LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022949.D

Aca On > 9 Jul 2016 3:26

Operator : UM/SJ

Sample = H3936-07

Misc :

ALS Vial : 46 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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 5.696 478 486 495 rBV 597983 998023 12.97% 2.817%
2 7.306 754 760 769 rBV2 455195 774848 10.07% 2.187%
3 7.682 813 824 835 rBVY 1099033 1959442 25.46% 5.532%
4 8.152 898 904 911 rBV 383846 643293 8.36% 1.816%
5 8.481 951 960 968 rVB 936760 1625631 21.12% 4 .589%

9.327 1096 1104 1115 rBV 926621 1701452 22.11% 4._.803%
10.978 1379 1385 1394 rVB 560008 1041973 13.54% 2.941%
13.417 1791 1800 1813 rBY 3007316 4618039 60.00% 13.037%
1078480 1759960 22.87% 4.968%
16.290 2280 2289 2296 rBVY 2839132 4441333 57.71% 12.538%
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11 17.553 2497 2504 2510 rBV 1409951 2182335 28.35% 6.161%
12 18.422 2646 2652 2659 rBv2 100075 148518 1.93% 0.419%
13 19.686 2863 2867 2873 rBV7 66483 99186 1.29% 0.280%
14 19.821 2886 2890 2897 rVB 623504 747981 9.72% 2.112%
15 20.150 2940 2946 2953 rBV 5641902 7696595 100.00% 21.728%

16 21.454 3163 3168 3172 rBVS8 46377 83291 1.08% 0.235%
17 21.842 3228 3234 3241 rVB 1408546 2480666 32.23% 7.003%
18 25.209 3797 3807 3818 rVB 823131 2420631 31.45% 6.833%

Sum of corrected areas: 35423197
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1\BNA G\DATA\BGO70916\
Data File : BG022949.D

Aca On > 9 Jul 2016 3:26

Operator : UM/SJ

Sample : H3936-07

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022949.D
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022949.D

Aca On > 9 Jul 2016 3:26

Operator : UM/SJ

Sample = H3936-07

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.68 Concentration Rank 1

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

7.68 60.92 ng 1959440 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 824 (7.682 min): BG022949.D (-813) (-) m/z 132.00 100.00%
132
68
5000
40 96 TrryprrrryriTprrrrrrrorT
7.40 7.60 7.80 8.00
0 bl L 157 208234 281 339 398 488 "m/z 68.10 57.39%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL L L I R
7.40 7.60 7.80 8.00
31 m/z 66.10 39.87%
O.mebk.J..”,....,”..,....“...,..”,....,.”.,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 33.37%
69
39 103
G L L U UL B UL UL B S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- RN BRI e
132 7.40 7.60 7.80 8.00
m/z 69.05 26.38%
5000
104
63
39 J
0"Mfﬁm*l'“'w""|"”|""|”"|""w"'|"'w LRI I L I AL
m/z--> 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022949.D

Aca On > 9 Jul 2016 3:26

Operator : UM/SJ

Sample = H3936-07

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.82 6.03 ng 747981 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 68
2 Tributvl acetvicitrate 402 C20H3408 000077-90-7 64
3 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 50
4 T1.17-Biphenvl1-4-o0l. 3-amino- 185 C12H11NO 001134-36-7 43
5 Hexanedioic acid, dibutyl ester 258 C14H2604 000105-99-7 39
Abundance Scan 2890 (19.821 min): BG022949.D (-2886) (-) m/z 185.10 100.00%
185
129
5000
57 S | W
87 157 | 713 ) 312 356 415444 505 540 19.60 19,80 20.06 20.20
Ol b bl 1 218 | 812 356 415444 505540 757159 00 66.44Y%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144807: Butyl citrate
185
129
5000 RN SULRULN BN UL SURR
19.60 19.80 20.00 20.20
259 m/z 57.05 26.70%
o J TS s e s
mz-> 0 §o 100 150 200 250 300 350 400 450 500
Abundance
185
129 19.60 19.80 20.00 20.20
so00] 23 259 m/z 41.05 18.10%
157
102 213 329
Ol T T e T T T e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #93158: Hexanedioic acid, bis(2-methylpropyl) ester
129 19.60 19.80 20.00 20.20
m/z 259.10 12.26%
57
5000 185
29 10
mz-> 0 50 100 150 200 250 300 350 400 450 500 19,60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG070916\
Data File : BG022949.D

Acq On > 9 Jul 2016 3:26

Operator : UM/SJ

Sample - H3936-07

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .68 7.68 60.9 ng 1959440 1 8.15 643293 20.0
Butyl citrate 19.82 6.0 ng 747981 5 21.84 2480670 20.0
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