LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 5.032 326 331 341 rBV 101305 165558 2.90% 0.488%
2 5.508 405 412 425 rBV 626948 1025808 17.97% 3.022%
3 7.101 675 683 699 rBV 402455 797477 13.97% 2.349%
4 7.465 737 745 759 rBVY 1303586 2268954 39.75% 6.683%
5 7.929 817 824 834 rBV 292131 498072 8.72% 1.467%
6 8.252 869 879 891 rBVY 1188495 2121432 37.16% 6.249%
7 9.086 1012 1021 1035 rBV 984021 1767135 30.96% 5.205%
8 10.732 1293 1301 1312 rBV 412031 752911 13.19% 2.218%
9 13.193 1711 1720 1735 rBVY 2601154 4269821 74.80% 12.577%
10 13.475 1762 1768 1774 rBV 47470 79239 1.39% 0.233%

11 14.016 1855 1860 1866 rBV 64262 100333 1.76% 0.296%
12 14.568 1943 1954 1963 rBV 717725 1143207 20.03% 3.367%
13 16.055 2200 2207 2226 rBV 2209240 3550269 62.19% 10.457%
14 17.312 2414 2421 2430 rBV 854817 1344392 23.55% 3.960%
15 19.069 2716 2720 2729 rBV 175107 326096 5.71% 0.961%

16 19.139 2729 2732 2737 rVB 52038 68024 1.19% 0.200%
17 19.386 2771 2774 2779 rVB 53948 64472 1.13% 0.190%
18 19.715 2823 2830 2833 rBvV2 103193 144229 2.53% 0.425%
19 19.745 2833 2835 2841 rVB 61669 80016 1.40% 0.236%

20 19.927 2860 2866 2880 rBV 4184519 5708671 100.00% 16.815%

21 20.244 2912 2920 2925 rBV2 197013 322740 5.65% 0.951%
22 20.738 2999 3004 3008 rBV 278189 312952 5.48% 0.922%
23 21.237 3084 3089 3100 rBV 425588 671569 11.76% 1.978%
24 21.560 3137 3144 3152 rBV 818842 1401303 24.55% 4.128%
25 21.772 3174 3180 3186 rBV 327576 458844 8.04% 1.352%

26 22.318 3269 3273 3276 rBV2 44003 72038 1.26% 0.212%
27 22.365 3276 3281 3288 rVB 320425 513650 9.00% 1.513%
28 23.035 3389 3395 3408 rVB 338650 642617 11.26% 1.893%
29 23.217 3422 3426 3434 rVB 53653 96329 1.69% 0.284%
30 23.816 3521 3528 3536 rBV 284733 603639 10.57% 1.778%

31 24.668 3663 3673 3679 rBV2 494874 1401826 24.56% 4.129%
32 24.733 3680 3684 3694 rVB 226528 503273 8.82% 1.482%
33 25.820 3860 3869 3880 rBV2 149542 433943 7.60% 1.278%
34 27.130 4085 4092 4103 rVB4 73223 238690 4.18% 0.703%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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

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

Method
Title

Sum of corrected areas: 33949529
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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: BG044110.D
4000000

3000000

2000000

7.46 8.25

1000000 9.09

5.51

7.10 703 10.73

5.03

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. OO 12. 50
Abundance TIC: BG044110.D

4000000

19,93

3000000
13.19

16.05
2000000

1000000 21.56
14.57 1731

2024 20.74 2124 |51 77 2236
13.48 14.02 0% sa0 7l 22[82

(0 o e o L B o o L o o e i o o o o o e o e e N

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: BG044110.D

4000000

3000000
2000000

1000000
24.67

23.03 23.82 73
kazz 0\ ?% 25.82 2713

e e e e e e e I BEEREEEE R 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\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.03 6.65 ng 165558 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 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23

