LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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 3.147 5 10 31 rVB 1815426 2731426 28.56% 4.711%
2 5.068 331 337 349 rBV 308016 483911 5.06% 0.835%
3 5.538 410 417 428 rBVY 1576799 2572834 26.90% 4_437%
4 7.130 680 688 704 rVB 1171642 2099195 21.95% 3.621%
5 7.501 742 751 759 rBVY 2522899 4418758 46.21% 7.621%
6 7.965 823 830 839 rBV 471943 809838 8.47% 1.397%
7 8.288 877 885 894 rBY 1866804 3270656 34.20% 5.641%
8 9.116 1018 1026 1036 rBvV 1571640 2932706 30.67% 5.058%
9 10.767 1298 1307 1314 rBV 652505 1224023 12.80% 2.111%
10 13.217 1717 1724 1734 rBV 4181602 6787028 70.97% 11.706%

11 14.046 1859 1865 1871 rBV 307084 453302 4.74% 0.782%
12 14.592 1952 1958 1966 rBV 1172602 1837520 19.22% 3.169%
13 16.079 2204 2211 2223 rBV 3724601 5793830 60.59% 9.993%
14 17.336 2419 2425 2432 rBV 1424236 2117617 22.14% 3.652%
15 18.241 2575 2579 2586 rBV 115634 187501 1.96% 0.323%

16 19.951 2864 2870 2878 rBV 6633931 9562890 100.00% 16.494%
17 20.274 2922 2925 2930 rVB 109474 113705 1.19% 0.196%
18 20.767 3003 3009 3013 rBVv2 197884 277538 2.90% 0.479%
19 21.261 3088 3093 3101 rBV2 1048970 1730264 18.09% 2.984%
20 21.590 3143 3149 3156 rVB 1300357 2162859 22.62% 3.730%

21 21.807 3182 3186 3193 rVB 349832 485076 5.07% 0.837%
22 22.407 3283 3288 3296 rBV 407385 690237 7.22% 1.190%
23 23.088 3398 3404 3412 rVB 403610 741613 7.76% 1.279%
24 23.875 3532 3538 3548 rVB2 373041 747826 7.82% 1.290%
25 24.716 3672 3681 3690 rBV2 800079 2174204 22.74% 3.750%

26 24.798 3690 3695 3704 rVB2 293884 726421 7.60% 1.253%
27 25.908 3876 3884 3895 rvB2 210749 605052 6.33% 1.044%
28 27.236 4103 4110 4119 rVB3 83078 241713 2.53% 0.417%

Sum of corrected areas: 57979543
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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: BG043923.D
6000000
5000000
4000000

3000000
7.50

20000003.15 8.29
5.54 9.12

7.13
1000000
10.77
507 ,l 7.96
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043923.D

19,95
6000000

5000000

13.22
4000000 16.08

3000000

2000000 159
17.34 1.2()2 .

14.59 2
1000000 20.77 21.81 2241
J 14A.05 L 1bJ 20.27 <

O o e LA o e e B B B B LU B s e s o

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: BG043923.D

6000000
5000000
4000000
3000000
2000000
1000000 24.72

23.09 23.88 %\?O
: 25.91
A [ e 27.24

T P e T o T T e T T T e T T T T T e e e 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\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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 3

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

3.15 67.46 ng 2731430 1,4-Dichlorobenzene-d4 7.96
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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (3.153 min): BG043923.D (-5) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
Obrrrprrrrprrrrrr SO e 89 UL 10 188 Tn/z 43.10  38.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HES IR U U AR U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.05 26.28%
fg i 80
G R R R KRS RN AR ARARS RN RAASN LRSS RS AAARNAARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 25.57%
29
0'”I}?I”'W'”'P'”I“'W'”'P'”I”'W'gn'”'v'”I”'W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.07%
5000 43 87 ‘\/\\‘
15
0 1| ‘ A 52 59
m/z--> 10 20 30 45 50 eb 70 80 95 100 110 120 130 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\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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 5

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

5.07 11.95 ng 483911 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 23

Abundance Scan 337 (5.068 min): BG043923.D (-331) (-) m/z 43.05 100.00%
43
59
5000
n ik 5b0 520 S0
73 83 : : : :
0 ...,....,....,...3?','::..,“?3.4'.,..‘??,.'...,“...??..:,|....,.. m/z 59.10 56.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 480 500 520 540
m/z 101.10 20.10%
15 31 101
0 25,7 37, 53,| 83 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.10 16.39%
29 101
o 15 | 37 51 ||| 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl- L N AR maa
50 480 500 5.20 5.40
m/z 41.10 9.47%
5000
y A
73 102
o ...,.%5..,....,....,....,?3...,....,....,..8.7.,....,....,..
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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 unknown7.50 Concentration Rank 1

