LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106512.D

Aca On : 16 Jun 2018 00:17

Operator : JU/SJ

Sample : J3518-04

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-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 5.207 485 488 496 rVB 199589 244145 9.40% 1.083%
2 5.613 554 557 570 rBVY 2703902 2596439 100.00% 11.515%
3 6.613 723 727 742 rVB 2631551 2571413 99.04% 11.404%
4 6.748 745 750 753 rBY 2688334 2492180 95.98% 11.052%
5 6.966 783 787 791 rVB 849463 667409 25.70% 2.960%
6 7.125 810 814 817 rBV 2348465 2049278 78.93% 9.088%
7 7.531 878 883 886 rBY 1665899 1602212 61.71% 7.105%
8 8.248 1001 1005 1008 rBV 900773 721215 27.78% 3.198%
9 9.325 1183 1188 1191 rBvV 2537857 2417264 93.10% 10.720%
10 9.713 1250 1254 1262 rBV 275930 231115 8.90% 1.025%
11 9.919 1285 1289 1293 rBV 36159 29009 1.12% 0.129%
12 10.007 1300 1304 1308 rBvV 758112 650173 25.04% 2.883%
13 10.419 1372 1374 1377 rVB 47297 36173 1.39% 0.160%
14 10.801 1435 1439 1442 rBVY 1603509 1391521 53.59% 6.171%
15 10.895 1452 1455 1459 rBvV 41405 39471 1.52% 0.175%
16 11.501 1554 1558 1561 rBvV 756165 644213 24.81% 2.857%
17 12.883 1790 1793 1798 rVB 61851 52663 2.03% 0.234%
18 12.948 1798 1804 1806 rBvV2 25620 29890 1.15% 0.133%

19 13.083 1823 1827 1831 rBV 2584940 2445333 94.18% 10.845%
20 13.966 1974 1977 1988 rVB 154191 173250 6.67% 0.768%

21 14.107 1998 2001 2004 rBV 37899 30992 1.19% 0.137%
22 14.148 2004 2008 2011 rBV 867539 743002 28.62% 3.295%
23 14.242 2021 2024 2026 rBV 43034 39836 1.53% 0.177%
24 14.607 2083 2086 2090 rBV5 40832 52109 2.01% 0.231%
25 14.771 2112 2114 2118 rVB 39387 32595 1.26% 0.145%
26 15.007 2151 2154 2159 rVB2 54936 63690 2.45% 0.282%

27 15.683 2264 2269 2275 rBV 381452 502393 19.35% 2.228%

Sum of corrected areas: 22548983
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\

BF106512.D

16 Jun 2018 00:17

JussJ

J3518-04

27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106512.D

Aca On : 16 Jun 2018 00:17

Operator : JU/SJ

Sample : J3518-04

Misc :

ALS Vial : 27 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 7.32 ng 244145 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 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 488 (5.207 min): BF106512.D (-485) (-) m/z 42.95 100.00%
43.0
59.0
5000
o 480 500 520 540 560
o..,....,....,....I,'::.?,l-.o.~!~l,....,....f‘.3~:°..,...=,|....,. m/z 59.00 61.46%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS LS RS B
4.80 5.00 520 5.40 5.60
59.0 1010 m/z 101.10 18.95%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540 560
5000 m/z 58.00 16.91%
410 101.0
ol 150 810 " 510 69.0 830
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e ERam paa R
59.0 4.80 5.00 520 5.40 5.60
m/z 40.95 8.92%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 510“‘ : . 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106512.D

Aca On : 16 Jun 2018 00:17

Operator : JU/SJ

Sample : J3518-04

Misc :

ALS Vial : 27 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 unknown6.75 Concentration Rank 1

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

6.75 74.68 ng 2492180 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.748 min): BF106512.D (-745) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 510 || o0 * s Tk ok oo b
O s m/z 68.10 40.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 SR RS UL SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.54%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Ti ok sk T
5000 98.0 116.0 m/z 66.00 25.41%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.41%
5000
63.0 810
0 31.0 SQ'O\ m‘ Ly | ‘\ | 990\11%0 |
miz-> 40 60 80 100 120 140 160 180 640 660 6.80 7.00

8270-BF061118.M Mon Jun 18 11:56:27 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106512.D

Aca On : 16 Jun 2018 00:17

Operator : JU/SJ

Sample : J3518-04

Misc :

ALS Vial : 27 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 4 Pentafluoropropionic acid, ... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.97 4.66 ng 173250 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1978 (13.971 min): BF106512.D (-1974) (-) m/z 57.05 100.00%
57.0
. 'L'——LJN
R R R s e s e
0 : m/z 43.00 95.25%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 LA L L L L L L L LB B B
13.60 13.80 14.00 14.20
200 125.0 m/z 83.10 88.450%
ol i \‘ i = O 280 3560
m/z--> 50 200 250 300 350
Abundance
57.0
R R R o o
97.0 13.60 13.80 14.00 14.20
5000 m/z 55.00 85.87%
29.0 125.0
0 154.0 196.0224.0 269.0 320.0
LA e e e L B e e o e L
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol  EEERaREEEE T
55,0 83.0 13.60 13.80 14.00 14.20
m/z 97.10 81.26%
5000 111.0 ‘Jw\—/\w
o ZHP‘LJ ‘ \133?0}6701960 238.0266.0294.0
Tt T L S L B o s o o I o e N
m/z--> 50 200 250 300 350 13 60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106512.D

Aca On : 16 Jun 2018 00:17

Operator : JU/SJ

Sample : J3518-04

Misc :

ALS Vial : 27 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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.01 2.54 ng 63690 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 46
2 Saualene 410 C30H50 000111-02-4 43
3 Pentane. 1.5-dibromo- 228 C5H5H10Br2 000111-24-0 38
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 38
5 Geranyl acetate 196 C12H2002 000105-87-3 37
Abundance Scan 2154 (15.007 min): BF106512.D (-2151) (-) m/z 69.10 100.00%
69.1
5000 149.0 ML
192.0 326.0 14.60 14.80 15.00 15.20 15.40
ol 2211 2810 m/z 81.05 48.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 R PR UM UL B
14.60 14.80 15.00 15.20 15.40
20 m/z 149.00 38.44%
o120 i'r [ U | . 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
69.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 41.05 29.77%
137.0
o 29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #84688: Pentane, 1,5-dibromo- A e o
69.0 14.60 14.80 15.00 15.20 15.40
m/z 167.00 16.04%
5000
39.0 150.0
107.0
bbb 0 | mo
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\BF061518\
Data File : BF106512.D

Acq On : 16 Jun 2018 00:17

Operator : JU/SJ

Sample - J3518-04

Misc :

ALS Vial : 27 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... 5.21 7.3 ng 244145 1 6.97 667409 20.0
unknown6.75 6.75 74.7 ng 2492180 1 6.97 667409 20.0
Pentafluoropropio... 13.97 4.7 ng 173250 5 14.15 743002 20.0
Supraene 15.01 2.5 ng 63690 6 15.68 502393 20.0
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