LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082818\
Data File : BF108571.D
Aca On : 28 Aug 2018 22:23 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J4556-10 20180535-AMENDED-COMPOSITE-
ALS Vial : 21 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 5.248 488 495 515 rBV 1410271 1962888 88.64% 10.476%
2 5.637 558 561 594 rBV 463942 975654 44 .06% 5.207%
3 6.631 726 730 750 rBVY 1048648 1748827 78.98% 9.334%
4 6.772 750 754 773 rVB 1122458 1283680 57.97% 6.851%
5 7.001 789 793 799 rBV 560984 622272 28.10% 3.321%
6 7.154 815 819 835 rBVY 1613992 1654696 74.72% 8.831%
7 7.560 884 888 902 rBVY 1183418 1379730 62.31% 7.364%
8 7.725 911 916 922 rVB2 48201 62863 2.84% 0.336%
9 8.284 1007 1011 1025 rBV 773167 822744 37.15% 4.391%
10 9.354 1189 1193 1202 rBvV 2523301 2214393 100.00% 11.819%
11 9.442 1205 1208 1216 rVB3 17021 24895 1.12% 0.133%

12 9.748 1256 1260 1267 rBV 204271 208902 9.43% 1.115%
13 10.042 1306 1310 1322 rVB2 945457 862498 38.95% 4.603%
14 10.836 1441 1445 1457 rBV 610293 580322 26.21% 3.097%

15 10.925 1457 1460 1464 rVvv3 17323 26874 1.21% 0.143%
16 10.972 1465 1468 1471 rVB 32979 30404 1.37% 0.162%
17 11.419 1538 1544 1549 rBvV4 31985 54687 2.47% 0.292%

18 11.542 1561 1565 1568 rBV 748664 717528 32.40% 3.830%
19 13.124 1830 1834 1837 rBV 2030523 1759309 79.45% 9.390%
20 14.018 1981 1986 1995 rBV3 47183 111399 5.03% 0.595%

21 14.142 2003 2007 2009 rVB 27352 24582 1.11% 0.131%
22 14.195 2012 2016 2020 rBV 808690 740289 33.43% 3.951%
23 14.318 2032 2037 2040 rBV2 20401 24857 1.12% 0.133%
24 14.624 2086 2089 2093 rVB2 24127 24123 1.09% 0.129%
25 14.948 2141 2144 2148 rVB 36830 37778 1.71% 0.202%
26 15.030 2155 2158 2162 rBV 32498 37285 1.68% 0.199%
27 15.307 2202 2205 2210 rVB 38998 49279 2.23% 0.263%
28 15.718 2272 2275 2276 rBV2 32794 33329 1.51% 0.178%
29 15.748 2276 2280 2287 rVB 400329 564518 25.49% 3.013%
30 16.189 2351 2355 2363 rVB2 32703 55942 2.53% 0.299%
31 16.742 2445 2449 2454 rVB3 22845 39923 1.80% 0.213%
Sum of corrected areas: 18736470
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108571.D

Aca On : 28 Aug 2018 22:23

Operator : Ju/SJ

ﬁ?ggle : J4556-10 20180535 AMENDED-COMPOSITE-
ALS Vial : 21 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: BF108571.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108571.D

Aca On : 28 Aug 2018 22:23

Operator : Ju/SJ

ﬁ?ggle : J4556-10 20180535 AMENDED-COMPOSITE-
ALS Vial : 21 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 63.09 ng 1962890 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 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 495 (5.248 min): BF108571.D (-488) (-) m/z 43.10 100.00%
43.1
59.1
5000
1ot " 500 520 540 5.60
IRt R Y- < SN NN B 7 = " | R0 51
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ko 5k S0 sk
0
150 a0 1010 m/z 101.10 17.92%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 " 500 520 540 5.60
5000 m/z 58.10 15.20%
20.0 101.0
0 180 | 1. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e T
54.0 5.00 5.20 5.40 5.60
m/z 41.10 9.38%
5000 41.0
31.0
69.0 87.0
0 15.0 “‘H ‘m‘ SOQ“‘ . . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108571.D

Aca On : 28 Aug 2018 22:23

Operator : Ju/SJ

ﬁ?ggle : J4556-10 20180535 AMENDED-COMPOSITE-
ALS Vial : 21 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 41.26 ng 1283680 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.772 min): BF108571.D (-750) (-) m/z 132.00 100.00%
1

w
N
o

5000 68.1
R e e S RRmmE
400 540 ‘| 78.0 %i'l 06.0 6.40 6.60 6.80 7.00 7.20
Obr b bl G839l 00l Tm/z 68.10  45.43%
m/z--> 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 7.20
0
310 51.0 m/z 134.00 32.23%
0 [ITH _.1po .
B o e B R R RRERNEEEEE RS s SR n Ry
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-
132.0
117.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.94%
39.0 910
zo 1o oo Lo
0.,”Jq.”.“.”iL.w.h.“.”,”.w.”.PU”,”.h.”P,.”,”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.26%
97.0
5000
70.0
52.0
810 86.0 116.0
T N T E e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108571.D

Aca On : 28 Aug 2018 22:23

Operator : Ju/SJ

ﬁ?ggle : J4556-10 20180535 AMENDED-COMPOSITE-
ALS Vial : 21 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 4 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.02 3.01 ng 111399 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 83
5 n-Tetracosanol-1 354 C24H500 000506-51-4 83
Abundance Scan 1986 (14.018 min): BF108571.D (-1981) (-) m/z 55.10 100.00%
58,1
83.0
5000
" 13.80 14.00 14.20 14.40
(o} m/z 57.10 93.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55.0 83.0
5000 LB B B BRI B
13.80 14.00 14.20 14.40
29.0 m/z 43.10 86.95%
ol 168.0 196.0  238.0 266.0
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
550 83.0
" 13.80 14.00 14.20 14.40
5000 m/z 83.05 79 .95%
29.0
0 5 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol R B A ma
550 83.0 13.80 14.00 14.20 14.40
m/z 97.05 77 .40%
5000 111.0
29.0
0 139.0 167.0 1960 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13I80 14.00 14. 20 14}40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082818\

Data File : BF108571.D

Acq On : 28 Aug 2018 22:23

Operator : JU/SJ

ﬁ?ggle : J4556-10 20180535 AMENDED-COMPOSITE-
ALS Vial : 21 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 63.1 ng 1962890 1 7.00 622272 20.0
unknown6 .77 6.77 41.3 ng 1283680 1 7.00 622272 20.0
n-Nonadecanol-1 14.02 3.0 ng 111399 5 14.19 740289 20.0
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