LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102370.D

Acq On : 24 Jan 2018 4:03

Operator : SJ/JU

Sample : J1249-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4.916 477 481 492 rVB 61360 85529 3.18% 0.380%
2 5.328 546 551 554 rBV 2591251 2466533 91.65% 10.953%
3 6.357 721 726 743 rBV 2252450 2691244 100.00% 11.951%
4 6.487 743 748 751 rBV 2860242 2573177 95.61% 11.427%
5 6.716 783 787 795 rBVY 887671 751734 27.93% 3.338%
6 6.869 809 813 817 rBV 2174889 1885623 70.07% 8.373%
7 7.281 878 883 886 rBvY 1663504 1540499 57.24% 6.841%
8 7.998 1001 1005 1020 rBV 1129069 1022792 38.00%  4.542%
9 8.557 1097 1100 1104 rBvV 37124 31830 1.18% 0.141%
10 9.075 1183 1188 1191 rBV 2728899 2401514 89.23% 10.664%
11 9.469 1251 1255 1262 rVB 289902 244158 9.07% 1.084%
12 9.680 1287 1291 1295 rVB 56283 43148 1.60% 0.192%
13 9.751 1299 1303 1312 rVB 1189475 1073647 39.89%  4.768%
14 10.180 1373 1376 1379 rVB 63372 49573 1.84% 0.220%
15 10.463 1419 1424 1427 rBV 75277 64272 2.39% 0.285%
16 10.539 1433 1437 1447 rVB 1335888 1211523 45.02% 5.380%
17 10.651 1453 1456 1460 rBV 45403 43281 1.61% 0.192%
18 11.233 1551 1555 1563 rBV 1076952 937630 34.84% 4.164%
19 12.639 1791 1794 1800 rBV2 46981 39326 1.46% 0.175%
20 12.716 1805 1807 1811 rVB 65554 53474 1.99% 0.237%

21 12.821 1820 1825 1828 rBV 1786414 1569249 58.31% 6.969%
22 13.286 1902 1904 1911 rVB3 24733 35190 1.31% 0.156%
23 13.710 1973 1976 1985 rBV 193023 229886 8.54% 1.021%
24 13.874 1997 2004 2013 rBV 712133 723156 26.87% 3.211%

25 14.339 2080 2083 2089 rBV7 19179 28595 1.06% 0.127%

26 15.298 2241 2246 2256 rBV 544819 656990 24.41% 2.917%

27 16.186 2393 2397 2403 rBV5 34087 65404 2.43% 0.290%
Sum of corrected areas: 22518977
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF012318\

BF102370.D

24 Jan 2018 4:03

SJ/Ju

J1249-13

24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102370.D

Acq On : 24 Jan 2018 4:03

Operator : SJ/JU

Sample : J1249-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 unknown4.92 Concentration Rank 4

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

4.92 2.28 ng 85529 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32
4 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9
5 Hexanamide 115 C6H13NO 000628-02-4 9

Abundance Scan 482 (4.922 min): BF102370.D (-477) (-) m/z 43.00 100.00%
a3
59
5000
101
| 83 | 4.60 4.80 5.00 5.20
o} Y X 1 NNEOVC | v MBS AN m/z 59.05 62.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
57 R
5000 BN VR AR
4.60 4.80 5.00 5.20
29 101 m/z 101.10 21.64%
o 15 |3 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 59 m/z 58.00 14 .93%
o 25 3! 37 83 g3 1%
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- B e
59 4.60 4.80 5.00 5.20
m/z 41.00 9.97%
41
5000
86
O ll"?%‘w“i "'?ﬁ"" |"l'|"' }P}"'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102370.D

Acq On : 24 Jan 2018 4:03

Operator : SJ/JU

Sample : J1249-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 unknown6.49 Concentration Rank 1

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

6.49 68.46 ng 2573180 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102370.D (-743) (-) m/z 132.00 100.00%
132
5000
68
96 e A B RN ARN
40 54 28 06 6.20 6.40 6.60 6.80
o} I B e B B m/z 134.00 34.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR R R
6.20 6.40 6.60 6.80
2 51 m/z 68.10 30.76%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 18.86%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl L e
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 12.67%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SN | NN
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102370.D

Acq On : 24 Jan 2018 4:03

Operator : SJ/JU

Sample : J1249-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 Carbonic acid, octadecyl 2,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.71  6.36 ng 229886  Chrysene-di2 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

3 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1976 (13.710 min): BF102370.D (-1973) (-) m/z 57.10 100.00%
43 57 g3
5000 11
i 13040 13,60 13,80 1400
139 - - - -
ol 166181 209 281 m/z 43.05 93.15%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl ester

55 83 97

:

13.I40 13.I60 13.I80 14.IOO
m/z 55.00 90.81%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 57
83 SRR N AR
97 13.40 13.60 13.80 14.00
5000 m/z 83.05 83.54%
29 111
125

0 140154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecyl ester

-

13.40 13.60 13.80 14.00
m/z 69.10 75.73%

83 97

5000
29

153167181 208224 250 297

:

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102370.D

Acq On : 24 Jan 2018 4:03

Operator : SJ/JU

Sample : J1249-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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]
unknown4 .92 4.92 2.3 ng 85529 1 6.72 751734 20.0
unknown6 .49 6.49 68.5 ng 2573180 1 6.72 751734 20.0
Carbonic acid, oc... 13.71 6.4 ng 229886 5 13.87 723156 20.0
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