LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108748.D

Aca On : 4 Sep 2018 18:33

Operator : JU/SJ

Sample : J4761-04

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018 .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 5.237 489 493 502 rBV 38999 55134 3.07% 0.367%
2 5.625 556 559 587 rBV 491287 1224022 68.12% 8.151%
3 6.625 725 729 749 rBV 582336 1428284 79.49% 9.511%
4 6.766 749 753 781 rVB 1044091 1796755 100.00% 11.965%
5 6.995 788 792 814 rVvVv 186290 425256 23.67% 2.832%
6 7.142 814 817 850 rVB 776633 1202298 66.91% 8.006%
7 7.560 884 888 924 rBV 339778 1018509 56.69% 6.782%
8 8.272 1006 1009 1029 rBV 275860 506455 28.19% 3.373%
9 9.342 1188 1191 1206 rBV 1149619 1405305 78.21% 9.358%
10 9.442 1206 1208 1226 rVB3 30683 64062 3.57% 0.427%

11 9.736 1254 1258 1279 rBV 293359 323933 18.03% 2.157%
12 10.030 1304 1308 1320 rBV2 550929 606037 33.73% 4._.036%
13 10.830 1440 1444 1469 rBvV 730998 1223624 68.10% 8.148%
14 11.530 1560 1563 1579 rBV 436872 665170 37.02% 4._.429%
15 12.754 1765 1771 1778 rBV 18228 30566 1.70% 0.204%

16 12.983 1807 1810 1814 rBV 15583 20243 1.13% 0.135%
17 13.113 1828 1832 1843 rBV 1523991 1723465 95.92% 11.477%
18 14.030 1983 1988 1997 rBV3 76102 203389 11.32% 1.354%
19 14.183 2010 2014 2024 rBV 446561 662984 36.90% 4._.415%
20 14.930 2138 2141 2144 rVB 30724 34229 1.91% 0.228%

21 15.742 2274 2279 2289 rVB 222292 397390 22.12% 2.646%

Sum of corrected areas: 15017110
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF090418\

BF108748.D

4 Sep 2018 18:33

JussJ

JA761-04

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108748.D

Aca On : 4 Sep 2018 18:33

Operator : JU/SJ

Sample : J4761-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 4

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

5.24 2.59 ng 55134 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 Acetone 58 C3H60 000067-64-1 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 494 (5.243 min): BF108748.D (-489) (-) m/z 43.00 100.00%
43.0
5000 591
101.0 UL R UL L I
| | 82.9 | 5.00 5.20 5.40 5.60
O T R e e B E m/z 59.10 50.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L UL I I
59.0 500 520 540 5.60
m/z 101.00 18.41%
31{0 . 83.0 10|1.0
e L R A A RAR RN AR R RAN LS ALY RARAN AALRS ARSI AL SARE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
54.0
500 520 540 5.60
5000 m/z 58.05 12.76%
43.0
0 ‘ L, -0 830 980 123.0 141.0 159.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3236: 4-Penten-2-one, 4-methyl- B EREmEma
43.0 5.00 5.20 5.40 5.60
m/z 41.00 12 .30%
5000
o 290 | 550 83.0 98,0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108748.D

Aca On : 4 Sep 2018 18:33

Operator : JU/SJ

Sample : J4761-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.77 Concentration Rank 1

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

6.77 84 .50 ng 1796760 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 754 (6.772 min): BF108748.D (-749) (-) m/z 132.00 100.00%
13p.0
5000 68.1 /L
400 9.0 J 6.40 6.60 6.80 7.00 7.20
01 B B I m/z 68.10 40.58%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

5000 AR NSNS
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 31.98%
o 51.0 700 86.0
m/z--> 20 40 60 80 100 120 14|10 1é0 1EIiO
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.05 25.87%
0 L1l ‘h I H“ ‘ ‘ i 158.0 189.0
|||||||||
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.05 15.82%

5000
104.0
66.0

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6. 80 7. OO 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108748.D

Aca On : 4 Sep 2018 18:33

Operator : JU/SJ

Sample : J4761-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Bromoacetic acid, octadecyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.03 6.14 ng 203389 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
2 1l-Heneicosanol 312 C21H440 015594-90-8 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1988 (14.030 min): BF108748.D (-1983) (-) m/z 43.10 100.00%

43.1), 83.0

5000
156.9183.0 217.1 245.0 303.2 13.80 14.00 14.20 14.40
Obrr e m/z 55.10 97.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207396: Bromoacetic acid, octadecyl ester
43.0
69.0
97.0
5000 LA L L L L L

13.80 14.00 14.20 14.40
21.0 m/z 57.10 94.87%

1530 181.0  224.0250.0 5979

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55,0 83.0
s B B
13.80 14.00 14.20 14.40
5000 m/z 83.05 89.15%
29.0
ol b 167.0 196.0  238.0 266.0 294.0
e amanad s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane R RmEEs o
57.0 13.80 14.00 14.20 14.40
97.0 m/z 97.05 73 .36%
5000
29.0
0 \\ ‘\ 154.0 196.0 224.0  269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14. OO 14. 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090418\
Data File : BF108748.D

Acq On : 4 Sep 2018 18:33

Operator : JU/SJ

Sample : J4761-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.24 2.6 ng 55134 1 7.00 425256 20.0
unknown6 .77 6.77 84.5 ng 1796760 1 7.00 425256 20.0
Bromoacetic acid,... 14.03 6.1 ng 203389 5 14.19 662984 20.0
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