LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 3.158 7 12 22 rVB 228412 347103 9.67% 1.301%
2 5.068 332 337 345 rBV 35882 55468 1.54% 0.208%
3 5.532 408 416 426 rBV 813257 1318458 36.72% 4.941%
4 7.112 676 685 698 rBV 816233 1433097 39.91% 5.370%
5 7.547 754 759 767 rBV 40602 75543 2.10% 0.283%

7.947 820 827 836 rBV 336397 569228 15.85% 2.133%
9.104 1013 1024 1037 rBV 565088 1034563 28.81% 3.877%
1294 1303 1312 rBV 470910 852974 23.75% 3.196%
13.199 1714 1721 1732 rBV 1727335 2632813 73.32% 9.866%

QO ~NO®
=
o
\l
D
N

1 13.481 1763 1769 1779 rBV 622363 1000930 27.88% 3.751%
11 14.028 1855 1862 1868 rBV 350325 555228 15.46% 2.081%
12 14.422 1925 1929 1935 rVB6 37841 64375 1.79% 0.241%
13 14.486 1936 1940 1946 rBVS8 21398 37304 1.04% 0.140%
14 14.574 1946 1955 1962 rBV 794972 1325752 36.92% 4.968%
15 15.379 2088 2092 2097 rVB2 57397 82939 2.31% 0.311%

16 15.708 2144 2148 2158 rVB 202635 304072 8.47% 1.139%
17 16.061 2203 2208 2217 rBV 1202144 1822287 50.75% 6.829%
18 17.318 2417 2422 2426 rBV 883306 1337376 37.25% 5.011%
19 19.369 2767 2771 2779 rVB 374513 593968 16.54% 2.226%
20 19.727 2828 2832 2840 rVB 360157 526228 14.66% 1.972%

21 19.933 2862 2867 2872 rVB 2787140 3590717 100.00% 13.455%
22 21.231 3084 3088 3096 rVB4 329635 522460 14.55% 1.958%
23 21.560 3137 3144 3149 rBV2 972649 1811265 50.44% 6.787%
24 21.607 3149 3152 3160 rVB 169258 272642 7.59% 1.022%
25 21.778 3178 3181 3186 rVB 96780 119736 3.33% 0.449%

26 22.371 3278 3282 3288 rVB3 165051 277585 7.73% 1.040%
27 23.041 3391 3396 3402 rVB 188745 332838 9.27% 1.247%
28 23.687 3500 3506 3514 rBV 151129 454906 12.67% 1.705%
29 23.822 3523 3529 3534 rBV 247392 507454 14.13% 1.902%
30 24.380 3619 3624 3633 rVB2 97935 256949 7.16% 0.963%

31 24.674 3665 3674 3680 rBV2 592772 1609670 44.83% 6.032%

32 24.733 3681 3684 3693 rvVvB2 198378 440522 12.27% 1.651%
33 25.832 3863 3871 3880 rBV3 183111 519831 14.48% 1.948%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 26686281
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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

Abundance TIC: BG046286.D
3000000

2500000
2000000
1500000

1000000 553 711

9.10
10.74
500000 7.05

B.16
5.07 7.55

R R e e SN L UUMMMMBMMIUMES [N SOMM MMMMMMMMS SN MM A SN

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG046286.D

3000000

1993

2500000

2000000
13.20

1500000 16.06

17.32

1000000
13.48

500000

O o o o e o LN A e e e o N B o e e o 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: BG046286.D

3000000

2500000
2000000
1500000

1000000
24.67

50000012304 H£RFZ 2473 25.83

O 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\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 2

