LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044035.D

Aca On : 14 Jan 2020 13:54

Operator :© JU

Sample : PB126078BL

Misc :

ALS Vial : 4 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 3.130 3 7 20 rvB 281759 477375 6.47% 1.106%
2 5.051 328 334 347 rBV 451220 709619 9.62% 1.643%
3 5.527 407 415 428 rBV 1943903 3223461 43.70% 7.465%
4 7.113 676 685 704 rBVY 2055830 3701674 50.19% 8.573%
5 7.483 739 748 756 rBVY 2088786 3651216 49.50% 8.456%
6 7.947 819 827 834 rBV 393988 675636 9.16% 1.565%
7 8.271 873 882 892 rBVY 1598525 2813620 38.15% 6.516%
8 9.099 1016 1023 1041 rBV 1213396 2251924 30.53% 5.215%
9 10.744 1295 1303 1317 rBV 521589 974917 13.22% 2.258%
10 13.206 1714 1722 1734 rBV 3296789 5328592 72.25% 12.340%

11 14.029 1857 1862 1868 rBV 72855 111658 1.51% 0.259%
12 14.575 1948 1955 1965 rBvV2 857303 1398010 18.95% 3.238%
13 16.067 2201 2209 2230 rBV 2561251 4154742 56.33% 9.622%
14 17.319 2414 2422 2433 rBV 1016362 1610034 21.83% 3.729%
15 19.933 2861 2867 2882 rBV 5182065 7375618 100.00% 17.081%

16 21.238 3084 3089 3097 rBvV 291609 475432 6.45% 1.101%
17 21.302 3097 3100 3112 rVB 60788 110602 1.50% 0.256%
18 21.567 3138 3145 3158 rBV 1048342 1690342 22.92% 3.915%
19 21.784 3177 3182 3187 rVB 54352 77437 1.05% 0.179%
20 22.378 3277 3283 3296 rBV 80726 164364 2.23% 0.381%

21 23.053 3392 3398 3406 rBV 84683 161464 2.19% 0.374%
22 23.835 3525 3531 3540 rVB2 82099 173121 2.35% 0.401%

23 24.681 3664 3675 3684 rBV2 596932 1720015 23.32% 3.983%
24 25.850 3867 3874 3885 rVB4 51302 148861 2.02% 0.345%

Sum of corrected areas: 43179734
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044035.D

Aca On : 14 Jan 2020 13:54

Operator :© JU

Sample : PB126078BL

Misc :

ALS Vial : 4 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: BG044035.D
5000000

4000000

3000000

2000000 5.53 7L 748
8.27

9.10
1000000

10.74
13 5,05 7.95

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10 00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG044035.D
5000000 19,93

4000000

13.21

3000000
16.07

2000000

21.57
1000000 14.57 17.32

21.24
14.03 2J1.30]|121.78 22.38
O A L N B I e e e S S K S

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: BG044035.D
5000000

4000000

3000000

2000000

1000000
24.68

2305  23.83 25.85
R A R R RN R R S e S AREREREEREEEE RS s S 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\BG011420\
Data File : BG044035.D

Aca On : 14 Jan 2020 13:54

Operator :© JU

Sample : PB126078BL

Misc :

ALS Vial : 4 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.13 14.13 ng 477375 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 10

Abundance Scan 7 (3.130 min): BG044035.D (-3) (-) m/z 73.10 100.00%
3 A
5000
43
55 87
o5 147 3.20 3.30 3.40 3.50
0'”P“W””P”W”Jmlﬁ””P”JJ”P”W”“P”W””P”W””P”W”' m/z 43.10 34.83%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 USRI S R IR
43 O 3.20 3.30 3.40 3.50
- 87 m/z 87.10 24 .96%
0 ”'I”"P"W"Mhh”'ULL'P“'Wqﬁ'H”"P'll'”}Q%'W"”I'”'I”"P"W'“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73
320 330 340 350
5000 43 m/z 55.05 23.60%
58
0”W””P”W”Nﬁ”WH”P”W“”P“W”LP”W””P”W””P”W”“P“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1996: Silane, tetramethyl- T
73 3.20 3.30 3.40 3.50
m/z 41.10 11.28%
5000
43
o2 15 2 | 53 5 | g8
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044035.D

Aca On : 14 Jan 2020 13:54

Operator :© JU

Sample : PB126078BL

Misc :

ALS Vial : 4 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
505 21.01ng 700619  1,4-Dichlorobenzene-da 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 CGH1202 000123-42-2 56

