LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 5.035 325 331 339 rBV 105707 167470 2.89% 0.528%
2 5.510 404 412 424 rBV 722511 1189195 20.50% 3.748%
3 7.103 674 683 698 rBV 484835 905503 15.61% 2.854%
4 7.467 737 745 755 rBY 1441474 2462875 42.45% 7.762%
5 7.931 817 824 832 rBV 267537 453068 7.81% 1.428%
6 8.254 871 879 886 rBY 1132386 1959283 33.77% 6.175%
7 9.089 1014 1021 1034 rVB 912187 1672473 28.83% 5.271%
8 10.734 1293 1301 1309 rBV 380766 701239 12.09% 2.210%
9 13.190 1710 1719 1733 rBVY 2596886 4261756 73.45% 13.432%
10 14.018 1854 1860 1866 rBV 126656 200363 3.45% 0.631%

11 14.570 1945 1954 1960 rBV 702722 1118059 19.27% 3.524%
12 14.629 1960 1964 1972 rVB 59520 96552 1.66% 0.304%
13 16.057 2200 2207 2216 rBV 2354158 3592288 61.92% 11.322%
14 17.308 2413 2420 2427 rBV 799629 1275358 21.98% 4.019%

15 19.717 2826 2830 2832 rBV2 47140 60587 1.04% 0.191%
16 19.747 2832 2835 2841 rVB2 43211 63551 1.10% 0.200%
17 19.929 2859 2866 2874 rBV 4293317 5801879 100.00% 18.285%
18 20.228 2913 2917 2918 rBV 55822 68946 1.19% 0.217%

19 20.740 3000 3004 3007 rVvB 102056 106816 1.84% 0.337%
20 21.233 3083 3088 3096 rBV 241108 382910 6.60% 1.207%

21 21.468 3124 3128 3132 rVB 57425 77412 1.33% 0.244%
22 21.556 3136 3143 3150 rBV2 765600 1347135 23.22% 4.246%
23 21.768 3175 3179 3187 rVB 162617 240312 4.14% 0.757%
24 22.361 3275 3280 3288 rBV 188393 304670 5.25% 0.960%
25 23.037 3389 3395 3403 rVB2 176440 330611 5.70% 1.042%

26 23.219 3419 3426 3435 rVB 367903 725534 12.51% 2.287%
27 23.818 3522 3528 3535 rVB 138879 290649 5.01% 0.916%
28 24.664 3663 3672 3680 rBV2 486821 1347220 23.22% 4.246%
29 24.735 3680 3684 3694 rvVB2 130383 288835 4.98% 0.910%
30 25.828 3863 3870 3881 rVB3 81229 236970 4.08% 0.747%

Sum of corrected areas: 31729519
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator : JU

Sample : L1162-10

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BG044084.D
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Time--> 3.50 4.00 450 5.00 5.50 600 6.50 7.00 7.50 8.00 8.50 900 950 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG044084.D
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Abundance TIC: BG044084.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 7.39 ng 167470 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 32
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 330 (5.029 min): BG044084.D (-325) (-) m/z 43.05 100.00%
43
59
5000
101 INSADESURRE SRS RRRRE R
WL st 73 83 460 4.80 5.00 5.20 5.40
Obrrprrermrrprred e el et el e e m/z 59.10 59.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR S UL LN
59 460 4.80 5.00 520 5.40
m/z 101.00 21.85%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
31 59
460 480 5.00 520 540
5000 m/z 58.10 16.12%
41
o 50 73 g7 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 460 4.80 5.00 5.20 5.40
m/z 41.10 10.45%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 2 unknown7.47 Concentration Rank 1

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

7.47 108.72 ng 2462880 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 746 (7.473 min): BG044084.D (-737) (-) m/z 132.00 100.00%
132
5000 68
40 %6 J 7.20 7.0 7.60 7.80
54 . . . .
o e LA 27 h77 6810 39.72%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL L I
7.20 7.40 7.60 7.80
31 51 m/z 134.00 34.58%
0"kﬁﬁlw'l'““jg"'l“'”l"" R SN DN DU
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.10 25.20%
33 a4 . 105
o 60 80 115
UL FLELEL L SR LA UCRLALEL LA DAL BARLELELA SARLLLN UARL
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl B o e L L
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 15.67%
5000 og 116
| T AN HW..kL,..“n R }??II o 0 VR ) S —
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 1-Octadecanesulphonyl chloride Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.23 5.68 ng 382910 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
4 Nonadecane 268 C19H40 000629-92-5 74
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 72

