LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098651.D

Acq On : 19 Sep 2017 19:52

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 15 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-BF091117_.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 4.110 340 344 352 rBvY 90383 120131 2.24% 0.281%
2 4.598 424 427 437 rVB 73225 89635 1.67% 0.210%
3 4.810 459 463 480 rBVY 356593 663134 12.37% 1.551%
4 5.239 531 536 539 rBVY 3579112 3682643 68.71% 8.613%
5 6.286 708 714 717 rBV 3126073 3994514 74.53% 9.342%
6 6.404 729 734 737 rBvV 3885714 3997086 74.58% 9.348%
7 6.622 768 771 780 rBvY 871610 841256 15.70% 1.967%
8 6.781 793 798 802 rBV 2761448 2638173 49.22% 6.170%
9 7.204 864 870 873 rBV 2307566 2556329 47.70% 5.979%
10 7.910 985 990 1004 rVB 1352674 1191434 22.23% 2.786%

11 8.992 1167 1174 1177 rBV 5104367 5359701 100.00% 12.535%
12 9.386 1236 1241 1244 rBV 553415 487352 9.09% 1.140%
13 9.663 1282 1288 1291 rBV 1760366 1747622 32.61% 4_.087%
14 10.457 1416 1423 1426 rBV 3183442 3417610 63.76% 7.993%
15 11.145 1535 1540 1543 rBV 1915072 1776520 33.15% 4_.155%

16 11.686 1627 1632 1634 rBV2 102049 94345 1.76% 0.221%
17 12.357 1742 1746 1754 rVB 103630 128350 2.39% 0.300%
18 12.580 1782 1784 1789 rVB 85850 77763 1.45% 0.182%

19 12.733 1802 1810 1813 rBV 4361212 5251758 97.99% 12.283%
20 13.210 1886 1891 1896 rBV 116814 117551 2.19% 0.275%

21 13.286 1901 1904 1909 rVvVv 61376 55589 1.04% 0.130%
22 13.621 1957 1961 1969 rBV2 161504 223954 4.18% 0.524%
23 13.780 1984 1988 1991 rVV 2196558 2029056 37.86% 4._.745%

24 13.804 1991 1992 1998 rVB2 56734 54713 1.02% 0.128%
25 13.962 2013 2019 2027 rBV9 30021 84453 1.58% 0.198%
26 14.404 2091 2094 2099 rVB 66664 70766 1.32% 0.166%
27 14.527 2111 2115 2117 rBV 322548 331721 6.19% 0.776%
28 14.786 2157 2159 2166 rVB 51793 76603 1.43% 0.179%

29 15.180 2220 2226 2235 rVB 1214682 1496384 27.92% 3.500%
30 16.515 2448 2453 2460 rBV6 43165 101727 1.90% 0.238%

Sum of corrected areas: 42757873
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098651.D

Acq On : 19 Sep 2017 19:52

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098651.D
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Abundance TIC: BF098651.D
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8270-BF091117.M Wed Sep 20 14:57:19 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098651.D

Acq On : 19 Sep 2017 19:52

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 2-Butene, 1-bromo-3-methyl- Concentration Rank 5

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

4.11 2.86 ng 120131 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 64
2 2-Butenoic acid, 4-nitrophenyl e... 207 C10H9NO4 014617-88-0 53
3 3-Penten-1-ol, 2-methyl- 100 C6H120 062238-37-3 40
4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 39
5 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 39

Abundance Scan 344 (4.110 min): BF098651.D (-340) (-) m/z 41.10 100.00%
a1 69
5000
55
| L 87 07 3.80 4.00 4.20 4.40
O O T . B o e SR m/z 69.10 89.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22939: 2-Butene, 1-bromo-3-methyl-
41 69
5000 RSN SRR AR AR

3.80 4.00 4.20 4.40
m/z 42.95  52.94%

2

7
53
A T N A R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 6o
3.80 4.00 4.20 4.40
5000 m/z 55.00 35.46%
28
o 53 93 109 122 139 160 207
L i LA LA R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3878: 3-Penten-1-ol, 2-methyl-
41 3.80 4.00 4.20 4.40
m/z 39.00 21.37%
69
5000
27 55 82
I SN | 'S
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098651.D

Acq On : 19 Sep 2017 19:52

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 unknown4.60 Concentration Rank 7

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

4.60 2.13 ng 89635 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 40
2 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 39
3 1-Pentene, 5-bromo- 148 C5H9Br 001119-51-3 38
4 (2)-1,3-Butadien-1-ol 70 C4H60 070415-58-6 33
5 Vinyl crotonate 112 C6H802 014861-06-4 33

