LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117946.D

Aca On - 23 Nov 2019 4:07 Instrument :
Operator : JU BNA_F

Sample 1 K5840-03 2X ClientSampleld :
Misc - PHIPPS-BH-NE-01
ALS Vial : 23 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-BF111319.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 2.169 9 14 21 rVB 392824 507220 26.35% 2.530%
2 5.104 509 513 523 rVB 351665 375851 19.53% 1.874%
3 5.510 578 582 586 rBY 1541494 1333214 69.27% 6.649%
4 6.522 749 754 765 rBVY 1510069 1370687 71.22% 6.836%
5 6.669 775 779 782 rBVY 1812724 1466712 76.21% 7.314%
6 6.904 815 819 822 rBV 1493623 1135425 58.99% 5.662%
7 7.063 842 846 849 rBVY 1554912 1426032 74.09% 7.112%
8 7.463 910 914 917 rBV 1186231 978201 50.82% 4.878%
9 8.192 1034 1038 1041 rBvV 1563612 1250851 64.99% 6.238%
10 9.086 1184 1190 1192 rBV3 13786 24240 1.26% 0.121%
11 9.216 1209 1212 1217 rVB3 27215 24951 1.30% 0.124%
12 9.269 1217 1221 1224 rBV 2443322 1924649 100.00% 9.598%
13 9.539 1263 1267 1270 rBV 38139 46268 2.40% 0.231%
14 9.610 1276 1279 1281 rBV 45551 43171 2.24% 0.215%
15 9.663 1285 1288 1292 rVV 199276 185703 9.65% 0.926%
16 9.728 1295 1299 1301 rBV 25772 25189 1.31% 0.126%
17 9.951 1330 1337 1341 rBV 1624857 1441121 74.88% 7.187%
18 10.151 1367 1371 1375 rVB3 20193 24884 1.29% 0.124%

19 10.739 1467 1471 1480 rBV 870554 728572 37.85% 3.633%
20 11.445 1587 1591 1594 rBV 1181326 1000367 51.98% 4._.989%

21 11.963 1673 1679 1684 rBV3 75391 90204 4.69% 0.450%
22 12.663 1795 1798 1804 rBV 69877 69181 3.59% 0.345%
23 12.751 1811 1813 1817 rBvV4 27479 26672 1.39% 0.133%
24 12.892 1832 1837 1843 rBV 64468 78163 4._.06% 0.390%

25 13.033 1857 1861 1864 rBV 1771874 1515371 78.73% 7.557%

26 13.263 1895 1900 1903 rBV2 28725 32146 1.67% 0.160%
27 13.933 2011 2014 2020 rBV2 153992 257470 13.38% 1.284%
28 14.092 2037 2041 2044 rBV 1369574 1189046 61.78% 5.930%

29 14.557 2118 2120 2126 rBV5 40486 63776 3.31% 0.318%
30 14.874 2172 2174 2178 rVB 45228 39126 2.03% 0.195%
31 15.151 2218 2221 2224 rBV 40183 56001 2.91% 0.279%
32 15.227 2231 2234 2237 rVB 64553 65736 3.42% 0.328%
33 15.598 2292 2297 2301 rBV 905860 1180487 61.34% 5.887%
34 16.333 2420 2422 2426 rBvV4 32754 51286 2.66% 0.256%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\

Data File : BF117946.D

Aca On : 23 Nov 2019 4:07

Operator :© JU

Sample : K5840-03 2X e
Misc :

ALS Vial : 23 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.657 2474 2477 2478 rBV3 26404 24189 1.26% 0.121%

Sum of corrected areas: 20052162
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\

Data File : BF117946.D

Aca On : 23 Nov 2019 4:07

Operator :© JU

Sample : K5840-03 2X e
Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117946.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\

Data File : BF117946.D

Aca On : 23 Nov 2019 4:07

Operator :© JU

Sample : K5840-03 2X e
Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.17 8.93 ng 507220 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22