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

7.50 109.13 ng 4418760 1,4-Dichlorobenzene-d4 7.96
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 1l-Isoaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 751 (7.501 min): BG043923.D (-742) (-) m/z 132.00 100.00%
132
5000 68
40 “ 916 . a1 720 7.40 7.60 7.80
o . ——- m/z 68.10 45.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U U UL R R

7.20 7.40 7.60 7.80
m/z 134.00 35.57%

31
0 |l L
L L LA o B B e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
I REEEE B L RS
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 28.40%
97
i
0...,“.‘.MJ'.,.L...,....,....,....,....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53851: 1-Isoquinolinemethanol, .alpha.-ethyl-1,2,3,4-tetr... Pt
132 7.20 7.40 7.60 7.80
m/z 69.10 17.82%
5000
77 105
0.3;1.,..L..,J.J...}S.g..lgol....,....,....,....,....,....,.... R RAE RAnmema R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.77 2.57 ng 277538 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3009 (20.767 min): BG043923.D (-3003) (-) m/z 57.10 100.00%
57
I 85
5000 l
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
113 20.40 20.60 20.80 21.00
141
- | B 160 202228250 281 312 342 429 s TTIT9G 71 40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
20.40 20.60 20.80 21.00
m/z 43.10 66.41%
oL L 000 7 2 e e
m/z--> 55 100 1éo 200 2éo 360 3%0 460
Abundance #117638: Nonadecane
57
20.40 20.60 20.80 21.00
5000 85 m/z 85.10 53.47%
29
oL L I A113 141 169 197 225 268
m/z--> 55 100 1%0 260 250 360 3%0 460
Abundance #100330: 2-Bromo dodecane L B e e e e
57 20.40 20.60 20.80 21.00
m/z 55.10 27 .88%
5000 85
29J } 113 169
0 \J A L Ll | \140 \ 248
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 350 400 20. 40 20 60 20. 80 21. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.26 16.00 ng 1730260 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 3093 (21.261 min): BG043923.D (-3088) (-) m/z 57.10 100.00%
g7
83
5000 h {
111
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
139 21.00 21.20 21.40 21.60
o3 A A | j k7 168 196 228 252 280 312 343 415 m/z 43.10 87.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 L BN UL B
21.00 21.20 21.40 21.60
29 111 m/z 55.10 76.97%
o J L L139 168 195 224 252
m/z--> 55 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 21,00 21.20 21.40 21.60
5000 m/z 83.05 75.15%
111
2 169
ol J‘J L1289 1 210238 23 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate RN e e R
57 21.00 21.20 21.40 21.60
97 m/z 69.10 67.70%
5000
- 125
LT L st s ez 21 e .
m/z--> 50 1& 150 200 250 %o 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\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.81 4.49 ng 485076 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3186 (21.807 min): BG043923.D (-3182) (-) m/z 57.10 100.00%
57
5000
LN BRI SRR DU B
141 21.40 21.60 21.80 22.00 22.20
I J .‘.'|| L 162183204225 260281 309 3% 415 sz 71.10  72.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 AR AR B AP
21. 40 21. 60 21. 80 22. oo 22. 20
m/z 43.10 68.84Y%
oLzl | J | 1141 169 197 225 253 281 309 338
m/z--> §o 100 1éo 200 2%0 360 3%0 460
Abundance #100330: 2-Bromo dodecane
57
21/40 21,60 21.80 22.00 22.20
5000 P m/z 85.10 54 _.21%
29J 3 169
I I S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane [rrrrprrrrp oo
57 21.40 21.60 21.80 22.00 22.20
m/z 41.10 27 .57%
- I M&L
. 290 1| | |18 141 169 107 205 253 295 323 367
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 21. 40 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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 8 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22 .41 6.38 ng 690237 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3289 (22.412 min): BG043923.D (-3283) (-) m/z 57.05 100.00%

:

5000
% 22.00 22.20 22.40 22.60 22.80
141 175207 ' ' ' ' :
ob AL 3175207280075 324356 a1saso m/z 71.10 69.09%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
5000 TT 17T TTT I T rrrTs TT
22. OO 22. 20 22. 40 22. 60 22. 80
m/z 43.10 66.81%
ol 2 296
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
T T
22.00 22.20 22.40 22.60 22.80
5000 m/z 85.10 53.04%

