acetyl-3-methoxy- R A BAR T S  S
149 163 21.80 22.00 22.20 22.40
43 m/z 119.10 72.26%
5000
77
105 121 135 193
m/z--> 40 60 80 100 120 140 160 180 200 220 21.80 22.00 22.20 22.40

8270-BF080416.M Mon Aug 08 04:40:33 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 unknown22.22 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.22 2.71 ng 35756 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 27
2 Acetonitrile, (3,5,5-trimethyl-2._.. 161 C11H15N 069697-21-8 10
3 Acetonitrile, (3,5,5-trimethyl-2._.. 161 C11H15N 069697-22-9 10
4 Bromoacetyl chloride 156 C2H2BrCIO 022118-09-8 10
5 4-Pyrimidinamine, 2,6-dimethyl- 123 C6HON3 000461-98-3 9
Abundance Scan 1805 (22.217 min): BF089628.D (-1802) (-) m/z 123.10 100.00%
123
135
149 191
5000 42 79 93 o7 161947
| 55 ﬁ7 | ‘ I‘ 207 21.80 22.00 22.20 22.40 22.60
ol A A I Al A Ll 2R Th/z 119.100 71.76%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
5000 43
3 /2 135.00 71500
95 107 137 149 206 m/z - -2V
7 163
o4 I2I9I At .‘Si ?Z. .Hl‘. le I I\‘I\ i "I“* i ‘.HHl .‘.“. i I" Il??l S .‘. —
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119 146 161
13 21.80 22.00 22.20 22.40 22.60
5000 m/z 121.10 66.97%
39
91 105
51 g5 '/
R S L L U UL B L S WL B
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #31619: Acetonitrile, (3,5,5-trimethyl-2-cyclohexen-1-ylid...
119 146 21.80 22.00 22.20 22.40 22.60
161 m/z 149.10 52.20%
5000 132
39 91 105
L=l
T N Y Y T
mz-> 20 40 80 100 120 140 160 180 200 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknown22.41 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.41 4.17 ng 54997 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Benzenediol, 2-methyl- 124 C7H802 000095-71-6 38
2 3-Chloropropionic acid, 2,6-dime... 256 C14H21Cl102 1000299-21-8 35
3 2-Amino-6-methoxypyridine 124 C6H8N20 017920-35-3 27
4 Dichloroacetic acid, 2,6-dimethy... 276 C13H18Cl202 1000299-43-5 25
5 3-Cyclohexene-1-carboxaldehyde, ... 124 C8H120 007560-64-7 22
Abundance Scan 1822 (22.412 min): BF089628.D (-1818) (-) m/z 124.10 100.00%
43 93
5000 79 77 107 229
7 149 \
163 189 IR SN BRSO N
281 22.00 22.20 22.40 22.60 22.80
o} m/z 43.10 53.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10437: 1,4-Benzenediol, 2-methyl-
124
5000 NN AR R
o7 95 22.00 22.20 22.40 22.60 22.80
39 53 m/z 93.00 53.13%
o 19 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
a1
22.00 22.20 22.40 22.60 22.80
5000 43 & 109 m/z 79.10 47 .86%
213
148 166 g4 241256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10335: 2-Amino-6-methoxypyridine
124 22.00 22.20 22.40 22.60 22.80
m/z 91.00 45 _26%
5000 95
67 81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 unknown22.48 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
22.48 2.67 ng 35157 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 3-bromo-2-oxo-, ... 194 C5H7Br03 000070-23-5 12
2 1-Methyl-2-aminomethylimidazole 111 C5HON3 124312-73-8 9
3 4(1H)-Pyridinone, 2,3-dihydro-1-._.. 111 C6H9NO 035488-00-7 9
4 Quinuclidine 111 C7H13N 000100-76-5 9
5 Cyclooctane, cyclohexyl- 194 C14H26 092369-78-3 9

