LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\

Data File : BG035517.D

Aca On 29 Jun 2018 22:42 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J3750-03 ZERxaNsé%3
ALS Vial : 3 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-BG060718 .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

5.178 314 322 331 rBV3 21725 37719 1.21% 0.300%
5.642 394 401 409 rBV 268912 449354 14.44% 3.576%
rBv 192420 333666 10.72% 2.655%
7.598 726 734 742 rBV 479667 833861 26.79% 6.635%
8.062 806 813 821 rVB 92762 161461 5.19% 1.285%
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8.385 860 868 876 rBvV 412504 725081 23.30% 5.770%
9.226 1003 1011 1019 rBV 374853 673543 21.64% 5.360%
10.864 1280 1290 1298 rBV 127880 231218 7.43% 1.840%
13.308 1699 1706 1717 rBV 1168591 1766274 56.75% 14.055%
14.125 1841 1845 1851 rBV 25918 40459 1.30% 0.322%

=
QO ~NO®

11 14.683 1931 1940 1955 rBv2 237785 396937 12.75% 3.159%
12 16.169 2184 2193 2210 rBV 1064740 1665790 53.52% 13.255%
13 17.426 2400 2407 2416 rBV 371254 574984 18.47% 4_575%
14 18.307 2552 2557 2561 rBV3 24939 35108 1.13% 0.279%
15 19.705 2791 2795 2800 rBV 201225 247074 7.94% 1.966%

16 20.029 2844 2850 2856 rBV 2407687 3112380 100.00% 24.766%
17 21.691 3125 3133 3142 rBV 405701 670924 21.56% 5.339%
18 24.916 3672 3682 3694 rVB2 219369 611421 19.64% 4 _865%

Sum of corrected areas: 12567254
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062918\

Data File : BG035517.D

Aca On 2 29 Jun 2018 22:42

Operator : JU/SJ

ﬁ?ggle i J3750-03 ZER-GW-SB-03
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG035517.D
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TIC: BG035517.D
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TIC: BG035517.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062918\

Data File : BG035517.D

Aca On 2 29 Jun 2018 22:42

Operator : JU/SJ

ﬁ?ggle i J3750-03 ZER-GW-SB-03
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.18 4_.67 ng 37719 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-0Octanol 130 C8H180 000589-98-0 36
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 322 (5.178 min): BG035517.D (-314) (-) m/z 43.10 100.00%
43.1
5000
o) oL 500 530 abo abb
—' ..!,....,.'...,|....,....1,‘f‘?.? el B A | Tm/z 59.15  65.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L IR
480 5.00 520 5.40 5.60
0
1?0 ‘ 1010 m/z 101.15 22.62%
ul J
m/z--> 20 Jo eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
59.0
VAR RS RS RARRE
83.0 480 5.00 520 5.40 5.60
5000 m/z 58.15 15.90%
29.0
112.0
WTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4023: Diacetamide
43.0 480 5.00 520 5.40 5.60
m/z 39.15 9.78%
5000
73.0
101.0
i \ "
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062918\

Data File : BG035517.D

Aca On 2 29 Jun 2018 22:42

Operator : JU/SJ

ﬁ?ggle i J3750-03 ZER-GW-SB-03
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.60 Concentration Rank 1

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

7.60 103.29 ng 833861 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 734 (7.598 mm) BG035517.D (-726) (-) m/z 132.15 100.00%
139.
5000 68.2
96.2 R UL L
40.1 9746 7.20 7.40 7.60 7.80 8.00
: m/z 68.15 48 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL I R R
7.20 7.40 7.60 7.80 8.00
m/z 134.15 32.82%
31.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.20%
150 39.0 63.0 104.0

wm’wmmwwwwwm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.85%

5000

92.0
39, 0 65.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062918\

Data File : BG035517.D

Aca On 2 29 Jun 2018 22:42

Operator : JU/SJ

ﬁ?ggle i J3750-03 ZER-GW-SB-03
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Butyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.71 7.37 ng 247074 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 76
2 Adipic acid. butvl isobutvl ester 258 C14H2604 1000324-09-3 72
3 Adipic acid. butvl trans-2-methyv... 298 C17H3004 1000324-74-6 64
4 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 56
5 Adipic acid, 3-hexyl isobutyl ester 286 C16H3004 1000353-62-2 56
Abundance Scan 2796 (19.711 min): BG035517.D (-2791) (-) m/z 185.15 100.00%
186.2
129.1
5000
57.1 259.3 LR IV SRR IR AR
102.2 157.2 19.40 19.60 19.80 20.00
e | L2 g a2 | a0 05 10 60,760
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185.0
129.0
5000 AU RS
19.40 19.60 19.80 20.00
41.0 259.0 m/z 57.15 19.29%
L 8To | | 1570 | 2130 287.0 361.0
m/z--> 50 100 150 200 250 300 350
Abundance
185.0
129.0
19.40 19.60 19.80 20.00
5000 m/z 259.25 16.35%
570 1010 = 1560
23.0 243.0
m/z--> 50 100 150 200 250 300 350
Abundance #142853: Adipic acid, butyl trans-2-methylcyclohexy! ester AN o
129.0 19.40 19.60 19.80 20.00
185.0 m/z 41.10 12.83%
5000
55.0 97.0
28\'0\ ‘\ 3 ‘\ |L I | \15?0 Il 2250
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062918\

Data File : BG035517.D

Acg On : 29 Jun 2018 22:42

Operator : JU/SJ

ﬁ?ggle i J3750-03 ZER-GW-SB-03
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.18 4.7 ng 37719 1 8.07 161461 20.0
unknown? .60 7.60 103.3 ng 833861 1 8.07 161461 20.0
Butyl citrate 19.71 7.4 ng 247074 5 21.69 670924 20.0
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