001116-98-9 32
053951-43-2 28

2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203

4 Tetraalvme 222 C10H2205 000143-24-8 25
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
Abundance Scan 334 (5.051 min): BG044035.D (-328) (-) m/z 43.10 100.00%
43
59
5000
101 L B R T A
480 5.00 5.20 5.40
73 83
0...,....,....,....','!:..‘?.1.!'.|,....,....,.-...,....-,....,....,....,....,...., m/z 59.05 58.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA L B L B L Y L L LB
480 5.00 5.20 5.40
m/z 101.10 23.21%
31 83 o3 101
Y LV | M N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
i e L e R
480 5.00 5.20 5.40
5000 a1 m/z 58.05 16.35%
68
50| 126 14
Obrrr e e et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl- R RE TAa o e
43 480 5.00 5.20 5.40
m/z 41.05 8.71%
5000
101
31 58
L \M A \‘\ 73 87 117 130
o) SNBSS SNBSS SN N PRI S, SN S M v S SVP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044035.D

Aca On : 14 Jan 2020 13:54

Operator :© JU

Sample : PB126078BL

Misc :

ALS Vial : 4 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 3 unknown7.48 Concentration Rank 1

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

7.48 108.08 ng 3651220 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 1-Isoquinolinemethanol, .alpha.-... 191 C12H17NO 114608-92-3 12

Abundance Scan 747 (7.477 min): BG044035.D (-739) (-) m/z 132.00 100.00%
132
5000 68
40 % 720 740 7.60 7.80
54 : : : :
0 g0 11s 252 m/z 68.10 43.01%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL UL IR IR L

7.20 7.40 7.60 7.80
m/z 134.00 34.71%

31 51
ol luy ] L) )
R IR B B B L B b
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R e
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 27.69%
97
‘ ‘ 117
o....\,\ O
m/z--> O 80 100 120 140 160 180 200 220 240
Abundance #14144: 5-Fluoro-2-chloropyrimidine T EEmma e e
132 7.20 7.40 7.60 7.80
m/z 69.10 17.77%
5000
33 105
NESICAI
0....,.uu.,u...,....,.... e e S A —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044035.D

Aca On : 14 Jan 2020 13:54

Operator :© JU

Sample : PB126078BL

Misc :

ALS Vial : 4 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.24 5.63 ng 475432 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 3089 (21.238 min): BG044035.D (-3084) (-) m/z 57.10 100.00%
57 g3
5000 111
ERA NI SR B R
3 J 139 21.00 21.20 21.40 21.60
o A 107 194 224 249268 380 | nuzo743.10  91.10%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 R BRI B BRI R
21.00 21.20 21.40 21.60
29 m/z 55.10 87.37%
139
ol | 7y 167 196 238 266 294
m/z--> 50 100 1éo 260 2éo 360 3éo
Abundance #166292: Behenic alcohol
55 83
" 21.00 21.20 2140 21.60
5000 11 m/z 83.10 83.35%
29
oL Hn | |13 167 106 220 25 280 30
m/z--> éo 160 1éo 200 250 300 3éo
Abundance #186968: n-Tetracosanol-1
57 83 21.00 21.20 21.40 21.60
m/z 97.10 81.28%
5000 i
29 139
ol bl M | J}‘ | 167 195 222 250 280 308 336
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3éo 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044035.D

Aca On : 14 Jan 2020 13:54

Operator :© JU

Sample : PB126078BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.83 2.01 ng 173121 Perylene-di12 24 .69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3530 (23.829 min): BG044035.D (-3525) (-) m/z 57.10 100.00%
57
85
5000
LiPon i o o s " 3l0 2310 2400 2420
YN T N S0 00 O Y P o . e s LA IR m/z 71.10 78.78%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 IR AR AR B A
Bmmmmmmm
m/z 43.10 58.42%
29 13 141
oL i || L7y 199,197 225 253 262
m/z--> 55 100 1%0 200 2éo 300 3éo
Abundance #194493: Hexacosane
57
2360 23.80 24.00 24.20
5000 85 m/z 85.05 54.18%
29 ] U3 1y
ol L by 1 100 107 225 253 205 3p3 %67
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane N P T T T T
57 23.60 23.80 24.00 24.20
m/z 41.10 19.75%
- I wwmAMﬂtwuwmww}\%WWMMﬁVwUnvw
29
ol ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 2360 2380 2400 2420
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG011420\
BG044035.D
14 Jan 2020 13:54

Ju

PB126078BL

4

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .48
1-Heneicosanol
Eicosane

8270-BG123019.M Wed Jan 15 17:12:36 2020

3.13 14.1 ng

5.05 21.0 ng
7.48 108.1 ng
21.24 5.6 ng
23.83 2.0 ng

RT EstConc Units Response

Butane, 2-methoxy. ..
2-Pentanone, 4-hy...

477375
709619
3651220
475432
173121

|--Internal Standard---|
| # RT Resp Conc]

1 675636 20.0
1 675636
1 7.95 675636 20.0
5 21.57 1690340 20.0
6 24.69 1720020 20.0
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