LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031259.D

Aca On : 28 Nov 2017 19:51

Operator : SJ/JU

Sample : PB104568BL

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA G\METHODS\8270-BG111017.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 5.204 321 326 338 rBV 32372 52414 1.48% 0.346%
2 5.686 400 408 424 rBV 451620 793466 22.40% 5.234%
3 7.295 675 682 698 rBV 451653 850451 24.01% 5.610%
4 7.666 737 745 755 rBV 466448 850512 24.01% 5.610%
5 8.130 817 824 833 rBV 148216 265656 7 .50% 1.752%

8.453 872 879 890 rVvB 377828 691167 19.51% 4 _559%
9.299 1014 1023 1039 rBvV 249972 512035 14.46% 3.378%
10.950 1296 1304 1314 rBV 182266 374996 10.59% 2.474%
13.377 1710 1717 1730 rBV 936451 1561419 44.08% 10.300%
14.205 1851 1858 1868 rBVY 36936 80147 2.26% 0.529%

=
QO ~NO®

11 14.751 1944 1951 1963 rVB2 362150 620362 17.51% 4.092%
12 16.238 2198 2204 2216 rBV 823601 1343757 37.94% 8.864%
13 17.495 2411 2418 2430 rBV2 600166 980505 27.68% 6.468%
14 20.086 2852 2859 2870 rBV 2635307 3542197 100.00% 23.366%
15 21.479 3092 3096 3106 rVB3 19606 43961 1.24% 0.290%

16 21.767 3138 3145 3156 rBV 752805 1314359 37.11% 8.670%
17 23.447 3426 3431 3437 rVB2 20513 38699 1.09% 0.255%
18 25.069 3696 3707 3721 rVB2 422180 1243395 35.10% 8.202%

Sum of corrected areas: 15159498
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031259.D

Aca On : 28 Nov 2017 19:51

Operator : SJ/JU

Sample : PB104568BL

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG031259.D
2500000

2000000
1500000

1000000

500000 5.69 7.30 7.67 8.45
9.30

8.13 , 10.95
5.20

R SRS | USRS SMRSSTESURS A SEMM L UISE | M £ GRS U LSS | SR b

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG031259.D

2500000

20,09

2000000

1500000

1000000{ 13.38
16.24 21.77

17.50
500000 14.75

14.21 | 21.48

L0 e L o o o o o B O LI B e e o B 6 L 0 s e e e B e S AR

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: BG031259.D

2500000

2000000

1500000

1000000

500000 25.07

23.45

O T e e e e e e e e e

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:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031259.D

Aca On : 28 Nov 2017 19:51

Operator : SJ/JU

Sample : PB104568BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.20 3.95 ng 52414 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 325 (5.198 min): BG031259.D (-321) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| | 83.9 480 5.00 520 5.40 5.60
O B eyl R e T m/z 59.10 60.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN I AL L I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 23.40%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
29.0 44.0 .
1o 450 50 850 540 550
5000 570 450 m/z 58.00 16.64%
86.0
e S S I SULIURS SUSILILS IS IULIULS SULILLS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0 480 5.00 520 5.40 5.60
m/z 41.00 12 .85%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁ?w"'h"'VQQQw"'V"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031259.D

Aca On : 28 Nov 2017 19:51

Operator : SJ/JU

Sample : PB104568BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.67 Concentration Rank 1

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

7.67 64 .03 ng 850512 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 746 (7.672 min): BG031259.D (-737) (-) m/z 132.00 100.00%
132.0
5000 /\‘
68.1
96.0 ol 7By TR0 800
40.0 540 740 7.60 7.80 8.00
o! Ha8 >l 'm/z 68.10 34.55%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LS I UL AR R
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 29.73%
0 ‘ [ H 1 1
T '|""|”"|""w"'|" U DN SN DAL B
m/z--> 40 80 100 120 140 160 180 200
Abundance
132.0
740 760 7.80 8.00
5000 m/z 66.00 22 .33%
51.0 70.0 86.0
L L 0 UL L B L UL WL W
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal . . R maa
132.0 740 7.60 7.80 8.00
m/z 69.10 13.73%
5000 67.0
41.0 97.0
‘ ‘ 117.0
Ouuuu‘l‘..“.‘. ‘Hrl .|....“|..H.............|.
m/z--> 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031259.D

Aca On : 28 Nov 2017 19:51

Operator : SJ/JU

Sample : PB104568BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Isobutyl methyl phthalate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.21 2.58 ng 80147 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl methvl phthalate 236 C13H1604 1000373-89-3 72
2 Heptvl methvl phthalate 278 C16H2204 1000373-88-4 72
3 Cvclohexvl methvl phthalate 262 C15H1804 1000373-81-3 72
4 Methvl octan-2-vl phthalate 292 C17H2404 1000373-81-2 72
5 Methyl pentyl phthalate 250 C14H1804 1000373-89-5 72
Abundance Scan 1859 (14.211 min): BG031259.D (-1851) (-) m/z 163.00 100.00%
168.0
5000
77.0 A BN U A BN
0.”“.”,J”,””,”L,””,”L,“....w.”w.”..”..”w.”w.. m/z 77.00 14 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90418: Isobutyl methyl phthalate
163.0
4
5000 AL SURRUR IS
13.80 14.00 14.20 14.40 14.60
m/z 164.00 8.53%
29.0 56077“0 ‘104‘10 1350‘ ‘ ‘ 205.0
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
163.0
13.80 14.00 14,20 14.40 14.60
5000 m/z 76.00 8.47%
o150 410 770 1050 135.0 2080  249.0 278.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112308: Cyclohexyl methyl phthalate T
168.0 13.80 14.00 14.20 14.40 14.60
m/z 50.00 7.19%
5000

200 55.0 77.0 1050 1350

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14. 40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112817\
Data File : BG031259.D

Acq On : 28 Nov 2017 19:51

Operator : SJ/JU

Sample : PB104568BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.20 4.0 ng 52414 1 8.13 265656 20.0
unknown? .67 7.67 64.0 ng 850512 1 8.13 265656 20.0
Isobutyl methyl p... 14.21 2.6 ng 80147 3 14.75 620362 20.0
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