LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07 Instrument :

Operator : JU ?.‘,'I\!A_(t;S el
- _ lentosampleld :

a?ggle : L1162-01 AOC.0.NORTH

ALS Vial : 28 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 5.032 326 331 342 rBV 99772 158985 3.02% 0.506%
2 5.508 405 412 428 rBV 710510 1192516 22.66% 3.796%
3 7.100 676 683 697 rBV 475350 887551 16.86% 2.825%
4 7.465 737 745 760 rBVY 1399712 2478299 47 .09% 7.888%
5 7.929 816 824 832 rBV 286269 496401 9.43% 1.580%
6 8.252 870 879 889 rBVY 1148191 2028992 38.55% 6.458%
7 9.086 1013 1021 1033 rBV 928681 1692421 32.16% 5.387%
8 10.732 1291 1301 1316 rBV 397074 743070 14.12% 2.365%
9 13.187 1712 1719 1736 rBV 2455218 4119697 78.27% 13.113%
10 14.016 1854 1860 1867 rBV 171911 266442 5.06% 0.848%

11 14.568 1944 1954 1969 rBV 692446 1117081 21.22% 3.556%
12 16.055 2199 2207 2219 rBV 2104845 3316738 63.02% 10.557%
13 17.312 2414 2421 2431 rBV 792267 1266186 24.06% 4 _030%
14 19.075 2717 2721 2728 rBV3 28041 53839 1.02% 0.171%
15 19.715 2826 2830 2835 rBV 67739 82450 1.57% 0.262%

16 19.927 2859 2866 2878 rBV 3880038 5263199 100.00% 16.752%
17 20.244 2916 2920 2924 rVB 153213 176035 3.34% 0.560%
18 20.737 2999 3004 3011 rVB 223982 260658 4_95% 0.830%
19 21.231 3083 3088 3100 rBV 546124 1010938 19.21% 3.218%
20 21.554 3137 3143 3153 rBV2 761111 1294502 24.60% 4_.120%

21 21.766 3175 3179 3191 rVB 177144 267181 5.08% 0.850%
22 22.359 3275 3280 3300 rVB 184314 361621 6.87% 1.151%
23 23.035 3389 3395 3403 rVB 183398 340901 6.48% 1.085%
24 23.810 3521 3527 3535 rVB2 181043 378705 7.20% 1.205%
25 24.662 3662 3672 3679 rBV 472105 1333683 25.34% 4.245%

26 24.727 3679 3683 3694 rVB 146202 357265 6.79% 1.137%
27 25.820 3861 3869 3878 rvB2 106930 298998 5.68% 0.952%
28 27.124 4082 4091 4100 rBv4 48475 173452 3.30% 0.552%

Sum of corrected areas: 31417806
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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: BG044129.D

3500000
3000000
2500000
2000000

1500000 7.46
8.25

1000000 9.09
5.51
7.10

500000 i 793 10.73

| 503 L I

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG044129.D

19193
3500000

3000000
2500000{ 13:19

2000000 1605
1500000

1000000 17.31 21.55

14.57 : 21.93
500000
20.74 21.77 22.36
20.24
14.02 A» J A w07 1073 % i K J l i

O e L o o o o L e s o e s B B o e B LA B I o i

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: BG044129.D

3500000
3000000
2500000
2000000
1500000

1000000
24.66

500000
23.03 23.81 2&/\3 25.82 27.12
I I A S

e e e e e e R B REE e e e ERAEBAREEREEEEES

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\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 4

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

5.03 6.41 ng 158985 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 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17

Abundance Scan 331 (5.032 min): BG044129.D (-326) (-) m/z 43.05 100.00%
43
59
5000
i 450 480 500 520 540
..,....,..??-,'.-...,?3..-'.,....,.7?..,??..,...:,|....,....,... m/z 59.10 57.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR SRS UL N
4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.99%
25 3 37 | 83 g3 %
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
31 59
460 480 5.00 520 540
5000 m/z 58.10 16.10%
41
25 47 53 73 87 102
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8103: 4-Hydroxy-3-hexanone
59 4.60 4.80 500 5.20 5.40
m/z 41.10 8.92%
31
5000
41
| i1 47 53‘ ) 65 73 79 87 97 116
m/z--> 20 30 40 50 60 70 80 90 100 110 120 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 99.85 ng 2478300 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 744 (7.459 min): BG044129.D (-737) (-) m/z 132.00 100.00%
5000 68
© s [l P isns J T e T T
gL e L Weus | m/z 68.10 42.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RIS I IR R U