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

3.16 12.20 ng 347103 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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.158 min): BG046286.D (-7) (-) m/z 73.10 100.00%
7B
5000 43 S
3.20 3.30 3.40 3.50 3.60
0..J‘,‘..|.|.,10.7...,....,....,....,....,3‘.30. m/z 43.10 36.69%
m/z--> 50 100 150 200 250 300 350
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 R AN AR AR AR R
55 3.20 3.30 3.40 3.50 3.60
- m/z 55.10 28.16%
0-“‘-‘“-“‘.‘&‘-‘-1?1----.----.----.----.----.--
m/z--> 50 100 150 200 250 300 350
Abundance
73
1320 3.30 3.40 3.50 3.60
5000 55 m/z 87.05 25.01%
29
Oy 'QT o UL L SN L S
m/z--> 50 100 150 200 250 300 350
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 3.20 3.30 3.40 3.50 3.60
m/z 41.10 10.68%
5000 43
0 ?ﬁ' |L' J'I' UL UL UL I UL B
m/z--> 50 100 150 200 250 300 350 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\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

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

7.55 2.65 ng 75543 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol. 1-propoxy- 118 C6H1402 001569-01-3 50
4 Methoxvacetic acid. 2-methvlprop... 146 C7H1403 1000282-40-9 47
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45

Abundance Scan 759 (7.547 min): BG046286.D (-754) (-) m/z 45.05 100.00%
45
5000 l\L\
59
72 llllllllllllll|llll|l
104 7.20 7.40 7.60 7.80
o.w.”w.”.“”.ﬁh.“”.L”.Jh.“.ﬁﬁ.”,n”,””,”.w”.w” m/z 59.10 35.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 7.20 7.40 7.60 7.80
72 m/z 72.10 20.22%
o 1l W 89 104 q1¢ 135
mz-> 10 2'0 % 4 % oo 70 8 90 100 110 130 130 140
Abundance
45
A RN RS AN RARER
7.20 7.40 7.60 7.80
5000 59 72 m/z 73.10 15.71%
31
o 15 89 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8832: 2-Propanol, 1-propoxy-
45 7.20 7.40 7.60 7.80

m/z 43.10 13.68%

73
5000
59
15 \\ ‘ “\ I 89 103 117

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.48 15.10 ng 1000930 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 59
3 p-I1sopropoxvaniline 151 C9H13NO 007664-66-6 59
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 43
5 Cyclopentanol, 1-(methylenecyclo... 138 C9H140 086951-58-8 43
Abundance Scan 1769 (13.481 min): BG046286.D (-1763) (-) m/z 43.10 100.00%
8 109
151
5000
57 69 85
123 169 13.20 13.40 13.60 13.80
) N .',|:'. bl 87 gy 5337 ) 189 193 hz7 109.10  79.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 SR UL BN BN SUNE
13.20 13.40 13.60 13.80
57 69 g5 m/z 151.10 55.52%
oas 2l L B | P e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 109
13.20 13.40 13.60 13.80
5000 m/z 41.10 19.94%
80
151
91 123
e L S U UL B B B LI S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24948: p—IsopropoxyaniIine T[T T T[T T T T[T T[Tt
109 13.20 13.40 13.60 13.80
m/z 69.10 14.81%
5000
80 151
15 27 39 53 65 | 92 | 122 136
TTrrfrrrryrrrryprrrr[{7rrrr[rrr1r[rrr1r[rrrr [ rrrr[rrrr[rrrr —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 20 40 60 8 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 4 Cyclopentanol, 1-(methylene... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.71 4_.59 ng 304072 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 52
2 Cvclopentanol. 1-(methvlenecvclo... 138 C9H140 086951-58-8 50
3 Metacetamol 151 C8HONO2 000621-42-1 43
4 Pvridine. 2-butvl-. l-oxide 151 C9H13NO 031396-32-4 43
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 38
Abundance Scan 2148 (15.708 min): BG046286.D (-2144) (-) m/z 43.10 100.00%
43
109
5000 151 213
57 85 UL N SUNRA SRR
123 255 15.40 15.60 15.80 16.00
1 173 195
| I— ..',| A .-ﬂ-.'.'-,".l-.'.”.', MR L 18 1S 2 P h77 109.10 0 77.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 U DA UL UGN RN
15.40 15.60 15.80 16.00
69 g5 m/z 213.10 45_.11%
o158 2 56 ﬁ g 12sam | 1% g oy

