LSC Area Percent Report

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

Data File : BG035364.D

Aca On : 23 Jun 2018 12:15 Instrument :
Operator : JU/SJ BNA_G

Sample - J3623-03 ClientSampleld :
Misc - 061918-DBRI-F-D-B
ALS Vial : 31 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

5.173 316 321 328 rBV 36036 60325 1.25% 0.316%
5.631 391 399 408 rBV 327607 532182 11.02% 2.791%
rBv 216662 400317 8.29% 2.099%
7.587 723 732 742 rBV 574492 1007881 20.87% 5.286%
8.057 803 812 824 rBV 192873 334624 6.93% 1.755%
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8.380 857 867 877 rVB 854779 1516691 31.41% 7.954%
9.215 1000 1009 1019 rBV 714327 1278110 26.47% 6.703%
10.859 1280 1289 1297 rBV 229629 420845 8.71% 2.207%
13.303 1695 1705 1712 rBV 1986237 3149045 65.21% 16.514%
14.120 1837 1844 1850 rBV 48301 80406 1.67% 0.422%

=
QO ~NO®

11 14.678 1932 1939 1947 rBvV2 375122 629883 13.04% 3.303%
12 15.964 2152 2158 2164 rVB 226399 302645 6.27% 1.587%
13 16.158 2184 2191 2204 rBV 1060351 1614588 33.43% 8.467%
14 17.415 2398 2405 2413 rBV2 533367 822180 17.03% 4.312%

15 18.296 2551 2555 2560 rBV2 59854 82878 1.72% 0.435%
16 20.024 2843 2849 2857 rBV 3574525 4829095 100.00% 25.325%
17 21.328 3067 3071 3078 rBV9 39203 80122 1.66% 0.420%
18 21.686 3125 3132 3141 rVB 564598 959422 19.87% 5.031%
19 23.372 3413 3419 3423 rVB2 38270 67494 1.40% 0.354%

20 24.899 3669 3679 3693 rBV2 301599 899909 18.64% 4._.719%

Sum of corrected areas: 19068642
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LSC Report - Integrated Chromatogram

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

Data File : BG035364.D

Aca On : 23 Jun 2018 12:15

Operator : JU/SJ

ﬁ?ggle i J3623-03 061918-DBRI-F-D-B
ALS Vial : 31 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

Abundance
3500000

TIC: BG035364.D

3000000
2500000
2000000
1500000

1000000 8.38
9.21
7.59

500000 5.63

5.17
L i L o s e e I e

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50
TIC: BG035364.D

7.21 8.06 10.86

0

T T T
9.00 9.50 10.00 10.50 11.00 11.50 12.

T
Time--> 00 12.50
Abundance

3500000

20.02

3000000

2500000

2000000} 13-30

1500000

16.16
1000000

17.42 21.69

500000 14.68
15.9

21.33

14.12 18.30

-
LN N e B B L e L B B e B B N B N B B N B

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
TIC: BG035364.D

0
Time-->
Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000 24.90

23.37

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 : BG035364.D

Aca On : 23 Jun 2018 12:15

Operator : JU/SJ

ﬁ?ggle i J3623-03 061918-DBRI-F-D-B
ALS Vial : 31 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.

5.17 3.61 ng 60325 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 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 320 (5.167 min): BG035364.D (-316) (-) m/z 43.15 100.00%
43.1
5000
101.2
—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—
480 500 520 5.40 5.60
b 2222 223 A18€ 759,15 68.60%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR L UL I
480 500 520 5.40 5.60
m/z 101.15 26 .34%
101.0
0 J'MJIL"'¢""I""I"' LR UURLELL S DU
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43.0
480 500 520 540 560
5000 m/z 58.10 16.37%
101.0
L S L L L L WAL S B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
54.0 480 500 520 5.40 5.60
m/z 41.25 11.60%
5000 101.0
21%
0 'wuul'“'I""I""I""I""I""I""I"'
mz-> 0 50 100 150 200 250 300 350 400 480 5.00 520 5.40 5.60
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Library Search Compound Report

