LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 5.034 325 331 344 rVB 86585 136891 2.53% 0.465%
2 5.510 405 412 421 rBV 518515 852763 15.76% 2.894%
3 7.103 675 683 702 rVB 329303 660043 12.20% 2.240%
4 7.467 737 745 755 rBVY 1123388 1966184 36.34% 6.673%
5 7.931 817 824 832 rVB 268768 442712 8.18% 1.502%
6 8.254 871 879 889 rBY 1067171 1859056 34.36% 6.309%
7 9.089 1011 1021 1034 rBV 845092 1564333 28.91% 5.309%
8 10.734 1291 1301 1313 rBV 359286 678074 12.53% 2.301%
9 12.073 1523 1529 1539 rVB 83416 146934 2.72% 0.499%
10 13.190 1712 1719 1736 rBVY 2379299 3879481 71.70% 13.166%

11 14.018 1854 1860 1872 rBV 96295 152657 2.82% 0.518%
12 14.565 1946 1953 1960 rBV2 633608 1035217 19.13% 3.513%
13 16.057 2199 2207 2222 rBV 2043541 3232781 59.75% 10.971%
14 17.308 2413 2420 2432 rBV 777631 1252536 23.15% 4_.251%

15 19.717 2823 2830 2833 rBV2 62269 82006 1.52% 0.278%
16 19.929 2859 2866 2879 rBV 3837719 5410879 100.00% 18.364%
17 20.246 2916 2920 2924 rVB 64536 78125 1.44% 0.265%
18 20.740 2999 3004 3007 rBV2 77146 89063 1.65% 0.302%

19 21.233 3082 3088 3100 rBV 217873 419823 7.76% 1.425%
20 21.462 3123 3127 3134 rVB 95367 127198 2.35% 0.432%

21 21.556 3136 3143 3152 rBV2 753710 1293350 23.90% 4 _.389%
22 21.768 3174 3179 3188 rVB 168715 245560 4._.54% 0.833%
23 22.361 3275 3280 3287 rBV 213270 345211 6.38% 1.172%
24 22.720 3336 3341 3346 rVB3 49807 82104 1.52% 0.279%
25 23.037 3388 3395 3402 rVB 254565 465739 8.61% 1.581%

26 23.812 3520 3527 3539 rBV 249910 527823 9.75% 1.791%
27 24.664 3662 3672 3679 rBV2 469573 1336616 24.70% 4 _.536%
28 24.735 3679 3684 3694 rVB 200662 485460 8.97% 1.648%
29 25.822 3860 3869 3881 rBV2 136425 409993 7.58% 1.391%
30 27.126 4084 4091 4101 rVB3 63409 206688 3.82% 0.701%

Sum of corrected areas: 29465300
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Data Path :

Data File : BG04411
Aca On - 21 Jan
Operator : JU
Sample - L1184-0
Misc :

ALS Vial : 14 Sa

Quant Method
Quant Title

TIC Library > C:\
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

2.D

2020 00:15

7

mple Multiplier: 1

Database\NIST11.L

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012020\

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG123019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.03 6.18 ng 136891 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 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 Hexanamide 115 C6H13NO 000628-02-4 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 330 (5.029 min): BG044112.D (-325) (-) m/z 43.05 100.00%
43
59
5000
T 450 450 500 570 540
73 83 : : : : :
...,....,....,..??','.'..‘.‘?..-.'!,....,.'...,.-...,...:,|....,. m/z 59.10 56.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR S UL N
460 4.80 5.00 5.20 5.40
m/z 101.10 21.14%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.10 15.00%
101
15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59 460 4.80 5.00 5.20 5.40
m/z 41.05 9.79%
5000
41
25, “‘\‘47 53| | B g7 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 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 : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 88.82 ng 1966180 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 16
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 746 (7.473 min): BG044112.D (-737) (-) m/z 132.00 100.00%
32
5000 68
40 . s 62| 75 103 720 7.40 7.60 7.80
....,....ll!..“ﬁ:.l..,....',....,..5.‘?,....,.':..,.1.1.5.,....,".~..,.. m/z 68.10 39.54%
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 HRRMLE UL IR L
7.20 7.40 7.60 7.80
0
31384451 78 m/z 134.00 34 .33%
”'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 26.20%
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 RAmE e e R
132 7.20 7.40 7.60 7.80
m/z 69.10 16.02%
5000 67
41 97
‘ 53 2 117
sall] | eyl P8 108110 | 104 )
miz--> B o e 7 8 8 160 110 130 10 140 7.20 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 : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 4 Phenol, p-tert-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.07 4.33 ng 146934 Naphthalene-d8 10.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 97
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 91
3 Hexestrol 270 C18H2202 000084-16-2 64
4 ortho-Methoxvacetophenone 150 C9H1002 000579-74-8 50
5 3-Methoxyacetophenone 150 C9H1002 000586-37-8 49
Abundance Scan 1528 (12.067 min): BG044112.D (-1523) (-) m/z 135.10 100.00%
135
5000 107 /\_
150 S EREE S s E e e
41 63 77 9J] 121 | 11,80 12.00 12.20 12.40
et bbb A b e e || M/ 107.00  42.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23712: Phenol, p-tert-butyl-
135
5000 LI UL UL SULRURN B
107 11.80 12.00 12.20 12.40
a1 150 m/z 150.10 19.43%
27 77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
11,80 12.00 12.20 12.40
5000 m/z 95.10 14 .92%
107 150
41
27 55 (T9L 4o
WTTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119449: Hexestrol
135 11.80 12.00 12.20 12.40
m/z 41.05 12.31%
5000
107
27 4 55 7791 | 121 || 149165 181 212 270 “WMWﬁﬂF#ﬂﬁ:ﬂ]iﬁﬂiﬁﬁ¥¥?¥#¢¥
m/z--> 20 45 60 85 160 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 5 Sulfurous acid, octadecyl 2... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.23 6.49 ng 419823 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 87
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 87
4 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 74
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 74
Abundance Scan 3087 (21.227 min): BG044112.D (-3082) (-) m/z 57.10 100.00%
57
U SUNIRE SO BRI SUN
21.00 21.20 21.40 21.60
...,L.L..l.‘?.g??.l?.Sﬁ.. e || M7z 43.10  73.52%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
85
5000 LRI UL SIS U B
21.00 21.20 21.40 21.60
m/z 71.10 61.14%
11| ¥27a60 258
m/iz--> 0 55 1601502002503003504604%05605%06606507607%0860 '
Abundance
57
21,00 21.20 21,40 21.60
5000 m/z 55.10 59.61%
111
154196 255
Wwwmmmwﬁwﬁwﬁrwwﬁmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo- A B M
57 21.00 21.20 21.40 21.60
m/z 83.10 55.47%
5000
11
11| | 155197239281323365 415457499541583628670713755 835

