LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106735.D

Aca On : 23 Jun 2018 3:12

Operator : JU/SJ

Sample : J3573-18

Misc :

ALS Vial : 27 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 5.201 483 487 496 rBB 88342 113438 8.19% 1.005%
2 5.601 551 555 558 rBY 1219078 1164786 84.10% 10.319%
3 6.601 720 725 728 rBVY 1102245 1229518 88.77% 10.893%
4 6.737 743 748 751 rBV 1267247 1225337 88.47% 10.856%
5 6.960 782 786 789 rBV 358169 298413 21.55% 2.644%
6 7.119 808 813 816 rBY 1023939 986869 71.25% 8.743%
7 7.525 876 882 885 rBV 824021 816656 58.96% 7.235%
8 8.242 1000 1004 1007 rBV 417088 357397 25.80% 3.166%
9 9.313 1182 1186 1190 rBV 1382150 1385034 100.00% 12.271%
10 9.707 1249 1253 1260 rVB 99859 95240 6.88% 0.844%
11 9.907 1284 1287 1291 rBB 20246 16138 1.17% 0.143%
12 10.001 1299 1303 1309 rVB 412299 371931 26.85% 3.295%
13 10.407 1370 1372 1375 rVB 33734 26538 1.92% 0.235%
14 10.795 1433 1438 1441 rBvV 822388 793038 57.26% 7.026%
15 10.883 1449 1453 1463 rVB 30352 31914 2.30% 0.283%

16 11.489 1552 1556 1566 rBV 393240 323834 23.38% 2.869%
17 13.077 1821 1826 1829 rBV 1268654 1222774 88.28% 10.833%

18 13.954 1971 1975 1986 rBvV 68408 81344 5.87% 0.721%
19 14.136 2002 2006 2010 rBvV 378718 354317 25.58% 3.139%
20 14.589 2080 2083 2089 rBV2 16696 18911 1.37% 0.168%
21 14.907 2133 2137 2141 rBV 13987 13854 1.00% 0.123%
22 15.671 2261 2267 2274 rBV2 236853 323375 23.35% 2.865%
23 16.118 2339 2343 2348 rVB3 11057 15079 1.09% 0.134%
24 16.654 2429 2434 2440 rBV5 10718 21614 1.56% 0.191%
Sum of corrected areas: 11287349
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106735.D

Aca On : 23 Jun 2018 3:12

Operator : JU/SJ

Sample : J3573-18

Misc :

ALS Vial : 27 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

Abundance TIC: BF106735.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106735.D

Aca On : 23 Jun 2018 3:12

Operator : JU/SJ

Sample : J3573-18

Misc :

ALS Vial : 27 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 3

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

5.20 7.60 ng 113438 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 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 487 (5.201 min): BF106735.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 S SR UL SRR
| 83.0 | 480 5.00 5.20 5.40 5.60
o et bt e e e m/z 59.00 58.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SR UL AR
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 21.88%
o 270 | 510 ‘ 69.0 830910 |
miz--> 1 20 30 40 % 60 70 8 % 100 110
Abundance
43.0
o 450 5b0 520 540 560
5000 m/z 58.00 17 .55%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T RRme
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.44%
5000 41.0
31.0
69.0 870
L owso ) sl | %50
miz--> 10 20 30 4'0 % 80 70 8 90 100 10| | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106735.D

Aca On : 23 Jun 2018 3:12

Operator : JU/SJ

Sample : J3573-18

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 82.12 ng 1225340 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.742 min): BF106735.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 rrrrrrTyrTrrTTTT T T T T
400 540 6.40 6.60 6.80 7.00
o....,....,':...,....,.:I'.|,..7.5?,1....,..!.,.1??.?....,....,"...,.. m/z 134.00  33.76%
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
5000 AR S S AR
6.40 6.60 6.80 7.00
210 510 m/z 68.10 32.63%
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 67.0 m/z 66.00 19.95%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e R
132.0 6.40 6.60 6.80 7.00
m/z 96.10 13.24%
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\BF062218\
Data File : BF106735.D

Aca On : 23 Jun 2018 3:12

Operator : JU/SJ

Sample : J3573-18

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4_.59 ng 81344 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 90
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 90
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 80
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 74
Abundance Scan 1974 (13.948 min): BF106735.D (-1971) (-) m/z 57.00 100.00%
510 g31
5000 1111

13.60 13.80 14.00 14.20

Ot m/z 43.00 89.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55.0
97.0
5000
290 13.60 13.80 14.00 14.20
: 0
195.0 m/z 54.95 84 .39%
0 I, 153.0 181.0 308.0
ARNRRRRE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 83.10 81.31%
83.0
29.0 111.0

o 139.0 168.0 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #197139: Carbonic acid, isobutyl octadecy! ester

13.60 13.80 14.00 14.20

m/z 97.10 76 .75%

5000

111.0
139.0 168.0 196.0 224.0 253.0

m/z--> 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\BF062218\
Data File : BF106735.D

Acq On : 23 Jun 2018 3:12

Operator : JU/SJ

Sample - J3573-18

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.20 7.6 ng 113438 1 6.96 298413 20.0
unknown6 .74 6.74 82.1 ng 1225340 1 6.96 298413 20.0
1-Docosene 13.95 4.6 ng 81344 5 14.14 354317 20.0
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