Abundance Scan 331 (5.032 min): BG044110.D (-326) (-) m/z 43.10 100.00%
43
59
5000
o 450 480 500 550 540
73 : : : : :
...,....,....,...37.',':=..,“.33.~!.;....,.~...,??..,...:,|....,. m/z 59.10 56.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S SRR A
460 4.80 5.00 5.20 5.40
59 m/z 101.10 20.53%
21 37| 53 ‘ 67 77 83 o1 ‘101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 500 520 540
5000 m/z 58.05 17.58%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.05%
5000
41
25\“ “‘\‘47 53, ], 3 87 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 unknown7.46 Concentration Rank 1

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

7.46 91.11 ng 2268950 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 744 (7.459 min): BG044110.D (-737) (-) m/z 132.00 100.00%
132
5000 68 ]\
6 IRRAS SARAN RS B L
40 54 62| 75 104 7.20 7.40 7.60 7.80
e 83 2| D e | W ums W w7z e8.10  41.73%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RIS S IR R U
7.20 7.40 7.60 7.80
0
31384451 78 m/z 134.00 33.59%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.10 27 .12%
33 44 g7 105
51 60 10 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e
132 7.20 7.40 7.60 7.80
m/z 69.10 17.41%
5000 67
41 97
‘ 53 2 117
34‘ ‘ ‘\ 6L [ 89 ] 103110 | 124 | A
miz--> B o e 7 8 8 160 110 130 10 140 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 4 Cetene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.07 4.85 ng 326096 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
3 n-Heptadecanol-1 256 C17H360 001454-85-9 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 2720 (19.069 min): BG044110.D (-2716) (-) m/z 55.05 100.00%
55

5000

:

18.80 19.00 19.20 19.40
m/z 83.10 97.22%

3

47 168 193209224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81244: Cetene
43
83
18.80 19.00 19.20 19.40
5 6 m/z 43.10 94 _.63%
| “ 154 181196 224
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
41 18.80 19.00 19.20 19.40
5000 11 m/z 97.10 83.35%
26 126 154 182 210 937 255 306
m@wﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n—HeptadecanoI—l S B L B
18.80 19.00 19.20 19.40
m/z 57.10 83.11%
5000
182 210 238
LI B L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.72 2.06 ng 144229 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 2831 (19.721 min): BG044110.D (-2823) (-) m/z 57.10 100.00%
57
T //\—'L/
5000
UL 153 15 162 000 350 2 15140 10160 1950 2000
e b A 8L | 22 298 282 Tm/z 71.10 72.45%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 RN A SRR
19.40 19.60 19.80 20.00
29 m/z 43.10 70.98%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
19,40 19.60 19.80 20.00
5000 g5 m/z 85.10 54 _42%
29
113 141 169 212
miz-> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane R B E e R et
57 19.40 19.60 19.80 20.00
m/z 41.10 30.85%
5000 85
29
198
T 'm “l”'i'i'*ljé“lfﬁ }gg"‘l" LS UL UL SR AN RS SRR
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

20.24 4.61 ng 322740 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2919 (20.238 min): BG044110.D (-2912) (-) m/z 57.10 100.00%

57
5000 85

219

‘ 113 20 00 20.20 20.40 20.60
141 169 197 245

ol ..,.J..q Aafl 160 197 4 245 o1 m/z 43.10 70.68%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85

5000 T T T T T T T
20. 00 20 20 20. 40 20. 60

‘ m/z 71.10 63.27%
i

29
H\ H\ h‘ u‘ 41 169 197 225 253 282
L e e I B o e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57

20 00 20.20 20.40 20.60

5000 85 m/z 85.05 50.26%
29
13 141 160 107 225 253 205 323 367
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 20.00 20.20 20.40 20.60

m/z 41.10 28.74%

85
5000
29 113
Ll JI | 141 169 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 20. 00 20 20 20. 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.74 4_47 ng 312952 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 3004 (20.738 min): BG044110.D (-2999) (-) m/z 57.10 100.00%

57
5000 8

20 40 20.60 20.80 21.00
141 ]_83
ol b LA 'I " 1~ A80 00 211231258 280 885 "m/z 71.05  74.21%