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
67 109
41
o5 A e e o
27 15.40 15.60 15.80 16.00
5000 81 m/z 151.10 36.41%
34 123
137
O B B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24779: Metacetamol e R AR
109 15.40 15.60 15.80 16.00
m/z 41.10 23.12%
5000 151
43
1427 | 65 h 94 | 122135 |
L L B R B B e s A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 5 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.23 5.77 ng 522460 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 3088 (21.231 min): BG046286.D (-3084) (-) m/z 57.10 100.00%
7
83
5000 11
| l T 08 530 a3 e
139 182 : : : :
ol AL [139, 182204 | 256280302326 355 402429 | sz 55.10  84.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 LI BN SULLE IS B
29 111 21.00 21.20 21.40 21.60
m/z 43.10 84 .83%
JL \H ‘\ \ ‘\ 1‘1?9‘167 196 24
m/z--> 50 200 250 300 350 400
Abundance
57 83
' 21.00 21.20 2140 21.60
5000 111 m/z 83.10 78.18%
o 139 167 196222 266 294 325
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol R mEEEE RS S
55 83 21.00 21.20 21.40 21.60
m/z 69.10 70.26%
- 1 V\‘JLL
29
oLl ‘ | | 130 167 196 238 266 204
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 6 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.37 3.07 ng 277585 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tricosane 324 C23H48 000638-67-5 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3282 (22.371 min): BG046286.D (-3278) (-) m/z 57.10 100.00%
57
o 22.00 22,20 22.40 22.60
141 183 : : 2 2
ol by 34 183216240088 324 300 a0 05 un 0 6217w
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 AUV DA SRR B
nmnmnmnm
99 m/z 71.10 56.96%
0 W‘ Hm 141 183 205 267 309 367
m/z--> 55 100 150 200 250 300 350 400 4%0 560 séo 660
Abundance
57
22.00 22,20 22.40 22.60
5000 m/z 85.10 41 .39%
99 324
0 26 141 183 225 267
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane R T A o
57 22.00 22.20 22.40 22.60
m/z 55.10 29.62%
- w“W“”wuxAMnV/\“nﬁwwﬂﬂw“wwm
97
0 14 183 225 267 309 351 393423 463 505 561591
m/z--> 55 160 150 200 250 300 350 400 450 560 séo 660 22. oo 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 7 Tridecane, l-iodo- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.04 3.68 ng 332838 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3396 (23.041 min): BG046286.D (-3391) (-) m/z 57.10 100.00%
57
R U SRR BN SR
113 149 22.80 23.00 23.20 23.40
ol b LT 169196 228 267 209324 354 427 | ngn 7110 67.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 LRI UL SRR B B
22. 80 23. oo 23 20 23. 40
28 183 m/z 43.10 57 .84Y%
I o A |
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
2280 23.00 23.20 23.40
5000 m/z 85.10 46 .07%
85
o 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 2éo 360 3éo 460
Abundance #215181: 2-methyloctacosane A L B o
57 22.80 23.00 23.20 23.40
m/z 55.10 20.52%
o 1 MPJ\M/\N
113
oLl 17 141 169 197 225 267 295 365 393
m/z--> % 1& 150 M 2% %o @ 4& nmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 8 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.82 6.31 ng 507454 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3529 (23.822 min): BG046286.D (-3523) (-) m/z 57.10 100.00%
57
5000 85 ,nva-_wa~/\“a\,,ﬁ,th‘_
| 113 " 23.60 23.80 24.00 24.20
141 169 : : : :
oL A4 AT TP 269 197 225 298 289309 336367379 | g7z 71.10  62.510%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 R SR BRI I B
85 2360 23.80 24.00 2420
29 m/z 43.10 57.78%
o J‘L T 141 169 197 225 253 262
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 23.60 23.80 24.00 24.20
5000 o m/z 85.10 49.41%
29
o 113 141 169 197 225 253 281 309 337 365 394
LI S L UL UL SRS WAL SN
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T e
57 23.60 23.80 24.00 24.20
m/z 55.10 22 .89%
b I /\V\N‘/s—/k\w'fw
N ] I | Ulj3wl41 169 197 225 267 295 365 393
m/z--> 50 100 1&1;0 200 250 300 350 ' 2360 23.80 24.00 2420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 10 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.73 5.47 ng 440522 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Eicosane 282 C20H42 000112-95-8 86
3 Heneicosane 296 C21H44 000629-94-7 70
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 68
5 Tetracosane 338 C24H50 000646-31-1 62
Abundance Scan 3683 (24.727 min): BG046286.D (-3681) (-) m/z 57.10 100.00%
57
5000 i W\J\—\__J
252
24.40 24.60 24.80 25.00
140 169 207
[ 'J 4' i 230 || (280 308330385 415 sz 71.10  52.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 LR B B B IR
24.40 24.60 24.80 25.00
29 m/z 85.10 49_.07%
0 I “ H H‘ \‘ \141‘169 197 240
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
85 24.40 24.60 24.80 25.00
5000 m/z 43.10 43.68%
113
0 I I2I9I I o I . Il?ll fl.6l9l :!-9I7I2I2I5I253I I2I82I o I . I . \«AVL
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R EREmEEEE
57 24.40 24.60 24.80 25.00
m/z 252.10 30.92%
85
5000
29 113
ol L L)y J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046286.D

