LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\
Data File : BG044078.D

Aca On : 17 Jan 2020 17:21

Operator :© JU

Sample : PB126138BL

Misc :

ALS Vial : 5 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-BG123019.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 5.038 323 332 341 rBV 174740 279926 4_.75% 0.985%
2 5.514 405 413 422 rBV 899598 1485236 25.20% 5.225%
3 7.100 676 683 694 rBV 621436 1113483 18.89% 3.917%
4 7.470 737 746 758 rBVY 1375115 2402444 40.77% 8.451%
5 7.934 818 825 833 rBV 251649 429812 7.29% 1.512%

8.258 872 880 888 rBV 1030183 1806171 30.65% 6.354%
9.086 1013 1021 1032 rBV 804279 1490723 25.30% 5.244%
10.737 1293 1302 1311 rBV 332749 628097 10.66% 2.210%
2331107 3752668 63.68% 13.201%
14.568 1942 1954 1965 rBV 619851 1032127 17.51% 3.631%
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11 16.054 2200 2207 2225 rBV 2059424 3334169 56.58% 11.729%
12 17.312 2414 2421 2432 rBV 820654 1262221 21.42% 4.440%
13 19.926 2860 2866 2880 rBV 4278258 5893243 100.00% 20.731%
14 21.466 3124 3128 3136 rVB 50490 68545 1.16% 0.241%
15 21.560 3137 3144 3151 rBV 795751 1298769 22.04% 4 _569%

16 21.771 3176 3180 3184 rBV 49616 69740 1.18% 0.245%
17 22.365 3276 3281 3289 rBV2 92454 158587 2.69% 0.558%
18 23.034 3390 3395 3405 rVB 95231 185433 3.15% 0.652%
19 23.816 3523 3528 3535 rVB 84432 165292 2.80% 0.581%
20 24.268 3600 3605 3615 rVB4 33301 88686 1.50% 0.312%

21 24.668 3663 3673 3681 rBV2 467050 1342465 22.78% 4.723%
22 25.825 3864 3870 3880 rVB3 48486 139067 2.36% 0.489%

Sum of corrected areas: 28426904
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044078.D

Aca On : 17 Jan 2020 17:21

Operator :© JU

Sample : PB126138BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044078.D
4000000

3000000

2000000

7.47

8.26
1000000 5.51 9.09

7.10

504 793 10.74

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG044078.D

19,93
4000000

3000000

13.19

16.05
2000000

1000000 17.31 21.56
14.57

21.421.77 22.36
o+ e T e R R e e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG044078.D

4000000
3000000
2000000

1000000
24.67

23.03 23.82 24,27 [\h 25.83

O T T T T T R T T e T T e T e T e T e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044078.D

Aca On : 17 Jan 2020 17:21

Operator :© JU

Sample : PB126138BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 13.03 ng 279926 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Methvl 2.5.8.11-tetraoxatridecan... 236 C10H2006 1000366-78-2 37
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 Methvl 2-(2-(2-methoxvethoxv)eth... 192 C8H1605 1000366-88-2 25
5 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 25

Abundance Scan 332 (5.038 min): BG044078.D (-323) (-) m/z 43.10 100.00%
a3
59
5000
101 IR RN U
| 73 s 007 4.80 5.00 5.20 5.40
o] R 1 ) N .S T NN MMMMMMUEMMMMMMNS U m/z 59.10 58.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U R R I
4.80 5.00 520 5.40
59 m/z 101.10 22.12%
2\7\ LUl H 70 83 1?1
S S S I S UL UL L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 5.40
5000 117 m/z 58.10 15.62%
45
29 73 103
oL 15 87 133 147 160 177 191
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59 4.80 5.00 520 5.40
m/z 41.05 8.41%
5000
41
2
73 102
0'}?P'T'I”"I'”'I?Z”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044078.D

Aca On : 17 Jan 2020 17:21

Operator :© JU

Sample : PB126138BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.47 Concentration Rank 1

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

7.47 111.79 ng 2402440 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 746 (7.470 min): BG044078.D (-737) (-) m/z 132.00 100.00%
5000 68
0 5 |l 7 e Piosns J TR T R T
o g e L weus W m/z 68.10 40.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RIS UL IR
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 33.59%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 740 7.60 7.80
5000 67 m/z 66.10 25.71%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.32%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, DA\ | W
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\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044078.D