Abundance Scan 427 (4.598 min): BF098651.D (-424) (-) m/z 41.00 100.00%
69
5000
53 420 4.40 4.60 4.80 5.00
207
o S e M/Z 69.00  72.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22935: Cyclopentane, bromo-
69
41
5000 SRR SRR SRR
420 4.40 4.60 4.80 5.00
m/z 39.00 39.62%
27 53
o5’ %8 | eesumug s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
55 420 4.40 4.60 4.80 5.00
5000 m/z 42.95 27 .36%
27 83
98
15
e S S I SR L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22931: 1-Pentene, 5-bromo-
41 69 420 4.40 4.60 4.80 5.00
m/z 42.10 11.89%
5000
27
53
o35 il |l 81 95 120 148
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098651.D

Acq On : 19 Sep 2017 19:52

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 15.77 ng 663134 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 463 (4.810 min): BF098651.D (-459) (-) m/z 43.00 100.00%

43
59
5000

1 440 460 480 500 520
83 - - - - -
o..,....,....',':..?P..~:!,....,7.?..,....,...:,|....,....,....,....,...., m/z 59.00 58.73%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 | BLLLILEN (NLINL L LI L LI LA L
440 4.60 4.80 5.00 5.20
m/z 101.00 18.94%
31 101
0 w L . 83 93 |
T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R A REREE R S
440 4.60 4.80 5.00 5.20
5000 a1 m/z 58.00 15.45%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- ma e EEEeE RE EEE L
59 440 4.60 4.80 5.00 5.20
m/z 41.00 8.52%
5000
41
Ol L 8O 73 86 ....,L...,....,....,..”,....,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098651.D

Acq On : 19 Sep 2017 19:52

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 4 unknown6.40 Concentration Rank 1

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

6.40 95.03 ng 3997090 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 733 (6.398 min): BF098651.D (-729) (-) m/z 132.00 100.00%
132
5000 68
‘ 75 ¥ 6.00 620 640 6.60 6.80
104 : : . . .
o..,....,....,...:I'.'.‘.‘?,!!..61"|....,..5??,....,.'!..,.1.1:‘3.,....,'...,.. m/z 68.00 43.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R RS AR SRR
600 6.20 640 6.60 6.80
33 44 o g7 105 m/z 134.00 32.87%
0 s P || us
zs T % % % B & 7o @ 9 1% 16 16 130 14
Abundance
132
69 NSRS SRR
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 29.86%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e ey

132 6.00 6.20 6.40 6.60 6.80
m/z 69.00 18.24%

5000
104
51 66
14 27 37 44 91 58 . 89 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 660 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098651.D

Acq On : 19 Sep 2017 19:52

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.21 ng 223954 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1961 (13.621 min): BF098651.D (-1957) (-) m/z 55.00 100.00%
o
S
5000 11
DA BN SRR SR
139 163 13.40 13.60 13.80 14.00
ol ,~Jl L 2 2o m/z 57.00 97.94%
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55 83
5000 111 R BN SRR SO
13.40 13.60 13.80 14.00
29 m/z 43.10 93.74%
139
oL— \‘I‘ \I‘\ |‘ I ‘: \ "H‘l ‘l“ IJ“I ! 1 |16|8| :!'96 — ?3'8| ?6? — ———t .
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 DA BN B SRR R
13.40 13.60 13.80 14.00
5000 m/z 83.00 77.67%
29 125
0 79 154 182 224 252 9279297 328 348
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane R L e et e
57 13.40 13.60 13.80 14.00
97 m/z 69.00 66.38%
5000
29 125
oL Ll A dl7g ||l 154 195 224 251269 330
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098651.D

Acq On : 19 Sep 2017 19:52

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.53 4.43 ng 331721 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 97
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Octadecanamide 283 C18H37NO 000124-26-5 58
4 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
5 Cyclooctanemethanol, .alpha.,.al... 170 C11H220 016624-06-9 38

Abundance Scan 2115 (14.527 min): BF098651.D (-2111) (-) m/z 59.00 100.00%

5o

5000

14.20 14.40 14.60 14.80
m/z 72.00 65.47%

o 240 277294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59

5000 41 LA L L L L L L L LB LB
14.20 14.40 14.60 14.80
81 m/z 55.00 56.50%
o8 9% 126 154 184 221238 264281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
ittt ———
14.20 14.40 14.60 14.80
5000 m/z 41.10 32.23%
o 114 142 170 195212 238255
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #130204: Octadecanamide A
59 14.20 14.40 14.60 14.80
m/z 43.05 29.36%
5000
4
ol15 ol [l 88 112'%% 156 184 212 240 2662%°
e e A b P e e P s e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098651.D

Acq On : 19 Sep 2017 19:52

Operator : SJ/JU

Sample : 15276-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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-Butene, 1-bromo... 4.11 2.9 ng 120131 1 6.63 841256 20.0
unknown4 .60 4.60 2.1 ng 89635 1 6.63 841256 20.0
2-Pentanone, 4-hy... 4.81 15.8 ng 663134 1 6.63 841256 20.0
unknown6 .40 6.40 95.0 ng 3997090 1 6.63 841256 20.0
n-Nonadecanol-1 13.62 2.2 ng 223954 5 13.78 2029060 20.0
9-Octadecenamide, ... 14.53 4.4 ng 331721 6 15.18 1496380 20.0
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