LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100592.D

Acq On : 15 Nov 2017 17:05

Operator : SJ/JU

Sample - 16448-01

Misc :

ALS Vial : 16 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-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 height area % max. total
1 2.210 17 21 27 rvB2 26064 38634 1.19% 0.138%
2 5.116 511 515 526 rBVY 427573 636403 19.67% 2.276%
3 5.510 576 582 585 rBV 2852760 3038958 93.92% 10.869%
4 6.510 746 752 759 rBV 2477131 3201019 98.93% 11.448%
5 6.657 771 777 780 rBV 2889297 3046206 94.14% 10.895%
6 6.886 812 816 819 rBV 852409 777883 24.04% 2.782%
7 7.039 838 842 846 rVvB 2509656 2406195 74.36% 8.606%
8 7.445 905 911 914 rBV 1845625 1991676 61.55% 7.123%
9 8.163 1029 1033 1037 rVB 1198493 1003292 31.01% 3.588%
10 8.716 1123 1127 1130 rBV 170060 125595 3.88% 0.449%

11 9.239 1210 1216 1219 rBV 3361511 3235731 100.00% 11.572%
12 9.627 1278 1282 1285 rBV 316069 230904 7.14% 0.826%
13 9.922 1327 1332 1335 rBV 1093823 1011532 31.26% 3.618%
14 10.627 1449 1452 1456 rVB 327069 261671 8.09% 0.936%
15 10.710 1461 1466 1469 rBV 1531745 1528106 47.23% 5.465%

16 11.404 1580 1584 1587 rBV 1006216 802396 24 .80% 2.870%

17 12.792 1815 1820 1826 rBV2 40702 42917 1.33% 0.153%
18 12.986 1849 1853 1856 rBV 2278991 2103314 65.00% 7.522%
19 13.457 1929 1933 1939 rBvV 64951 76220 2.36% 0.273%
20 13.868 2000 2003 2007 rBV 64200 73952 2.29% 0.264%

21 14.039 2028 2032 2036 rBV 851149 730357 22.57% 2.612%
22 14.656 2134 2137 2141 rBV 73933 66765 2.06% 0.239%
23 14.798 2156 2161 2169 rBV 661281 804528 24.86% 2.877%
24 15.515 2278 2283 2293 rVB 582607 726314 22.45% 2.598%

Sum of corrected areas: 27960568
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111517\

BF100592.D

15 Nov 2017 17:05

SJ/Ju

16448-01

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF100592.D

14.04
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100592.D

Acq On : 15 Nov 2017 17:05

Operator : SJ/JU

Sample - 16448-01

Misc :

ALS Vial : 16 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

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 4

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

5.12 16.36 ng 636403 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 516 (5.122 min): BF100592.D (-511) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540
0 ...,....,....,..??-,':...,??.'.,....,....,??..,...:,|....,. m/z 59.00 56.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 18.21%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 14 .50%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- B e e
59 4.80 5.00 5.20 5.40
m/z 41.10 9.04%
5000
a1 101
15 81 53 69 83
0"'l""|""'N“'“l"'"'l“‘l“i""‘l""l""'|""|""|' T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100592.D

Acq On : 15 Nov 2017 17:05

Operator : SJ/JU

Sample - 16448-01

Misc :

ALS Vial : 16 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

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 unknown6.66 Concentration Rank 1

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

6.66 78.32 ng 3046210 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
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 778 (6.663 min): BF100592.D (-771) (-) m/z 132.00 100.00%
5000
68
e
40 47 54 g1 |‘| 5 g7 9|6 104 6.40 6.60 6.80 7.00
e 1 B N S || - m/z 134.00 33.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RS R L R
6.40 6.60 6.80 7.00
3 78 m/z 68.10 29.12%
1 33
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
N RS AN AR AR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 17.58%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B e
132 6.40 6.60 6.80 7.00
m/z 96.10 11.56%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100592.D

Acq On : 15 Nov 2017 17:05

Operator : SJ/JU

Sample - 16448-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 6

Peak Number

4 2-Hydroxy-iso-butyrophenone

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

8.72 2.50 ng 125595 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 86
2 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 56
3 Propionic acid, 2-isopropoxy-, m... 146 C7H1403 1000151-15-1 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7

Abundance Scan 1128 (8.722 min): BF100592.D (-1123) (-) m/z 59.00 100.00%
59
5000
105
43 i UM SRR LR U
|| | 121 8.40 8.60 8.80 9.00
O L B B B B O S B A m/z 105.00 30.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 LA SR SRS AR
8.40 8.60 8.80 9.00
43 7 105 m/z 77.00 24 _.04%
31
S I a1 149
LN R S UL BN UL UL DU
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
840 8.60 880 9.00
5000 m/z 106.00 17.45%
75 105
43
0 121 149 165 180
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester e
59 8.40 8.60 8.80 9.00
m/z 43.00 16.62%
5000
31 43
oLl ] 74 87 103 116
m/z--> 20 40 60 80 100 120 140 160 180 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100592.D

