LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107755.D

Aca On 27 Jul 2018 19:28

Operator : JU/SJ

Sample : J4193-01

Misc :

ALS Vial : 14 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 5.190 482 485 498 rBV 264740 370657 12.63% 1.471%
2 5.596 550 554 592 rBY 1178590 2325337 79.21% 9.228%
3 6.596 720 724 744 rBV 1287161 2360435 80.41% 9.367%
4 6.731 744 747 783 rVV 1928104 2935622 100.00% 11.650%
5 6.960 783 786 808 rvVv 472788 893447 30.43% 3.546%
6 7.113 808 812 833 rVV 1651459 1966544 66.99% 7.804%
7 7.525 879 882 905 rBV 789097 1527018 52.02% 6.060%
8 8.242 1000 1004 1023 rBV 812885 1152360 39.25% 4_.573%
9 9.313 1182 1186 1208 rBvY 2318805 2714666 92.47% 10.773%
10 9.707 1249 1253 1264 rBV 102264 125542 4.28% 0.498%

11 10.001 1299 1303 1319 rBV 1052374 1176798 40.09% 4._.670%
12 10.795 1434 1438 1462 rBV 1072450 1608571 54.79%% 6.384%
13 11.495 1553 1557 1580 rBV 782005 1069155 36.42% 4.243%
14 12.001 1639 1643 1646 rBV 34876 42457 1.45% 0.168%
15 13.077 1822 1826 1838 rBV 1901929 2059705 70.16% 8.174%

16 13.954 1972 1975 1982 rBV2 94447 115936 3.95% 0.460%
17 14.142 2003 2007 2018 rBV 850271 1107256 37.72% 4_.394%

18 14.271 2026 2029 2034 rBV2 27623 33511 1.14% 0.133%
19 14.577 2078 2081 2086 rBV 47738 65416 2.23% 0.260%
20 14.895 2132 2135 2138 rBV 45588 49810 1.70% 0.198%
21 14.977 2146 2149 2154 rVB 44532 49161 1.67% 0.195%
22 15.248 2192 2195 2201 rVB 86680 98620 3.36% 0.391%

23 15.677 2259 2268 2280 rBV 617963 1167555 39.77% 4.633%
24 16.107 2337 2341 2346 rVB2 68025 104063 3.54% 0.413%
25 16.642 2429 2432 2438 rVB 52054 78783 2.68% 0.313%

Sum of corrected areas: 25198425
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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\HPCHEM1I\BNA F\DATA\BF072718\

BF107755.D

27 Jul 2018 19:28

JussJ

J4193-01

14 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.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\BF072718\
Data File : BF107755.D

Aca On 27 Jul 2018 19:28

Operator : JU/SJ

Sample : J4193-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.19 8.30 ng 370657 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 485 (5.190 min): BF107755.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
1oLt 40 500 520 540 560
o..,....,....,....',':~...5?'.9.!!i....,....f‘.3~:°..,...=,|....,. m/z 59.00 62.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- L
43.0
5000 L I UL L L
59.0 480 500 520 540 5.60
m/z 101.10 18.60%
31|.o 830 g30 1010
O o . e e e B T L e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 15.42%
31.0
69.0 87.0
15.0 M L sty 98.0
S S U U I UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- L Sy L e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.65%
5000
41.0
29.0 101.0
0 o 1l].s00 [] 730 860 |
mz-> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107755.D

Aca On 27 Jul 2018 19:28

Operator : JU/SJ

Sample : J4193-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.73 Concentration Rank 1

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

6.73 65.71 ng 2935620 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 10
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 747 (6.731 min): BF107755.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 L
00 500 || 4o ueo T ok Gk 7h
L i | . m/z 67.95 39.67%
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 K\_
5000 BRSNS R SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.69%
0'w'“'w'“J“Jh'L'M'“l”'ﬁ”“'v'“l”'w'“'w'“l“”l"w'“
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
5000 m/z 66.00 25.82%
104.0
ol 140 270 390 510 00770 g0 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.40 6.60 6.80 7.00
m/z 69.00 14 .90%
5000 67.0
41.0 97.0
53.0
‘ ‘ 20.0 117.0
0 ..luuuuluuuluuuﬁ‘il‘...i‘..‘..|‘.‘.‘H‘|..U.‘l‘....‘luu‘hluuuulu..‘.‘lunul‘ ‘IHI”I
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\BF072718\
Data File : BF107755.D

Aca On 27 Jul 2018 19:28

Operator : JU/SJ

Sample : J4193-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octacosyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.95 2.09 ng 115936 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
Abundance Scan 1974 (13.948 min): BF107755.D (-1972) (-) m/z 57.00 100.00%
57.0
5000 ”A_‘M
111 RN AU BRI U
163.1 226.0 349.9 13.60 13.80 14.00 14.20
0....,....I ”"m‘ e O o & SIS m/z 43.05 85.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57.0
5000 AR A BN UM
11.0 13.60 13.80 14.00 14.20
m/z 55.00 77.21%
ob 11{690 236.0 292.0337.0 392.0437.0 588.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185169: Heptadecy! trifluoroacetate
57.0
13.60 13.80 14.00 14.20
5000 11.0 m/z 83.00 53.07%
ol l 168.0 238.0283.0 334.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #236054: Heneicosy! heptafluorobutyrate A R EEE RS
57.0 13.60 13.80 14.00 14.20
m/z 97.05 47 .09%
5000 110
o | 1690 5050 294.0339.0 490.0
m/z--> 55 100 150 200 250 360 350 400 450 500 550 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072718\
Data File : BF107755.D

Acq On 27 Jul 2018 19:28

Operator : JU/SJ

Sample : J4193-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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... 5.19 8.3 ng 370657 1 6.96 893447 20.0
unknown6.73 6.73 65.7 ng 2935620 1 6.96 893447 20.0
Octacosyl heptafl... 13.95 2.1 ng 115936 5 14.14 1107260 20.0
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