LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082019\
Data File : BG042367.D

Aca On : 20 Aug 2019 21:14

Operator : HP/JU

Sample : K4387-03

Misc :

ALS Vial : 7 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 3.136 3 8 26 rvB 470305 928250 38.38% 4 .498%
2 5.568 415 422 443 rBV 639878 1068979 44.19% 5.180%
3 7.172 687 695 711 rBV 672598 1203902 49.77% 5.834%
4 7.542 749 758 770 rBV 729309 1258760 52.04% 6.100%
5 8.006 830 837 846 rBV 237587 399133 16.50% 1.934%
6 8.253 873 879 886 rBV 15550 32022 1.32% 0.155%
7 8.335 886 893 902 rVB 543481 965005 39.90% 4_.676%
8 8.829 971 977 988 rBV 59311 109853 4 .54% 0.532%
9 9.117 1016 1026 1030 rBV 145823 263975 10.91% 1.279%
10 9.175 1030 1036 1047 rVB 380373 721259 29.82% 3.495%

11 10.826 1309 1317 1334 rBV 291335 577193 23.86% 2.797%
12 13.282 1728 1735 1747 rBV 1141048 1847634 76.38% 8.953%
13 14.111 1870 1876 1880 rBV 47194 82692 3.42% 0.401%
14 14.405 1920 1926 1933 rBV3 7886 27714 1.15% 0.134%
15 14.663 1963 1970 1978 rBV 498279 823214 34.03% 3.989%

16 15.456 2102 2105 2110 rBV3 24319 36696 1.52% 0.178%
17 16.156 2218 2224 2231 rBV 930413 1503763 62.17% 7.287%
18 16.402 2262 2266 2271 rVB 151099 209191 8.65% 1.014%
19 17.413 2434 2438 2443 rBV2 585405 932087 38.53% 4.517%
20 17.454 2443 2445 2454 rVB 204183 307155 12.70% 1.488%

21 19.469 2784 2788 2793 rVB 449141 636509 26.31% 3.084%
22 19.834 2847 2850 2854 rVB 377396 468981 19.39%% 2.273%
23 20.027 2879 2883 2889 rVB 1815357 2418857 100.00% 11.721%
24 21.690 3159 3166 3171 rBV2 721387 1491769 61.67% 7.229%
25 22.707 3333 3339 3353 rVB 417020 910625 37.65% 4.413%

26 24.939 3711 3719 3740 rVB 419939 1411758 58.36% 6.841%

Sum of corrected areas: 20636976
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042367.D

Aca On : 20 Aug 2019 21:14

Operator : HP/JU

Sample : K4387-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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: BG042367.D
2000000
1500000
1000000

5.57
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.0
Abundance TIC: BG042367.D
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Abundance TIC: BG042367.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042367.D

Aca On : 20 Aug 2019 21:14

Operator : HP/JU

Sample : K4387-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.14 46.51 ng 928250 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 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 9 (3.141 min): BG042367.D (-3) (-) m/z 73.10 100.00%
73

]

5000
5 49 67 81 9 3.20 3.30 3.40 3.50 3.60
o SRS =2V IR (- S N m/z 43.10 32.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 TTT [T T [T T rrrrprrrrri
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 28.16%
29
35 |11 | 67 ||, 80
O e R e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87

3.20 3.30 3.40 3.50 3.60
5000 55 m/z 55.10 25.53%

Jd

i

‘79 .97 112 129
0.,....,....,....,....,... e R LB ERRE =
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 10.86%
5000 43
58
N R S S N DM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042367.D

Aca On : 20 Aug 2019 21:14

Operator : HP/JU

Sample : K4387-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 2 unknown7.54 Concentration Rank 1

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

7.54 63.07 ng 1258760 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 758 (7.542 min): BG042367.D (-749) (-) m/z 132.00 100.00%
5000
68
0 % J 720 740 7.60 7.80
40 54 - - - -
ol Lrer | eus | m/z 68.10 34.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS BN SRS RARRE
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 32.91%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
A L LU IR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.77%
41 97
53
‘ 79 ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e E  EERmEmae s )
57 132 7.20 7.40 7.60 7.80
24 m/z 69.05 13.03%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 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 : BG042367.D

Aca On : 20 Aug 2019 21:14

Operator : HP/JU

Sample : K4387-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Benzenemethanol, .alpha.,.a... Concentration Rank 4

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

9.12 13.23 ng 263975 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha...alpha.... 136 C9H120 000617-94-7 91
2 Benzenamine. 2.4-dimethvl- 121 C8H11N 000095-68-1 64
3 .alpha.-Hvdroxv-.alpha.-methvlbe... 226 C15H1402 005623-26-7 64
4 _alpha.-Ethvl-_alpha.-methvlbenz... 150 C10H140 001565-75-9 64
5 dI-2-Phenyl-1,2-propanediol 152 C9H1202 004217-66-7 59

Abundance Scan 1027 (9.123 min): BG042367.D (-1016) (-) m/z 121.10 100.00%
43 3
5000
77 SRR RS N SRR
| 59 % 105 . 136 8.0 9.00 920 9.40
O T B B B e L I B S I m/z 43.05 81.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16537: Benzenemethanol, .alpha.,.alpha.-dimethy!-
43
w000 121 T b0 550 s
m/z 77.10 18.41%

