LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

Data File : BF106407.D

Aca On : 13 Jun 2018 22:31 Instrument :
Operator : JU/SJ BNA_F

Sample  : J3465-03 il
Hisc : TP-A2-WC-1
ALS Vial : 22 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-BF061118.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 3.984 264 280 284 rBVv4 13708 43219 1.17% 0.128%
2 4.601 351 385 387 rBV3 55183 325783 8.82% 0.967%
3 5.207 484 488 494 rBV 289674 394528 10.68% 1.171%
4 5.613 553 557 564 rBY 3459739 3538630 95.81% 10.499%
5 6.613 723 727 736 rVB 3405986 3637354 98.49% 10.792%
6 6.748 746 750 753 rBVY 3633886 3421598 92.64% 10.151%
7 6.966 783 787 790 rBV 1226587 929660 25.17% 2.758%
8 7.125 810 814 817 rVB 3126434 2793458 75.64% 8.288%
9 7.531 877 883 886 rBY 2423118 2429834 65.79% 7.209%
10 8.248 1001 1005 1008 rBV 1454367 1177076 31.87% 3.492%

11 9.325 1183 1188 1191 rBV 3959245 3693278 100.00% 10.957%
12 9.713 1250 1254 1257 rBV 891622 668774 18.11% 1.984%

13 9.919 1286 1289 1293 rBV 55815 46245 1.25% 0.137%
14 10.007 1300 1304 1308 rVB 1555660 1290479 34.94% 3.829%
15 10.419 1372 1374 1377 rVB 98867 76555 2.07% 0.227%

16 10.801 1434 1439 1442 rBV 2618638 2412354 65.32% 7.157%
17 10.895 1451 1455 1462 rVB2 112350 111837 3.03% 0.332%

18 11.342 1527 1531 1534 rBV 63336 49719 1.35% 0.148%
19 11.495 1553 1557 1561 rBV 1431134 1227327 33.23% 3.641%
20 12.007 1641 1644 1649 rBvV 43746 50967 1.38% 0.151%

21 13.083 1822 1827 1830 rBV 3300166 3006095 81.39% 8.919%
22 13.965 1973 1977 1985 rBV 218126 239808 6.49% 0.711%
23 14.142 2003 2007 2011 rBV 1131742 997437 27.01% 2.959%
24 14.607 2082 2086 2093 rBV3 45085 71717 1.94% 0.213%
25 15.001 2150 2153 2159 rVB 37714 39321 1.06% 0.117%

26 15.677 2262 2268 2274 rBV 807983 1032449 27.95% 3.063%

Sum of corrected areas: 33705502
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

BF106407.D

13 Jun 2018 22:31

JussJ

J3465-03

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106407.D

Aca On : 13 Jun 2018 22:31

Operator : JU/SJ

Sample = J3465-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown4.60 Concentration Rank 4

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

4.60 7.01 ng 325783 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 45
2 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 9
3 Hexanoic acid 116 C6H1202 000142-62-1 9
4 Urea 60 CH4N20 000057-13-6 5
5 Carbonyl sulfide 60 COS 000463-58-1 5

Abundance Scan 385 (4.601 min): BF106407.D (-351) (-) m/z 60.00 100.00%

)
5000
42 & K__

|m| | 87 420 440 460 480 5.00
S IR IR IR UL IULRLLS IULILLS SULILLS SULR LS SIS I B B m/z 73.00 33.12%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2020: Butanoic acid
60

5000 R B A e
73 420 440 4.60 4.80 5.00

a m/z 42.00 26.10%

ol 18 \\ 47 53 | 67 ‘ 81 88
,,,,, R e o e S R S
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance

44 60

4.20 440 4.60 4.80 5.00

o

5000 73 m/z 41.00 24.33%
29
38 53 87
(O LN I o o o o o o e o S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8069: Hexanoic acid
60 420 4.40 4.60 4.80 5.00

m/z 45.00 20.47%

5000 73
87
0 m Ll? 53 | 67 | 80 | 101 115

m/z--> 10 20 50 60 70 80 90 100 110 120 420 4.40 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106407.D

Aca On : 13 Jun 2018 22:31

Operator : JU/SJ

Sample = J3465-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 8.49 ng 394528 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (5.207 min): BF106407.D (-484) (-) m/z 43.00 100.00%
a3
59
5000
1o 480 500 520 540 560
oo Sl 0 82 | /7 50.00 5808
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS S R B
59 480 5.00 520 540 5.60
m/z 101.00 18.03%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.00 15.18%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate e e
43 480 5.00 5.20 5.40 5.60
m/z 41.00 9.23%
5000
58
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106407.D

Aca On : 13 Jun 2018 22:31

Operator : JU/SJ

Sample = J3465-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.75 73.61ng 3421600  1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 750 (6.748 min): BF106407.D (-746) (-) m/z 132.10 100.00%
132
5000 68
640 660 680 7.00
o B E e m/z 68.10 42 _.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 A L L LS B
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34 .06%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 660 680 7.00
5000 gg 116 m/z 66.00 26.81%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine RS R
132 6.40 6.60 6.80 7.00
m/z 69.10 17.25%
5000
33 aa o 105
0 ‘ . 3 0 ‘ 115 w
m/z--> 4'0 60 8IO 1(')0 120 140 160 180 640 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106407.D

Aca On : 13 Jun 2018 22:31

Operator : JU/SJ

Sample = J3465-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 5 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.97 4.81 ng 239808 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 3-Eicosene. (B)- 280 C20H40 074685-33-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 91

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1978 (13.971 min): BF106407.D (-1973) (-) m/z 56.95 100.00%

57 83
5000
111

3 139 4g8 208 13.60 13.80 14.00 14.20
0 191 281 m/z 55.00 86.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 111 T T T T L N I TTT T[T

13!60 13.I8O 14.IOO 14!20
m/z 83.05 81.32%

29
ok il 167 195 222 250 280 308 336
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 42.95 79.00%
29 139

o 167 196 224 252 280 308

mmmwmmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)- B L Tt aditat M
13.60 13.80 14.00 14.20

m/z 69.00 77.21%

:

5000

:

139 167 196 224 252 280
R T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106407.D

Acq On 13 Jun 2018 22:31

Operator : JU/SJ

Sample - J3465-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
unknown4 .60 4.60 7.0 ng 325783 1 6.97 929660 20.0
2-Pentanone, 4-hy... 5.21 8.5 ng 394528 1 6.97 929660 20.0
unknown6.75 6.75 73.6 ng 3421600 1 6.97 929660 20.0
n-Tetracosanol-1 13.97 4.8 ng 239808 5 14.14 997437 20.0
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