LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062218\

Data File : BG035362.D

Aca On : 23 Jun 2018 10:58 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J3623-08 O&m1aoséipus
ALS Vial : 29 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

5.168 314 320 327 rBV2 24784 41115 1.00% 0.253%
5.632 391 399 413 rBV 298338 490160 11.93% 3.021%
rBv 192659 360738 8.78% 2.223%
7.588 724 732 742 rBV 511482 900975 21.93% 5.552%
8.058 805 812 819 rBV 172261 299689 7.29% 1.847%
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8.375 859 866 876 rvB 740910 1310789 31.91% 8.078%
9.215 1001 1009 1020 rBV 595215 1075691 26.18% 6.629%
10.854 1280 1288 1296 rBV 201983 374432 9.11% 2.307%
13.298 1696 1704 1714 rBV 1641144 2595657 63.18% 15.996%
14.120 1838 1844 1851 rBV 65322 98376 2.39% 0.606%

=
QO ~NO®

11 14.672 1931 1938 1948 rVvB2 340051 555911 13.53% 3.426%
12 15.959 2153 2157 2163 rVB 63891 76816 1.87% 0.473%
13 16.159 2185 2191 2203 rBV 896701 1370496 33.36% 8.446%
14 17.416 2399 2405 2413 rBV 516311 775609 18.88% 4_.780%
15 18.297 2551 2555 2560 rBV3 41300 57844 1.41% 0.356%

16 20.024 2842 2849 2856 rBV 3204197 4108341 100.00% 25.318%
17 21.681 3125 3131 3141 rVB 547014 897954 21.86% 5.534%
18 24.900 3668 3679 3691 rBV 278618 836393 20.36% 5.154%

Sum of corrected areas: 16226986
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035362.D

Aca On : 23 Jun 2018 10:58

Operator : JU/SJ

ﬁ?ggle i J3623-08 061918-DBRI-F-U-S
ALS Vial : 29 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG035362.D
3000000

2500000
2000000
1500000

1000000
8.38

9.22
500000 563 7.59
i 7.21 8.06 10.85

5.17

R i eSS | LSS SRSV L UL US| NSRS | BRI | NSRS S

T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035362.D

3000000

20.02

2500000

2000000
13.30
1500000

1000000 16.16

17.42 21.68
500000 14.67

14.12 h 15.9 18.30

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: BG035362.D

3000000

2500000

2000000

1500000

1000000

500000 24.90

R A e N i AR e T e AR RARES maae s

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\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035362.D

Aca On : 23 Jun 2018 10:58

Operator : JU/SJ

ﬁ?ggle i J3623-08 061918-DBRI-F-U-S
ALS Vial : 29 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 Oxirane, [(1-methylethoxy)m... Concentration Rank 4

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

5.17 2.74 ng 41115 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. I(l1-methvlethoxv)methvl1- 116 C6H1202 004016-14-2 64
2 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 39
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
4 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 37
5 Butyric acid, 3-bromo-, methyl e... 180 C5H9BrO2 021249-59-2 33

Abundance Scan 320 (5.168 min): BG035362.D (-314) (-) m/z 43.10 100.00%
431 59.1
5000
101.2
520 s || 4B 500 550 k0 S0
0'”P”W””P“ﬂL”P”W””P”WL”P““””P”W””'”W””P”W”” m/z 59.15 79 .35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
0.0 59.0
5000 AR N UL R
480 5.00 520 540 5.60
120 101.0 m/z 101.15 33.76%
| ‘ 1 ‘ 86.0
A A AL SRS NS AL A NEAAN LA A AL LA LA AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
430 59.0
S RARRERALSE LARSE RARREN
480 500 520 5.40 5.60
5000 101.0 m/z 58.15 20.50%
27.0 131.0
o 75.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 480 500 520 540 5.60
m/z 39.15 10.01%
5000 59.0
15.0 101.0
0 28. ‘ 83.0 |
m/z--> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035362.D

Aca On : 23 Jun 2018 10:58

Operator : JU/SJ

ﬁ?ggle i J3623-08 061918-DBRI-F-U-S
ALS Vial : 29 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 unknown7.59 Concentration Rank 2

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

7.59 60.13 ng 900975 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1H-Indazole. 3-methvl- 132 C8H8N2 1000316-00-2 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 732 (7.588 min): BG035362.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.1 ‘ %2 ‘ 720 7.40 7.60 7.80 8.00
54.1 ) . . ) .
O i .|,..':-.,??;9,....,.'!~..,1.1.“?-.3,....,".~..,... m/z 68.15 47.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RN LR LR B
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.15 33.43%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.96%
150 280 39.0 520 830 770 900 1040, ..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14499: 1H-Indazole, 3—methy|— LI L L L BN RO
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.25 21.55%
5000
400 510 630 770 104.0
O'W'“'w'“l“'ﬂm“'m““lm“"”MP'%ag'wH“'w'“l“'w‘“'w" AR RN RN LR B
m/z--> 10 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\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035362.D

Aca On : 23 Jun 2018 10:58

Operator : JU/SJ

ﬁ?ggle i J3623-08 061918-DBRI-F-U-S
ALS Vial : 29 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 O-Acetylcitric acid triethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.76 ng 76816 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 83
2 Triethvl citrate 276 C12H2007 000077-93-0 64
3 Adipic acid. ethvl 3-hexvl ester 258 C14H2604 1000353-62-1 43
4 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 37
5 Quinoline, 2,7-dimethyl- 157 C11H1i1IN 000093-37-8 37
Abundance Scan 2157 (15.959 min): BG035362.D (-2153) (-) m/z 157.15 100.00%
15Y.2
5000 115.2
81 g, 2022 e BB ES
Obrrrrrrrr et e b e e e e e e || m/z 115.15 41 80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159225: O-Acetylcitric acid triethyl ester
157.0
43.0
5000 203.0 T TTT T TTT "'/il" T
15.60 15.80 16.00 16.20
115.0 m/z 203.15 13.37%
0 15.0 | 85 0 L I ‘ ‘ u 231 o 273 0
m/z--> 25 Jo 60 85 100 120 140 1éo 180 200 220 240 260 2éo 300
Abundance
157.0
A
15.60 15.80 16.00 16.20
5000 115.0 m/z 43.15 10.88%
43.0 203.0
87.0
ol 231.0 256.0
WW‘WWWWTWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108838: Adipic acid, ethyl 3-hexyl ester
157.0 15.60 15.80 16.00 16.20
m/z 111.05 10.40%
111.0
5000
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG062218\

Data File : BG035362.D

Acq On : 23 Jun 2018 10:58

Operator : JU/SJ

ﬁ?ggle i J3623-08 061918-DBRI-F-U-S
ALS Vial : 29 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Oxirane, [(1-meth... 5.17 2.7 ng 41115 1 8.06 299689 20.0
unknown? .59 7.59 60.1 ng 900975 1 8.06 299689 20.0
O-Acetylcitric ac... 15.96 2.8 ng 76816 3 14.67 555911 20.0
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