LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108522.D
Aca On : 27 Aug 2018 20:30 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J4556-10 20180535-AMENDED-COMPOSITE-
ALS Vial : 26 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-BF080818 .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 5.248 488 495 498 rBVY 1884499 2335400 92.42% 11.272%
2 5.625 555 559 574 rVB 1138228 1024181 40.53% 4.943%
3 6.619 724 728 731 rBVY 1853218 1697227 67.16% 8.192%
4 6.642 731 732 742 rVB 151319 102202 4.04% 0.493%
5 6.766 749 753 757 rBVY 1528466 1269767 50.25% 6.129%
6 6.995 789 792 796 rBV 802757 727430 28.79% 3.511%
7 7.154 815 819 823 rBVY 2175469 1837298 72.71% 8.868%
8 7.560 883 888 891 rBVY 1665949 1528268 60.48% 7.376%
9 7.719 912 915 920 rVB2 74862 73149 2.89% 0.353%
10 8.283 1007 1011 1014 rBV 1064780 908583 35.95% 4 .385%

11 9.354 1189 1193 1196 rBV 3024485 2527031 100.00% 12.197%
12 9.742 1256 1259 1266 rBV 278593 255310 10.10% 1.232%
13 10.042 1306 1310 1322 rVB2 1173872 1037476 41.06% 5.007%
14 10.395 1360 1370 1373 rBVS8 11481 32608 1.29% 0.157%
15 10.836 1441 1445 1453 rBV 624694 635321 25.14% 3.066%

16 10.936 1457 1462 1465 rvv2 25366 42964 1.70% 0.207%
17 10.971 1465 1468 1471 rVB 49790 44598 1.76% 0.215%
18 11.418 1539 1544 1549 rBV3 42614 75750 3.00% 0.366%

19 11.536 1561 1564 1568 rBV 965703 877685 34.73% 4_.236%
20 13.124 1829 1834 1837 rBV 1978169 1871226 74.05% 9.032%

21 14.042 1985 1990 1996 rBV6 31815 70275 2.78% 0.339%
22 14.189 2011 2015 2019 rBV 865940 775494 30.69% 3.743%
23 14.624 2086 2089 2094 rVB3 29530 29735 1.18% 0.144%
24 14.948 2141 2144 2148 rVB 30619 33522 1.33% 0.162%
25 15.030 2155 2158 2163 rVB 46811 50988 2.02% 0.246%
26 15.306 2202 2205 2209 rVB 36427 45703 1.81% 0.221%
27 15.742 2272 2279 2287 rVB 491667 713906 28.25% 3.446%
28 16.189 2352 2355 2362 rVB2 34493 58369 2.31% 0.282%
29 16.748 2445 2450 2454 rBV3 21130 37016 1.46% 0.179%
Sum of corrected areas: 20718482
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

Data File : BF108522.D

Aca On : 27 Aug 2018 20:30

Operator : Ju/SJ

ﬁ?ggle : J4556-10 20180535 AMENDED-COMPOSITE-
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108522.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

Data File : BF108522.D

Aca On : 27 Aug 2018 20:30

Operator : Ju/SJ

ﬁ?ggle : J4556-10 20180535 AMENDED-COMPOSITE-
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1

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

5.25 64.21 ng 2335400 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (5.248 min): BF108522.D (-488) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 RN USRS S IR
| 711 831 | 5.00 5.20 5.40 5.60
o] P RSO FRRMEY £ 5 e m/z 59.10 54.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN USRS S IR
5.00 5.20 5.40 5.60
59.0 m/z 101.10 17.28%
27.0 | 700 830 101.0
0"I""I":I'III""III!:"I""'I""I.'"'I"'"I'":I""I""I""I""I"''I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344: 3-Hexanol, 4-methyl-
59.0

5.00 5.20 5.40 5.60
5000 41.0 m/z 58.10 15.11%

29.
‘ 87.0
R T . —
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 B maa e L A
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.44%
5000 41.0
A UA N 1) 1260 1420
o AN . DRSS § A MBS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

Data File : BF108522.D

Aca On : 27 Aug 2018 20:30

Operator : Ju/SJ

ﬁ?ggle : J4556-10 20180535 AMENDED-COMPOSITE-
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 3

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

6.77 34.91 ng 1269770 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 754 (6.772 min): BF108522.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 st (| o %o Tho ok 60 b0 75
Ol el el 30 L 30011 L "m/z 68.10  39.91%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRR SRS NSRRI NRRAR N
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 33.55%
o 699 0.0 | 115.0
B A R RS A AL AR AR RS LS EERRE SRS RARSE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 24 _.97%
63.0 81.0
o310 500 | | 9201010 112.0 |
iz % 4 B 8 . 8 80 100 1o 130 10 10
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e N o  BRREE
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 15.64%
5000 67.0
41.0 97.0
‘ 20.0 117.0
0....|....‘l.‘...l‘..‘..l‘.‘.‘.llu.‘.‘.‘l‘....|..‘..|.1.q7.0....‘|....|"... - R RRARE R mas
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\

Data File : BF108522.D

Acq On : 27 Aug 2018 20:30

Operator : JU/SJ

ﬁ?ggle : J4556-10 20180535 AMENDED-COMPOSITE-
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
2-Pentanone, 4-hy... 5.25 64.2 ng 2335400 1 7.00 727430 20.0
unknown6 .77 6.77 34.9 ng 1269770 1 7.00 727430 20.0
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