Aca On : 14 Aug 2020 22:03

Operator : CG/JU

Sample : L3661-02

Misc :

ALS Vial : 13 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 11 Octadecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.83 6.46 ng 519831 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 95
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3871 (25.832 min): BG046286.D (-3863) (-) m/z 57.10 100.00%

5000 85

=8

25.60 25.80 26.00 26.20

113
141 169 197 225 302
oA LW ATy 109.197 225 253276 302 320355 402 460 | ™77 10 59.17%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194495: Hexacosane
57
5000 85 TTTT TTTT LR B TTT
25.60 25.80 26.00 26.20
- 13 m/z 43.10 54 _.30%
oL L L 7M1 169 197 225 253 281 300 337 *°°
el G
miz--> 50 100 150 200 250 300 350 400 450
Abundance
43
S o e,
- 25.60 25.80 26.00 26.20
5000 m/z 85.10 47.00%
9
o 127 155 183 225 753
L s B s = = SRS
miz--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane L B ER
57 25.60 25.80 26.00 26.20
m/z 55.10 23.31%
- 1 ’\U\J\/\\fﬂw
29
ol ‘ ‘ | | (8141 160 197 225 253 281 309 337 365 394
e A 2 S R R .
mz--> 50 100 150 200 250 300 350 400 450 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG081420\
Data File : BG046286.D

Acq On : 14 Aug 2020 22:03

Operator : CG/JU

Sample - L3661-02

Misc :

ALS Vial : 13 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 12.2 ng 347103 1 7.95 569228 20.0
Ethanol, 2-(2-eth... 7.55 2.6 ng 75543 1 7.95 569228 20.0
2,4,7,9-Tetrameth... 13.48 15.1 ng 1000930 3 14.57 1325750 20.0
Cyclopentanol, 1-... 15.71 4.6 ng 304072 3 14.57 1325750 20.0
Cyclohexadecane 21.23 5.8 ng 522460 5 21.57 1811270 20.0
Hexacosane 22.37 3.1 ng 277585 5 21.57 1811270 20.0
Tridecane, l1l-iodo- 23.04 3.7 ng 332838 5 21.57 1811270 20.0
Eicosane 23.82 6.3 ng 507454 6 24.67 1609670 20.0
Heptadecane 24._73 5.5 ng 440522 6 24.67 1609670 20.0
Octadecane, 2-met... 25.83 6.5 ng 519831 6 24.67 1609670 20.0
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