Abundance Scan 3087 (21.227 min): BG044084.D (-3083) (-) m/z 57.10 100.00%
57
o T Mﬁzw
H 21,00 21.20 21,40 21.60
3 141 : : : :
N b 105182 207224 253 280 3% | h77 43.10  68.41%
m/z--> 50 100 150 200 250 300 350
Abundance #185101: 1-Octadecanesulphony! chloride
57
5000 85 LR UL B U S
21.00 21.20 21.40 21.60
3 s m/z 71.10 61.63%
\ ‘ f 133 161 288
o ”““M”“‘.‘l.‘...|....|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
57
21,00 21.20 21,40 21.60
5000 85 m/z 55.10 42 .69%
0 29 113 14 169 197 226
m/z--> " 50 100 150 200 250 300 350
Abundance #143260: 1-Dodecanoal, 2-octyl- L B BN L B L B
57 21.00 21.20 21.40 21.60
m/z 85.10 41.07%
5000 83
111
29 ‘ 139
ol Wl f g L E 167 196 224 252 280207
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\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 Tridecane, 6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.77 3.57 ng 240312 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 3179 (21.768 min): BG044084.D (-3175) (-) m/z 57.10 100.00%
57
85
5000
113 14 21.40 21.60 21.80 22.00
ob 3t LWL 0t 109 107 225 253 283 839 | /71 10 70.16%
m/z--> 50 100 150 200 250 300
Abundance #83030: Tridecane, 6-propyl-
43
71
5000 LU U BRI SUGE
21.40 21.60 21.80 22.00
m/z 43.10 66 .25%
‘ 99 126 154 183
I S .
m/z--> 50 100 150 200 250 300
Abundance
57
o 21.40 21.60 21.80 22.00
5000 m/z 85.10 54 _.13%
29
o 13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane e T e e
57 21.40 21.60 21.80 22.00
m/z 55.10 24 .03%
5000 a5
29 113
o | L Ly 77,141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 ' 2140 2160 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 7
R.T. EstConc Area Relative to ISTD R.T.
22.36 4.52 ng 304670 Chrysene-di12 21.56
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 Tetracosane 338 C24H50 000646-31-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tritetracontane 605 C43H88 007098-21-7 83
Abundance Scan 3280 (22.361 min): BG044084.D (-3275) (-) m/z 57.10 100.00%
g7
85
5000
RS DR L I
113 22.00 22.20 22.40 22.60
141
ol 3 b L Ly M 162 183200221040 269 205 325 355 770 10 69,310
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 USRS AR
22. oo 22 20 22. 40 22.60
m/z 43.10 63.21%
29 ‘ ‘ \ 13 141 169 282
ol b b L] 7 109 197 225 53 282
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 57.11%
29 113
0 141 169 197 225 253 296
m/z--> éo 160 150 200 2éo 360 3%0
Abundance #175557: Tetracosane e B R R e e
57 22.00 22.20 22.40 22.60
m/z 55.10 26.24%
5000 85
29 113
0 | ‘ “ I 4 77,141 169 197 225 253 281 309 338
m/z--> % M 150 200 250 ﬁo 3m 2mwnmummo'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 6
R.T. EstConc Area Relative to ISTD R.T.
23.04 4.91 ng 330611 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Octacosane 394 C28H58 000630-02-4 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3396 (23.043 min): BG044084.D (-3389) (-) m/z 57.10 100.00%
57
85
5000 ML
HRIR RN SUNILR SRS B
141 169 22.80 23.00 23.20 23.40
B — “ Lt 197 225 253275295315 356381 | nsz 71.10  72.78%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L S BULR B B
22. 80 23. oo 23 20 23. 40
m/z 43.10 65.98%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
" 22.80 23.00 23.20 23.40
5000 g5 m/z 85.10 55.11%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #194500: Docosane, 11-butyl- AL RREEmESE e
57 22.80 23.00 23.20 23.40
m/z 55.10 23.76%
- T \AW«JJ\\//\W
oL 3l | ulﬁ3Jlﬂl 169 210,239 267 399 336 366
m/z--> 5'0 1(')0 1éo 200 250 300 351;0 ' 22. 80 23. oo 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.22 10.77 ng 725534 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 (.+/-.)-Lavandulol. pentafluorop... 300 C13H17F502 1000352-63-1 72
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 52
Abundance Scan 3426 (23.219 min): BG044084.D (-3419) (-) m/z 69.10 100.00%
69 ﬂ
5000
41 o5 e e
137 23.00 23.20 23.40 23.60
oLt i d 410 1 (163189210231 257 285 341367 429 nz7 81 10 49.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4 RN B IR IR BN
23.00 23.20 23.40 23.60
9 m/z 41.10 23 .50%
> 137
ol b gy 1 JOL 191217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
' 23.00 23.20 23.40 23.60
5000 m/z 95.10 12.33%
41
95 137
0 116 | 163 191 217 245 273 299 341 367 410
UL N UL S SR SURLELEL UL SRR WU
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R R EEE EEE e
23.00 23.20 23.40 23.60
m/z 68.10 11.36%
5000
o 316
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.82 4_.31 ng 290649 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3528 (23.818 min): BG044084.D (-3522) (-) m/z 57.10 100.00%