Aca On : 17 Jan 2020 17:21

Operator :© JU

Sample : PB126138BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .36 2.44 ng 158587 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 89
2 Hexacosane 366 C26H54 000630-01-3 76
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 76
4 Heneicosane 296 C21H44 000629-94-7 76
5 Octadecane 254 C18H38 000593-45-3 68
Abundance Scan 3280 (22.359 min): BG044078.D (-3276) (-) m/z 57.10 100.00%
57
85
5000
147169 221 281 341 430 22.00 22.20 22.40 22.60
o....|, H“ ..1.9,7....2‘}9........l,....,..:. m/z 71.10 74.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 RUNAUVAAA AR SRS
22,00 22.20 22.40 22.60
m/z 43.10 67 .09%
0 I h\ “ H H‘ \‘ \1?1 169 197 240
m/z--> 100 1%0 200 250 300 350 400
Abundance
57
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 55.92%
. 29 113 141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #94356: Tetradecane, 2,6,10-trimethyl- R e R E R R
57 22.00 22.20 22.40 22.60
m/z 55.10 26.87%
o ] Nnu%wWNWN\wN/kHMWWWM\WWWW*
113 155
0 /- " dl i 1183 225
m/z--> % 1& 150 200 250 300 350 400 22,00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044078.D

Aca On : 17 Jan 2020 17:21

Operator :© JU

Sample : PB126138BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.03 2.86 ng 185433 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3394 (23.029 min): BG044078.D (-3390) (-) m/z 57.05 100.00%
85 “
5000
113 141 169 107 - 5260 23,00 23,20 2340
o AN 10T 25 253 281 355 401430 s S 6 g0 63
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
5000 85 BN SRR AR B B
22.80 23.00 23.20 23.40
29 m/z 43.10 67.76%
0 \‘ Jl “\ “\ 1§ \\‘ 1}3‘\ 14"1‘169‘197 24\.0
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance
57
2280 23.00 23.20 23.40
5000 85 m/z 85.10 55.22%
. 29 113 141 169 197 225 253 295 323 367
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance #94356: Tetradecane, 2,6,10-trimethyl- T T
57 22.80 23.00 23.20 23.40
m/z 55.10 22 .01%
- ] mwwkwmwwﬂ/ij\vw~»0¢mvww«H
113 155
0 Lol b " i dl i 1183 225
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 3&1,0 4(')0 22.|80 23.'00 23.'20 23.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044078.D

Aca On : 17 Jan 2020 17:21

Operator :© JU

Sample : PB126138BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.82 2.46 ng 165292 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3529 (23.822 min): BG044078.D (-3523) (-) m/z 57.10 100.00%
57
85
5000
53000 100 07 5o s e s a2 2900 2000 20
(oSN A A0 BV B PP Yo AU PR £ 202N MM, m/z 71.10 78.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 HRIA AR BRI BRI
23.60 23.80 24.00 24.20
13 m/z 43.10 68.15%
o2 LM 141169 107 525 o7 205 365 303
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
" 23.60 23.80 24.00 24.20
5000 85 m/z 85.10 56.41%
. 29 113 141 160 107 225 253 295 303 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #141432: Pentadecane, 8-hexyl- T T T e
57 23.60 23.80 24.00 24.20
m/z 55.10 23.10%
I Mwmj\MW/v\
5000
29
113 196
0 'l o ”'l ﬂ'“}?ﬁ‘}§8"il’zg%' |%6?' L RN DAL SR R AR SRR BRI
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044078.D

Aca On : 17 Jan 2020 17:21

Operator :© JU

Sample : PB126138BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 7 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.83 2.07 ng 139067 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Tetracosane 338 C24H50 000646-31-1 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 80
Abundance Scan 3871 (25.831 min): BG044078.D (-3864) (-) m/z 57.10 100.00%
57
5000 AN“’/\‘\/\‘
% " 25:60 25.80 26.00 26.20
155 211 250281 . . . )
Ol ek ...l,!.'.:,-.-.n.-.--,.-..2.‘?-9...,.... e || M7z 71.10  75.95%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LRI BRI SULRUL UL B

25 60 25. 80 26. OO 26 20
m/z 85.10 59.19%

Hu 141 183 225 267 309 351 393 435 491 535 574 617

0..”,..w.”.“.” SR R L R TR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
L R
25.60 25.80 26.00 26.20
5000 m/z 43.10 40.81%
o 141 183 225 267 309 351 437 VWNWVWNWM%M/}ﬁ\mewmwwwﬂwhw
L A T AR R AR LRSS L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175559: Tetracosane R mEEEE RS S
517 25.60 25.80 26.00 26.20
m/z 69.10 20.33%
o W\WWWW
99
o 141 183 225 338
e e S R mEEEE RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25 60 25. 80 26. 00 26 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011720\
Data File : BG044078.D

Acq On : 17 Jan 2020 17:21

Operator : JU

Sample : PB126138BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 5.04 13.0 ng 279926 1 7.93 429812 20.0
unknown7 .47 7.47 111.8 ng 2402440 1 7.93 429812 20.0
Heptadecane 22.36 2.4 ng 158587 5 21.56 1298770 20.0
Hexacosane 23.03 2.9 ng 185433 5 21.56 1298770 20.0
2-methyloctacosane 23.82 2.5 ng 165292 6 24.67 1342470 20.0
Tetratetracontane 25.83 2.1 ng 139067 6 24.67 1342470 20.0
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