LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081120\
Data File : BG046218.D

Aca On 11 Aug 2020 15:25

Operator : CG/JU

Sample : L3624-02

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-BG073020.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 3.155 6 11 22 rVB 263053 365237 8.16% 1.781%
2 5.065 331 336 346 rVB 30606 48436 1.08% 0.236%
3 5.535 409 416 427 rBV 728345 1136240 25.38% 5.540%
4 7.115 677 685 695 rBV 726763 1246537 27.85% 6.078%
5 7.950 819 827 836 rBV 287201 472544 10.56% 2.304%

9.101 1014 1023 1032 rBV 473472 834685 18.65% 4_.070%
10.746 1296 1303 1312 rVB 379998 662927 14.81% 3.232%
13.202 1713 1721 1732 rBV 1387111 2162446 48.31% 10.544%
63658 99660 2.23% 0.486%
14.577 1947 1955 1963 rBV2 604828 991020 22.14% 4.832%
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11 16.058 2201 2207 2220 rBV 1340902 2155616 48.15% 10.511%
12 17.315 2415 2421 2431 rBV 933440 1420976 31.74% 6.929%
13 19.930 2860 2866 2880 rBV 3441619 4476419 100.00% 21.827%
14 21.228 3083 3087 3097 rBV 468679 662547 14.80% 3.231%
15 21.563 3137 3144 3154 rBV 1073657 1734283 38.74% 8.456%

16 22.380 3279 3283 3291 rVB6 41194 81384 1.82% 0.397%
17 24.671 3662 3673 3682 rBV2 631875 1786525 39.91% 8.711%
18 25.934 3883 3888 3904 rVB8 52145 171199 3.82% 0.835%

Sum of corrected areas: 20508681
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG081120\
BG046218.D

11 Aug 2020 15:25

CG/JuU

L3624-02

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000
.16

TIC: BG046218.D

5.53 7.12

7.95
5.06

10.75

0
Time-->

350 400 450 5.00 550 6.00 6.50 7.00

750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.20

TIC: BG046218.D

16.06

17.32
14.58

14.02

19,93

21.56

21.23

22.38

05
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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG046218.D

24.67

25.93

==

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\HPCHEMI1\BNA G\DATA\BG081120\
Data File : BG046218.D

Aca On 11 Aug 2020 15:25

Operator : CG/JU

Sample : L3624-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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.

3.16 15.46 ng 365237 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 12 (3.161 min): BG046218.D (-6) (-) m/z 73.10 100.00%
73
5000 43 'S
55 87
- 49 o5 3.20 3.30 3.40 3.50 3.60
) SN ST NS SOV~ A m/z 43.10 36.67%
m/z--> 10 20 30 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HAA RN RN RN RARAR RAR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.05 26.94%
0 ?9 35 | | 67 ||, 80
LN SURLELN SURL LI SURLELS SURLELELN SR S SR SUREM SURILIL S
m/z--> 10 40 50 60 70 80 90 100
Abundance
73
0o g 87 320 3.30 3.40 3.50 3.60
5000 m/z 87.10 25.95%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
7B 3.20 3.30 3.40 3.50 3.60
m/z 71.10 12.27%
5000
45
29
0 3O ™ er | 101 J .
LN SURLELN SUR BRI SURLELS SURLLELN IR S SR SURELS SURILL S
m/z--> 10 40 50 60 70 80 90 100 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\BG081120\
Data File : BG046218.D

Aca On 11 Aug 2020 15:25

Operator : CG/JU

Sample : L3624-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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.

5.06 2.05 ng 48436 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-0Octanol 130 C8H180 000589-98-0 28
3 4-Ethvl-3-octanol 158 C10H220 019781-26-1 28
4 3-Pentanol 88 C5H120 000584-02-1 25
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25

Abundance Scan 335 (5.059 min): BG046218.D (-331) (-) m/z 43.10 100.00%
48
59
5000
1 480 5.00 520 540
73 83 : : : :
0 ...,....,....,....l;'::..‘??.'!-li....,.'..'.,.-.~..,...:,|=...,....,....,....,.... m/z 59.10 67.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 AR R UL L
59 480 500 520 5.40
m/z 58.05 19.59%
15 31 101
0 | ol 51 | 83 ,
AR SRR NI LS IR SRR LI IR R AL LS BARSS BURAS B RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
83 480 5.00 520 5.40
5000 a1 m/z 101.00 18.83%
29 101
14 51 70 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29613: 4—Ethy|—3—octano| LI LA L LB L B
59 480 5.00 520 5.40
m/z 41.00 13.03%
5000
41
29 69 o8
129
0 ”'I"”I"'W""P'"I”"I'”'I"”Ig?'ﬂ""P"}}E"I”"I'”%?g'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081120\
Data File : BG046218.D

Aca On 11 Aug 2020 15:25

Operator : CG/JU

Sample : L3624-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 2
R.T. EstConc Area Relative to ISTD R.T.
21.23 7.64 ng 662547 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
Abundance Scan 3087 (21.228 min): BG046218.D (-3083) (-) m/z 57.05 100.00%
o7 ﬂ
5000 111
R B IR BN SU
3 l 139 21.00 21.20 21.40 21.60
ol LIS Al 196 238 280 342 | n77; 55.05  94.06%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 AR AR AR DR A
21. oo 21. 20 21. 40 21. 60
29 m/z 43.10 93.43%
0 L1?9 167 196 238 266 294
m/z--> 50 ' 260 2%0 360 3éo
Abundance
55 83
"' 21.00 2120 21.40 21.60
5000 11 m/z 83.10 91.88%
29
0 139 467 196 224 252 280 308
m/z--> éo 160 150 200 2%0 300 3éo
Abundance #127769: 5-Eicosene, (E)- R RN EER S e
55 21.00 21.20 21.40 21.60
m/z 69.10 80.75%
83
5000
29 111
o LU LI d | 1139 167 106 223 252 280
m/z--> % @ ﬁo 2& @ %o 3% mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG081120\
Data File : BG046218.D

Acq On 11 Aug 2020 15:25

Operator : CG/JU

Sample - L3624-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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... 3.16 15.5 ng 365237 1 7.95 472544 20.0
2-Pentanone, 4-hy... 5.06 2.0 ng 48436 1 7.95 472544 20.0
1-Heneicosanol 21.23 7.6 ng 662547 5 21.56 1734280 20.0
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