LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107587.D

Aca On 23 Jul 2018 14:51

Operator : JU/SJ

Sample : J4062-19

Misc :

ALS Vial : 9 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-BF072018 .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 5.213 484 489 499 rVB 809717 1036850 17.29% 1.770%
2 5.607 552 556 588 rBY 4674673 5733119 95.60% 9.789%
3 6.607 721 726 745 rBVY 4542553 5808484 96.86% 9.918%
4 6.748 745 750 773 rVB 5489450 5997061 100.00% 10.240%
5 6.972 785 788 811 rBVY 1705290 1970602 32.86% 3.365%
6 7.131 811 815 831 rBVY 4207920 4358196 72.67% 7.441%
7 7.536 880 884 907 rBVY 3192620 3864829 64.45% 6.599%
8 8.254 1003 1006 1025 rBvV 2293931 2534483 42 .26% 4.328%
9 9.330 1185 1189 1204 rBV 5799869 5546837 92.49% 9.471%
10 9.725 1252 1256 1264 rBV 374487 388094 6.47% 0.663%

11 10.019 1302 1306 1318 rBV 2662403 2597845 43.32% 4._.436%
12 10.425 1369 1375 1379 rBV2 61703 83258 1.39% 0.142%
13 10.813 1436 1441 1454 rBV 3382839 3856651 64.31% 6.585%
14 10.901 1454 1456 1462 rVB 76772 110890 1.85% 0.189%
15 11.354 1529 1533 1535 rBvV 65620 62937 1.05% 0.107%

16 11.513 1556 1560 1568 rBV 2341971 2501842 41.72% 4.272%
17 12.019 1640 1646 1648 rBV 216321 220981 3.68% 0.377%
18 12.054 1648 1652 1656 rVB2 84936 141118 2.35% 0.241%
19 12.730 1763 1767 1772 rBV 384517 414164 6.91% 0.707%
20 12.960 1799 1806 1812 rBV 381013 496917 8.29% 0.848%

21 13.095 1825 1829 1839 rBV 4345253 4088318 68.17% 6.981%

22 13.289 1859 1862 1864 rBV 72193 73604 1.23% 0.126%
23 13.354 1870 1873 1875 rBV 76221 71833 1.20% 0.123%
24 13.648 1920 1923 1926 rBV2 80021 71876 1.20% 0.123%
25 13.977 1975 1979 1982 rBV2 281312 286746 4.78% 0.490%
26 14.118 2000 2003 2005 rBV 89324 69417 1.16% 0.119%
27 14.160 2005 2010 2013 rBV 2096737 2248329 37.49% 3.839%
28 14.295 2031 2033 2036 rVB 102759 89951 1.50% 0.154%

29 14.607 2083 2086 2090 rVB2 167521 178262 2.97% 0.304%
30 14.924 2137 2140 2147 rVB 155465 189589 3.16% 0.324%

31 15.012 2151 2155 2158 rVB 142169 161226 2.69% 0.275%
32 15.242 2190 2194 2197 rBV 158136 273589 4._56% 0.467%
33 15.283 2199 2201 2205 rVB 164437 176037 2.94% 0.301%
34 15.565 2246 2249 2256 rVB 112799 151176 2.52% 0.258%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107587.D

Aca On 23 Jul 2018 14:51

Operator : JU/SJ

Sample : J4062-19

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.630 2257 2260 2265 rVV 151509 200432 3.34% 0.342%
36 15.701 2267 2272 2284 rVB 1522674 2291969 38.22% 3.913%
37 16.159 2346 2350 2354 rVB 159330 219190 3.65% 0.374%

Sum of corrected areas: 58566702
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107587.D

Aca On 23 Jul 2018 14:51

Operator : JU/SJ

Sample : J4062-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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: BF107587.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107587.D

Aca On 23 Jul 2018 14:51

Operator : JU/SJ

Sample : J4062-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 3

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

5.21 10.52 ng 1036850 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 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 488 (5.207 min): BF107587.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR SRS LR S
| 83.0 | 480 500 520 5.40 5.60
M1 M A SRS m/z 59.00 63.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA I LIS I
59.0 480 500 5.20 540 560
0
150 4, ‘ 1010 m/z 101.00 18.91%
"W”tl”“ﬂ'”P“'P”W'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 m/z 58.00 17.95%
41.0
73.0 86.0
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 480 500 520 5.40 5.60
m/z 40.95 8.48%
5000 41.0
"W"”I'“'I“"P"W"“I'“'T%QW"“I'”'I“"P"W%???'”%?%QW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107587.D

Aca On 23 Jul 2018 14:51

Operator : JU/SJ

Sample : J4062-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.75 Concentration Rank 1

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

6.75 60.87 ng 5997060 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.748 min): BF107587.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 540 || %OQT)7O ‘ 6.40 6.60 6.80 7.00
o 1T Y NS N -1 B £ I | N m/z 68.00 40.67%
m/z--> 10 20 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
5000
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 34 .86%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.50%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.77%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107587.D

Aca On 23 Jul 2018 14:51

Operator : JU/SJ

Sample : J4062-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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

Concentration Rank 4

Peak Number 4 3-Eicosene, (E)-

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

13.98 2.55 ng 286746 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (BE)- 280 C20H40 074685-33-9 95
2 1-Eicosene 280 C20H40 003452-07-1 93
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 89
4 Cvclotetradecane 196 C14H28 000295-17-0 83

5 Cyclohexadecane,

1,2-diethyl- 280 C20H40

1000155-85-3 70

mmmmm@wﬁwmmﬁm
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance Scan 1979 (13.977 min): BF107587.D (-1975) (-) m/z 57.00 100.00%
57.0
o
111 229.1 2801 315.3343.0 13.60 13.80 14.00 14.20
rerrrrrp : : ; m/z 43.00 66.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 LA L L L L L L L L
29.0 13.60 13.80 14.00 14.20
‘ m/z 55.00 55.22%
‘\ 139.0 167.0 196.0 224.0 252.0 280.0
el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
83.0 T T
13.60 13.80 14.00 14.20
5000 1110 m/z 71.10 45 _.69%

139.0 280.0
7 167.0  209.0 252.0

m/z-->

Abundance #127770: 9-Eicosene, (E)- T
13.60 13.80 14.00 14.20
m/z 69.10 36.71%

5000
29.0
139.0 168.0 196.0223.0 252.0 280.0
R B RRREE
m/z--> 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

FaF
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072318\
Data File : BF107587.D

Acq On 23 Jul 2018 14:51

Operator : JU/SJ

Sample - J4062-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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... 5.21 10.5 ng 1036850 1 6.97 1970600 20.0
unknown6.75 6.75 60.9 ng 5997060 1 6.97 1970600 20.0
3-Eicosene, (E)- 13.98 2.5 ng 286746 5 14.16 2248330 20.0
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