LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082019\
Data File : BG042374.D

Aca On : 21 Aug 2019 1:43

Operator : HP/JU

Sample : K4404-02

Misc :

ALS Vial : 14 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-BG081919.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 3.134 3 8 27 rVB 505162 1008605 41.05% 5.406%
2 5.573 416 423 439 rBV 677005 1164515 47.39% 6.241%
3 7.182 687 697 712 rBV 703385 1344796 54.73% 7.208%
4 7.294 712 716 725 rVB 16654 36056 1.47% 0.193%
5 7.547 751 759 772 rBV 782509 1391429 56.63% 7.458%
6 8.011 831 838 847 rBV 212058 358062 14.57% 1.919%
7 8.340 885 894 902 rBV 610462 1087984 44.28% 5.831%
8 9.180 1029 1037 1048 rBV 414023 784123 31.91% 4.203%
9 10.831 1309 1318 1333 rBV 264695 514242 20.93% 2.756%
10 13.287 1729 1736 1752 rBVY 1236164 1959078 79.73% 10.500%

11 14.116 1871 1877 1885 rBV 107543 174526 7.10% 0.935%
12 14.668 1962 1971 1978 rBV 466564 747511 30.42% 4._.006%

13 14.732 1978 1982 1988 rVB 26549 41200 1.68% 0.221%
14 15.067 2034 2039 2048 rVB3 14095 30570 1.24% 0.164%
15 15.720 2143 2150 2159 rBV2 24702 54948 2.24% 0.295%
16 16.013 2197 2200 2209 rVB2 13159 26471 1.08% 0.142%

17 16.160 2219 2225 2240 rBV 923811 1675412 68.18% 8.980%
18 17.423 2434 2440 2443 rBV 536138 807793 32.87% 4_.329%
19 17.465 2443 2447 2453 rVB 310006 458856 18.67% 2.459%

20 17.553 2458 2462 2468 rVB 55118 92896 3.78% 0.498%
21 18.305 2586 2590 2594 rBV 34925 56513 2.30% 0.303%
22 18.346 2594 2597 2606 rVB 53286 83092 3.38% 0.445%
23 18.493 2618 2622 2626 rBV3 47286 79535 3.24% 0.426%

24 19.474 2784 2789 2794 rBV 426623 600124 24.42% 3.216%
25 19.838 2847 2851 2856 rVB 358447 499149 20.31% 2.675%

26 20.032 2879 2884 2889 rBV 1887340 2457203 100.00% 13.170%
27 21.695 3161 3167 3172 rBV3 571009 1123208 45.71% 6.020%

Sum of corrected areas: 18657897
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042374.D

Aca On : 21 Aug 2019 1:43

Operator : HP/JU

Sample : K4404-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG042374.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042374.D

Aca On : 21 Aug 2019 1:43

Operator : HP/JU

Sample : K4404-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.13 56.34 ng 1008610 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 7 (3.128 min): BG042374.D (-3) (-) m/z 73.10 100.00%
7B
5000
43 87
3.20 3.30 3.40 3.50
o.,....l,'-.'..|.~,..'.'.,....,....,....,1.4.7..,1?“.3..,..1??,?95?. m/z 43.10 33.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 I AR AR AR RN
43 3.20 3.30 3.40 3.50
‘ 55 87 m/z 87.10 28.47%
29
O'I”L'ﬂJ'JW"L'I'”'I'"'P"'I"”I""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 26 .68%
2l
N O = S~ S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy- S REEEE e e RARRR
73 3.20 3.30 3.40 3.50
m/z 71.05 10.82%
5000
45
29
0 H \‘\‘ 5\5 il 101
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50

8270-BG081919.M Wed Aug 21 13:07:42 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042374.D

Aca On : 21 Aug 2019 1:43

Operator : HP/JU

Sample : K4404-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919.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 2 Benzen-d5-amine Concentration Rank 5