Abundance Scan 14 (2.169 min): BF117946.D (-9) (-) m/z 73.00 100.00%
73
5000 43
55 87 ) G
| o5 2.20 2.30 2.40 2.50 2.60
Ol et e S e Tm/z 42.95  37.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 25.45%
29
0'“I”'W'“dP'“JhLW'”'P'“Jd'?g'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 AN AR U LU A U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.00 25.33%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12 .50%
5000 55
43
27
o B M“\ | 63 | 8 98 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\

Data File : BF117946.D

Aca On : 23 Nov 2019 4:07

Operator :© JU

Sample : K5840-03 2X e
Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 4

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

5.10 6.62 ng 375851 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (5.099 min): BF117946.D (-509) (-) m/z 43.00 100.00%
43
59
5000
T ik sbo 520 5o
83 : : : :
o IR W NS N m/z 59.00 56.94%
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 59 480 500 520 540
m/z 101.00 20.40%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
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
59
480 500 520 540
5000 M m/z 58.00 15.13%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- e
43 4.80 5.00 5.20 5.40
m/z 41.00 8.73%
5000
101
15
A |
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'VHWH'WH“V'“V“'l UL R L UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112219\

Data File : BF117946.D

Aca On : 23 Nov 2019 4:07

Operator :© JU

Sample : K5840-03 2X e
Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.67 Concentration Rank 1

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

6.67 25.84 ng 1466710 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 779 (6.669 min): BF117946.D (-775) (-) m/z 132.00 100.00%
32
5000 68
6 IREBE ARSI S
40 _ 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
o Y R A MR -1 M & S R m/z 68.00 38.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er S LSS LS RS AR
o7 6.40 6.60 6.80 7.00
- 117 m/z 134.00 33.72%
0 .,”..,....dJ...p...ﬁﬁ.h:, Hhhh..%?.J..,}Rgl...L,%%%.Il...,.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 " 640 6.60 6.80 7.00
5000 m/z 66.00 24 .82%
39 91
51 65
B 0 7SS -
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R A m mam
132 6.40 6.60 6.80 7.00
m/z 69.00 15.45%
5000
6 104
39 51 | 7 90 117
O'P'”I“'“l”'w'” HIW'JHV'“W“'W”“'V'“l“'wH“'" IREBE ARSI S
m/z--> 20 30 40 50 60 70 8 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\BF112219\

Data File : BF117946.D

Aca On : 23 Nov 2019 4:07

Operator :© JU

Sample : K5840-03 2X e
Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.93 4.33 ng 257470 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Cvclohexadecane 224 C16H32 000295-65-8 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 2013 (13.927 min): BF117946.D (-2011) (-) m/z 57.05 100.00%
g7
83
5000
302 RN SR UGS
152,45 200 230 55 13.60 13.80 14.00 14.20
o m/z 43.10 90.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 A U AR SO UL
11 13.60 13.80 14.00 14.20
29 m/z 55.05 85.03%
o J 1l L jreo 182 2
mz-> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 13.60 13.80 14.00 14.20
5000 m/z 83.00 77.97%
111
2 169
ol J‘J L1289 1 210238 23 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane R a R mamEE L
55 g3 13.60 13.80 14.00 14.20
m/z 97.05 75.04%
5000
29 111
o ‘ ‘{ 1:?9.167 196 224
m/z--> 5'0 100 150 2(')0 250 300 350 400 13.60 13.80 14.00 14.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112219\

BF117946.D

23 Nov 2019 4:07

Ju

K5840-03 2X

23 Sample Multiplier: 1

PHIPPS-BH-NE-01

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

|--Internal Standard---|
| # RT Resp Conc]

Butane, 2-methoxy. .. 2.17 8
2-Pentanone, 4-hy... 5.10 6
unknown6.67 6.67 25
Cyclopentadecane 13.93 4

ng 507220
ng 375851
ng 1466710
ng 257470
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6.90 1135430 20.0
6.90 1135430 20.0
6.90 1135430 20.0
14.09 1189050 20.0
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