IIJIIIIIIIIIIIIIIII IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTTT TTr T TTrTT TTTT TTT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 21. OO 21 20 21. 40 21. 60

8270-BG123019.M Tue Jan 21 13:31:32 2020

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 6 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.77 3.80 ng 245560 Chrysene-di12 21.56
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 Eicosane 282 C20H42 000112-95-8 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 3179 (21.768 min): BG044112.D (-3174) (-) m/z 57.10 100.00%

57
85
5000

s PR e s
| 141 169 191211 21.40 21.60 21.80 22.00

—— .|, At L 28 28 855 m/z 71.10 76.88%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

5

5000 85 S ) e
21. 40 21. 60 21. 80 22.00

m/z 43.10 68.11%

29
2 h I i ‘Jlﬁ3“141 169 107 225 253 295 323 367
e
miz--> 50 100 150 200 250 300 350
Abundance
57
i S d e
g5 21.40 21.60 21.80 22.00
5000 m/z 85.10 54.41%
29 113
141 169 197 225 253 296
S = e = ST
miz--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane T R PR T
57 21.40 21.60 21.80 22.00
m/z 41.10 23.82%
85
5000
113
29 i 141
CRUL AT 0 25 gg 22 e e s
miz--> 50 100 150 200 250 300 350 2140 21.60 2180 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 7 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.36 5.34 ng 345211 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3280 (22.361 min): BG044112.D (-3275) (-) m/z 57.10 100.00%

57
85
5000

141169101211 2200 2220 2240 2260 |
Y I lllll.-, A915H 230 268 825 857 m/z 71.10 70.94%

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—rl'

5000
22.00 22.20 22.40 22.60
m/z 43.10 62 .04%

29 113
\‘ Jl ‘\ “\ It h‘ u‘ \‘ 1?1 169 197 225 253 296
e e e e e e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57

22. 00 22 20 22. 40 22.60

5000 o m/z 85.10 55.13%
29
113 141 169 197 225 253 281 309 337 365 394
LN S s s ey B e B Sy B S B S A
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane L B B e e I
57 22.00 22.20 22.40 22.60

m/z 55.10 22 .81%

5000 85
29 113
| N | (141 169 197 225 253 281 309 338

J |

m/z--> 50 100 150 200 250 300 350 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 : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 8 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.04 7.20 ng 465739 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3396 (23.043 min): BG044112.D (-3388) (-) m/z 57.10 100.00%
57
85
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
113 22.80 23.00 23.20 23.40
141 183
L LM 183207 239 267 295 325 3% natUgq 10 74. 48
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
22.80 23.00 23.20 23.40
- 13 m/z 43.10 63.60%
\‘ 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 57.82%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #194493: Hexacosane T T T
57 22.80 23.00 23.20 23.40
m/z 55.10 24 _.97%
290 1| M8 141 160 107 205 253 205 323 367
m/z--> 5'0 1(')0 1éo 2(')0 251;0 300 351;0 ' 22.|80 23.'00 23.'20 23.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 9 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.81 7.90 ng 527823 Perylene-d12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexadecane 226 C16H34 000544-76-3 94
3 Heptadecane 240 C17H36 000629-78-7 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3527 (23.812 min): BG044112.D (-3520) (-) m/z 57.10 100.00%

