LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\

Data File : BG036556.D

Aca On : 5 Sep 2018 8:09 Instrument :

Operator : JU/SJ ?:'I\:gﬁ(t;Sam ol

3‘?”'0'6 : J4759-15 083018-JET‘IP-F-D-B
isc :

ALS Vial : 32 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-BG082318 .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 5.159 314 318 325 rVB 33767 53812 1.09% 0.244%
2 5.623 391 397 408 rBV 394999 631912 12.78% 2.864%
3 7.210 656 667 679 rVB 255629 453043 9.16% 2.053%
4 7.586 724 731 742 rBV 716141 1210324 24.47% 5.486%
5 8.056 804 811 818 rBV 218475 377161 7.63% 1.709%

8.379 858 866 875 rBV 952385 1680943 33.99% 7.618%
9.219 1000 1009 1020 rBV 831611 1469378 29.71% 6.660%
10.864 1282 1289 1298 rBV 307797 554904 11.22% 2.515%
13.309 1697 1705 1715 rBVY 2320819 3544417 71.67% 16.064%
14.125 1836 1844 1851 rBV 148240 213581 4._.32% 0.968%

=
QO ~NO®

11 14.683 1931 1939 1948 rBV2 491413 823401 16.65% 3.732%
12 15.970 2153 2158 2165 rVB 83662 105477 2.13% 0.478%
13 16.164 2184 2191 2204 rBV 1155617 1798472 36.37% 8.151%
14 17.421 2398 2405 2414 rBV2 698673 1078921 21.82% 4 _.890%
15 18.303 2550 2555 2563 rBv4 32913 59232 1.20% 0.268%

16 20.030 2843 2849 2859 rBV 3639058 4945534 100.00% 22.415%
17 21.687 3124 3131 3145 rBV2 732808 1246680 25.21% 5.650%
18 22.504 3263 3270 3273 rBv4 28429 50709 1.03% 0.230%
19 23.191 3382 3387 3392 rVB2 50593 90460 1.83% 0.410%
20 23.996 3518 3524 3534 rVB3 61077 135104 2.73% 0.612%

21 24.901 3666 3678 3695 rBV2 384930 1313908 26.57% 5.955%
22 26.076 3871 3878 3889 rVB4 49664 136770 2.77% 0.620%
23 27.427 4101 4108 4120 rVB6 27292 89829 1.82% 0.407%

Sum of corrected areas: 22063972
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036556.D

Aca On : 5 Sep 2018 8:09

Operator : JU/SJ

Sample : J4759-15

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036556.D
3500000

3000000
2500000
2000000
1500000

8.38
1000000 S 9.2

500000 5.62
7.21 8.06 10.86
5.16

N SN | LSRN MRSV | IR SR | NSRS | RS | NS C RS RN S

T T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036556.D
3500000 20.03

3000000
2500000{ 13 31
2000000

1500000
16.16

1000000
17.42 21.69

500000 14.68

1413 15.9 18.30 | 22.50

o—-rrr——rr—rr—r— A e T e e T T T e T T T e e e T T e e T

Time--> 13.50 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 TIC: BG036556.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 24.90
23.19 24}\.00 }\ 26.08 27.43

R aasa s m T e R R Ram e L e e e e SR

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\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036556.D

Aca On : 5 Sep 2018 8:09

Operator : JU/SJ

Sample : J4759-15

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 2.85 ng 53812 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 318 (5.159 min): BG036556.D (-314) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
480 5.00 5.20 5.40
o...,....,....,....';'.-.-..,..-.'!,....,7.3'.0..?.3:1..,....-,|....,. m/z 59.10 55.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 7B Sho S0 S
0
150 a0 1010 m/z 101.10 19.20%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540
5000 m/z 58.05 14.17%
20.0 101.0
0 180 | 1. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
54.0 480 5.00 5.20 5.40
m/z 41.10 9.26%
5000 310 430 73.0
0 \‘\‘ “\H \‘ I 840 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036556.D

Aca On : 5 Sep 2018 8:09

Operator : JU/SJ

Sample : J4759-15

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.59 64.18 ng 1210320 1,4-Dichlorobenzene-d4 8.06
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 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 732 (7.592 min): BG036556.D (-724) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 A RN LR AR B
400 541 ‘ | 8.1 | 6.1 7.20 7.40 7.60 7.80 8.00
Obr et bl 8L L0 Wl Tm/z 68.10  44.93%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A R LR LR B

