LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106452.D

Aca On : 14 Jun 2018 19:44

Operator : JU/SJ

Sample : J3498-11

Misc :

ALS Vial : 18 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-BF061118.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 4.101 295 300 305 rVB 880815 1062159 38.64% 4.202%
2 5.201 483 487 494 rBV 225814 257434 9.37% 1.018%
3 5.613 553 557 564 rBVY 2449805 2574522 93.66% 10.185%
4 6.607 723 726 742 rVB 2491782 2574858 93.67% 10.186%
5 6.748 746 750 753 rBY 2765664 2499773 90.94% 9.889%
6 6.966 783 787 790 rBVY 1011103 787325 28.64% 3.115%
7 7.125 809 814 817 rBVY 2330040 2065667 75.15% 8.172%
8 7.531 878 883 886 rBY 1647670 1672812 60.85% 6.618%
9 8.248 1001 1005 1008 rBV 1184376 952031 34.63% 3.766%
10 9.325 1183 1188 1191 rBV 2869859 2748856 100.00% 10.874%
11 9.713 1250 1254 1259 rBV 357661 287364 10.45% 1.137%
12 9.919 1285 1289 1293 rVB2 55917 47724 1.74% 0.189%
13 10.007 1300 1304 1308 rVB 1100516 911379 33.15% 3.605%
14 10.419 1371 1374 1377 rVB 68190 58304 2.12% 0.231%
15 10.795 1434 1438 1442 rBV 1378652 1349377 49.09% 5.338%
16 10.895 1452 1455 1461 rBvV 57778 63588 2.31% 0.252%
17 11.495 1554 1557 1560 rBvV 837847 777997 28.30% 3.078%
18 12.713 1761 1764 1767 rBV 57427 50198 1.83% 0.199%
19 12.942 1800 1803 1805 rBvV 89189 77109 2.81% 0.305%
20 12.966 1805 1807 1810 rVB 44984 37820 1.38% 0.150%

21 13.083 1823 1827 1830 rBV 2629776 2341611 85.18% 9.263%
22 13.266 1856 1858 1861 rBV3 24289 28563 1.04% 0.113%
23 13.971 1974 1978 1986 rBV 209605 250594 9.12% 0.991%
24 14.148 2004 2008 2012 rBV 943666 913148 33.22% 3.612%
25 14.613 2085 2087 2090 rVB2 63923 56072 2.04% 0.222%

26 15.013 2153 2155 2159 rVB 166928 158391 5.76% 0.627%
27 15.689 2266 2270 2278 rVB2 495419 673409 24 _.50% 2.664%

Sum of corrected areas: 25278085
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106452.D

Aca On : 14 Jun 2018 19:44

Operator : JU/SJ

Sample : J3498-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106452.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106452.D

Aca On : 14 Jun 2018 19:44

Operator : JU/SJ

Sample : J3498-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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.

5.20 6.54 ng 257434 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 487 (5.201 min): BF106452.D (-483) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1
| 83.0 | 480 5.00 5.20 5.40 5.60
0“W““V“W““m“w”LVHﬁHHPHW““V“w““P“'““V“W““V“' m/z 59.00 58.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR UL IS I
59.0 480 500 520 540 5.60
0
150 1010 m/z 101.10 19.33%
28. 83.0
A A AL A RS AR AL AR R AR AR LA UMM AR LA A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 16.00%
101.0
270 40 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.60%
5000
43.0
0 ., 80 980 1230 1410 159.0
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 150 130 140 150 160 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106452.D

Aca On : 14 Jun 2018 19:44

Operator : JU/SJ

Sample : J3498-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 1

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

6.75 63.50 ng 2499770 1,4-Dichlorobenzene-d4 6.97
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 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 750 (6.748 min): BF106452.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || 7m0 Mios0 ow0 ok 60 7bo
Obr et el 80 L3080 Wl "m/z 68.10  39.43%
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 N
5000 SR SRS UL R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 34.07%
0'|“'w'“le“JL"V'Ji“Y%QH'l“'W'“'w"w'“'l“”l“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 25.18%
41.0 97.0
53.0
70.0 117.0
0'P'”I”'W'”'P'”I”'W'“'P'”I”'Wﬁezq'”I“'W'”'P”
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- e IEEEE mE s s
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.41%
117.0
5000
39.0 910
o 7 %) @0 mo | awso ||
- 77 e
mz-> 20 30 40 50 60 70 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\BF061418\
Data File : BF106452.D

Aca On : 14 Jun 2018 19:44

Operator : JU/SJ

Sample : J3498-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.49 ng 250594 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 1-Nonadecene 266 C19H38 018435-45-5 92
3 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 E-7-Octadecene 252 C18H36 1000130-92-0 91
Abundance Scan 1978 (13.971 min): BF106452.D (-1974) (-) m/z 57.05 100.00%
5%.0
97.1
NSRRI UL B
20.1 230.1 13.60 13.80 14.00 14.20
b d WL FED2 1800 PR 2rrasie2 | Tm/z 43.05  75.36%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151537: 1-Docosene
57.0 97.0
5000 DU R L SR
308.0 Bmmmmmmm
m/z 55.00 62.04%
ol15:0 ‘“ ‘ h\ L m L n? %230 266.0 N
miz--> 0 50 250 300 350 400 450
Abundance
57.0 97.0
13.60 13.80 14.00 14.20
5000 m/z 71.10 57.49Y%
0 266.0
o 15.0 181.0 224.0
miz--> 0 éo 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #232520: Nonadecy! heptafluorobutyrate S BamaE T
57.0 97.0 13.60 13.80 14.00 14.20
m/z 83.10 57.07%
39.0
ol d \#\ | . 18202230 6?'0 3110 462.0
miz--> 0 éo 160 1éo 260 250 360 3%0 460 4éo 1360 1380 1400 1420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106452.D

Aca On : 14 Jun 2018 19:44

Operator : JU/SJ

Sample : J3498-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 6 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.01 4.70 ng 158391 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 74
2 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 72
3 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 64
4 2.6-Octadiene. 4-methvl- 124 C9H16 074498-94-5 59
5 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 59
Abundance Scan 2155 (15.013 min): BF106452.D (-2153) (-) m/z 69.10 100.00%
69.1 q
5000
1231 14:60 14.80 15.00 15.20 15.40
- .I,-l.' oy Ly 2o 21712989 2901 3331 3863 | Tz 81.10  50.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LN UL DAL S B
14.60 14.80 15.00 15.20 15.40
m/z 41.00 20.19%
137.0
0 294‘d { 11050, |, 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14:60 14.80 15.00 15.20 15.40
5000 m/z 95.10 12.09%
107.0
o 29.0 161.0 204.0 272.0 NMJAVWNw“wNVV“”jLMW“UMMV\NJWVMN
m/z--> 50 100 150 200 250 300 350 400
Abundance #16961: 1,6-Octadiene, 3,5-dimethyl-, trans- R R REEEE R
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.05 10.82%
- “/LML/W
0 27\\.0‘\ bl 1 123.0
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061418\
Data File : BF106452.D

Acq On : 14 Jun 2018 19:44

Operator : JU/SJ

Sample : J3498-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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 6.5 ng 257434 1 6.97 787325 20.0
unknown6.75 6.75 63.5 ng 2499770 1 6.97 787325 20.0
1-Docosene 13.97 5.5 ng 250594 5 14.15 913148 20.0
Supraene 15.01 4.7 ng 158391 6 15.69 673409 20.0
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