LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090820\
Data File : BG046558.D

Aca On : 8 Sep 2020 15:14

Operator : CG/JU

Sample : L3919-08

Misc :

ALS Vial : 8 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-BG082520.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 3.126 3 6 21 rVB 302965 407128 11.68% 2.548%
2 5.041 326 332 343 rBV 126319 189965 5.45% 1.189%
3 5.511 406 412 426 rBV 531698 875200 25.11% 5.478%
4 7.097 675 682 701 rBV 559046 1010845 29.00% 6.327%
5 7.926 816 823 833 rBV 206264 342273 9.82% 2.142%

9.083 1011 1020 1038 rBV 380183 717383 20.58% 4._.490%
10.723 1291 1299 1311 rBV 284506 510352 14.64% 3.195%
13.179 1710 1717 1728 rBV 1206221 1893902 54.33% 11.855%
14.013 1853 1859 1870 rBV2 37350 67773 1.94% 0.424%
14.559 1945 1952 1969 rBV2 484127 808214 23.18% 5.059%

=
QO ~NO®

11 16.046 2199 2205 2223 rBV 725613 1246826 35.77% 7.805%
12 17.303 2411 2419 2431 rBV 702073 1122260 32.19% 7.025%
13 19.918 2858 2864 2877 rBV 2657850 3486058 100.00% 21.821%
14 21.210 3079 3084 3094 rBV 304558 501317 14.38% 3.138%
15 21.545 3134 3141 3158 rBV 773904 1329878 38.15% 8.324%

16 21.751 3172 3176 3181 rBV3 32734 48392 1.39% 0.303%
17 22.344 3272 3277 3278 rBV2 37071 51073 1.47% 0.320%
18 23.778 3517 3521 3526 rVB3 24222 41958 1.20% 0.263%

19 24.648 3659 3669 3688 rBV2 465173 1324913 38.01% 8.293%

Sum of corrected areas: 15975710
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046558.D

Aca On : 8 Sep 2020 15:14

Operator : CG/JU

Sample : L3919-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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: BG046558.D
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Abundance TIC: BG046558.D
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Abundance TIC: BG046558.D
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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\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046558.D

Aca On : 8 Sep 2020 15:14

Operator : CG/JU

Sample : L3919-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 1

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

3.13 23.79 ng 407128 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 7 (3.132 min): BG046558.D (-3) (-) m/z 73.10 100.00%
73
5000 43 /L
55 87 A —
5 o5 3.20 3.30 3.40 3.50
Ot o bbb 88 L e M/Zz 43.10  35.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 SRR AR AR AR
43 3.20 3.30 3.40 3.50
55 87 m/z 55.10 26.28%
0 ?9 35 1.l | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 HAS A LU U LR I
3.20 3.30 3.40 3.50
5000 a1 55 m/z 87.05 25.43%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e EEAREEEaEE LR
73 3.20 3.30 3.40 3.50
m/z 41.10 11.07%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” ISR RN SRS AR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046558.D

Aca On : 8 Sep 2020 15:14

Operator : CG/JU

Sample : L3919-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.04 11.10 ng 189965 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 50
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 332 (5.041 min): BG046558.D (-326) (-) m/z 43.05 100.00%
a3
59
5000
101 NSO 1 VU —
480 5.00 5.20 5.40
Ol 073 88 L w7z 59.10 . 62.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L UL UL AR
59 480 500 520 5.40
m/z 101.10 22 .60%
15 31 101
0 Tl Ly 50 , | 83 ,
AR IR LRI IS UL NS LA I NN LSS B SRR BARES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
480 500 520 540
5000 m/z 58.10 17.06%
101
31 58
o 18 50 | 65 73 80 87 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8102: 4-Hydroxy-3-hexanone L i o i B
59 480 5.00 5.20 5.40

m/z 41.10 9.47%

5000 31
41

15 \‘ 51 69 80 87 98 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046558.D

Aca On : 8 Sep 2020 15:14

Operator : CG/JU

Sample : L3919-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 3 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.21 7.54 ng 501317 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 5-Eicosene. (B)- 280 C20H40 074685-30-6 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3084 (21.210 min): BG046558.D (-3079) (-) m/z 57.10 100.00%
57 83
5000 11 AAW#_A__¢¥~“~/\\““~VANAMA_~_
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
3 139 20.80 21.00 21.20 21.40 21.60
o P A, 182 210 2% 21303 35 oo Tga™iogg.40%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 NN U BN B
20.80 21.00 21.20 21.40 21.60
m/z 55.10 85.93%
29 139
ol | 7y 167 196 238 266 294
m/z--> 50 100 1éo 260 2éo 360 3%0
Abundance
43
69 AR U BN B
97 20.80 21.00 21.20 21.40 21.60
5000 m/z 43.10 81.69%
125
o 153 196 224
m/z--> éo 160 1éo 200 2éo 360 3%0
Abundance #127769: 5-Eicosene, (E)- TR T T
55 20.80 21.00 21.20 21.40 21.60
m/z 97.10 74 .03%
83
5000
29 111
0 LA L) ] 1139 167 106 223 252 280
m/z--> 5'0 1(')0 150 2(')0 25'30 3(')0 3&1,0 20.80 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090820\
Data File : BG046558.D

Acq On : 8 Sep 2020 15:14

Operator : CG/JU

Sample - L3919-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082520_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... 3.13 23.8 ng 407128 1 7.93 342273 20.0
2-Pentanone, 4-hy... 5.04 11.1 ng 189965 1 7.93 342273 20.0
1-Heneicosanol 21.21 7.5 ng 501317 5 21.55 1329880 20.0
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