Abundance Scan 1828 (22.480 min): BF089628.D (-1825) (-) m/z 42.10 100.00%
4p 121
7 105 161 191
85
5000
281 HRUNARUR B SR S
| 135 22.20 22.40 22.60 22.80
0 SRR R o m/z 55.10 92.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56579: Propanoic acid, 3-bromo-2-oxo-, ethyl ester
42 123
5000 HRUNAUR BN SR S
93 22.20 22.40 22.60 22.80
2 57 m/z 121.00 85.57%
NEEE \ 79 | 108 151166 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
30
111 22.20 22.40 22.60 22.80
5000 a3 m/z 57.10 84 .56%
54 o
0 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6133: 4(1H)-Pyridinone, 2,3-dihydro-1-methyl- T
4 111 22.20 22.40 22.60 22.80
m/z 191.10 81.27%
82
5000
68 | o5
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 unknown23.14 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
23.14 2.65 ng 34889 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hydroxy-1,7-dimethyl-4-isoprop... 222 C15H260 072120-50-4 32
2 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 27
3 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 16
4 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 16
51,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 054159-46-5 16
Abundance Scan 1886 (23.143 min): BF089628.D (-1883) (-) m/z 125.10 100.00%
69 b5
93 107
55 2 147
5000 41 207
o 22180 73,00 2320 2340
ol e A e U i A e m/Zz 69.10 98.83%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79448: 1-Hydroxy-1,7-dimethyl-4-isopropyl-2,7-cyclodecadiene
81
43
5000 AU AR SRR
22.80 23.00 23.20 23.40
55 67 93135 123 161 oo7 m/z 123.10 96.83%
okl . Il ,‘HM, L s | apase T 220
mz-> 20 40 100 120 140 160 180 200 220
Abundance
M 93 107
NV UL SR
79 22.80 23.00 23.20 23.40
5000 55 . m/z 93.00 73.83%
29 119 135 147 189
161 204
175
L UL S UL W WAL S WL WL I S
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66156: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-...
109 22.80 23.00 23.20 23.40
43 m/z 135.10 71.00%
5000
123
149 163
il H m L
Ol \I“ \H\ ‘ H \H\ \HMI‘H‘ ‘\I ﬁuu:‘l-|7|7||‘||||‘|||||||
miz-> 20 40 100 120 140 160 180 200 220 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089628.D

Acq On : 5 Aug 2016 13:47

Operator : UM/SJ

Sample - H4292-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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]
Cyclobutene, 2-pr... 2.83 2.6 ng 36563 1 7.44 276985 20.0
2-Pentanone, 4-hy... 4._.65 21.9 ng 303818 1 7.44 276985 20.0
unknown7 .10 7.10 81.4 ng 1127470 1 7.44 276985 20.0
unknownl15.69 15.69 5.9 ng 132235 4 14.69 446414 20.0
Octadecanoic acid 16.80 12.5 ng 189996 5 18.38 304230 20.0
Hexadecanoic acid... 16.91 2.9 ng 43532 5 18.38 304230 20.0
Trichloroacetic a... 18.31 5.7 ng 86274 5 18.38 304230 20.0
Sulfurous acid, p... 19.11 3.6 ng 54635 5 18.38 304230 20.0
Pentadecanal - 19.62 7.2 ng 94714 6 20.05 263765 20.0
Heneicosane 19.83 10.0 ng 131704 6 20.05 263765 20.0
Oxirane, heptadecyl- 20.32 2.9 ng 38771 6 20.05 263765 20.0
Heptacosane 20.51 6.1 ng 80738 6 20.05 263765 20.0
Hentriacontane 21.35 3.2 ng 41795 6 20.05 263765 20.0
unknown21 .66 21.66 6.6 ng 86981 6 20.05 263765 20.0
unknown22 .05 22.05 3.1 ng 41497 6 20.05 263765 20.0
unknown22 .22 22.22 2.7 ng 35756 6 20.05 263765 20.0
unknown22 .41 22.41 4.2 ng 54997 6 20.05 263765 20.0
unknown22 .48 22.48 2.7 ng 35157 6 20.05 263765 20.0
unknown23.14 23.14 2.6 ng 34889 6 20.05 263765 20.0
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