LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082718\

Data File : BF108529.D

Aca On : 28 Aug 2018 00:34 Instrument :

Operator : JU/SJ gmgigamlem'

353"“0 le : J4659-02 082218-TIP(F2)-F-D-S
isc :

ALS Vial : 31 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-BF080818 .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 5.231 489 492 499 rBV 39088 39910 1.14% 0.207%
2 5.625 555 559 576 rBV 922021 841908 24.01% 4 .366%
3 6.613 724 727 731 rBV 531340 504807 14.39% 2.618%
4 6.766 749 753 757 rBVY 1828031 1654898 47.19% 8.582%
5 7.001 789 793 796 rBV 757808 651501 18.58% 3.378%
6 7.154 815 819 823 rBVY 2668738 2536045 72.31% 13.151%
7 7.560 883 888 892 rBY 1936904 2033559 57.98% 10.545%
8 8.284 1007 1011 1024 rBV 855858 753066 21.47% 3.905%
9 9.354 1186 1193 1197 rBvY 3574552 3507182 100.00% 18.187%
10 9.742 1256 1259 1270 rVB 80341 77691 2.22% 0.403%

11 10.042 1307 1310 1321 rVB2 817615 703658 20.06% 3.649%
12 10.701 1419 1422 1425 rBV 57348 44641 1.27% 0.231%
13 10.836 1441 1445 1458 rBV 1159530 1064677 30.36% 5.521%
14 11.536 1561 1564 1572 rBV 751135 643532 18.35% 3.337%
15 13.125 1830 1834 1837 rBV 3125543 2699221 76.96% 13.997%

16 14.060 1987 1993 2001 rBV9 17822 55923 1.59% 0.290%
17 14.189 2011 2015 2021 rBV 774403 727361 20.74% 3.772%
18 14.319 2033 2037 2041 rBvV 45242 44236 1.26% 0.229%
19 14.624 2086 2089 2094 rVB2 54144 61046 1.74% 0.317%
20 14.948 2141 2144 2149 rVB 53045 56791 1.62% 0.294%
21 15.313 2202 2206 2209 rBV 47963 54606 1.56% 0.283%

22 15.742 2271 2279 2284 rBV2 341308 528082 15.06% 2.738%

Sum of corrected areas: 19284341
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108529.D

Aca On : 28 Aug 2018 00:34

Operator : JU/SJ

ﬁ?gg le J4659-02 082218-TIPC-F-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108529.D

Aca On : 28 Aug 2018 00:34

Operator : JU/SJ

ﬁ?ggle i J4659-02 082218-TIPC-F-D-S
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2

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

6.77 50.80 ng 1654900 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-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 754 (6.772 min): BF108529.D (-749) (-) m/z 132.00 100.00%
13%.0
5000 68.1
00 541 ®L o J T ok ok 7ho 70
01 L L e e L B O B I m/z 68.10 40.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LR I UL A
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.19%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
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 66.10 26.72%
0 IR aman e R I‘I\I\I\ — "Ml : Iw‘l : |H“| |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180 |
Abundance #14511. (5 MethyI-2-pyridyl)acetonitrile o EEams D e R
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.53%
5000
65.0 92.0
Unn "%iq ““'I‘j"'ul"h '%qqq T " Y S S AR SR SRR
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\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108529.D

Aca On : 28 Aug 2018 00:34

Operator : JU/SJ

3?22 le J4659-02 082218-TIPC-F-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.07 ng 54606 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 2206 (15.313 min): BF108529.D (-2202) (-) m/z 57.05 100.00%
57.0
5000
99.1 B AR BN B B
| |, 15511051 2392 2811 3411 15.00 15.20 15.40 15.60
oF b bl bl m/z 71.10 62.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 LR L BRI B BN

15.00 15.20 15.40 15.60
m/z 43.10 60.02%

99.0
J,[l 1410 183.0 225.0 267.0 309.0  366.0

0.|IJ

B e o e |
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
AR e
15.00 15.20 15.40 15.60
5000 m/z 85.10 43.48%
99.0
ol Il )1 140 183.0 2250 2670 309.0 351.0 393.0 436.0
e A I T e I S
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane L B
57.0 15.00 15.20 15.40 15.60
m/z 55.05 28.96%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
....,....,....,....,.... e AR e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082718\

Data File : BF108529.D

Acq On : 28 Aug 2018 00:34

Operator : JU/SJ

3?22 le J4659-02 082218-TIPC-F-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
unknown6 .77 6.77 50.8 ng 1654900 1 7.00 651501 20.0
Hexacosane 15.31 2.1 ng 54606 6 15.74 528082 20.0
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