LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\

Data File : BG035377.D

Aca On 25 Jun 2018 14:19 Instrument :
Operator : JU/SJ ?:'l\:gﬁ(t;Sam ol
a?ggle ; J3627-27 ZGKVCCJJ)
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:\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
1 4.568 213 218 228 rVB 66072 103662 3.41% 0.703%
2 5.167 313 320 332 rVB 125896 205800 6.77% 1.396%
3 5.625 392 398 409 rBV 508691 847806 27.88% 5.749%
4 7.211 660 668 680 rBV 627915 1094254 35.98% 7.421%
5 7.587 724 732 740 rBV 566033 968909 31.86% 6.571%
6 8.051 804 811 819 rVB2 151348 262024 8.62% 1.777%
7 8.374 858 866 874 rBV 450154 794934 26.14% 5.391%
8 9.214 1000 1009 1022 rBV2 356974 671546 22.08% 4 .554%
9 10.853 1279 1288 1298 rBV 186229 345545 11.36% 2.343%
10 13.297 1697 1704 1712 rBV 1120321 1712102 56.30% 11.611%
11 14.119 1838 1844 1851 rBvV 63195 96071 3.16% 0.652%
12 14.672 1932 1938 1948 rVB2 329696 547064 17 .99% 3.710%
13 15.512 2076 2081 2087 rVB3 21279 30589 1.01% 0.207%
14 16.158 2181 2191 2201 rBvV 659717 991326 32.60% 6.723%
15 16.375 2223 2228 2236 rVB 26414 44594 1.47% 0.302%

16 17.415 2398 2405 2416 rBV2 504699 793558 26.10% 5.382%
17 20.023 2842 2849 2858 rBV 2390436 3040917 100.00% 20.622%
18 20.323 2897 2900 2906 rVB2 35815 44979 1.48% 0.305%
19 20.816 2980 2984 2988 rBV2 43102 52972 1.74% 0.359%
20 21.321 3064 3070 3080 rBV2 70318 126795 4_.17% 0.860%

21 21.680 3125 3131 3139 rBV2 544638 902579 29.68% 6.121%

22 21.874 3160 3164 3169 rVB2 37225 50441 1.66% 0.342%
23 22.485 3262 3268 3272 rBV2 31027 49638 1.63% 0.337%
24 23.178 3381 3386 3391 rVB5 21843 37066 1.22% 0.251%
25 23.982 3517 3523 3530 rVBS8 20528 42942 1.41% 0.291%

26 24.905 3667 3680 3690 rBV3 295763 887881 29.20% 6.021%

Sum of corrected areas: 14745994
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035377.D

Aca On : 25 Jun 2018 14:19

Operator : JU/SJ

Sample : J3627-27

Misc :

ALS Vial : 8 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 TIC: BG035377.D
2000000
1500000

1000000

7.59
5.62
8.37
500000 921

517 8.05 /l 10.85

R R

T T 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: BG035377.D

4.57
A

20.02

2000000

1500000

13.30
1000000

16.16
17.41 21.68

500000
14.67

14.12 15.51 16.38 2032 20.82 2132 o187 2248
O B L A B o e LA L I o B B AL B e e o o o o

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: BG035377.D

2000000

1500000

1000000

500000
24.90

23.18 23.98

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\BG062518\

Data File : BG035377.D

Aca On : 25 Jun 2018 14:19

Operator : JU/SJ

a?ggle ; J3627-27 A
ALS Vial : 8 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 3-Hexen-2-one Concentration Rank 4

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

4_.57 7.91 ng 103662 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 86
2 Furan. 2-methoxvy- 98 C5H602 025414-22-6 78
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 78
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 78
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 78

Abundance Scan 218 (4.568 min): BG035377.D (-213) (-) m/z 83.15 100.00%
83.2
55.3
5000 98.2
43.1
‘ | 67.0 420 4.40 4.60 4.80 5.00
O I e B L et e B o o o m/z 55.25 64 .56%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3169: 3-Hexen-2-one
83.0
55.0
5000 43.0 A L UL L
98.0 420 4.40 4.60 4.80 5.00
29.0 m/z 98.15 41.03%
0 \‘ ‘ “‘ ! 1l ‘ ! 69\0 | 1
LI FUELEL FULELELN FULELEL UL JURLLS SURELL UL SURLLIL SURLE B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
83.0 98.0
55.0 AR L UL LU
420 4.40 4.60 4.80 5.00
5000 m/z 43.15 29.46%
41.0 69.0
G S S UL SUL LIS SR IULILL SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3370: 2-Pentene, 2,3—dimethy|— LA L L L L B L N N B
55.0 83.0 420 4.40 4.60 4.80 5.00
41.0 m/z 39.15 20.67%
5000 70 98.0
69.0
15.0 ‘ ‘
0 ”'I"'W"llI”'lkl'”ihh"P'“”i'”'l“l"ﬁ"“l'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035377.D