7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.17%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 29.84%
33.0 44.0 0.0 105.0
690 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile B maE R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.72%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036556.D

Aca On : 5 Sep 2018 8:09

Operator : JU/SJ

Sample : J4759-15

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 4

R.T. EstConc Area Relative to ISTD R.T.
15.97 2.56 ng 105477 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 56
2 3-Chloro2-fluorobenzoic acid. 6-... 384 C22H34CIF02 1000338-65-3 50
3 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 43
4 3-Chloro2-fluorobenzoic acid. 4-... 356 C20H30CIFO2 1000338-64-4 42
5 3-Chloro2-fluorobenzoic acid, 6-... 370 C21H32CIF02 1000338-64-9 42
Abundance Scan 2158 (15.970 min): BG036556.D (-2153) (-) m/z 157.10 100.00%
157.1
5000
115.1
@1 2091 s, | 1960 15501600 620
o | e . . £ m/z 115.10 30.44%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123853: Triethyl citrate
157.0
5000 DU DS SRR SR
430 115.0 1560 1580 16.00 16.20
' 203.0 m/z 43_.10 16.48%
0 ”..,.”m,!!h

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #204426: 3-Chloro2-fluorobenzoic acid, 6-pentadecy! ester
157.0
15.60 15.80 16.00 16.20
5000 m/z 203.10 10.10%
210.0
55.0 97.0 ‘
O bbb b L 2800
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #159225: O-Acetylcitric acid triethyl ester R mmma s B
157.0 15.60 15.80 16.00 16.20
43.0 m/z 111.10 8.02%
5000 203.0
115.0
‘ 273.0
0 mﬂ.,.nmlﬁ.!“ku..,”..,.n.w....,”..,..”,....“ R e e e SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036556.D

Aca On : 5 Sep 2018 8:09

Operator : JU/SJ

Sample : J4759-15

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.00 2.06 ng 135104 Perylene-d12 24.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Docosane. 7-butvl- 366 C26H54 055282-15-0 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3525 (24.002 min): BG036556.D (-3518) (-) m/z 57.15 100.00%
57.1 T
5000
\ | llgi'l 141.2 177, 1207 1 o5 3283.1 23.60 23.80 24.00 24.20 24.40
L T m/z 71.15 59.96%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
23.60 23.80 24.00 24.20 24.40
99.0 m/z 43.10 56.41%
0 |_\ .Illjjl, }410 1830 225.0 2670 309.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 48.10%
99.0
o 2&9\ | JJJ‘}4}O 183.0 2250 267.0 309.0  365.03094.0
m/z--> 50 100 150 200 250 300 350
Abundance #194497: Docosane, 7-butyl-
43.0 23.60 23.80 24.00 24.20 24.40
m/z 55.10 23.48%
5000 85.0
154.0
ol 'l 125.0 | 183.0 2250  280.0309.03380
m/z--> 50 100 150 200 250 300 350 ' 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036556.D

Aca On : 5 Sep 2018 8:09

Operator : JU/SJ

Sample : J4759-15

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

26.08 2.08 ng 136770 Perylene-d12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3879 (26.082 min): BG036556.D (-3871) (-) m/z 57.10 100.00%

57.1

—

5000
13.1 1930 25.80 26.00 26.20 26.40
253.2 327.1
(oA ]1,11 b e e o e e e m/z 71.10 54.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000

25.80 26.00 26.20 26.40
m/z 43.10 49_38%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
R R HEREEEERE
25.80 26.00 26.20 26.40
5000 m/z 85.15 44 .58%

113.0 169.0 225.0 281.0 337.0 394.0

-

IR R § BN RS A T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0 25.80 26.00 26.20 26.40
m/z 55.10 25.67%
5000
ol 130 ,169.0 2250 2810 3800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090418\
Data File : BG036556.D

Acq On : 5 Sep 2018 8:09

Operator : JU/SJ

Sample : J4759-15

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 2.9 ng 53812 1 8.06 377161 20.0
unknown7 .59 7.59 64.2 ng 1210320 1 8.06 377161 20.0
Triethyl citrate 15.97 2.6 ng 105477 3 14.68 823401 20.0
Hexacosane 24 .00 2.1 ng 135104 6 24.90 1313910 20.0
Tetratetracontane 26.08 2.1 ng 136770 6 24.90 1313910 20.0
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