57
85
5000

113 23.60 23.80 24.00 24.20
141 183 203 225
) — | 1 .UI, Loa . 16509208225 201 296 855 m/z 71.10 71.02%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57

23 60 23. 80 24. OO 24 20
m/z 43.10 60.06%

5000 85 A
I

113
0 T Mt 183 211 239 267 296
i e S R
miz--> 50 100 150 200 250 300 350
Abundance
57
AL S
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 52.75%
29
. U3 141 160 107 225 253 205 323 367
b g Ty L e e Y e
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A REEES B e
57 23.60 23.80 24.00 24.20
m/z 55.10 22.96%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
— b e MU
miz--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 Heptacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
24.74 4.29 ng 288835 Perylene-di12 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Hexadecane 226 Cl16H34 000544-76-3 64
Abundance Scan 3685 (24.741 min): BG044084.D (-3680) (-) m/z 57.10 100.00%

g7
85
5000

113
141 24.40 24.60 24.80 25.00
ot bl .||,J.l.".-r,-??f‘.l.gﬁ.z??.z??. 2532736 A8 h7z 71.10  66.03%
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane
57
5000 85 AR U U U

24. 40 24 60 24. 80 25. 00

m/z 85.10 59.57%

29 113 141
o W LIk 169 197 225 253 281 309 337 380
A A B i oo ST o AN
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
e e
24.40 24.60 24.80 25.00
5000 85 m/z 43.10 58.85%
29
. 113 141 160197 225 253 205323 367
A e S e T
mz-> 0 50 100 150 200 250 300 350 400 450
I I I I I

Abundance #48854: Dodecane, 2-methyl- L B o
24.40 24.60 24.80 25.00

m/z 55.10 24 .55%

5000

I

24. 40 24 60 24. 80 25. 00

m/z--> 0 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011720\
Data File : BG044084.D

Aca On : 17 Jan 2020 21:16

Operator :© JU

Sample : L1162-10

Misc :

ALS Vial : 11 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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.83 3.52 ng 236970 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 3870 (25.828 min): BG044084.D (-3863) (-) m/z 57.10 100.00%
5000 unmw~m‘VWNVJ/\\~MMvawwMNW,
so7 " 25.60 25.80 26.00 26.20
(o} m/z 71.10 73.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000 L BRI UL BURELLN B
25 60 25. 80 26. 00 26 20
99 m/z 43.10 63.48%
m/z--> 6 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
" 25:60 25.80 26.00 26.20
5000 m/z 85.10 51.11%
99
o 141 183 595 338
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e e
57 25.60 25.80 26.00 26.20
m/z 55.10 22 .45%
- Nkwwwﬂhw%wme/\LW”AHMAN%wNﬂv
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 25 60 25. 80 26. 00 26 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011720\
Data File : BG044084.D

Acq On : 17 Jan 2020 21:16

Operator : JU

Sample - L1162-10

Misc :

ALS Vial : 11 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 7.4 ng 167470 1 7.93 453068 20.0
unknown? .47 7.47 108.7 ng 2462880 1 7.93 453068 20.0
1-Octadecanesulph... 21.23 5.7 ng 382910 5 21.56 1347140 20.0
Tridecane, 6-propyl- 21.77 3.6 ng 240312 5 21.56 1347140 20.0
Eicosane 22.36 4.5 ng 304670 5 21.56 1347140 20.0
Heneicosane 23.04 4.9 ng 330611 5 21.56 1347140 20.0
Squalene 23.22 10.8 ng 725534 6 24.67 1347220 20.0
Heptadecane, 2,6,... 23.82 4.3 ng 290649 6 24.67 1347220 20.0
Heptacosane 24_74 4.3 ng 288835 6 24.67 1347220 20.0
Tetracosane 25.83 3.5 ng 236970 6 24.67 1347220 20.0
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