Aca On : 25 Jun 2018 14:19

Operator : JU/SJ

a?ggle ; J3627-27 A
ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.17 15.71 ng 205800 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 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 45
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 28
Abundance Scan 321 (5.173 min): BG035377.D (-313) (-) m/z 43.15 100.00%

43.1
59.1
5000
101.2

480 500 520 540 560

83.2 1150  137.7
qu”upuq”uw.anpnqunpuqud.”qunpuq”upnq”upn. m/z 59.15 65.54%
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
5000 LI L L L L L LB LB B B
59.0 4.80 5.00 520 5.40 5.60
0
15.0 101.0 m/z 101.15 23.60%
28. 83.0
o L A e S A RS st e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 59.0
R e RN e R
480 5.00 5.20 5.40 5.60
5000 101.0 m/z 58.15 17.12%
27.0 131.0
0 75.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 480 5.00 5.20 5.40 5.60

m/z 41.15 7.87%

5000 101.0
28.0 59.0
84.0
15\0 \H‘ ulll ‘M |, |
et e e e e e e P e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035377.D

Aca On : 25 Jun 2018 14:19

Operator : JU/SJ

Sample : J3627-27

Misc :

ALS Vial : 8 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 3 unknown7.59 Concentration Rank 1

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

7.59 73.96 ng 968909 1,4-Dichlorobenzene-d4 8.05
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 733 (7.593 min): BG035377.D (-724) (-) m/z 132.15 100.00%
13%.2
5000 68.2
01 21 || o 1o )
Obrrprrrrprree bbb 2 e A2 il T m/Z 68.15 50.22%
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 SRS A RS
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 66.15 33.55%
0'w'“'w'“m“'“'h'm'“l“'H'“w'“'w'“l“'w'“'w'“l“"'
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 134.15 31.95%
150 280 390 520 830 770 900 1040 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene R e R L
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 20.10%
5000
63.0 81.0
31.0 50.0 ‘ 101.0112.0 |
0|||||||||||||||||||||‘|||||||‘|||||||||||||||‘||||||| RRRES y T 4 T —T —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062518\

BG035377.D

25 Jun 2018 14:19

Jus/sJ

J3627-27 D6KV-CC-14
8 Sample Multiplier: 1

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

C:\Database\NIST11.L
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 Sulfurous acid, butyl octad... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.32 2.81 ng 126795 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 86
2 Hexadecane. 1.1"-oxvbhis- 467 C32H660 004113-12-6 72
3 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 68
4 Hexadecane 226 C16H34 000544-76-3 58
5 Cyclotetradecane 196 C14H28 000295-17-0 53

Abundance Scan 3070 (21.321 min): BG035377.D (-3064) (-) m/z 57.15 100.00%
57.1
5000 79
1533 207.2 21.00 21.20 21.40 21.60
D | .J.I Lo 8 iy, 29523054 4024 T 71,20 63.94%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57.0
5000 SR AU UM SRR B
21.00 21.20 21.40 21.60
‘ m/z 43.20 60.24%
Ollw‘lwl‘\l u‘ M “ M?:)‘::!:8?:0'|||2|5|‘3.|0||||3:|L7|.|0|||||||||||||||
mz-> 0 50 150 200 250 300 350 400 450
Abundance
57.0
225.0 LN BN SRR
21.00 21.20 21.40 21.60
5000 970 m/z 85.20 55.96%
141.0
ol 18.0 183.0 297.0 423.0 465.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #143258: Decane, 1,1'-oxybis-
57.0 21.00 21.20 21.40 21.60
m/z 55.15 52.17%
5000
7.0
140.0
015.()‘ ‘ } J\ 185.0 255.0
mz-> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062518\

Data File : BG035377.D

Acq On : 25 Jun 2018 14:19

Operator : JU/SJ

a?ggle ; J3627-27 A
ALS Vial : 8 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]
3-Hexen-2-one 4_57 7.9 ng 103662 1 8.05 262024 20.0
2-Pentanone, 4-hy... 5.17 15.7 ng 205800 1 8.05 262024 20.0
unknown? .59 7.59 74.0 ng 968909 1 8.05 262024 20.0
Sulfurous acid, b... 21.32 2.8 ng 126795 5 21.68 902579 20.0
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