LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081018\

Data File : BG036288.D

Acq On - 11 Aug 2018 5:15 Instrument :

Operator : JU/SJ ?:'I\:gﬁ(tSSam ol

3§mple : J4413-01 0&m1&ﬂPgE{>M
isc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 height area % max. total

5.597 387 393 406 rBV 135787 270450 10.48% 2.791%
7.183 657 663 677 rBvV 75762 181538 7.04% 1.874%
rBv 291190 538511 20.88% 5.558%
8.006 797 803 814 rBvV2 91078 164052 6.36% 1.693%
8.329 850 858 872 rBvV 398066 724205 28.07% 7.474%
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6 9.169 992 1001 1021 rBV 304446 628234 24 .35% 6.483%
7 10.813 1274 1281 1292 rBV 83531 191051 7.41% 1.972%
8 13.251 1688 1696 1712 rBV 892158 1476929 57.25% 15.242%
9 14.097 1835 1840 1850 rBV 18675 47053 1.82% 0.486%
10 14.632 1924 1931 1939 rBvV2 177490 311547 12.08% 3.215%
11 15.918 2144 2150 2159 rBV 58224 86616 3.36% 0.894%

12 16.124 2178 2185 2205 rBV 455492 851425 33.01% 8.787%
13 17.375 2389 2398 2413 rBV 232583 435479 16.88% 4._.494%
14 19.983 2836 2842 2858 rBV 1913501 2579636 100.00% 26.622%
15 21.640 3116 3124 3142 rBV2 256615 528181 20.48% 5.451%

16 23.091 3366 3371 3378 rVB6 18997 34065 1.32% 0.352%

17 23.279 3396 3403 3411 rBV2 37901 75878 2.94% 0.783%

18 23.878 3499 3505 3514 rVB4 20918 43335 1.68% 0.447%

19 24.830 3656 3667 3686 rBV2 132954 483966 18.76% 4 .995%

20 25.911 3846 3851 3860 rVB9 13131 37622 1.46% 0.388%
Sum of corrected areas: 9689773
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036288.D

Acg On : 11 Aug 2018 5:15

Operator : JUu/SJ

Sample - J4413-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG036288.D
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Abundance TIC: BG036288.D

19,98

1500000

1000000 13.95

500000 16.12

17.38 21.64

14.63
14.10 15.9

oS SNl Nushf I L NEEEMENHSHMEMEMISML S 3SR S R e A R,
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Abundance TIC: BG036288.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036288.D

Acq On : 11 Aug 2018 5:15

Operator : JU/SJ

Sample - J4413-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
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 1 unknown7.54 Concentration Rank 2

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

7.54 65.65 ng 538511 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 724 (7.541 min): BG036288.D (-717) (-) m/z 132.15 100.00%
132
68
5000
96 AR IR U I
40 gy 8 6 007 7.20 7.40 7.60 7.80
o B m/z 68.15 52.12%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 A IR L I
69 7.20 7.40 7.60 7.80
ag 2 m/z 66.15 34.70%
89 103
0 ? 'pﬁ" A AL DAL UL U
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
7.20 7.40 7.60 7.80
5000 97 m/z 134.15 32.82%
70
31
0 T 68 | . 8 | 116
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine B B e
132 7.20 7.40 7.60 7.80
m/z 69.25 22.01%
5000
33 a4 . 105
0 "J' |'“W'6ﬁ'"'59""‘|J“%%5|" S AL DAL UL U '!>*"'|""|""|""|'
m/z--> 40 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036288.D

Acq On : 11 Aug 2018 5:15

Operator : JU/SJ

Sample - J4413-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
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 3 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.92 5.56 ng 86616 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethyl citrate 276 C12H2007 000077-93-0 83
2 O-Acetylcitric acid triethyl ester 318 C14H2208 000077-89-4 64
3 Ethylmalonic acid dipropyl ester 216 C11H2004 001113-91-3 50
4 2-Chlorobenzoic acid, pentadecyl... 366 C22H35CI102 1000292-43-0 43
5 2-Chlorobenzoic acid, hexadecyl ... 380 C23H37Cl02 070152-86-2 43
Abundance Scan 2150 (15.918 min): BG036288.D (-2144) (-) m/z 157.15 100.00%
157
5000 115
43 87 Z‘IB - 1560 15.80 16.00 16.20
ol A o L m/z 115.15  39.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123853: Triethyl citrate
157
5000 115 "|""|""T"A'|""|
43 15.60 15.80 16.00 16.20
203 m/z 203.25 15.31%
87I
O S o e g P L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #159225: O-Acetylcitric acid triethyl ester
157
43 AR AR RN RARES
15.60 15.80 16.00 16.20
5000 203 m/z 43.15 12.61%
115
o185 8 |, || 273
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #73862: Ethylmalonic acid dipropy! ester
157 15.60 15.80 16.00 16.20
m/z 87.15 12 .36%
5000 43 115
87
188
O S N — S " S
m/z--> 0 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036288.D

Acq On : 11 Aug 2018 5:15

Operator : JU/SJ

Sample - J4413-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.28 3.14 ng 75878 Perylene-di12 24.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 83
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 83
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 76
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 3403 (23.279 min): BG036288.D (-3396) (-) m/z 69.15 100.00%
69
5000
4 95 137
23.00 23.20 23.40 23.60
161 191
ol ~.| b g d S0 T 221244200 327 9%6 416 1 L7 81.15  51.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000
a1 23.00 23.20 23.40 23.60
95 m/z 41.15 21.73%
oL | bl ;ulu ,161 11 231 273200 34137
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60
5000 m/z 68.15 15.71%
41
LTl
Ol g L AL |, 168 191 217 245 273 209 34 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69 23.00 23.20 23.40 23.60
m/z 95.25 13.50%
5000
41
95
ol i,h Jiﬂ,%l? | e
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036288.D

Acq On : 11 Aug 2018 5:15

Operator : JU/SJ

Sample - J4413-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
unknown? .54 7.54 65.7 ng 538511 1 8.01 164052 20.0
Triethyl citrate 15.92 5.6 ng 86616 3 14.63 311547 20.0
Squalene 23.28 3.1 ng 75878 6 24.83 483966 20.0
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