LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\

Data File : BG031553.D

Aca On - 14 Dec 2017 7:00 Instrument :
Operator : SJ/JU BNA_G

Sample - 16817-09 ClientSampleld :
Misc - 120617-JETT-F-U-M
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:\HPCHEM1I\BNA G\METHODS\8270-BG121117.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 5.180 316 322 333 rBV 42613 74397 1.20% 0.373%
2 5.667 400 405 423 rBV 210275 404396 6.50% 2.025%
3 7.277 674 679 694 rBV 126946 289246 4 .65% 1.449%
4 7.642 733 741 752 rBV 450300 815182 13.11% 4.083%
5 8.106 814 820 831 rVB 149519 266152 4.28% 1.333%

8.429 868 875 894 rVB 626659 1144492 18.41% 5.732%
9.275 1011 1019 1031 rBV 423714 863893 13.89% 4.327%
10.926 1292 1300 1319 rBV 170280 403516 6.49% 2.021%
13.352 1706 1713 1726 rBV 1657067 2806656 45.14% 14.057%
14.733 1940 1948 1962 rBV2 397393 734785 11.82% 3.680%

=
QO ~NO®

11 16.079 2171 2177 2188 rBV 128538 206740 3.32% 1.035%
12 16.220 2194 2201 2219 rBV 938366 1638179 26.35% 8.205%
13 17.477 2408 2415 2430 rBV2 673428 1160570 18.66% 5.813%
14 20.062 2849 2855 2867 rBV 4525971 6218102 100.00% 31.143%
15 21.743 3134 3141 3155 rBV2 842664 1497919 24.09% 7.502%

16 25.027 3686 3700 3721 rBV2 463178 1441760 23.19% 7.221%

Sum of corrected areas: 19965985
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG121317\
Data File : BG031553.D

Aca On - 14 Dec 2017 7:-00

Operator : SJ/JU

Sample - 16817-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG121117.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: BG031553.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\
Data File : BG031553.D

Aca On : 14 Dec 2017 7:00

Operator : SJ/JU

Sample : 16817-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 5.59 ng 74397 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 322 (5.180 min): BG031553.D (-316) (-) m/z 43.00 100.00%
43
59
5000
o 450 500 520 540 560
83 : : : : :
0 164 m/z 59.10 54.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N R L IR
4.80 500 520 5.40 5.60
59 m/z 101.00 20.08%
ar ‘ 69 83 920"
e L L L R L L LA RN AL RN LA SRR LA AR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
480 500 520 540 560
5000 m/z 58.00 15.25%
101
oL 15 31 58 6o 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4076: Morpholine, 4-methyl-
43 4.80 500 520 5.40 5.60
m/z 41.00 8.22%
5000
101
15 97 71
0'”PAW”ML”WH'W?ﬁP“W““ ﬁﬁ'”'””P”W””P”W””P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\
Data File : BG031553.D

Aca On : 14 Dec 2017 7:00

Operator : SJ/JU

Sample : 16817-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.64 Concentration Rank 2

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

7.64 61.26 ng 815182 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 741 (7.642 min): BG031553.D (-733) (-) m/z 132.00 100.00%
132
5000 68 ]\¥_
40 54 787% 5115 740 760 7.80 8.00
0 B E e m/z 68.10 37 .45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L IR
7.40 7.60 7.80 8.00
31 51 78 m/z 134.00 32.18%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
740 7.60 7.80 8.00
5000 67 m/z 66.00 24 .55%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 7.40 7.60 7.80 8.00
24 m/z 69.10 14.88%
5000 98 116
I I 89%‘;,&97,\,\",,“_ s 8
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\
Data File : BG031553.D

Aca On : 14 Dec 2017 7:00

Operator : SJ/JU

Sample : 16817-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.08 5.63 ng 206740 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
3 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 43
4 Vinvl benzoate 148 C9H802 000769-78-8 43
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 43
Abundance Scan 2177 (16.079 mia;): BG031553.D (-2171) (-) m/z 105.00 100.00%
105
77 182
5000
51
152 15.80 16.00 16.20 16.40
| - .'|. o3 8o 126 185 207 0 h/z 182.10  66.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105
77 182
5000 U ISR BN SR B
15.80 16.00 16.20 16.40
o1 m/z 77.00 60.98%
o 27 39 | 63 | 126 1%2 I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
77 15,80 16.00 16.20 16.40
5000 m/z 51.00 23.16%
51
14 27 39 65 o 125 154
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33091: Benzoy! isothiocyanate R e
105 15.80 16.00 16.20 16.40
m/z 181.10 12.07%
5000 v
51
0 2738 | 62 | | 122
R I SURELLS SUREL SURLIL UL UL L L L SN
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121317\
Data File : BG031553.D

Acq On : 14 Dec 2017 7:-00

Operator : SJ/JU

Sample - 16817-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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]
2-Pentanone, 4-hy... 5.18 5.6 ng 74397 1 8.11 266152 20.0
unknown7 .64 7.64 61.3 ng 815182 1 8.11 266152 20.0
Benzophenone 16.08 5.6 ng 206740 3 14.73 734785 20.0
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