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

i

Oy P e e e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 24 _97%
5000

3

99
26 |, 141 183 225 281 323 379 421 463 506

L A — S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. OO 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 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 9 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.09 6.86 ng 741613 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 3404 (23.088 min): BG043923.D (-3398) (-) m/z 57.10 100.00%
57
1 ‘AL
5000
J | ||113 141 169 197 225 253 294 326 365 427 220 7300 2220 7340
Ol b b b P 90 225 298 294 326 365 427 myz  71.10  74.21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85

5000
22 80 23.00 23.20 23.40
m/z 43.10 65.88%

113
oLl ener 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57

22.80 23 00 23. 20 23.40

85

5000 m/z 85.10 53.08%
29
oL 1. | [ L \1§1‘169 197 225 253 296
L B o Y e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493:; Hexacosane
57 22 80 23.00 23.20 23.40

m/z 55.10 23.10%

- T M\_\,AM
29
J | | M2 141 160 107 205 253 205 323 367

0..‘.‘.,...‘.,....,....,.... Lo s e B R

m/z--> 50 100 150 200 250 300 350 400 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.88 6.88 ng 747826 Perylene-d12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3539 (23.881 min): BG043923.D (-3532) (-) m/z 57.10 100.00%
57
5000 85 /\¥
} J J ﬂ1}3 41 169 211232253 295 337 415 2360 2380 24.00 2420
ot J L e e R e B m/z 71.10 75.94%

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5|7

5000 85 L B HLLI e o
23 60 23. 80 24 00 24 20

m/z 43.10 59.19%

29
o] 1 u1}3‘1§1 169 197 225 253 281 309 337 365 394
...,.... b T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5[7

23.60 23. 80 24 00 24.20

5000 85 m/z 85.10 51.70%
113
o 29| ] L 77,241 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- EE N R o S
57 23.60 23.80 24.00 24.20

m/z 55.10 23.02%

- | Mj\'\‘w
113
J } || 770241 169 197 239 267 204 323 352

R N A S . e

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\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043923.D

Aca On : 4 Jan 2020 15:29

Operator :© JU

Sample : K6449-02

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

27.24 2.22 ng 241713 Perylene-di12 24 .72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 83
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 80
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Octacosane 394 C28H58 000630-02-4 72

Abundance Scan 4111 (27.242 min): BG043923.D (-4103) (-) m/z 57.10 100.00%

R

5000
¥ 155 ' 27.00 27.20 27.40 27.60
207 249283 321355 : : : :
0 ,....,.'...l,l.ﬂ-b-,l-...'.,....,.... el N M. m/z 71.10 69.00%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LA L L L L L
27. 00 27 20 27. 40 27. 60
97 m/z 43.10 59.76%
ol 26 | 141 183 205 267 309 351 393 435 491 535574 617
e A A e e e e e e
m/z--> 0O 50 100 150 =200 250 300 350 400 450 500 550 600
Abundance #129498: Nonadecane, 2-methyl-
57
R EE RS LR
27.00 27.20 27.40 27.60
5000 m/z 85.10 53.34%
99
ol e o e
m/z--> 0O 50 100 150 =200 250 300 350 400 450 500 550 600
Abundance #175564: Tricosane, 2-methyl- A AR RS B e e e
43 27.00 27.20 27.40 27.60

m/z 55.10 24 .49%

5000

( 127 169 211 253 29 338

L B = S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 27. 00 27 20 27. 40 27. 60

%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010320\
Data File : BG043923.D

Acq On : 4 Jan 2020 15:29

Operator : JU

Sample - K6449-02

Misc :

ALS Vial : 35 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]
Butane, 2-methoxy... 3.15 67.5 ng 2731430 1 7.96 809838 20.0
2-Pentanone, 4-hy... 5.07 11.9 ng 483911 1 7.96 809838 20.0
unknown7 .50 7.50 109.1 ng 4418760 1 7.96 809838 20.0
Eicosane 20.77 2.6 ng 277538 5 21.59 2162860 20.0
5-Octadecene, (E)- 21.26 16.0 ng 1730260 5 21.59 2162860 20.0
Tetracosane 21.81 4.5 ng 485076 5 21.59 2162860 20.0
Heneicosane 22.41 6.4 ng 690237 5 21.59 2162860 20.0
Heptadecane 23.09 6.9 ng 741613 5 21.59 2162860 20.0
Octacosane 23.88 6.9 ng 747826 6 24.72 2174200 20.0
Tetratetracontane 27 .24 2.2 ng 241713 6 24.72 2174200 20.0
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