Acq On : 15 Nov 2017 17:05

Operator : SJ/JU

Sample - 16448-01

Misc :

ALS Vial : 16 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

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 5
R.T. EstConc Area Relative to ISTD R.T.
10.63 5.17 ng 261671 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 52
3 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 1452 (10.627 min): IaD;Floosgz.D (-1449) (-) m/z 105.00 100.00%
105
77
5000 182
51 I | U
152 10.40 10.60 10.80 11.00
- .'|. O3 L 87 N 115126 BT 165 W "m/z 77.00 60.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105
77
5000 LN SRR SUMLRR RUMRAN B
182 10.40 10.60 10.80 11.00
o1 m/z 182.05 49.13%
o, 1827 39 | 63 | 8 | 115126 152 185 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
77 183 1040 10,60 10.80 11.00
5000 51 m/z 51.00 25_.47%
63 127 154
I L L UL UL L B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27530: Acetophenone, 2-chloro- A B o A R
105 10.40 10.60 10.80 11.00
m/z 181.10 8.43%
77
5000
51
1827 39 | 65 | 91 120 154
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100592.D

Acq On : 15 Nov 2017 17:05

Operator : SJ/JU

Sample - 16448-01

Misc :

ALS Vial : 16 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

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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.46 2.09 ng 76220 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 92
2 Hexadecanamide 255 C16H33NO 000629-54-9 78
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Nonanamide 157 C9H19NO 001120-07-6 59
5 Dodecanamide 199 C12H25NO0 001120-16-7 59
Abundance Scan 1934 (13.462 min): BF100592.D (-1929) (-) m/z 59.00 100.00%
59
5000
41
98112126, 45,24 281 13.20 13.40 13.60 13.80
o m/z 72.00 61.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
A
5000 41 UL AR BN SUNBN B
13.20 13.40 13.60 13.80
81 m/z 55.00 33.54%
) 2 98 112126140154 170184198 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.20 13.40 13.60 13.80
5000 m/z 41.00 29.54%
43
o 29 86 1001141281421 56170184198212226240 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... B EERR Bam e L
13.20 13.40 13.60 13.80
m/z 43.10 20.40%
5000

3 91 111175141155170 196 212 229
I~ TTT | L | L | TT 1T | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100592.D

Acq On : 15 Nov 2017 17:05

Operator : SJ/JU

Sample - 16448-01

Misc :

ALS Vial : 16 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

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 Pentafluoropropionic acid, ... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.87 2.03 ng 73952 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 2003 (13.868 min): BF100592.D (-2000) (-) m/z 57.10 100.00%
57 83
5000 111
139 163 o8 13,60 13.80 14.00 14.20
o! | m/z 43.00 99.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
83
5000 LN N I O O B
n 13.60 13.80 14.00 14.20
29 m/z 83.10 87 .64%
LI e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 97
13.60 13.80 14.00 14.20
5000 m/z 55.00 85.22%
125
o 29 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester i B
57 13.60 13.80 14.00 14.20
83 m/z 69.10 74 .06%
5000 111
29 169
ol .‘..‘.t, pase A0 s 06 e
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100592.D

Acq On : 15 Nov 2017 17:05

Operator : SJ/JU

Sample - 16448-01

Misc :

ALS Vial : 16 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

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 13-Docosenamide, (Z2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.80 22.15 ng 804528 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 90
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 64
5 Octanamide 143 C8H17NO 000629-01-6 56

Abundance Scan 2161 (14.798 min): BF100592.D (-2156) (-) m/z 59.00 100.00%

5000

14.40 14.60 14.80 15.00 15.20

4 140 170 108 222240 263

294 320337

0 m/z 72.00 65.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59
41
5000

14.40 14.60 14.80 15.00 15.20
m/z 55.05  48.04%

M “u Hw A m\\ “\‘ ‘ 154 193 201240 277294 320337

O e e A [ e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
 Eaasdhetesee
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.05 32.83%
41
o8 83 114 136154 184 220238 264°5%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
I I I I I

Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... T T T T
14.40 14.60 14.80 15.00 15.20

m/z 41.10 32.52%

5000

%

83

111 141 170 196213229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 40 14 60 14. 80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100592.D

Acq On : 15 Nov 2017 17:05

Operator : SJ/JU

Sample - 16448-01

Misc :

ALS Vial : 16 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... 5.12 16.4 ng 636403 1 6.89 777883 20.0
unknown6 .66 6.66 78.3 ng 3046210 1 6.89 777883 20.0
2-Hydroxy-iso-but. .. 8.72 2.5 ng 125595 2 8.16 1003290 20.0
Benzophenone 10.63 5.2 ng 261671 3 9.92 1011530 20.0
9-Octadecenamide, ... 13.46 2.1 ng 76220 5 14.04 730357 20.0
Pentafluoropropio... 13.87 2.0 ng 73952 5 14.04 730357 20.0
13-Docosenamide, ... 14.80 22.1 ng 804528 6 15.52 726314 20.0
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