T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—P

5000
20.40 20.60 20.80 21.00
m/z 43.10 65.67%

29 113
\‘ ‘L h “\ A h‘ |‘ il 1ﬂ.1\16‘9 197 225 253 296
— e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance
57

20 40 20. 60 20. 80 21.00

5000 m/z 85.10 51.45%
85
29
113 141 160 197 225 253 281 323 351 380
I B e e o e e L E N I B B mn e e e o S
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57 20.40 20.60 20.80 21.00

m/z 41.10 27 .39%

85
5000
29
| | \113 141 169 197 240

m/z--> 50 100 150 200 250 300 350 20 40 20. 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 1-Heptadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.24 9.58 ng 671569 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 96
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
4 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
5 1-Pentadecene 210 C15H30 013360-61-7 89
Abundance Scan 3090 (21.243 min): BG044110.D (-3084) (-) m/z 57.10 100.00%
57
5000 85
3 Iﬁl i % 183 207225 249268 295 355 21.00 21.20 21.40 21.60
S N N Rt [220 290 & S m/z 43.10 69.34%
m/z--> 50 100 150 200 250 300 350
Abundance #92567: 1-Heptadecene
57 83
5000 R U SN B R
29 111 21.00 21.20 21.40 21.60
m/z 71.10 67 .54%
\‘ Ll ‘\‘ | |10 168 210 238
m/z--> 50 100 150 200 250 300 350
Abundance
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 49_.72%
39 105
133 161 288
m/z--> 50 100 150 200 250 300 350
Abundance #161094: Sulfurous acid, 2-propyl tetradecy! ester e e e ian
43 21.00 21.20 21.40 21.60
m/z 55.10 38.65%
5000
I w w 125 168 197 231 261 \kww*~_~wxpﬂfj
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.77 6.55 ng 458844 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3180 (21.772 min): BG044110.D (-3174) (-) m/z 57.10 100.00%
57 q
85
5000
—v—rv—v—v—vj—v—v—v—vj—v—v—v—v—rv—v—v—v—rv—
113 21.40 21.60 21.80 22.00
141 169
ol | AL LT 109100211 239 260 205 m/z 71.10 71.64%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
21.40 21.60 21.80 22.00
m/z 43.10 63.65%
29 113
| h LT, 14T 169 197 225 253 295 323 367
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance
57
21140 21.60 21.80 2200
5000 85 m/z 85.10 53.10%
38 13 141 169 197 239 47 294 323 352
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57 21.40 21.60 21.80 22.00
m/z 55.10 24 .00%
85
29 113
I J[ I 1?1 (169 197 225 253 296
m/z--> % m @ ﬁ @ @ @ 2uwmmwmmo'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 10 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .37 7.33 ng 513650 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3282 (22.371 min): BG044110.D (-3276) (-) m/z 57.10 100.00%
57 A
85
5000
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—
] ll1113 141 169 197 225 252 281 325 357 22.00 22.20 22.40 22.60
g L T e i S IR m/z 71.10 73.63%
m/z--> 50 100 150 200 250 300 350 A
Abundance #215181: 2-methyloctacosane
57
22.00 22.20 22.40 22.60
113 m/z 43.10 65.78%
29 | “ H 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 22,00 22.20 22.40 22.60
5000 m/z 85.10 54.88%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57 22.00 22.20 22.40 22.60
m/z 55.10 23.30%
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 22,00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 12 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.82 8.61 ng 603639 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3529 (23.822 min): BG044110.D (-3521) (-) m/z 57.10 100.00%
5000
141 169 23.60 23.80 24.00 24.20
211 239 281 309 343 415 n/z 71.10 70. 64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 N UL UL SULRN B
Bmmmmmmm
m/z 43.10 63.27%
29 113
LTI 169 107 225 253 295 3p3 367
m/z--> éo 160 150 260 2%0 360 3%0 460
Abundance
57
o " 23.60 23.80 24.00 24.20
5000 m/z 85.10 57 .81%
29 113
141 169 197 225 253 296
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- R e e  EEE R
57 23.60 23.80 24.00 24.20
m/z 55.10 23.07%
5000 85
113
O e O L -V I S
m/z--> 50 100 150 200 250 300 350 400 23 60 23 80 24. oo 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 14 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