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

7.29 2.01 ng 36056 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzen-d5-amine 98 C6H2D5N 004165-61-1 72
2 1H-Tetrazaborole. 4.5-dihvdro-1.... 98 C2H7BN4 006982-51-0 43
3 Piperidine. 1.1"-methvlenebis- 182 C11H22N2 000880-09-1 42
4 2-Dodecvicvclobutanone 238 C16H300 035493-46-0 38
5 Cyclohexanone, 2-propyl- 140 C9H160 000094-65-5 36

Abundance Scan 715 (7.288 min): BG042374.D (-712) (-) m/z 98.10 100.00%
98
5000
71
42 ¢, 169 208 700 7.0 7.40 7.60
0 et e e e mM/Z 71.10  28.66%
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3291: Benzen-d5-amine
98
5000 71
42 7.00 7.20 7.40 7.60
m/z 70.10 15.15%
| 18 29 53 -
miz--> 0 200 40 60 80 160 150 150 1éo 1éo 260
Abundance #3017: 1H-Tetrazaborole, 4,5-dihydro-1,4-dimethyl-
42 %8
7.00 7.20 7.40 7.60
5000 m/z 97.10 12.19%
28 69
2 | lw | s
0 ||‘l“:||‘||‘|‘|‘|||”‘|||‘l|||||||‘||||||||||||||||||||||||||||||
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #47106: Piperidine, 1,1'-methylenebis-
98 7.00 7.20 7.40 7.60
m/z 42.10 11.56%
5000
42 5
o5 M e Jjawo ;o
miz--> 0 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042374.D

Aca On : 21 Aug 2019 1:43

Operator : HP/JU

Sample : K4404-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919.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 unknown7.55 Concentration Rank 1

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

7.55 77.72 ng 1391430 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 760 (7.553 min): BG042374.D (-751) (-) m/z 132.00 100.00%
132
5000 /\k
68
40 % 720 740 7.60 7.80
54
0 8 s 2o | m/z 134.00 34.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LA L IR R L I
a1 97 7.20 7.40 7.60 7.80
17 m/z 68.10 33.63%
0 i L
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
6 720 7.40 7.60 7.80
5000 m/z 66.10 21.94%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52379: Tranylcypromine-propionyl
57 132 7.20 7.40 7.60 7.80

m/z 69.05 13.77%

74
116

5000 98
‘ 158 189

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042374.D

Aca On : 21 Aug 2019 1:43

Operator : HP/JU

Sample : K4404-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919.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 5 Anthracene, 9-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.35 2.06 ng 83092 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 90
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 81
3 BH-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 81
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 81
5 1H-Indene, 1l-phenyl- 192 C15H12 001961-96-2 81
Abundance Scan 2598 (18.352 min): BG042374.D (-2594) (-) m/z 192.00 100.00%
192
5000
165 18.00 18.20 18.40 18.60
95
oL L. 115 139 220,228, 262300 | 3%5 385 | 177 191.00  59.63%
m/z--> 50 100 150 200 250 300 350
Abundance #54731: Anthracene, 9-methyl-
192
5000 UL AR SRR SO &
18.00 18.20 18.40 18.60
m/z 189.00 29.80%
% 165
ol 39 63 ] 115 139 )
m/z--> 50 100 150 200 250 300 350
Abundance #54746: Phenanthrene, 1-methyl-
192
18.00 18.20 18.40 18.60
5000 m/z 193.05 17.88%
165
39 63 9115139 | |
m/z--> 50 100 150 200 250 300 350
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene L B
192 18.00 18.20 18.40 18.60
m/z 190.10 12.15%
5000
165
J2 e %6 15130 | |
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082019\
Data File : BG042374.D

Acq On : 21 Aug 2019 1:43

Operator : HP/JU

Sample - K4404-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919.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]
Butane, 2-methoxy... 3.13 56.3 ng 1008610 1 8.01 358062 20.0
Benzen-d5-amine 7.29 2.0 ng 36056 1 8.01 358062 20.0
unknown7 .55 7.55 77.7 ng 1391430 1 8.01 358062 20.0
Anthracene, 9-met... 18.35 2.1 ng 83092 4 17.42 807793 20.0
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