LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111796.D

Aca On - 28 Dec 2018 18:39 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : J6591-01 MWO09 122718

ALS Vial : 12 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-BF121918.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 2.222 18 23 31 rvB 381631 489698 10.43% 1.582%
2 5.116 512 515 524 rVB 76383 88870 1.89% 0.287%
3 5.540 583 587 591 rBY 2237624 1980698 42.18% 6.399%
4 6.539 753 757 765 rBVY 1382236 1302188 27.73% 4.207%
5 6.681 776 781 784 rBVY 4072735 3689244 78.57% 11.920%

6.904 815 819 822 rBV 1205553 949319 20.22% 3.067%
7.063 842 846 849 rBV 3894140 3536004 75.31% 11.424%
7.463 909 914 917 rBV 2749613 2828231 60.23% 9.138%
8.186 1033 1037 1040 rBV 1366153 1091420 23.24% 3.526%
9.263 1215 1220 1223 rBV 5409564 4695406 100.00% 15.170%

=
QO ~NO®

11 9.645 1282 1285 1289 rBV 188463 152202 3.24% 0.492%
12 9.939 1332 1335 1339 rBV 1135007 1023551 21.80% 3.307%
13 10.733 1465 1470 1473 rBV 2696514 2328899 49.60% 7.524%
14 11.427 1584 1588 1592 rBV 1053070 869681 18.52% 2.810%
15 13.016 1853 1858 1861 rBV 3974651 3690947 78.61% 11.925%

16 13.910 2007 2010 2018 rBV2 48434 63050 1.34% 0.204%
17 14.068 2033 2037 2042 rBV 1028341 902974 19.23% 2.917%
18 14.227 2061 2064 2067 rBV 73536 72653 1.55% 0.235%

19 14.539 2114 2117 2120 rVB 111269 105626 2.25% 0.341%
20 14.851 2167 2170 2173 rVB 156177 149232 3.18% 0.482%

21 15.198 2225 2229 2233 rBV 160368 190327 4._05% 0.615%
22 15.562 2286 2291 2294 rBV 474676 623630 13.28% 2.015%
23 16.039 2369 2372 2378 rVB 92526 127453 2.71% 0.412%

Sum of corrected areas: 30951303
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111796.D

Aca On - 28 Dec 2018 18:39

Operator : JU/SJ

ﬁ?ggle i J6591-01 MW09 122718
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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: BF111796.D
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I
5.50 6.00 6.50 7.00 7.50

5000000

4000000 13.02

3000000 10.73

2000000

8.19
9.94 11.43
1000000

9.65

e Eaamama a e

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: BF111796.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111796.D

Aca On - 28 Dec 2018 18:39

Operator : JU/SJ

ﬁ?ggle i J6591-01 MW09 122718
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.22 10.32 ng 489698 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 23 (2.222 min): BF111796.D (-18) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 871
| 2.20 2.30 2.40 2.50 2.60
Olrrrprrrrprrrr bt el bl ek e || M7z 43.05 45 49%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 MR IR N UG RARAE RARRE B
43.0 2.20 2.30 2.40 2.50 2.60
" 550 87.0 m/z 55.05 30.28%
29.0
0 L MA
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AR VAN IUNURE UG IUARAE RARRE
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.10 26.33%
29.0
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 §o 40 §0 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 14.27%
5000
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111796.D

Aca On - 28 Dec 2018 18:39

Operator : JU/SJ

ﬁ?ggle i J6591-01 MW09 122718
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.68 Concentration Rank 1

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

6.68 77.72 ng 3689240 1,4-Dichlorobenzene-d4 6.90
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 16
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 781 (6.681 min): BF111796.D (-776) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 540 ‘ sl 640 6.60 6.80 7.00
0 .,....,....',....,!!..,-!.'.|,..7.E.‘,1....,...|.,?1??.1,.1.1.7.,0....,-'...,.. m/z 68.10 44.14%
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 UL A L R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.92%
0'|”'WL“ww!“|“"w'“i“?hq”'l“'w'“'w"w'“'l““l”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 29.91%
33.0 44.0 0.0 105.0
o 60.0 0.0 ‘ | 115.0
s % % Ao B e o e @ 0 16 1% 1% 150
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.52%
5000
92.0
o270 390 510 70 1059 117.0
A A AT S S P P Y 640 6.60 6.80 7.00

8270-BF121918.M Sun Dec 30 21:57:23 2018

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111796.D

Aca On - 28 Dec 2018 18:39

Operator : JU/SJ

ﬁ?ggle i J6591-01 MW09 122718
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .54 2.34 ng 105626 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2117 (14.539 min): BF111796.D (-2114) (-) m/z 57.10 100.00%
57.1
5000
1402 206.1 2673 355.0 14.20 14.40 14.60 14.80
I L. 1744 351 3902 491 Tn/z 43.10  69.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175556: Tetracosane
57.0
5000 LR DA DU B SRS
14.20 14.40 14.60 14.80
99.0 m/z 71.10 67 .34%
oL LU L LTy 140 1830 2250 2810 3380
e v T N A "
Abundance #117638: Nonadecane
57.0
14:20 14.40 14.60 14.80
5000 m/z 85.10 48 .89%
o | ] 93'0‘\ 141 0 183.0 225.0 2680
m/z--> §o 160 1éo 260 250 360 3éo 460
Abundance #59882: Tetradecane e o A RERER R
57.0 14.20 14.40 14.60 14.80
m/z 55.10 26.95%
5000
m/z--> 50 100 150 200 250 300 350 400 14.20 1440 1460 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111796.D

Aca On - 28 Dec 2018 18:39

Operator : JU/SJ

ﬁ?ggle i J6591-01 MW09 122718
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 7 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.04 4.09 ng 127453 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Heneicosane. 10-methvl- 310 C22H46 013287-25-7 64
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 60
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 60
5 Hexacosane 366 C26H54 000630-01-3 53
Abundance Scan 2372 (16.039 min): BF111796.D (-2369) (-) m/z 57.10 100.00%
57.1
%01 141.1  191.1920.2251.2 297.1329.2 371.2 404.3 - IZI.I58IOI I].IGOIOI I].ESZIOI I2I.234IOI I
ob— - : m/z 71.10 53.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
510
5000 LRI UL BN BRI R
mmmmmmmm
m/z 43.10 50.20%
0 J 141 0 18[3 0 239.0 280.031?'0
mz> 's'o 100 '150 oo 2o o 3% abo
Abundance #153229: Heneicosane, 10-methyl-
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 85.10 36.57%
99.0 154.0
m/z--> 55 160 1%0 260 250 360 3%0 400
Abundance #83031: Tridecane, 5-propyl- b RREmE EE e
57.0 15.80 16.00 16.20 16.40
m/z 55.10 23.46%
5000 w
‘ 112 1830
ol by HIJ ﬂ 1420 ??QQ e — e —
m/z--> 50 100 150 200 250 300 350 400 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF122818\

Data File : BF111796.D

Acg On : 28 Dec 2018 18:39

Operator : JU/SJ

ﬁ?ggle i J6591-01 MWO9 122718
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
Butane, 2-methoxy... 2.22 10.3 ng 489698 1 6.90 949319 20.0
unknown6 .68 6.68 77.7 ng 3689240 1 6.90 949319 20.0
Tetracosane 14_.54 2.3 ng 105626 5 14.07 902974 20.0
Docosane 16.04 4.1 ng 127453 6 15.56 623630 20.0
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