LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097804.D

Aca On 17 Aug 2017 23:44

Operator : SJ/JU

Sample : 14754-03

Misc :

ALS Vial : 20 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-BF081517.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 2.363 42 47 53 rvB2 38564 67601 1.96% 0.256%
2 4.981 487 492 500 rBV 295694 380347 11.05% 1.442%
3 5.387 556 561 565 rBVY 3017427 3263516 94.77% 12.369%
4 6.410 729 735 748 rBVY 3287705 3443532 100.00% 13.051%
5 6.545 753 758 761 rBVY 3294971 3165105 91.91% 11.996%

6.775 794 797 801 rvB 1072073 866994 25.18% 3.286%
6.934 820 824 827 rBV 2717849 2383599 69.22% 9.034%
7.339 888 893 896 rBvV 2176927 1966979 57.12% 7.455%
8.057 1011 1015 1019 rBV 1241805 1021720 29.67% 3.872%
9.133 1194 1198 1202 rBV 2828684 2712327 78.77% 10.280%

=
QO ~NO®

11 9.527 1261 1265 1269 rBV 383565 291455 8.46% 1.105%
12 9.810 1309 1313 1317 rVB 971490 858117 24.92% 3.252%

13 10.251 1385 1388 1391 rVB 63042 46757 1.36% 0.177%
14 10.598 1442 1447 1450 rBV 1480582 1251754 36.35% 4.744%
15 10.721 1465 1468 1476 rBV 59798 61814 1.80% 0.234%

16 11.292 1561 1565 1569 rBV 862331 736614 21.39% 2.792%
17 12.880 1831 1835 1839 rBV 2213093 2050793 59.55% 7.773%
18 13.780 1985 1988 1996 rBV 232628 249745 7.25% 0.947%
19 13.927 2009 2013 2017 rBV 944709 826893 24.01% 3.134%

20 15.039 2200 2202 2209 rvB4 34716 48262 1.40% 0.183%

21 15.356 2251 2256 2261 rBV 516002 597521 17.35% 2.265%

22 15.409 2262 2265 2270 rVB 32587 43538 1.26% 0.165%

23 15.827 2333 2336 2342 rBV 35104 49397 1.43% 0.187%
Sum of corrected areas: 26384380
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081717\
BF097804.D

17 Aug 2017 23:44

SJ/JU

14754-03

20 Sample Multiplier: 1
: Z:\HPCHEM1\BNA F\METHODS\8270
: ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

-BF081517 .M

CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097804.D

Aca On 17 Aug 2017 23:44

Operator : SJ/JU

Sample : 14754-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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.

4.98 8.77 ng 380347 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 492 (4.981 min): BF097804.D (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 SRS SRR RN LR
| 83.0 | 460 4.80 5.00 5.20 5.40
0'”P”W'”W””P“Jm”W”hP'”P”W“'W””P”'P“W””P'”P”W m/z 59.10 53.39%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LS RS LS R
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.00 18.37%
0“W““VLWH”ﬂ“WL“V”WH“V“§%QVH4““V“W““V“W““
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520 5.40
5000 41.0 m/z 58.00 16.69%
o 73.0 126.0 1420
L LR R A R AR AR RAARN RERRA RRALS LR LAY LAY LAY LA KRS N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LI L L L N B
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 9.09%
5000
15.0
58.0
27.0
0“EQHHLWHWV“HL“V“WH“V“W““V“W““V“W““V“W““
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF081717\
BF097804.D

17 Aug 2017 23:44

SJ/JU

14754-03

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 unknown6.55 Concentration Rank 1

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

6.55 73.01 ng 3165110 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 759 (6.551 min): BF097804.D (-753) (-) m/z 132.00 100.00%
132.0
5000 68.1
A
400 540 | 780 ﬁﬂmm 6.20 6.40 6.60 6.80
O L e e e A L B e R m/z 68.10 41 .95%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BN S SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.91%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 m/z 66.00 26 .29%
33.0 44.0 0.0 105.0
o 600 "7 g0.0 115.0
R IR TN SIS SURILR I LIS SIS B AL S SRR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- B A
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.65%
104.0
5000
51.0 77.0
39.0 65.0 ‘ 91.0 115.0
o N PV [ PO Y P N /N WIS S | S | S —
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097804.D

Aca On 17 Aug 2017 23:44

Operator : SJ/JU

Sample : 14754-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 Trifluoroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.78 6.04 ng 249745 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1988 (13.780 min): BF097804.D (-1985) (-) m/z 83.05 100.00%
431 830
5000
rz‘” 13.40 13.60 13.80 14.00
.2 208.0 : : : :
ol Ly Aefz X022 | m/z 57.10 98.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 UM IR B
13.40 13.60 13.80 14.00
m/z 55.05 87.81%
oL260) || H \\ d F“‘OQ 1820 2550 3060
m/z--> 50 200 250 300 350 400
Abundance
57.0
97.0 LA NI BN SURRLE
13.40 13.60 13.80 14.00
5000 m/z 69.10 86 .33%
169.0
0L 26,0 138.0 210.0 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #131393: n-Nonadecanol-1 A B e
43.0 83.0 13.40 13.60 13.80 14.00
m/z 97.05 84 .68%
5000
25.0
oAb LAk ), 2680 20702380
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
Data File : BF097804.D

Acq On 17 Aug 2017 23:44

Operator : SJ/JU

Sample : 14754-03

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.98 8.8 ng 380347 1 6.77 866994 20.0
unknown6 .55 6.55 73.0 ng 3165110 1 6.77 866994 20.0
Trifluoroacetic a... 13.78 6.0 ng 249745 5 13.93 826893 20.0
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