LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098861.D

Aca On 27 Sep 2017 14:17

Operator : SJ/JU

Sample : 15434-13

Misc :

ALS Vial : 11 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-BF092317.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 2.222 19 23 33 rvB 119403 178270 4_.75% 0.528%
2 5.146 516 520 532 rVB 602707 794020 21.14% 2.352%
3 5.540 581 587 590 rBY 3277114 3500832 93.22% 10.372%
4 6.540 751 757 760 rBVY 3212568 3755398 100.00% 11.126%
5 6.687 776 782 785 rBVY 3659337 3676180 97.89% 10.891%
6 6.916 817 821 824 rVB 1073927 931675 24.81% 2.760%
7 7.069 843 847 850 rBY 2565314 2214030 58.96% 6.559%
8 7.475 911 916 919 rBVY 2265597 2289193 60.96% 6.782%
9 8.192 1034 1038 1042 rBVY 1401474 1279922 34.08% 3.792%
10 9.269 1216 1221 1224 rBV 3884172 3515404 93.61% 10.415%

11 9.657 1283 1287 1290 rBV 596451 487982 12.99% 1.446%
12 9.951 1333 1337 1341 rVB 1671817 1403690 37.38% 4_.159%

13 10.369 1406 1408 1411 rVB 72360 62052 1.65% 0.184%
14 10.739 1466 1471 1474 rBV 2266510 2130944 56.74% 6.313%
15 10.845 1486 1489 1494 rBV 95317 88202 2.35% 0.261%

16 11.439 1586 1590 1593 rBV 1637247 1368024 36.43% 4._.053%
17 11.951 1672 1677 1682 rBV2 44440 43959 1.17% 0.130%
18 13.021 1855 1859 1863 rVB 3314253 3465348 92.28% 10.267%
19 13.904 2005 2009 2018 rBV 278184 271961 7.24% 0.806%
20 14.074 2034 2038 2042 rVB 1080474 921990 24 .55% 2.732%

21 14.539 2113 2117 2123 rBV2 40917 55985 1.49% 0.166%
22 14.827 2162 2166 2172 rBV 233687 261225 6.96% 0.774%
23 15.192 2224 2228 2230 rBV 35989 38654 1.03% 0.115%
24 15.568 2286 2292 2298 rBV 618515 817025 21.76% 2.421%
25 16.027 2365 2370 2375 rBV 37621 56132 1.49% 0.166%
26 16.080 2375 2379 2388 rVVv7 23128 44856 1.19% 0.133%

27 17.668 2640 2649 2658 rBV9 41241 100364 2.67% 0.297%

Sum of corrected areas: 33753317
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092717\

BF098861.D

27 Sep 2017 14:17

SJ/Ju

15434-13

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000
2.22

TIC: BF098861.D

5.54

5.15

6.69

6.54

7.07
7.47

0
Time-->

5.00

5.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

8.19

TIC: BF098861.D

10.74

9.95 11.44

10.37 MLOABS 11.95

13.02

Or——
Time-->

A, A
LI B S R R S B B S R SR BN B SR RN B B R

10.00 10.50 11.00

1
9.50 11.50

12.00

13.00

13.50

12.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098861.D

14.07

15.57

166)38 17.67

16.00 16.50

14.50 15.00 17.00 17.50

18.00 18.50 19.00

8270-BF092317.

M Thu Sep 28 13:32:41 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098861.D

Aca On : 27 Sep 2017 14:17

Operator : SJ/JU

Sample : 15434-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.22 3.83 ng 178270 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
3 1l.4-Butanediamine 88 C4H12N2 000110-60-1 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 23 (2.222 min): BF098861.D (-19) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.1 87.1
2.20 2.30 2.40 2.50 2.60
et b e e e | M7z 43.00 39.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U IURAN AR UG LS R
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 26.36%
29.0
'w"“|'““““"m"w"“|'“'|”"w"w"“l'“'l“"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 25.82%
43.0
310 83.0 97.0 115.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #1969: 1,4-Butanediamine
30.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.57%
5000 43.0
59.0
71.0
T '}Tﬁq" 'l""' |llt'| ""h' T "|"§§ ?"" [rrrrprrrryTe
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098861.D

Aca On : 27 Sep 2017 14:17

Operator : SJ/JU

Sample : 15434-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 17.05 ng 794020 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 521 (5.151 min): BF098861.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 RS R L L
| | 83.0 | 480 5.00 5.20 5.40
e e e e e e e m/z 59.00 57.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL UL B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 19.70%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 16.51%
41.0
73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R B A
54.0 480 5.00 5.20 5.40
m/z 41.00 8.74%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098861.D

Aca On : 27 Sep 2017 14:17

Operator : SJ/JU

Sample : 15434-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3 unknown6.69 Concentration Rank 1