7.20 7.40 7.60 7.80
51 78 m/z 134.00 33.51%

31

S T N O N | A | S
m/z--> 40 60 80 100 120 140 160 180

Abundance
132

7.20 7.40 7.60 7.80

5000 67 m/z 66.10 27.14%
41 53 97 117
79
88 106
L A A e N m o o
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T
57 132 720 740 760 780

m/z 69.10 17.26%

74
5000 gg 116 /\
Ay, .NM 8 pm97.kk,..“ 158 189

m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.24 2.72 ng 176035 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Pentacosane 352 C25H52 000629-99-2 80
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
Abundance Scan 2919 (20.238 min): BG044129.D (-2916) (-) m/z 57.10 100.00%
57
85
5000
20.00 20.20 20.40 20.60
141
\, A, 'l L, 108187207 239 267 85 ' Tm/z 71.10  72.40%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L BRI RN BN B
mmmmmmmm
m/z 43.10 68.85%
29 13
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance
57
" 20,00 20.20 20.40 20.60
5000 m/z 85.10 54 _.99Y%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #117638: Nonadecane L L B B N BB LA
57 20.00 20.20 20.40 20.60
m/z 41.10 24 .84%
5000 85 wJLWj
29
[ M8 e 160 197 205 268
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 3éo 20. 00 20 20 20. 40 20. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.74 4.03 ng 260658 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 81
5 Tetratetracontane 619 C44H90 007098-22-8 74

Abundance Scan 3004 (20.737 min): BG044129.D (-2999) (-) m/z 57.10 100.00%

57
85
5000

113 20 40 20.60 20.80 21.00
141 183
e .ll.ll, AL 16570 207 233252 281 85 m/z 71.10 69.18%

T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57

5000
20.40 20.60 20.80 21.00
m/z 43.10 64.21%

29
2 h I i ‘Jlﬁ3“141 169 107 225 253 295 323 367
S 0 1 I M- O L =~ B
miz--> 50 100 150 200 250 300 350
Abundance
57

20 40 20. 60 20. 80 21.00

5000 a5 m/z 85.10 53.77%
29 113
141 169 197 225 253 281 309 338
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 20.40 20.60 20.80 21.00

m/z 41.10 25.36%

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

T
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\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.23 15.62 ng 1010940 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 90
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 81
Abundance Scan 3088 (21.231 min): BG044129.D (-3083) (-) m/z 57.10 100.00%

7

71
5000

-

21.00 21.20 21.40 21.60
m/z 43.10 80.24%

5
o 141155169183 211225 252 280295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

:

21.IOO 21.I20 21.I40 21!60
m/z 71.10 64.72%

5000

2 125
140154168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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 43 m/z 55.10 56.15%
it 8 111
125 148 196 224 269
wrmmmmwwmwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #119525: 1-Decanol, 2-octyl- e o S P e——
21.00 21.20 21.40 21.60

m/z 83.10 49.64%

5000
111

:

1251401541 68183

210224 252
R e AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\
Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

Sample - L1162-01

Misc :

