LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 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-BG032719.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 3.188 13 17 26 rvB 49897 98758 2.51% 0.449%
2 5.603 421 428 441 rBV 588715 958015 24.37% 4 .355%
3 7.201 693 700 716 rBV 401003 738649 18.79% 3.358%
4 7.577 755 764 778 rBV 917456 1581504 40.23% 7.189%
5 8.047 837 844 855 rVB 200248 350855 8.93% 1.595%

8.370 891 899 909 rBV 745634 1312460 33.39% 5.966%
9.222 1036 1044 1063 rBV 634614 1157247 29.44% 5.261%
1316 1323 1338 rBVY 252762 468941 11.93% 2.132%
13.300 1728 1738 1750 rBV 1678143 2610504 66.41% 11.867%
14.122 1873 1878 1885 rBV 70394 112865 2.87% 0.513%

QOO ~NO®
=
o
0]
()]
=

11 14.680 1965 1973 1982 rBV3 397069 660376 16.80% 3.002%
12 16.167 2219 2226 2240 rBV 1241350 1977996 50.32% 8.992%
13 17.418 2433 2439 2452 rBV2 506891 851283 21.66% 3.870%
14 18.282 2580 2586 2597 rBv4 56622 124693 3.17% 0.567%
15 20.021 2876 2882 2895 rBV 2891169 3931104 100.00% 17.870%

16 21.296 3093 3099 3113 rBV2 186006 380104 9.67% 1.728%
17 21.696 3160 3167 3177 rBV 595519 1010913 25.72% 4 _595%
18 21.837 3186 3191 3198 rBV 129738 173447 4.41% 0.788%
19 22.448 3289 3295 3301 rBV 193503 305644 7.78% 1.389%
20 23.141 3406 3413 3420 rVB 245891 451381 11.48% 2.052%

21 23.946 3542 3550 3560 rVB 233375 527845 13.43% 2.399%
22 24.898 3703 3712 3718 rBV 218774 552589 14.06% 2.512%
23 24.974 3718 3725 3738 rVB2 345308 974014 24.78% 4.428%
24 26.038 3896 3906 3919 rVB3 150797 457005 11.63% 2.077%
25 27.401 4129 4138 4148 rVB3 69999 229950 5.85% 1.045%

Sum of corrected areas: 21998142
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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: BG040420.D

2500000

2000000

1500000

1000000 7.58

5.60 9.22
500000 7.20
8.05 10.86

19

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: BG040420.D

20.02

2500000

2000000
13.30

1500000
16.17

1000000

21.70

500000 14.68 1742

21.30 22.45
14.12 18.28 1.84

O A T T T T e T R T T e T e T R T T e T e T

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: BG040420.D

2500000
2000000
1500000
1000000

500000 24.97
23.14 23.95 ZW 26.04
\ 27.40
) ] A rA

O T P T T T T A 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\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 9

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

3.19 5.63 ng 98758 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 32
3 d-Arabinal 116 C5H803 000496-61-7 23
4 Silane. trimethvl(l-phenvlethvl)- 178 C11H18Si 017961-78-3 23
5 3,6-Bis(trimethylsilyl)-1,4-cycl... 224 C12H24Si2 018090-43-2 17

Abundance Scan 17 (3.188 min): BG040420.D (-13) (-) m/z 73.00 100.00%
73
5000 43 fs
55 g7
3.20 3.30 3.40 3.50 3.60
0 ...,....',~.|...',..|.'.,.|...,....,....,....,.... 194207 1 Th7z 43.00 38.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HUA U U IR IR U
43 S 3.20 3.30 3.40 3.50 3.60
87 m/z 55.00 28.22%
0---.-'!"--'.|'---'-. "-'-.-|---1??---.----.----.----.----.----
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #7506: 2-Methyl-5-hexen-3-ol
73
s 55 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.05 20.23%
0'}?wﬂ‘ T I'ﬂnl"”l"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8022: d-Arabinal
73 3.20 3.30 3.40 3.50 3.60
m/z 71.00 14 .95%
5000
Unaa |'J“"J"" |""'|" '??' '}}?' UL BRI UL S
m/z--> 20 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 unknown7.58 Concentration Rank 1

