LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035895.D

Aca On - 26 Jul 2018 5:33 Instrument :
Operator : JU/SJ BNA_G

Sample - J4107-01 ClientSampleld :
Misc - 071918-DBRI-E-D-B
ALS Vial : 20 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-BG071218 .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 5.609 388 395 408 rBV 157823 288782 8.93% 2.185%
2 7.195 659 665 679 rBV 106513 206292 6.38% 1.561%
3 7 .559 717 727 738 rBV 340227 613725 18.98% 4.644%
4 8.023 801 806 814 rBV 120193 207526 6.42% 1.570%
5 8.346 853 861 871 rBV 504456 899597 27.82% 6.807%

9.186 994 1004 1017 rBV 392596 774753 23.96% 5.862%
10.831 1277 1284 1293 rBV 141574 286867 8.87% 2.171%
13.275 1692 1700 1714 rBV 1311073 2146468 66.39% 16.241%
55295 107003 3.31% 0.810%
14.649 1927 1934 1942 rBV2 302724 510348 15.79% 3.861%
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11 15.936 2148 2153 2160 rBV 88191 109893 3.40% 0.831%
12 16.136 2180 2187 2207 rBV 739062 1237939 38.29% 9.367%
13 17.393 2394 2401 2410 rBV2 459155 714286 22.09% 5.405%
14 20.001 2838 2845 2856 rBV 2469492 3233113 100.00% 24.463%
15 21.293 3058 3065 3075 rBV5 49751 100622 3.11% 0.761%

16 21.658 3120 3127 3138 rVB 460610 817709 25.29% 6.187%

17 23.126 3371 3377 3383 rBV5 25173 41020 1.27% 0.310%

18 23.925 3506 3513 3517 rBV4 27177 55713 1.72% 0.422%

19 24.853 3661 3671 3686 rVB3 281177 798838 24.71% 6.044%

20 25.969 3854 3861 3871 rBvVS8 20582 65910 2.04% 0.499%
Sum of corrected areas: 13216404
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO72518\

- BG0O35895.D

- 26 Jul 2018 5:33

- JUu/SJ

: J4107-01 071918-DBRI-E-D-B
- 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG035895.D

8.35

756 9.19

5.61 7.19 3.02 10.83

0
Time-->

3.50 4.00 4.50 5.00

550 6.00 6.50 7.00 7.50 8.00 8.0

9.00 9.50 10.

T T T T
00 10.50 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

13.27

TIC: BG035895.D
20L00

16.14

17.39 21.66

14.65

14.10 15.9

21.29
A

0
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

2000000

1500000

1000000

500000

TIC: BG035895.D

24.85

23.13 23.93 25.97

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\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035895.D

Aca On 26 Jul 2018 5:33

Operator : JU/SJ

Sample : J4107-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071218_.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 unknown7.56 Concentration Rank 2

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

7.56 59.15 ng 613725 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 14

Abundance Scan 727 (7.559 min): BG035895.D (-717) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\\
TTrTTTTTTT T T T T T T
381 1p3.2 7.20 7.40 7.60 7.80
ol by .E,'L. 1982 2094 LY Tm/z 68.15  49.96%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 N L UL I I
7.20 7.40 7.60 7.80
2.0 m/z 66.15 34 .89%
0...ll‘.'ll."l..,J....l....l....,....,....,....
m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
P
7.20 7.40 7.60 7.80
5000 97.0 m/z 134.15  34.74%
31.0 go. ‘
0 "Jmﬁh%““l UNLEE UL UL UL UL BN
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- R RARasRENEE BRI
132.0 7.20 7.40 7.60 7.80
m/z 69.15 22 .97%
5000
280 939 920
0 '“'*ﬂﬂ'ﬂrlh"l'l""l"' UL UUBLELLN DA I L R I I
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035895.D

Aca On 26 Jul 2018 5:33

Operator : JU/SJ

Sample : J4107-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.94 4_.31 ng 109893 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 78
2 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 78
3 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
4 Adipic acid. ethvl pent-4-en-2-v... 242 C13H2204 1000354-11-7 53
5 1-Amino-2-methylnaphthalene 157 C11H11N 002246-44-8 50
Abundance Scan 2154 (15.942 min): BG035895.D (-2148) (-) m/z 157.15 100.00%
15Y.2
5000
115.2
431 gr2 203.2 15,60 15.80 16.00 16.20
Ol e et e b e || M7z 115.15 34 63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
Ja\
5000{ 29.0 U DAL BULBULI SRR I i
115.0 15.|60 15.|80 16.IOO 16.|20 '
203.0 m/z 203.15 12.37%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #159224: O-Acetylcitric acid triethyl ester
157.0
15,60 15.80 16.00 16.20
5000 43.0 203.0 m/z 43.15  11.10%
115.0
0 15.0 \‘ I 84 0 It 1l ‘\ [ | i 231 0 273 0
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropyl ester
157.0 15.60 15.80 16.00 16.20
m/z 87.15 7.49%
5000 43.0 115.0
87.0
188.0
O B T e O A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035895.D

Aca On - 26 Jul 2018 5:33

Operator : JU/SJ

a?ggle i J4107-01 071918-DBRI-E-D-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.46 ng 100622 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 86
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 72
3 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 64
4 1-Hexacosanol 382 C26H540 000506-52-5 64
5 Thieno[2,3-d]-1,3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
Abundance Scan 3064 (21.288 min): BG035895.D (-3058) (-) m/z 83.25 100.00%
43.1 833
5000
267.1 595 3 355.4 21.00 21.20 21.40 21.60
ol r———luyd m/z 97.25 83.85%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000
111.0 21.00 21.20 21.40 21.60
m/z 57.25 82.81%
o |, [139-0167.0196.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
51.0
97.0
21.00 21.20 21.40 21.60
5000 m/z 69.20 81.03%
280 1r5'0 196.0
168.0196.
o WAL, 1800 20 sao
m/z--> 50 100 150 200 250 300 350
Abundance #177220: 1-Docosanol, methyl ether
453.0, 83.0 21.00 21.20 21.40 21.60
m/z 43.15 79.03%
5000 111.0
139.0
0l15:0 | |} 167.0196.0224.0252.0280.0308.0 339 o
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO72518\

Data File : BG035895.D

Acg On : 26 Jul 2018 5:33

Operator : JU/SJ

Sample - J4107-01 071918-DBRI-E-D-B
Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : 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]
unknown? .56 7.56 59.1 ng 613725 1 8.03 207526 20.0
Triethyl citrate 15.94 4.3 ng 109893 3 14.65 510348 20.0
Trichloroacetic a... 21.29 2.5 ng 100622 5 21.66 817709 20.0
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