7
0 2.7 Ll 59 || 91 193 W 136
B B L B e L o BLALJLAN A o o i o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9621: Benzenamine, 2,4-dimethyl-
121
106

8.80 9.00 9.20 9.40

5000 m/z 51.10 13.04%
77
53 ‘
0 TATh m ‘\ ! Il
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82925: .alpha.-Hydroxy-.alpha.-methyloenzyl pheny! ketone  RAEEE R e
121 8.80 9.00 9.20 9.40
m/z 78.10 10.40%
43
5000
[ 105
ol 27 53 63 L 91 M | 139 152 165 183 209 i
B o e e B e e e e B R B
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042367.D

Aca On : 20 Aug 2019 21:14

Operator : HP/JU

Sample : K4387-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 5 Pentadecane, 2,6,10,14-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.40 4.49 ng 209191 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 91
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 78
3 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 64
4 Heptacosane 380 C27H56 000593-49-7 58
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
Abundance Scan 2266 (16.402 min): BG042367.D (-2262) (-) m/z 57.10 100.00%
57
71
5000 43
85
‘ 991317 183 16.00 16.20 16.40 16.60 16.80
141 : : : : :
o,....,l...|,..".-.,-:...J,.-.-.I.,.-...,..1.53??‘?.9.,!..??.1..2]1?...2‘.“.‘.?,‘3.2]..,.... m/z 71.10 66.57%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57
43 n

16. OO 16 20 16. 40 16. 60 16. 80

5000

113 m/z 43.10 45 _56%

183
o 127141155169" | “197211225239253268
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83031: Tridecane, 5-propyl-
57
43 [Trr [t r[rrrr[rrrorprrs
71 16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 30.51%
85
o) Hhena 168183107 5
R R 1R TR Ri A AR EATOEE
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #191844: Sulfurous acid, butyl hexadecy! ester A EEEEE B
57 16.00 16.20 16.40 16.60 16.80
m/z 56.10 19.33%
5000
43
29 113127 225
oL B \ 27141155169 196 259 289
,””,”.w”.w”.w”.w.”..”w.”..”..”..”..”.“”.“”. o o
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16,40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042367.D

Aca On : 20 Aug 2019 21:14

Operator : HP/JU

Sample : K4387-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 6 5H-[1]Benzopyrano[4,3-d]pyr--.. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.71 12.21 ng 910625 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-T11Benzopvranol4.3-dlpvrimidi... 275 C16H9N302 1000337-49-1 50
2 3.5-Diamino-6-T3.4-diethoxvyphenv... 275 C13H17N502 058848-69-4 50
3 1H-Indole. 2-cvclohexvl-3-phenvl- 275 C20H21N 1000163-87-0 47
4 8H-Benzolal-1.3-benzodioxolol6.5... 275 C17H9NO3 000475-75-2 46
5 Acetic acid, 2-[5-(4-nitrophenyl... 275 C13H13N304 351064-45-4 46
Abundance Scan 3340 (22.713 min): BG042367.D (-3333) (-) m/z 275.00 100.00%

2715
5000 246
129 218

102
39 57 77 1 165 1 22.40 22.60 22.80 23.00
Ol e h 165188 ] j Lyl | 302326344 379 nsoo48 00 41.77Y%

m/z--> 50 100 150 200 250 300 350
Abundance #123552: 5H-[1]Benzopyrano[4,3-d]pyrimidin-5-one, 2-(3-pyr...
275

5000 LB L e e
22. 40 22. 60 22. 80 23. 00

53 e m/z 129.00 28.06%

88 143
116
o B L Lo B0 ]
m/z--> 50 100 150 200 250 300 350
Abundance #123276: 3,5-Diamino-6-[3,4-diethoxyphenyl]-1,2,4-triazine
275

22. 40 22. 60 22. 80 23.00

5000 m/z 218.05 24 .38%
43 65 120 177 218
ol porlar e 20 L
m/z--> 50 100 150 200 250 300 350
Abundance #123658: 1H-Indole, 2-cyclohexyl-3-pheny!- T T T T
275 22. 40 22. 60 22. 80 23. 00

m/z 276.05 20.01%

5000
232
206
oL 41 6381 109130 165184 J “L 254 |
el

m/z--> 50 100 150 200 250 300 350 22. 40 22. 60 22. 80 23. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082019\
Data File : BG042367.D

Acq On : 20 Aug 2019 21:14

Operator : HP/JU

Sample - K4387-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_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]
Butane, 2-methoxy... 3.14 46.5 ng 928250 1 8.01 399133 20.0
unknown7 .54 7.54 63.1 ng 1258760 1 8.01 399133 20.0
Benzenemethanol, ... 9.12 13.2 ng 263975 1 8.01 399133 20.0
Pentadecane, 2,6,... 16.40 4.5 ng 209191 4 17.41 932087 20.0
5H-[1]Benzopyrano... 22.71 12.2 ng 910625 5 21.70 1491770 20.0
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