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

7.58 90.15 ng 1581500 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 765 (7.583 min): BG040420.D (-755) (-) m/z 132.00 100.00%
132
5000 68 J\
40 54 I . 720 7.40 7.60 7.80 8.00
o} o m/z 68.00 40.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
5000 A LS UL LR
7.20 7.40 7.60 7.80 8.00
104 m/z 134.00 32.95%
ol 14 27 39 5 77 g9 | us
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 27.00%
97
‘ , ‘ 117
0 ||||||||‘|‘|||| l‘.‘.“l‘..‘.‘ﬁ|....“lu.H.|....|....|....|....
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl WA SR A SN
57 132 720 7.40 7.60 7.80 8.00
24 m/z 69.00 16.56%
5000 og 116
. ---.----.----‘.v---“‘.--‘--.“i“--‘-“.- L s 1
m/z--> 20 40 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Tridecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.28 2.93 ng 124693 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 80
Abundance Scan 2586 (18.282 min): BG040420.D (-2580) (-) m/z 60.00 100.00%
73
5000 129
/101115 157171 e 256
0 143 185 500 | 227 18.00 18.20 18.40 18.60
o} m/z 43.00 93.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78
43
5000 U SRS SN BN SUNRE
129 18.00 18.20 18.40 18.60
29 ‘ ‘ ;115 171 214 m/z 72.95 90.83%
185
o..1.5,.I=|..I,I.-...-!.|.-=|n.,.-l?ﬁ..?nlf?.l.u:-':,...-..,-.1.?3,..|:.,.|..1.98.....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 89.76%
157 213
m/z--> "éblllxd" ed' 'éb 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B LA B e o
43 60 78 18.00 18.20 18.40 18.60
m/z 41.00 71.44Y%
5000 129
29
199
‘ 143 157171 185 242
o .}?,.‘a..‘i‘:‘.. al L e e AR RESRE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.30 7.52 ng 380104 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 89
Abundance Scan 3100 (21.302 min): BG040420.D (-3093) (-) m/z 57.00 100.00%
57
83
5000
LN BN IR
139 167 207 21.00 21.20 21.40 21.60
- 244 203 327355 m/z 43.10 81.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104184: 1-Octadecene
57
83
5000 VLR BN SRR
29 21.00 21.20 21.40 21.60
m/z 55.00 73.37%
ol 139 168 196 224 252
m/z--> éo 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57
o7 21.00 21.20 2140 21.60
5000 m/z 83.00 67.58%
125
o zel ¥ 1 jlhl§3 181 224250 280 308 353 454
m/z--> éo 160 1%0 260 250 360 3%0 460 4%0
Abundance #109268: Ethanol, 2-(tetradecyloxy)- e e Ao B s
57 21.00 21.20 21.40 21.60
m/z 69.00 62.27%
5000
29
0 UL AR BN SRR
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.84 3.43 ng 173447 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
Abundance Scan 3192 (21.843 min): BG040420.D (-3186) (-) m/z 57.10 100.00%
57
5000 85
113 141 169 21.60 21.80 22.00 22.20
I I O O LA Y S B 7 T R o W -1
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 L B SULRIN SN
2160 21.80 22.00 22.20
29 m/z 71.05 56.77%
113 141 169
ol A LT 709,197, 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
21.60 21.80 22.00 22.20
5000 85 m/z 85.10 46.44%
113 941
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400
Abundance #185533: Pentacosane
57 21.60 21.80 22.00 22.20
m/z 55.00 22 .30%
- | \\‘_‘WL‘(\/
113
L2y A " MM 169 211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.45 6.05 ng 305644 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3295 (22.448 min): BG040420.D (-3289) (-) m/z 57.00 100.00%

57
5000 85

22 20 22. 40 22. 60 22. 80
141 183 211
0...|,.-.'| |0, 6305 2 29 %66 828 m/z 71.05 60.08%

m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LN L L L L LB L L IR
85 22 20 22. 40 22. 60 22. 80

m/z 43.05 60.05%

29
. | j L 11}3‘141 169 197 225 253 282
R it
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57

22.20 22. 40 22. 60 22.80

5000 85 m/z 85.10  47.54%
29 113
0 | ] | 77 141 169 197 225 253 281 309 338
I o B e ol B A aa S e B
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R e AR R

57 22.20 22.40 22.60 22.80
m/z 55.00 21.26%

B | “L/\/\
113
29 ] Ll 141,169 197 225 267 295 365 393

L R A MLt S A

m/z--> 50 100 150 200 250 300 350 22 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Tridecane, 1-i1odo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
'23.14 8.93ng 451381  Chrysene-di2 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Eicosane 282 C20H42 000112-95-8 95

2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3413 (23.141 min): BG040420.D (-3406) (-) m/z 57.00 100.00%
5|7
5000 85
113 22.80 23.00 23.20 23.40
141
ol 3 L b7y 19t 16001211 253 261 310 341 m/z 43.00 59.27%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
5|7
5000 85 AU AR
29 22. 80 23 00 23. 20 23.40
m/z 71.10 56.96%
0 l‘ Lt 1 69 197 205 p53 262
m/z--> 5|O l(I)O léO 2(I)O ZéO 3(I)O 3é0
Abundance #141426: Heneicosane
57
o 22.80 23.00 23.20 23.40
5000 m/z 85.10 43.67%
29 113
oLl L4 [, 141 169 197 225 253 2%
m/z--> 5|0 l(I)O léO 2(|)0 250 3(I)O 3é0
Abundance #152416: Tridecane, 1-iodo- R ke
57 22. 80 23 00 23. 20 23. 40
m/z 55.00 21.44%
5000 85
28
183
OIIJIII‘I‘IILIKIJ-I]J-3III15I5II{I ———T ||||3]|-0||||| T e e
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.95 10.84 ng 527845 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3551 (23.952 min): BG040420.D (-3542) (-) m/z 57.00 100.00%

