LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040330.D

Acq On : 3 Apr 2019 17:44

Operator : JU/SJ

Sample : PB118511BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 5.603 420 428 440 rBVY 957263 1562383 39.72% 7.863%
2 7.201 692 700 713 rBVY 938185 1655597 42.09% 8.332%
3 7.577 755 764 780 rBVY 932694 1625719 41.33% 8.182%
4 8.048 837 844 853 rBvY 195828 331401 8.43% 1.668%
5 8.371 890 899 908 rvB 705336 1216207 30.92% 6.121%

9.223 1035 1044 1055 rBvV 538338 987374 25.10% 4_.969%
10.862 1314 1323 1333 rBVY 240888 440562 11.20% 2.217%
13.300 1731 1738 1748 rBV 1475391 2279908 57.96% 11.474%
14.681 1966 1973 1984 rVB2 376404 614413 15.62% 3.092%
16.167 2219 2226 2240 rBVY 1024638 1758818 44.72% 8.851%

=
QO ~NO®

11 17.425 2433 2440 2449 rBV2 545445 826031 21.00% 4._.157%
12 20.028 2877 2883 2897 rVB 2983397 3933274 100.00% 19.794%
13 21.696 3161 3167 3182 rVB2 639007 1094263 27.82% 5.507%
14 22.448 3291 3295 3304 rBV2 30508 57053 1.45% 0.287%
15 23.147 3409 3414 3423 rVB2 47236 93586 2.38% 0.471%

16 23.958 3546 3552 3560 rVB 52313 106894 2.72% 0.538%
17 24.916 3708 3715 3716 rBv4 46961 88139 2.24% 0.444%

18 24.975 3717 3725 3738 rVB2 356269 1088509 27.67% 5.478%
19 26.056 3901 3909 3922 rVB4 32396 110505 2.81% 0.556%

Sum of corrected areas: 19870636
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040330.D

Acq On : 3 Apr 2019 17:44

Operator : JU/SJ

Sample : PB118511BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040330.D
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8270-BG032719.M Thu Apr 04 18:14:27 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040330.D

Acq On : 3 Apr 2019 17:44

Operator : JU/SJ

Sample : PB118511BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 1 unknown7.58 Concentration Rank 1

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

7.58 98.11 ng 1625720 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 764 (7.577 min): BG040330.D (-755) (-) m/z 132.00 100.00%
5000 68 j\
40 45 54 | 75 %® o 720 7.40 7.60 7.80 8.00
48
o....,...:I'!...,:...,%:.'J,..'..,..5.‘?,..!.,....,.1.1?.,...., - m/z 68.00 41.74%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.20 7.40 7.60 7.80 8.00
3 78 m/z 134.00 32.24%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 27.49%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine . .... LR B e
132 720 7.40 7.60 7.80 8.00
m/z 69.00 15.64%
5000
33 44 0 g7 105
o 0 T e | L owe
m/z--> 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\BG040319\
Data File : BG040330.D

Acq On : 3 Apr 2019 17:44

Operator : JU/SJ

Sample : PB118511BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.06 2.03 ng 110505 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 53
3 Tridecane, l-iodo- 310 C13H271 035599-77-0 50
4 Heptacosane 380 C27H56 000593-49-7 50
5 Nonadecane 268 C19H40 000629-92-5 47
Abundance Scan 3910 (26.062 min): BG040330.D (-3901) (-) m/z 57.05 100.00%
g7
5000 85
s a3 261 e 5150 2600 P60 26D
ob Al m/z 43.00 56.34%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 HR U SN SR SN
85 25.80 26.00 26.20 26.40
29 m/z 71.05 52.85%
0 \‘ \L ‘\ “ Il u‘ 1:}3 ! 141 L 169 197 225 253 282
m/z--> §o 160 150 200 2éo 300 3éo
Abundance
57
| 25.80 26.00 26,20 26.40
5000 85 m/z 85.10 48.10%
29 113 169
O—r i e e e e 2
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- LI L B BN NI B
57 25.80 26.00 26.20 26.40
m/z 99.05 20.44%
5000 85
28
183
0 — “.‘ \I T \I t. .“. \|1}3| ‘. |15\§ —r ———T ———r 3:!-0. ———
m/z--> 50 100 150 200 250 300 350 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040330.D

Acq On : 3 Apr 2019 17:44

Operator : JU/SJ

Sample : PB118511BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
unknown7 .58 7.58 98.1 ng 1625720 1 8.05 331401 20.0
Eicosane 26.06 2.0 ng 110505 6 24.98 1088510 20.0
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