LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108695.D

Aca On : 31 Aug 2018 18:02

Operator : JU/SJ

Sample : J4712-03

Misc :

ALS Vial : 10 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 5.242 491 494 501 rBV 26177 35185 1.88% 0.232%
2 5.642 558 562 592 rBV 267895 1010376 53.87% 6.670%
3 6.636 727 731 751 rBV 396480 1208621 64.44% 7.979%
4 6.772 751 754 785 rVB 829573 1608082 85.74% 10.616%
5 7.001 790 793 815 rvVv 176866 461841 24.63% 3.049%
6 7.154 815 819 841 rVvVv 736232 1085447 57.88% 7.166%
7 7.566 886 889 920 rBV 306729 913193 48.69% 6.029%
8 8.283 1007 1011 1036 rBV 267307 524341 27 .96% 3.462%
9 9.354 1189 1193 1210 rBvV 1051721 1523153 81.21% 10.055%
10 9.742 1256 1259 1271 rBV 92251 124794 6.65% 0.824%

11 10.042 1306 1310 1326 rBV 439632 567483 30.26% 3.746%
12 10.836 1441 1445 1458 rBV 657648 1025412 54.68% 6.770%
13 11.542 1561 1565 1585 rBV2 430437 763245 40.70% 5.039%
14 12.042 1646 1650 1653 rBv4 11956 18920 1.01% 0.125%
15 12.377 1704 1707 1715 rBV3 18594 31312 1.67% 0.207%

16 12.760 1768 1772 1780 rBV 144839 202167 10.78% 1.335%
17 12.995 1804 1812 1825 rBV 119933 213813 11.40% 1.412%
18 13.118 1829 1833 1845 rBV 1611991 1875463 100.00% 12.381%

19 13.318 1859 1867 1871 rBv4 17767 44091 2.35% 0.291%
20 14.030 1984 1988 1993 rBV6 40138 85556 4_56% 0.565%
21 14.195 2011 2016 2026 rBV 654375 890604 47.49% 5.880%
22 14.307 2033 2035 2039 rBV5 22211 23415 1.25% 0.155%
23 14.942 2140 2143 2148 rVB 44076 59308 3.16% 0.392%

24 15.295 2199 2203 2212 rVB2 97663 207024 11.04% 1.367%
25 15.754 2276 2281 2297 rVB 286718 556190 29.66% 3.672%
26 16.177 2350 2353 2359 rVB 63717 88490 4.72% 0.584%

Sum of corrected areas: 15147526
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\
Data File : BF108695.D

Aca On : 31 Aug 2018 18:02

Operator : JU/SJ

Sample : J4712-03

Misc :

ALS Vvial : 10 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BF108695.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108695.D

Aca On : 31 Aug 2018 18:02

Operator : JU/SJ

Sample : J4712-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.M
Quant Title : 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 unknown6.77 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.77 69.64 ng 1608080 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-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 754 (6.772 min): BF108695.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1 {K\
01 541 %1 J Th0 6k 680 100 730
01 I L m/z 68.10 45 _.23%

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

5000 LA L L L L Y L LB I
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.32%
51.0 700 86.0
O~rrﬁL~rLHﬁr}-Lmjw—vJ1—m—J—rrerrrrrJ.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
B e e  RAmma
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 30.10%
S SMSSSS WU fri N &
m/z--> 20 40 60 100 120 140 160 180
Abundance #14511. (5 Methyl-2-pyridyl)acetonitrile
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 18.27%

5000
39.0 65.0 0 ‘
0 l m M ‘ Il \‘ 1q6 0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6. 60 6. 80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108695.D

Aca On : 31 Aug 2018 18:02

Operator : JU/SJ

Sample : J4712-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.M
Quant Title : 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 Octadecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.18 3.18 ng 88490 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 83
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 83
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 83
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 83
5 Tetratetracontane 619 C44H90 007098-22-8 80
Abundance Scan 2354 (16.183 min): BF108695.D (-2350) (-) m/z 57.10 100.00%
57.1
5000 851
l | 127.1 ]_56 ]_]_82 1208 0 239.1 285.1 341.0 15.80 16.00 16.20 16.40 16.60
0||||'“ “|l|l| ..|| II‘IIIIII |||‘|||'|'||'||'||||'|| m/z 43_10 51_88%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
71.0
5000 L SRR UARURE UL ISR B
15.80 16.00 16.20 16.40 16.60
99.0 m/z 71.10 44 . 22%
0 |k 015501830 225.0 253.0
m/z--> 50 100 150 200 250 300 350
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43.0
15.80 16.00 16,20 16.40 16.60
5000 71.0 m/z 85.10 35.79%
97.0
o } I - f220 1690 2030 233.0
m/z--> 50 100 150 200 250 300 350
Abundance #149369: Sulfurous acid, butyl dodecy! ester R REmEE e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 22 .24%
5000
85.0
29.0
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\
Data File : BF108695.D

Acq On : 31 Aug 2018 18:02

Operator : JU/SJ

Sample : J4712-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
unknown6.77 6.77 69.6 ng 1608080 1 7.00 461841 20.0
Octadecane, 2-met... 16.18 3.2 ng 88490 6 15.75 556190 20.0
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