LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100753.D
Aca On - 21 Nov 2017 1:41 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 16535-01 RT-4252-RT-3025-RT-2342
ALS Vial : 21 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-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 heiaht area % max. total
1 5.104 509 513 523 rBV 107419 158551 7.88% 0.934%
2 5.493 574 579 582 rBY 1811305 1932844 96.06% 11.387%
3 6.498 745 750 762 rVB 1666350 1984678 98.64% 11.692%
4 6.645 770 775 778 rBVY 1981303 1962128 97.51% 11.559%
5 6.875 810 814 817 rBB 573912 502711 24.98% 2.962%
6 7.028 836 840 844 rBVY 1696423 1532076 76.14% 9.026%
7 7.434 904 909 912 rBV 1162603 1196178 59.45% 7.047%
8 8.151 1027 1031 1035 rBV 730855 632327 31.43% 3.725%
9 9.228 1209 1214 1217 rBvV 2252887 2012134 100.00% 11.854%
10 9.616 1277 1280 1283 rBV 180435 155072 7.71% 0.914%
11 9.833 1312 1317 1320 rBV 65100 53571 2.66% 0.316%
12 9.910 1326 1330 1334 rVB 724107 594018 29.52% 3.499%
13 10.333 1399 1402 1405 rVB 65874 55740 2.77% 0.328%
14 10.698 1460 1464 1467 rBVY 1020956 903776 44.92% 5.324%
15 10.804 1479 1482 1490 rBvV 47150 44577 2.22% 0.263%

16 11.392 1579 1582 1586 rBV 543451 480012 23.86% 2.828%
17 11.910 1666 1670 1674 rBV 32848 29160 1.45% 0.172%
18 12.980 1847 1852 1855 rBV 1466213 1379261 68.55% 8.126%
19 13.863 1998 2002 2012 rBV 218357 228070 11.33% 1.344%
20 14.033 2027 2031 2034 rBvV 614423 548881 27.28% 3.234%

21 14.498 2106 2110 2115 rBV5 17240 30135 1.50% 0.178%

22 15.068 2204 2207 2215 rBV2 15069 32332 1.61% 0.190%

23 15.504 2276 2281 2289 rBV 353913 489421 24.32% 2.883%

24 16.009 2363 2367 2375 rBV9 19645 36746 1.83% 0.216%
Sum of corrected areas: 16974399
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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:\HPCHEMIN\BNA F\DATA\BF112017\

BF100753.D

21 Nov 2017 1:41

SJ/JuU

16535-01 RT-4252-RT-3025-RT-2342
21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.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:\HPCHEM1I\BNA F\DATA\BF112017\

Data File : BF100753.D

Aca On - 21 Nov 2017 1:41

Operator : SJ/JU

3?22 le 16535-01 RT-4252-RT-3025-RT-2342
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.10 6.31 ng 158551 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 512 (5.098 min): BF100753.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 U L L R I
| 83.0 | 4.80 5.00 5.20 5.40
e N m/z 59.00 55.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "Ik b0 sk 5o
0
150 a0 1010 m/z 101.00 19.17%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 14 .44%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.59%
5000
41.0
RN |""”|“' "“*‘”'§q'9“l* T 7?3q '|'§q'9|' "'I""' N U L UL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100753.D

Aca On : 21 Nov 2017 1:41

Operator : SJ/JU

Sample : 16535-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 unknown6.65 Concentration Rank 1

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

6.65 78.06 ng 1962130 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 776 (6.651 min): BF100753.D (-770) (-) m/z 132.00 100.00%
132.0
5000
68.1
m1540|‘ 9.1 J 6.40 6.60 6.80 7.00
St | S VO | S ——— m/z 134.00 35.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL L L
6.40 6.60 6.80 7.00
310 510 m/z 68.10 28.30%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 16.57%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl L S REs ma s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.10 12.26%
74.0
5000 ogo 160
T II‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R aa e
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\

Data File : BF100753.D

Aca On - 21 Nov 2017 1:41

Operator : SJ/JU

3?22 le 16535-01 RT-4252-RT-3025-RT-2342
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 8.31 ng 228070 Chrysene-di12 14.03
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 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2002 (13.863 min): BF100753.D (-1998) (-) m/z 57.10 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 43.05 95.91%

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

:

5000 LIS L L L LB L
13.60 13.80 14.00 14.20
m/z 55.10 87.82%
29.0 139.0
Ll ~167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0
R s
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.05 84.31%
29.0 139.0
167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
13.60 13.80 14.00 14.20
m/z 97.10 76.83%
5000

29.0
283.0

154.0 182.0 210.0 238.0 334.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF112017\

Data File : BF100753.D

Acq On : 21 Nov 2017 1:41

Operator : SJ/JU

3?22 le - 16535-01 RT-4252-RT-3025-RT-2342
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.10 6.3 ng 158551 1 6.87 502711 20.0
unknown6 .65 6.65 78.1 ng 1962130 1 6.87 502711 20.0
1-Heneicosanol 13.86 8.3 ng 228070 5 14.03 5483881 20.0
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