ALS Vial : 28 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

AOC-9-NORTH

Peak Number 7 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.77 4.13 ng 267181 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 3180 (21.772 min): BG044129.D (-3175) (-) m/z 57.10 100.00%
57
85
>0 ‘\~v«A~wA~\~Aj\\y\wﬁ__vfk/\v
LA SRR U I
21.40 21.60 21.80 22.00
141
3 ,J. Lh ” LR 109 197 225 253 261 356 m/z 71.10 75.51%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 U DA R DR
mmmmmmnm
29 m/z 43.10 62.22%
L8141 169 197 225 253 261 300 3%
m/z--> 50 160 1éo 260 250 300 350
Abundance
57
21.40 21.60 21.80 2200
5000 85 m/z 85.10 54 _.78%
29 13 141 169 197 225 253 205 323 367
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #129493: Eicosane T T
57 21.40 21.60 21.80 22.00
m/z 41.10 25.33%
5000 85
29 282
IIJIII!JIJII{ \‘I! ﬂlw\ .i.t32.2.5.253...‘. T  ERAREBamas e
m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.36 5.59 ng 361621 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3280 (22.359 min): BG044129.D (-3275) (-) m/z 57.10 100.00%
57
85
5000
113 22.00 22,20 22.40 22.60
141 169
o — A A 100 210 a5 283 ase 401 gnTST10 0 73.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 IUABUERABABAR R
nmnmnmnm
m/z 43.10 62.11%
29 113
\‘ \ ‘\ “ “ u‘ 141 169 197 225 268
m/z--> 55 100 1%0 260 250 300 3%0 460
Abundance
57
o 22.00 22,20 22.40 22.60
5000 m/z 85.10 59.25%
29 113
141 169 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #129490: Eicosane A BARas R e o
57 22.00 22.20 22.40 22.60
m/z 41.10 24 . 45Y%
85
5000
ﬁgw | | J |, 141 169 197 225 o5 282
m/z--> % 1m 1% 2& 2% 3& 3% 400 nmnmnmnm
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1I\BNA G\Data\BG012020\

BG044129.D

21 Jan 2020 12:07

Ju

L1162-01 AOC-9-NORTH
28 Sample Multiplier: 1

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

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Pentadecane, 8-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.03 5.27 ng 340901 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 3394 (23.029 min): BG044129.D (-3389) (-) m/z 57.10 100.00%
57
85 }
5000
R UM SRR BN B
141 22.80 23.00 23.20 23.40
J, l| La—y 109197 225 265285 357 mjz 71.10 74.27%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 IR RARRA AR DR
22. 80 23. oo 23 20 23. 40
m/z 43.10 61.96%
29 113
\‘ J ‘\ “\ h h‘ u‘ \‘ 1?1 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance
57
2280 23.00 23.20 23.40
5000 85 m/z 85.10 53.15%
37 13 141 169 107 29 267 204 323 352
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane e EABREREEssEasas e
57 22.80 23.00 23.20 23.40
m/z 55.10 24 .46%
- I W\'-‘JAMVr
113
200 | || |77, 141 160 197 225 267 295 365 393
m/z--> % 1& 1% 2& 2% 3& 3% ' nmmmmmmm

8270-BG123019.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.81 5.68 ng 378705 Perylene-d12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 83
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 3527 (23.810 min): BG044129.D (-3521) (-) m/z 57.10 100.00%
g7 ﬂ
85
5000
155 23.40 23.60 23.80 24.00 24.20
3 ,I. ' ll A 138 D7 183 211231253271 295 325 3% | /5 71.10  72.90%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 UL A
Bmmmmmmmmm
m/z 43.10 59.33%
- ‘ ‘ 113 141
Lo “‘\ M\ h‘ H‘ i 169 197 225 253 282
m/z--> éo 160 150 200 2éo 300 3%0
Abundance
57
o 23140 23.60 23.80 24.00 24.20
5000 m/z 85.10 54 _.31%
29
M3 141 169 197 225 253 296
m/z--> éo 160 150 200 2éo 360 3%0
Abundance #175559: Tetracosane B B o e B i B B
57 23.40 23.60 23.80 24.00 24.20
m/z 55.10 22 .14%
| ‘W\W\J\“W
5000
29
il | \113 141 (169 107 225 253 338
m/z--> 5'0 100 150 200 250 300 350 23. 40 23. 60 23. 80 24. 00 24 20

