LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036904.D

Aca On I 22 Sep 2018 22:43 Instrument :

Operator : JU/SJ BNA_G

Sample - J5019-11 ClientSampleld :

Vi _ 091918-JETT-E-D-B
isc :

ALS Vial : 5 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 G\METHODS\8270-BG092018 .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 5.150 312 317 328 rBV 29845 51031 1.30% 0.343%
2 5.620 390 397 410 rBV 173780 338301 8.60% 2.276%
3 7.206 661 667 686 rBV 105784 248054 6.30% 1.669%
4 7.576 723 730 749 rBV 357087 703193 17.87% 4.731%
5 8.046 804 810 830 rBV 120312 235791 5.99% 1.586%

8.369 857 865 881 rBvV 548935 1035504 26.31% 6.967%
9.210 1000 1008 1031 rBV 434172 945665 24.03% 6.362%
10.849 1280 1287 1302 rBV 164100 342595 8.71% 2.305%
13.293 1696 1703 1723 rBVY 1350369 2389299 60.72% 16.075%
14.121 1837 1844 1852 rBV 33251 556524 1.41% 0.374%

=
QO ~NO®

11 14.674 1931 1938 1949 rBv2 307719 542924 13.80% 3.653%
12 15.960 2151 2157 2164 rBV 68191 96306 2.45% 0.648%
13 16.160 2183 2191 2205 rBV 718914 1255940 31.92% 8.450%
14 17.418 2399 2405 2416 rBV 432284 707405 17.98% 4_.759%
15 20.026 2842 2849 2862 rBV 2758303 3935256 100.00% 26.476%

16 21.683 3124 3131 3144 rVB 476199 817771 20.78% 5.502%
17 23.358 3408 3416 3423 rBV 101843 204104 5.19% 1.373%

18 23.963 3513 3519 3529 rVB4 23731 54116 1.38% 0.364%

19 24.891 3665 3677 3690 rBVY 278178 849037 21.58% 5.712%

20 26.025 3864 3870 3880 rVB6 19211 55427 1.41% 0.373%
Sum of corrected areas: 14863243
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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 G\DATA\BG092218\
BG036904.D

22 Sep 2018 22:43

Ju/sJ

J5019-11

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG036904.D

8.37

758 9.21

7.21
A

5.62
5.15

8.05

10.85

Time--> 3.50

O e AR e e S e e

400 450 5.00 550 6.00 6.50 7.00 750 8.00 8.50

T T T T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG036904.D

13.29

16.16

17.42
14.67

14.12 15.9

20.03

21.68

Time-->

ol
1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2500000

2000000

1500000

1000000

500000

23.36

TIC: BG036904.D

24.89

23.96 26.03

Ol

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036904.D

Aca On : 22 Sep 2018 22:43

Operator : JU/SJ

Sample : J5019-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 4

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

5.15 4.33 ng 51031 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 317 (5.150 min): BG036904.D (-312) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 B A AR R IR
| 83.0 | 480 5.00 520 5.40
Orrprrrrprrrrprrrber e e e m/z 59.10 54.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL R I B
59.0 480 500 520 540
m/z 58.10 18.86%
31.0 g30 1010
OHV“W“”%“ﬁm“PWWH“V“w““V“wh“VHWH“VHWH“P“WH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
54.0
480 5.00 520 5.40
5000 m/z 101.10 16.53%
43.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- e e
54.0 480 5.00 520 5.40
m/z 41.10 7.20%
5000
43.0
0 | 71080 980 123.0 141.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036904.D

Aca On : 22 Sep 2018 22:43

Operator : JU/SJ

Sample : J5019-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.58 Concentration Rank 2

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

7.58 59.65 ng 703193 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 731 (7.582 min): BG036904.D (-723) (-) m/z 132.10 100.00%
13p.1
5000 68.1 /k
96.1 R N AN LR
421 | 7.20 7.40 7.60 7.80 8.00
o el e el m/z 68.10 47.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0
7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.90%
o 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.27%
69.0
39.0
89.0 105.0
0....,....,..5.4&)“...,....,....,.. SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14121: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.04%
5000 36.0 76.0
20 W e |
oh |“|||‘l“|‘|‘h|‘|‘”lmu |“=‘MN| l‘:”lul‘uul”‘luuuluu ‘||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036904.D

Aca On : 22 Sep 2018 22:43

Operator : JU/SJ

Sample : J5019-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Triethyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.55 ng 96306 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 74
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 38
3 Adipic acid. isobutvl 3-(2-metho... 358 C20H3805 1000324-28-7 36
4 3-Chloro2-fluorobenzoic acid. 4-... 384 C22H34CIF02 1000338-65-1 36
5 3-Chloro2-fluorobenzoic acid, 3-... 370 C21H32CIF02 1000338-64-6 36
Abundance Scan 2157 (15.960 min): BG036904.D (-2151) (-) m/z 157.10 100.00%
157.1
5000 1151
43.0 AR A A AR
69.1 87.0 139.0 185. 020? 1 15.60 15.80 16.00 16.20
O bt Herr e b i o e e e | mM/z 115.10 36 20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123851: Triethyl citrate
157.0
AN
50001 59 115.0 L NI PR BRI UL
- 15.60 15.80 16.00 16.20
m/z 43.05 17.95%
69.0 87.0 203.0
ol A0 Ll L S0 ) 1850 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73862: Ethylmalonic acid dipropyl ester
157.0
15.60 15.80 16.00 16.20
5000 43.0 115.0 m/z 203.10 11.58%
87.0
133.0
S RN N Wt s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #189356: Adipic acid, isobutyl 3-(2-methoxyethyl)heptyl ester R e
157.0 15.60 15.80 16.00 16.20
m/z 111.10 10.07%
129.0
5000 185.0
95.0
450 69.0 ‘ 203.0
I ,,HM h\\ .‘ \m deebo e | 2200 SN | N W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036904.D

Aca On : 22 Sep 2018 22:43

Operator : JU/SJ

Sample : J5019-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.
23.36 4.81 ng 204104 Perylene-di12 24.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 80
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 3416 (23.358 min): BG036904.D (-3408) (-) m/z 69.10 100.00%
6d.1
5000 /\\
R RS et
07.1137.1 23.00 23.20 23.40 23.60
ol ok i 282 eero ds EE  4e 01
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 NS SR N I
23.00 23.20 23.40 23.60
m/z 41.10 27.01%
0 e }[0{-0"13,7 '(,) 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.10 11.95%
137.0
0 29.0{ L1 3970 1 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.00 23.20 23.40 23.60
m/z 68.10 11.59%
5000
29.0
123.0
0 .‘.L,M“..‘“,'..”.*.‘,.1.77.'9,.... T
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\HPCHEMI1\BNA_G\DATA\BG092218\
Data File : BG036904.D

Acq On : 22 Sep 2018 22:43

Operator : JU/SJ

Sample - J5019-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.15 4.3 ng 51031 1 8.05 235791 20.0
unknown7 .58 7.58 59.6 ng 703193 1 8.05 235791 20.0
Triethyl citrate 15.96 3.5 ng 96306 3 14.67 542924 20.0
Squalene 23.36 4.8 ng 204104 6 24.89 849037 20.0
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