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

6.69 78.92 ng 3676180 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 783 (6.692 min): BF098861.D (-776) (-) m/z 132.00 100.00%
132.0
5000
68.1
9.0 640 6.60 6.80 7.00
40.0 54.0 : . . .
..,....,....,....,....,.:..,..I-.'...'..,5?‘.‘.?,..!.,}.9.7.,0....,....,"...,.. m/z 134.00  34.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 HRBNUMRREE AR L
6.40 6.60 6.80 7.00
310 510 m/z 68.10 29.10%
| P H | \‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 18.29%
41.0 97.0
53.0
79.0 117.0

wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14491: 5-Aminoindole L B e

132.0 6.40 6.60 6.80 7.00

m/z 96.00 11.64%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

N S W -1 S M2 B . e —

mz-> 10 20 30 40 50 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:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098861.D

Aca On : 27 Sep 2017 14:17

Operator : SJ/JU

Sample : 15434-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 5.90 ng 271961 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 2008 (13.898 min): BF098861.D (-2005) (-) m/z 57.05 100.00%
57.0 83.1
5000
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
139.1 13.60 13.80 14.00 14.20
S 1081 2089 m/z 55.00 95.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
550 83.0
5000 RN AU BN U
13.60 13.80 14.00 14.20
29.0 m/z 43.05 95.14%
: 139.0
Il 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 86.43%
29.0
1390 4670 196.0 224.0 252.0 280.0 308.0
m@ﬂmmmmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 R RS ey e
55.0 13.60 13.80 14.00 14.20
m/z 97.05 77 .03%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098861.D

Aca On : 27 Sep 2017 14:17

Operator : SJ/JU

Sample : 15434-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.83 6.39 ng 261225 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
3 Hexadecanamide 255 C16H33NO 000629-54-9 50
4 Octadecanamide 283 C18H37NO 000124-26-5 47
5 Decanamide- 171 C10H21NO 002319-29-1 47

Abundance Scan 2166 (14.827 min): BF098861.D (-2162) (-) m/z 59.00 100.00%

5000

14.60 14.80 15.00 15.20
m/z 72.00 74.89%

40.0165.0 208.1 240.2 277.3 320.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59.0

5000 U DN PN RN DA
14.60 14.80 15.00 15.20
m/z 55.00 48.68%
29.0 126.0
¥ 154.0 184.0210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
14.|60 14.|80 15.|00 15.|20
5000 m/z 41.05 31.91%

83.0 111.0 141.0 170.0196.0 229.0
Wmmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 MJMM

]

Abundance #106565: Hexadecanamide L T M
59.0 14.60 14.80 15.00 15.20
m/z 43.05 31.73%
5000
290/ | |86.0 114014201700 2120 2550 W/\-»WJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098861.D

Aca On : 27 Sep 2017 14:17

Operator : SJ/JU

Sample : 15434-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl7.67 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.67 2.46 ng 100364 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allopreanane-3.beta..7.alpha.-di... 334 C21H3403 000566-20-1 37
2 1l.4-Methanocvclooctaldlpvridazin... 204 C13H20N2 1000221-85-9 27
3 Strophanthidol. 3.19-diacetate 490 C27H3808 083349-11-5 25
4 3.7-Cyclodecadien-1-one. 3.7-dim... 218 C15H220 006902-91-6 14
5 Alloaromadendrene 204 C15H24 025246-27-9 14
Abundance Scan 2649 (17.668 min): BF098861.D (-2640) (-) m/z 43.05 100.00%
43.0
107.1
145.1
5000 s1a1
770 . 2551 3292 4143 III||||I|IIII|IIII|IIII
|i || | | | | | |' 17.40 17.60 17.80 18.00
i I o L B A m/z 107.10 70.44Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172747: Allopregnane-3.beta.,7.alpha.-diol-20-one
43.0
5000

17.40 17.60 17.80 18.00
610 m/z 55.00 62.94%
1330 17802130 2710 3160

T
350

| | roT
m/z--> 50 100 150 200 250 300

400

Abundance
107.0
R EERERE SRR R
41.0 17.40 17.60 17.80 18.00
5000 m/z 145.10 56.18%
yno 161.0
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #234111: Strophanthidol, 3,19-diacetate
43.0 17.40 17.60 17.80 18.00
m/z 41.00 55.24%
5000
199.0
9L.0 1450 259.0
b U by 22O0° 8990 N
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092717\
Data File : BF098861.D

Acq On 27 Sep 2017 14:17

Operator : SJ/JU

Sample - 15434-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : 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]
Butane, 2-methoxy... 2.22 3.8 ng 178270 1 6.92 931675 20.0
2-Pentanone, 4-hy... 5.15 17.1 ng 794020 1 6.92 931675 20.0
unknown6 .69 6.69 78.9 ng 3676180 1 6.92 931675 20.0
1-Heneicosanol 13.90 5.9 ng 271961 5 14.07 921990 20.0
9-Octadecenamide, ... 14.83 6.4 ng 261225 6 15.57 817025 20.0
unknownl7 .67 17 .67 2.5 ng 100364 6 15.57 817025 20.0
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