25.82 6.19 ng 433943 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
3 Tetracosane 338 C24H50 000646-31-1 76
4 Heptacosane 380 C27H56 000593-49-7 76
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 3869 (25.820 min): BG044110.D (-3860) (-) m/z 57.10 100.00%

57
85
5000

25.60 25.80 26.00 26.20
3 ] 141 169 197
A I 4 A [ 224 22 281 956, m/z 71.10 69.70%

m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane

-

5000 85 e A =
2560 25.80 26.00 2620

m/z 43.10 60.80%

29 113
‘ ‘\ | | [P 14 169 197 225 253 295 323 367
i e e LA B e e e B e LB i s
m/z--> 50 100 150 200 250 300 350
Abundance
57
L A B
25.60 25.80 26.00 26.20
5000 a5 m/z 85.10 56.10%
113
39 141 169 197 239 267 294 323 352
e e o e e e T M AL B o e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane B L B
57 25.60 25.80 26.00 26.20
m/z 55.10 24 _.00%
85
5000
29
‘\ LT M 169 107 225 253 338
... it B e i L T A T e EREREE R
m/z--> 50 100 150 200 250 300 350 25 60 25. 80 26 00 26 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044110.D

Aca On : 20 Jan 2020 22:56

Operator :© JU

Sample : L1184-05

Misc :

ALS Vial : 12 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 15 Pentacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.13 3.41 ng 238690 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76
Abundance Scan 4092 (27.130 min): BG044110.D (-4085) (-) m/z 57.10 100.00%
57
1 \AN/\‘W
5000
LN BN B
141 183208 281 26.80 27.00 27.20 27.40
...J,.a.'..ll....,...-.-,-...23?9, et 49 sz 71,10 67.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 U PR B B
%mﬂmﬂmﬂm
13 m/z 43.10 57 .36%
200 L[ 1,109 211 230 267 295 33 352
m/z--> 55 100 150 260 250 360 3%0 460
Abundance
57
o 26,80 27.00 27.20 27.40
5000 m/z 85.10 52 .35%
29
113 196
141 168 " 204 265
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #124147: 2-Bromotetradecane e B et
57 26.80 27.00 27.20 27.40
m/z 99.10 19.02%
85
5000
29
Lt ﬁ:;‘m il MJC}AAA«A&WM}
mz> 50 ' T R A s e S " D" " 26,80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012020\
Data File : BG044110.D

Acq On : 20 Jan 2020 22:56

Operator : JU

Sample - L1184-05

Misc :

ALS Vial : 12 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]
2-Pentanone, 4-hy... 5.03 6.7 ng 165558 1 7.93 498072 20.0
unknown7 .46 7.46 91.1 ng 2268950 1 7.93 498072 20.0
Cetene 19.07 4.8 ng 326096 4 17.31 1344390 20.0
Octacosane 19.72 2.1 ng 144229 5 21.56 1401300 20.0
Eicosane 20.24 4.6 ng 322740 5 21.56 1401300 20.0
Heneicosane 20.74 4.5 ng 312952 5 21.56 1401300 20.0
1-Heptadecene 21.24 9.6 ng 671569 5 21.56 1401300 20.0
Hexacosane 21.77 6.5 ng 458844 5 21.56 1401300 20.0
2-methyloctacosane 22 .37 7.3 ng 513650 5 21.56 1401300 20.0
Heptadecane, 9-oc... 23.82 8.6 ng 603639 6 24.67 1401830 20.0
Tetracosane 25.82 6.2 ng 433943 6 24.67 1401830 20.0
Pentacosane 27.13 3.4 ng 238690 6 24.67 1401830 20.0
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