LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112717\

Data File : BF100888.D

Aca On : 27 Nov 2017 13:32 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : 16538-01 OILY-STONES

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:\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 5.081 505 509 516 rBV 69187 78715 5.76% 0.730%
2 5.475 572 576 579 rBY 1120514 991883 72.54% 9.204%
3 6.487 743 748 753 rBVY 1012783 1019766 74.58% 9.462%
4 6.628 767 772 775 rBVY 1156785 1073313 78.50% 9.959%
5 6.857 807 811 814 rBV 456293 359410 26.29% 3.335%
6 7.010 833 837 841 rBV 953378 869134 63.56% 8.065%
7 7.416 901 906 910 rBV 687333 652652 47.73% 6.056%
8 8.140 1024 1029 1032 rBV 578238 481789 35.24% 4_471%
9 9.210 1206 1211 1215 rBV 1449926 1367351 100.00% 12.688%
10 9.604 1274 1278 1281 rBV 80555 62435 4_.57% 0.579%
11 9.816 1307 1314 1318 rBvV2 55028 46501 3.40% 0.431%
12 9.892 1323 1327 1331 rBV 610813 541758 39.62% 5.027%
13 10.316 1396 1399 1402 rVB 55735 41204 3.01% 0.382%
14 10.533 1431 1436 1439 rBvV2 12535 17156 1.25% 0.159%
15 10.681 1457 1461 1465 rBvV 842401 705161 51.57% 6.543%
16 10.786 1477 1479 1487 rVB 36999 35250 2.58% 0.327%
17 11.380 1576 1580 1583 rBvV 677392 543926 39.78% 5.047%
18 11.892 1664 1667 1672 rBvV2 19751 18710 1.37% 0.174%
19 12.680 1797 1801 1805 rBV5 12520 16693 1.22% 0.155%

20 12.963 1845 1849 1852 rBV 1306269 1100597 80.49% 10.212%

21 13.851 1997 2000 2003 rBV2 34837 38275 2.80% 0.355%
22 14.016 2025 2028 2032 rBV 381408 342782 25.07% 3.181%
23 15.486 2274 2278 2286 rVB 281928 372507 27.24% 3.457%

Sum of corrected areas: 10776968
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100888.D

Aca On : 27 Nov 2017 13:32

Operator : SJ/JU

Sample : 16538-01

Misc :

ALS Vial : 10 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

Abundance TIC: BF100888.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100888.D

Aca On : 27 Nov 2017 13:32

Operator : SJ/JU

Sample : 16538-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 4.38 ng 78715 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 509 (5.081 min): BF100888.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 U I L UL L
| 83.0 | 4.80 5.00 520 5.40
o) SR I EINSSSON | RSEEScs ChSUS HMSS m/z 59.10 55.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL LR UL I
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.00 17.98%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"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 12.80%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e R
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.30%
5000
101.0
150 310 | %80 g9 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100888.D

Aca On : 27 Nov 2017 13:32

Operator : SJ/JU

Sample : 16538-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 2 unknown6.63 Concentration Rank 1

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

6.63 59.73 ng 1073310 1,4-Dichlorobenzene-d4 6.86
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 772 (6.628 min): BF100888.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 sa0 || % J 620 640 6.60 6.80 7.00
O L B e e m/z 68.10 36.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.65%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 22.83%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RS e e s e s
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 _.42%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN A N | I —
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100888.D

Aca On : 27 Nov 2017 13:32

Operator : SJ/JU

Sample : 16538-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 4 Dichloroacetic acid, dodecy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.23 ng 38275 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. dodecvl ester 296 C14H26CH1202 083005-01-0 72
2 Hexadecane. 1.l1l-bis(dodecvloxv)- 595 C40H8202 056554-64-4 72
3 1-Docosene 308 C22H44 001599-67-3 64
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 59
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 53
Abundance Scan 2000 (13.851 min): BF100888.D (-1997) (-) m/z 43.10 100.00%
431
97.1
5000
401 1912 1360 13.80 14.00 14.20
Of il m/z 55.10 79.09%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #140731: Dichloroacetic acid, dodecy! ester
43.0
5000 LR SR SIS IR U
13.60 13.80 14.00 14.20
m/z 57.10 77 .74%
‘ ‘ ‘ 140.0
OII‘\IMIW‘ H ‘\ .. I e e B e NSRS m e e
m/z-> 0 50 150 200 250 300 350 400
Abundance
43.0
1360 13.80 14.00 14.20
5000 83.0 m/z 97.10 73.05%
o 140.0 183.0 222. 0257 0 408.0
m/z-> 0 50 100 150 200 250 300 350 400 '
Abundance #151538: 1-Docosene R EmEEs e
5.0 13.60 13.80 14.00 14.20
m/z 83.10 69.77%
97.0
5000
s d| 1L JL 390 1810 3080
m/z-> 0 50 100 150 200 250 300 350 400 ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112717\
Data File : BF100888.D

Acq On : 27 Nov 2017 13:32

Operator : SJ/JU

Sample - 16538-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .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]
2-Pentanone, 4-hy... 5.08 4.4 ng 78715 1 6.86 359410 20.0
unknown6 .63 6.63 59.7 ng 1073310 1 6.86 359410 20.0
Dichloroacetic ac... 13.85 2.2 ng 38275 5 14.02 342782 20.0
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