8270-BG123019.M Wed Jan 22 04:43:47 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 11 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.73 5.36 ng 357265 Perylene-di12 24.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Octadecane 254 C18H38 000593-45-3 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 74
Abundance Scan 3684 (24.733 min): BG044129.D (-3679) (-) m/z 57.10 100.00%
57
85
5000
ILAURL AR IR
113144155 24.40 24.60 24.80 25.00
A d L A 188 225250 281 3% | ‘m/z 71.10 75.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 \
85
5000 NUARABUABA L AR
24,40 24.60 24.80 25.00
m/z 85.10 64.16%
29 113
\‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
24.40 24.60 24.80 25.00
5000 85 m/z 43.10 59.81%
13 14
29 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- L o B
57 24.40 24.60 24.80 25.00
m/z 55.10 26.11%
h 1 VV\‘/\L-—'»
R aer B g gz T e
m/z--> 50 100 150 200 250 300 350 400 24,40 24.60 24.80 25.00

8270-BG123019.M Wed Jan 22 04:43:48 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.82 4_.48 ng 298998 Perylene-d12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3869 (25.820 min): BG044129.D (-3861) (-) m/z 57.10 100.00%
57
85
5000
113 ' 25.60 25.80 26.00 26.20
141 169 207 : : : :
e |I 18977225 o1 283 309 357 sz 71.10  78.04%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 IR DU A PR BN
25 60 25. 80 26 00 26 20
m/z 43.10 62.38%
29 113
\‘ “\ h H\ ‘hw h‘ \1 1 1?1 ! 169 197 225 253 296
m/z--> 55 100 1%0 200 250 300 3%0
Abundance
57
' 25.60 25.80 26.00 26.20
5000 85 m/z 85.10 56.53%
29
113 141 169 197 225 253 281 300 338
m/z--> 55 160 150 200 250 300 3%0
Abundance #105885: Octadecane T T T T T
57 25.60 25.80 26.00 26.20
m/z 55.10 22 .54%
5000 85
29
1 ' || - ‘ 1:1[3 | 1‘}1 . 169 197 225 254
m/z--> 5'0 1(')0 150 200 250 300 3&1;0 25 60 25. 80 26 00 26 20

8270-BG123019.M Wed Jan 22 04:43:49 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Aca On - 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 13 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
27.12 2.60 ng 173452 Perylene-di12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 4090 (27.118 min): BG044129.D (-4082) (-) m/z 57.10 100.00%
160 207 s 281 25180 27,00 2720 2740
m/z 71.10 71.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 VUL BN B
26.80 27.00 27.20 27.40
m/z 43.10 47 .82%
29 113
\‘ ‘ H\ 1§ u‘ l | 14\.1 ‘169 197 225 2§8
m/z--> éo 160 1éo 260 250 360 3éo 460 !
Abundance
57
26,80 27.00 27.20 27.40
5000 m/z 85.10 46 .27%
85
29 113 141 169 197 225 253 280 309 351 379 407 436
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #209565: Octacosane B S B R
57 26.80 27.00 27.20 27.40
m/z 55.10 21.77%
h 1 WW&
29 113 1
[ 1] f 777,242 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 250 360 3éo 460 ! 2&80 zfoo 2fzo 2f4o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG012020\

Data File : BG044129.D

Acq On : 21 Jan 2020 12:07

Operator : JU

a?ggle ; L1162-01 AOC.0.NORTH
ALS Vial : 28 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 6.4 ng 158985 1 7.93 496401 20.0
unknown7 .46 7.46 99.8 ng 2478300 1 7.93 496401 20.0
Heneicosane 20.24 2.7 ng 176035 5 21.55 1294500 20.0
Hexacosane 20.74 4.0 ng 260658 5 21.55 1294500 20.0
Cyclohexadecane 21.23 15.6 ng 1010940 5 21.55 1294500 20.0
Tetracosane 21.77 4.1 ng 267181 5 21.55 1294500 20.0
Nonadecane 22.36 5.6 ng 361621 5 21.55 1294500 20.0
Pentadecane, 8-he... 23.03 5.3 ng 340901 5 21.55 1294500 20.0
Eicosane 23.81 5.7 ng 378705 6 24.66 1333680 20.0
Heptadecane, 9-oc... 24.73 5.4 ng 357265 6 24.66 1333680 20.0
Octacosane 25.82 4.5 ng 298998 6 24.66 1333680 20.0
Hentriacontane 27.12 2.6 ng 173452 6 24.66 1333680 20.0
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