57
85
5000

23 40 23. 60 23. 80 24. 00 24. 20

141 169
Ol ‘I ‘ A 197,225 267 294 343 401 ayo71.10  74.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 T 1T T LELELIL A LR BB T 1

23 40 23. 60 23. 80 24. 00 24. 20
‘ m/z 43.10 65.49%

29 141
P T s gy 22
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

23 40 23. 60 23. 80 24. 00 24.20

5000 g5 m/z 85.10 55.36%
29
113 141 169 197 226
— T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane P TR
57 23.40 23.60 23.80 24.00 24.20

m/z 55.05 22 .47%

85
5000
29
|, J1f3 141 169 197 240

| T
m/z--> 50 100 150 200 250 300 350 400 23 40 23. 60 23. 80 24. 00 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.73 7.26 ng 485460 Perylene-di12 24 .66
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 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 90
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
5 2-methyltetracosane 352 C25H52 1000376-72-6 90
Abundance Scan 3683 (24.729 min): BG044112.D (-3679) (-) m/z 57.10 100.00%
57
85
5000
FO R
141 24.40 24.60 24.80 25.00
— L l| L~y 109197 239 267 295 342 | mjz 71.10  76.42%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AU U AR
24,40 24.60 24.80 25.00
113 m/z 43.10 62.41%
29 | “ H 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 24.40 24.60 24.80 25.00
5000 m/z 85.10 57.91%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #140551: Dodecane, 1-iodo- e e R R R
57 24.40 24.60 24.80 25.00
m/z 55.10 20.90%
29
169 296
m/z--> 50 100 150 200 250 300 350 24,40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 11 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.82 6.13 ng 409993 Perylene-d12 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 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3869 (25.822 min): BG044112.D (-3860) (-) m/z 57.10 100.00%
g7
o J 1 k/\_l/\k
141 169 %m%m%m%m
....,.‘-111111.1-. 20T 23281 32786 | m/z 71.05  68.82%

m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000

25.60 25.80 26.00 26.20
‘ m/z 43.10 57.08%

29 113
\‘ A “\ h h‘ H‘ \ \1\169 197 225 253 296
] T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

25.60 25 80 26. OO 26.20

5000 85 m/z 85.10 53.51%
13 14
29 169 197 225 253 281 309 337 365 393 422
T T T T T T T e [ T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57 25 60 25.80 26.00 26.20

m/z 55.10 21.01%

- 1 “W\M,/\JWW
113
141 169 197 239 267 294 323 352

b JJ o

m/z--> 50 100 150 200 250 300 350 400 25. 60 25 80 26. OO 26. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044112.D

Aca On : 21 Jan 2020 00:15

Operator :© JU

Sample : L1184-07

Misc :

ALS Vial : 14 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 12 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.13 3.09 ng 206688 Perylene-di12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 4092 (27.132 min): BG044112.D (-4084) (-) m/z 57.10 100.00%
57
85
13 26.80 27.00 27.20 27.40 |
141 183 211 295 : : : :
B O O SR < TR A B oy 2 & T R &3 11
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 USRS BN DARRE!
26. 80 27. oo 27 20 27.40
”3 m/z 43.10 56.67%
29 ‘ ﬁ | m ‘141‘169 197 225 267 295 365 393
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance
57
o 26.80 27.00 27.20 27.40
5000 m/z 85.10 54 _.90%
29 113
141 169 197 225 253 296
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane S P T T T
57 26.80 27.00 27.20 27.40
m/z 55.10 26.85%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> % 1m ﬁo ﬁ 250 %o ﬁ)4& %mﬂmﬂmﬂm

8270-BG123019.M Tue Jan 21 13:31:36 2020 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012020\
Data File : BG044112.D

Acq On : 21 Jan 2020 00:15

Operator : JU

Sample - L1184-07

Misc :

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 6.2 ng 136891 1 7.93 442712 20.0
unknown7 .47 7.47 88.8 ng 1966180 1 7.93 442712 20.0
Phenol, p-tert-bu... 12.07 4.3 ng 146934 2 10.73 678074 20.0
Sulfurous acid, o... 21.23 6.5 ng 419823 5 21.56 1293350 20.0
Hexacosane 21.77 3.8 ng 245560 5 21.56 1293350 20.0
Heneicosane 22.36 5.3 ng 345211 5 21.56 1293350 20.0
Octacosane 23.04 7.2 ng 465739 5 21.56 1293350 20.0
Eicosane 23.81 7.9 ng 527823 6 24.66 1336620 20.0
2-methyloctacosane 2473 7.3 ng 485460 6 24.66 1336620 20.0
Heptadecane, 9-oc... 25.82 6.1 ng 409993 6 24.66 1336620 20.0
Tetracosane 27.13 3.1 ng 206688 6 24.66 1336620 20.0
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