5000

23.60 23.80 24.00 24.20
m/z 71.05 62 .90%

141 183 225 281 327
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #175557: Tetracosane

:::::::>

5000

23. 60 23. 80 24 00 24. 20
m/z 43.00 61.57%

141 183 225 267 338

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
RARUABVUABVUNEEEE
23.60 23.80 24.00 24.20
5000 m/z 85.05 44_41%

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

I e N N e N AR R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane T TR
57 23.60 23.80 24.00 24.20
m/z 55.00 21.65%
5000
99
N [, 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24 00 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.90 11.35 ng 552589 Perylene-d12 24 .97
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 Eicosane 282 C20H42 000112-95-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3712 (24.898 min): BG040420.D (-3703) (-) m/z 57.05 100.00%
g7
5000 85 {F
113 141 169 24.60 24.80 25.00 25.20
oL 3t bl d 2t 100 107 230 281 309 357 m/z 71.05 62.13%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 UL U B
24.60 24.80 25.00 25.20
m/z 43.05 60.52%
29 13 14
ol b dd 100 197 225 253 205 333 s67
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.05 47 .98%
o 39 J L i J11}3A‘141 169 197 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57 24.60 24.80 25.00 25.20
m/z 55.00 22 .95%
5000 85
29
0 L‘ I i | 443,141 169 197 225 p53 282
m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

26.04 9.38 ng 457005 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 3906 (26.038 min): BG040420.D (-3896) (-) m/z 57.05 100.00%

57
5000

25.80 26.00 26.20 26.40

141
197 253
ob b L L0 297 253 20882 m/z 71.10 67.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000

25.80 26.00 26.20 26.40
m/z 43.00 66.67%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
517
R RN EE R SR e
25.80 26.00 26.20 26.40
5000 m/z 85.05 48.06%

99
26 ] |, 4 183 225 281 337 394

Oy ,, I B R EARE R n e  E E EEEEE Ra
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494; Hexacosane
57 25.80 26.00 26.20 26.40
m/z 55.00 26.43%
5000

%
26 || ||| 141 183 225 267 309 366

N s SNA hhoht

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 25. 80 26. 00 26. 20 26. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040420.D

Aca On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample : K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27 .40 4.72 ng 229950 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 83
Abundance Scan 4138 (27.401 min): BG040420.D (-4129) (-) m/z 57.00 100.00%
57
5000 |
113 141 169 207 27.00 27.20 27.40 27.60 27.80
0....,] ..J.lk....,....,....2??.2???99..3?1,....,...., m/z 71.05  54.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57
5000 85
27.00 27.20 27.40 27.60 27.80
29 J 113 268 m/z 43.05 52.47%
141
L LR |
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
27.00 27.20 27.40 27.60 27.80
5000 85 m/z 85.05 38.87%
29
ol ] || | M2 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo 460 !
Abundance #223851: Hentriacontane
57 27.00 27.20 27.40 27.60 27.80

m/z 55.00 20.11%

5000
85

113
29 |77, 141 169 197 225 253 280 309 351 379 407 436

N 8 ' A A At st AL SRS SR ML 2R LE R A SN L

m/z--> 50 100 150 200 250 300 350 400 217. OO 217. 20 27. 40 27. 60 27. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041019\
Data File : BG040420.D

Acq On : 10 Apr 2019 18:20

Operator : JU/SJ

Sample - K2338-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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... 3.19 5.6 ng 98758 1 8.05 350855 20.0
unknown7 .58 7.58 90.2 ng 1581500 1 8.05 350855 20.0
Tridecanoic acid 18.28 2.9 ng 124693 4 17.42 851283 20.0
1-Octadecene 21.30 7.5 ng 380104 5 21.70 1010910 20.0
Heptacosane 21.84 3.4 ng 173447 5 21.70 1010910 20.0
Eicosane 22.45 6.0 ng 305644 5 21.70 1010910 20.0
Tridecane, 1-iodo- 23.14 8.9 ng 451381 5 21.70 1010910 20.0
Tetracosane 23.95 10.8 ng 527845 6 24.97 974014 20.0
Heptadecane, 9-oc... 24.90 11.4 ng 552589 6 24.97 974014 20.0
Tetratetracontane 26.04 9.4 ng 457005 6 24.97 974014 20.0
Nonadecane 27.40 4.7 ng 229950 6 24.97 974014 20.0
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