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

Data File : BG035364.D

Aca On : 23 Jun 2018 12:15

Operator : JU/SJ

ﬁ?ggle i J3623-03 061918-DBRI-F-D-B
ALS Vial : 31 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 60.24 ng 1007880 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 18
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 732 (7.587 min): BG035364.D (-723) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 N P RN L
40.1 64,9 7.20 7.40 7.60 7.80 8.00
o} . m/z 68.15 48.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 I P RN L
7.20 7.40 7.60 7.80 8.00
70.0 m/z 134.15 34 .40%
31.0
O S S P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
B0 750 700 760 780 500
5000 ' m/z 66.15 33.29%
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14503: 1H-Benzimidazole, 2-methyl- A R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 23.08%
5000
150 3?0 1 63‘\0 m \\10‘40 ‘
m/z--> 2'0 40 60 80 100 120 140 160 180 200 220 240 260 720 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 : BG035364.D

Aca On : 23 Jun 2018 12:15

Operator : JU/SJ

ﬁ?ggle i J3623-03 061918-DBRI-F-D-B
ALS Vial : 31 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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.96 9.61 ng 302645 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 78
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 56
4 Adipic acid. isobutvl 3-(2-metho... 358 C20H3805 1000324-28-7 36
5 3-Chloro2-fluorobenzoic acid, 4-... 384 C22H34CIF02 1000338-65-1 33
Abundance Scan 2157 (15.958 min): BG035364.D (-2152) (-) m/z 157.15 100.00%
15Y.2
5000
115.2
81 g, 2 1560 1580 1600 1630
O el et e bbb b B o Tm/z 115.15  33.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 U DA B B B
2000 115.0 15 60 15|8O 16|OO 16|20 '
203.0 m/z 43.15 12.25%
ol 1, | 80 80 ‘ 210 2110
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
15.60 15.80 16.00 16.20
5000 43.0 115.0 m/z 111.15 9.97%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #159225: O-Acetylcitric acid triethyl ester  REam o L  EEE RS
157.0 15.60 15.80 16.00 16.20
43.0 m/z 203.15 9.20%
5000 203.0
115.0
0 15.0 | 85 0 Jdoy ‘ ‘ 231 0 273 0
m/z--> 25 45 60 85 100 120 140 1éo 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

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

Data File : BG035364.D

Aca On : 23 Jun 2018 12:15

Operator : JU/SJ

ﬁ?ggle i J3623-03 061918-DBRI-F-D-B
ALS Vial : 31 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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.30 2.02 ng 82878 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
2 Pentadecanoic acid 242 C15H3002 001002-84-2 59
3 Trehalose 342 C12H22011 000099-20-7 47
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Tetradecanoic acid 228 C14H2802 000544-63-8 42

Abundance Scan 2556 (18.302 min): BG035364.D (-2551) (-) m/z 73.15 100.00%

73.2
5000

18.00 18.20 18.40 18.60

0 m/z 60.10 62.76%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.00 18.20 18.40 18.60
m/z 55.15  59.54%

171.0 213.0 256.0

0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73.0
18.00 18.20 18.40 18.60
5000 20,0 129.0 m/z 41.25 54 .61%
' 199.0 242.0
O T T T T T T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #177856: Trehalose
73.0 18.00 18.20 18.40 18.60
m/z 57.25 52.66%
5000
04
m/iz--> 0 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

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

Data File : BG035364.D

Acq On : 23 Jun 2018 12:15

Operator : JU/SJ

3?22'6 i J3623-03 061918-DBRI-F-D-B
ALS Vial : 31 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]
2-Pentanone, 4-hy... 5.17 3.6 ng 60325 1 8.05 334624 20.0
unknown? .59 7.59 60.2 ng 1007880 1 8.05 334624 20.0
Triethyl citrate 15.96 9.6 ng 302645 3 14.67 629883 20.0
n-Hexadecanoic acid 18.30 2.0 ng 82878 4 17.42 822180 20.0
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