LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106467.D

Aca On - 15 Jun 2018 2:51 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : J3495-01 DSN-002A-061318

ALS Vial : 31 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 5.195 482 486 492 rVB 65459 71614 2.36% 0.358%
2 5.613 554 557 571 rVB 1402131 1381712 45.52% 6.907%
3 6.607 723 726 739 rVB 901162 947248 31.20% 4_.735%
4 6.748 746 750 753 rBVY 2407947 2080537 68.54% 10.400%
5 6.966 783 787 790 rBV 810430 621195 20.46% 3.105%

6 7.125 810 814 817 rBV 2300383 2010501 66.23% 10.050%
7 7.531 878 883 886 rBV 1616175 1546128 50.93% 7.728%
8 8.248 1001 1005 1008 rBV 847478 662930 21.84% 3.314%
9 9.325 1183 1188 1191 rBV 2554537 2449110 80.68% 12.242%
10 9.713 1250 1254 1259 rBV 141202 116369 3.83% 0.582%
11 10.007 1300 1304 1312 rVB2 742464 653992 21.54% 3.269%
12 10.419 1372 1374 1377 rVB 47189 36784 1.21% 0.184%
13 10.801 1434 1439 1442 rBV 1797216 1613717 53.16% 8.066%
14 10.895 1452 1455 1466 rVB 43846 50007 1.65% 0.250%

15 11.495 1554 1557 1561 rBV 853764 772114 25.43% 3.859%

16 13.083 1823 1827 1831 rBV 3034829 3035653 100.00% 15.174%
17 13.965 1974 1977 1983 rBV 104081 122921 4._.05% 0.614%
18 14.148 2004 2008 2012 rBV 1013227 889344 29.30% 4._.445%
19 15.007 2150 2154 2161 rVB 292987 307322 10.12% 1.536%
20 15.683 2264 2269 2274 rBV 497414 636378 20.96% 3.181%

Sum of corrected areas: 20005576
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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\BF061418\

BF106467.D

15 Jun 2018 2:51

JussJ

J3495-01

31 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

DSN-002A-061318
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106467.D

Aca On - 15 Jun 2018 2:51

Operator : JU/SJ

3?22 le J3495-01 DSN-002A-061318
ALS Vial : 31 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 5

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

5.20 2.31 ng 71614 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 56
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 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 487 (5.201 min): BF106467.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| | 831 4.80 5.00 5.20 5.40 5.60
O s e i e e AL m/z 59.00 62 .95%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL IR I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 21.67%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 450 5b0 500 540 560
5000 m/z 58.00 18.62%
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 ERae b
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.95%
5000 41.0
31.0
69.0 870
o 15.0 M L1500 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106467.D

Aca On - 15 Jun 2018 2:51

Operator : JU/SJ

3?22 le J3495-01 DSN-002A-061318
ALS Vial : 31 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 66.99 ng 2080540 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.748 min): BF106467.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 50 ||l 70 om0 o0 obo 6k0 700
0 .,....,....,....,....,::.-.,....,....,....,?1?..,....,....,"...,... m/z 68.05 39.95%
m/z--> 20 30 40 50 80 90 100 110 120 130 140
Abundance #14409. (E) 3 Chloto 2-methyl-2-pentenal
132.0
3000 o PP
410 o 7o m/z 134.00  33.47%
0 .,....,....,....,....,....,....,....,....,.1.0.7.0....,....,...,...
m/z--> 20 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .79%
33.0 44.0 0.0 105.0
o 600 "7 8o.0 115.0
JUNBIUNERES UL LI I IR LI RS SRR SRS SRS SRR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile P
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.00%
5000
92.0
65.0
oL 270 390 510 | 770 1050 1170
e 30 a0 e e % 18 116 1k 10 14 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106467.D

Aca On - 15 Jun 2018 2:51

Operator : JU/SJ

3?22 le J3495-01 DSN-002A-061318
ALS Vial : 31 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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.76 ng 122921 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 1978 (13.971 min): BF106467.D (-1974) (-) m/z 57.05 100.00%

.0 831

5000

5

245.0 13.60 13.80 14.00 14.20
m/z 55.00 96.42%

139.1 1650 203.0

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0

5000 LA L L L L L L L LB B B
13.60 13.80 14.00 14.20
m/z 83.10 94 .03%
0 139.0  182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
83.0 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 111.0 m/z 97.05 86.32%
29.0
o 140.0 182.0 210.0 255.0 306.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
T T T T T

Abundance #205392: Trichloroacetic acid, hexadecy! ester T
13.60 13.80 14.00 14.20

m/z 43.00 86.15%

5000

[
N
a1
o

196.0 224.0
e R m e
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106467.D

Aca On - 15 Jun 2018 2:51

Operator : JU/SJ

3?22 le J3495-01 DSN-002A-061318
ALS Vial : 31 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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.01 9.66 ng 307322 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.3.5-Trimethvl-2_.3.5-hexanetric... 203 C12H17N3 003974-79-6 50
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 50
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 38
Abundance Scan 2155 (15.012 min): BF106467.D (-2150) (-) m/z 69.10 100.00%
69.1
5000
14.60 14.80 15.00 15.20 15.40
ol I " 1090.".11. yi2d 2812 231 82 Tnm/z 81.10  52.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 VAR ARBAR AR BN
14,60 14.80 15.00 15.20 15.40
m/z 41.00 22 .58%
o L JM 0“13“7 . 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15.20 15.40
5000 m/z 95.10 14 _46%
137.0
oL 290 105.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #63358: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile A Ea T o R
69.0 14.60 14.80 15.00 15.20 15.40
m/z 67.95 11.50%
5000
108.0
270, | | | J“ 147.0 188.0
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF061418\

BF106467.D

15 Jun 2018 2:51

Ju/sJ

J3495-01

31 Sample Multiplier: 1

DSN-002A-061318

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|
| # RT Resp Conc]

1 6.97 621195 20.0
1 6.97 621195 20.0
5 14.15 889344 20.0
6 15.68 636378 20.0

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 5.20 2.3 ng 71614
unknown6.75 6.75 67.0 ng 2080540
Trichloroacetic a... 13.97 2.8 ng 122921
Squalene 15.01 9.7 ng 307322
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