LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106784.D

Aca On : 25 Jun 2018 21:02

Operator : JU/SJ

Sample = J3594-07

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-BF061918 .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 rBB 90833 134911 7 .80% 0.892%
2 5.607 551 556 559 rBY 1316696 1357751 78.47% 8.977%
3 6.607 720 726 729 rBVY 1198596 1434068 82.88% 9.482%
4 6.737 743 748 751 rBVY 1350535 1440101 83.23% 9.522%
5 6.954 782 785 789 rBV 479707 437243 25.27% 2.891%
6 7.113 808 812 816 rBVY 1167001 1177617 68.06% 7.786%
7 7.525 876 882 885 rBV 911358 988315 57.12% 6.535%
8 7.678 905 908 911 rBB 38298 29026 1.68% 0.192%
9 8.242 999 1004 1007 rBV 604755 575424 33.26% 3.805%
10 9.313 1180 1186 1190 rBvV 1577896 1730316 100.00% 11.441%
11 9.701 1249 1252 1260 rVB 229897 219375 12.68% 1.450%
12 9.907 1284 1287 1291 rBV 27224 22331 1.29% 0.148%
13 10.001 1298 1303 1306 rBvV 703616 684533 39.56% 4.526%
14 10.407 1370 1372 1375 rVB 55314 39310 2.27% 0.260%
15 10.625 1403 1409 1412 rBvV 18075 22672 1.31% 0.150%
16 10.795 1433 1438 1441 rBV 1164372 1137083 65.72% 7.518%
17 10.878 1449 1452 1457 rBvV 54539 60963 3.52% 0.403%
18 11.330 1525 1529 1531 rBvV 34791 27184 1.57% 0.180%
19 11.489 1552 1556 1560 rBvV 761446 698683 40.38% 4.620%
20 12.948 1797 1804 1807 rBV3 12628 20478 1.18% 0.135%

21 13.077 1821 1826 1829 rBV 1596355 1590412 91.91% 10.516%
22 13.948 1971 1974 1986 rBV 161400 161028 9.31% 1.065%
23 14.142 2002 2007 2010 rBV 506710 499017 28.84% 3.299%
24 14.589 2079 2083 2091 rBV3 25440 39317 2.27% 0.260%
25 15.677 2261 2268 2277 rVB 396897 541380 31.29% 3.580%

26 16.118 2338 2343 2347 rVB2 11589 18261 1.06% 0.121%

27 16.171 2349 2352 2359 rVV6 8793 18054 1.04% 0.119%

28 16.695 2437 2441 2448 rVB 10898 19386 1.12% 0.128%
Sum of corrected areas: 15124239
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106784.D

Aca On : 25 Jun 2018 21:02

Operator : JU/SJ

Sample : J3594-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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: BF106784.D
1500000
5.61 6.74
6.61 711
1000000 752
500000 6.95
5.21 768
r-~{fyF ] 7Tt
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF106784.D
1500000 9|31 13,08
10.80
1000000
11.49
10.00
8.24
500000
9.70
. | n 9.9 10411062 ({088 1133 12,95
L e e e L e e e e A e B e e e e i e o o s Tt T T peimr—r
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF106784.D
1500000
1000000
14.14
500000 15.68
13.95
0 1{§9 166.27 16.69
T T A B B e s e e == L i H L B B L e e S S B S ey B B B
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106784.D

Aca On : 25 Jun 2018 21:02

Operator : JU/SJ

Sample : J3594-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4

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

5.21 6.17 ng 134911 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 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (5.207 min): BF106784.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRS DS R S
| 83.0 | 4.80 5.00 5.20 5.40 5.60
o} R W) AN m/z 59.00 59.86%
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 RS R LIS I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 20.06%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 16.87%
20.0 101.0
ol 20 73.0 85.0
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 e ERama paa R
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.68%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106784.D

Aca On : 25 Jun 2018 21:02

Operator : JU/SJ

Sample : J3594-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 65.87 ng 1440100 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.743 min): BF106784.D (-743) (-) m/z 132.10 100.00%
13%.1
5000
68.1
96.1 rTrrrrTyTTrTTT T T T T T T
400 540 6.40 6.60 6.80 7.00
o....,...:p:...,::..,.:ln.',..7.5?',0....,..!.,?1??:?....,....,"...,.. m/z 68.10  34.73%
m/z--> 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 A
5000 IR S LR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.02%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 21.01%
33.0 44.0 0.0 105.0
0'"'P"'I"'W"'é??"'{'”g?P'”I""I'”'I%%qpl"”l""I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine B L R
132.0 6.40 6.60 6.80 7.00
m/z 96.10 14 .05%
97.0
5000
70.0
31.0
0 ‘ 44.0 L, 6(‘) \0 | 86 0 | 116.0 !
m/z--> 30 40 50 60 7'0 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\BF062518\
Data File : BF106784.D

Aca On : 25 Jun 2018 21:02

Operator : JU/SJ

Sample : J3594-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.45 ng 161028 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1974 (13.948 min): BF106784.D (-1971) (-) m/z 57.05 100.00%

5000

13.60 13.80 14.00 14.20
m/z 55.00 92.27%

o 207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55.0 83.0

5000 111.0 S R s B e
13.60 13.80 14.00 14.20

m/z 83.05 88 .36%

29.0
0 139.0 167.0 1960 238.0 266.0 294.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
550 83.0
R R ARRAD REEEE TSI
13.60 13.80 14.00 14.20
5000 111.0 m/z 43.00 82.67%
29.0 139.0

0 167.0 196.0 224.0 252.0 280.0 308.0

m@ﬂmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #194133: Dichloroacetic acid, heptadecyl ester e
13.60 13.80 14.00 14.20

m/z 97.10 78 .50%

5000 111.0

29.0

:

139.0 1680  210.0 238.0 266.0 295.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062518\
Data File : BF106784.D

Acq On : 25 Jun 2018 21:02

Operator : JU/SJ

Sample - J3594-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.21 6.2 ng 134911 1 6.96 437243 20.0
unknown6 .74 6.74 65.9 ng 1440100 1 6.96 437243 20.0
1-Heneicosanol 13.95 6.5 ng 161028 5 14.14 499017 20.0
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