LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107603.D

Aca On 23 Jul 2018 22:01

Operator : JU/SJ

Sample : J3991-01

Misc :

ALS Vial : 25 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-BF072018 .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 5.213 485 489 499 rVB 587742 680336 16.82% 1.831%
2 5.613 552 557 578 rBVY 3194311 4044480 100.00% 10.888%
3 6.607 722 726 746 rBVY 3176941 3956969 97.84% 10.652%
4 6.748 746 750 768 rVB 3895861 4023915 99.49% 10.832%
5 6.978 785 789 796 rBY 1066368 1135159 28.07% 3.056%

7.131 811 815 835 rBV 3250529 3227012 79.79% 8.687%
7.537 880 884 909 rBV 1888758 2422763 59.90% 6.522%
8.260 1003 1007 1027 rBV 1238107 1342878 33.20% 3.615%
9.331 1185 1189 1204 rBV 3670273 3704041 91.58% 9.971%
9.436 1204 1207 1218 rVB 115405 129520 3.20% 0.349%

=
QO ~NO®

11 9.725 1252 1256 1268 rBV 531657 477196 11.80% 1.285%
12 10.019 1302 1306 1316 rBV 1318513 1224206 30.27% 3.296%
13 10.813 1437 1441 1454 rBV 2390318 2433829 60.18% 6.552%
14 11.513 1556 1560 1569 rBV 1320279 1415327 34.99% 3.810%
15 12.019 1643 1646 1648 rBV3 62248 58517 1.45% 0.158%

16 12.730 1764 1767 1772 rBV 133981 138590 3.43% 0.373%
17 12.966 1802 1807 1813 rBV2 127550 230448 5.70% 0.620%
18 13.066 1821 1824 1825 rBV3 59692 59180 1.46% 0.159%
19 13.101 1826 1830 1836 rVB 4172208 3907847 96.62% 10.520%
20 13.977 1977 1979 1983 rBV 203168 181799 4._.49% 0.489%

21 14.166 2007 2011 2023 rBV 1299493 1416034 35.01% 3.812%
22 15.707 2268 2273 2281 rVB 611425 937473 23.18% 2.524%

Sum of corrected areas: 37147519
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF072318\

BF107603.D

23 Jul 2018 22:01

JussJ

J3991-01

25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107603.D

Aca On 23 Jul 2018 22:01

Operator : JU/SJ

Sample : J3991-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 11.99 ng 680336 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 488 (5.207 min): BF107603.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
toud 480 500 520 540 560
Ol e00 8O | 0 63 89
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R LIS UL
59.0 480 500 5.20 540 5.60
0
150 a0 1010 m/z 101.10 17.53%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 57.95 16.71%
31.0
69.0 870
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- S EEERE MRS SR . 7
59.0 480 500 520 540 560

m/z 41.00 8.32%

5000
41.0
29.0 101.0
[yl 1 ‘ \‘ I 50.0 1L 73.0 86.0 ‘

N SN Su—|V

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107603.D

Aca On 23 Jul 2018 22:01

Operator : JU/SJ

Sample : J3991-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 2 unknown6.75

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

6.75 70.90 ng 4023920 1,4-Dichlorobenzene-d4 6.98
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 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.748 min): BF107603.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0
40.0 540 | 6.40 6.60 6.80 7.00
Ottt el 780 | Age0 1170 W 77 68.00  39.52%
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
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.26%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ 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 26.82%
41.0 97.0
53.0
20.0 117.0
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
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.79%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T IBESSERESRESE SRR RR
m/z--> 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\BF072318\
Data File : BF107603.D

Aca On 23 Jul 2018 22:01

Operator : JU/SJ

Sample : J3991-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6

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

9.44 2.12 ng 129520 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 72
2 Bicvclol2.2.11heptane-1-methanes... 232 C10H1604S 005872-08-2 59
3 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 50
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 47
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 47

Abundance Scan 1208 (9.442 min): BF107603.D (-1204) (-) m/z 43.00 100.00%
43.0 109.0
151.1
5000
| 69.0 g1 9.20 9.40 9.60 9.80
Ob '.':"I.l','.'l.l'. .",".'.'.".'“,.'l. = = m/z 109.00 82 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 U L R L R
9.20 9.40 9.60 9.80
69.0 m/z 151.05 53.30%
X -‘.‘ - ,‘\,\HI ,m,\, ,HI‘ pup | e 1,6,\9;(,)| 10202110
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
109.0
41.0 81.0 151.0 9.20 9.40 9.60 9.80
5000 ' m/z 41.00 19.02%
0 63.0 133.0 175.0 232.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24972: Pyridine, 2-butyl-, 1-oxide e
109.0 9.20 9.40 9.60 9.80
m/z 154.00 12 .56%
5000 151.0
oL 320 790 | | ‘13 0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107603.D

Aca On 23 Jul 2018 22:01

Operator : JU/SJ

Sample : J3991-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.57 ng 181799 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 90
3 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 90
4 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 90
5 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 90
Abundance Scan 1979 (13.977 min): BF107603.D (-1977) (-) m/z 57.00 100.00%
57.0
5000 971
1.1 299 2 13.60 13.80 14.00 14.20
ol l ALJiL118422292 28113261 3771 S Us 60 59 75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235928: Octacosy! trifluoroacetate
57.0
97.0
5000 RN AR SN B B
13.60 13.80 14.00 14.20
m/z 55.00 59.68%
ol u‘hh\h% \918102220264030603480392()4370 488.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 71.10 37.07%
0 139041 0222 0265.0 322.0 367.0 518.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #232315: Hexacosyl trifluoroacetate R ma e AR
57.0 13.60 13.80 14.00 14.20
m/z 97.10 36.72%
97.0
5000
ob L H; ‘18102220 278.0 320.0 364.0 409.0 460.0
m/z--> 5'0 100 150 200 250 300 350 4(')0 4&'30 500 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072318\
Data File : BF107603.D

Acq On 23 Jul 2018 22:01

Operator : JU/SJ

Sample - J3991-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 12.0 ng 680336 1 6.98 1135160 20.0
unknown6.75 6.75 70.9 ng 4023920 1 6.98 1135160 20.0
2,4,7,9-Tetrameth. .. 9.44 2.1 ng 129520 3 10.02 1224210 20.0
Octacosyl trifluo... 13.98 2.6 ng 181799 5 14.17 1416030 20.0
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