LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043381.D

Aca On : 29 Oct 2019 19:36

Operator :© JU

Sample - K5540-01

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-BG102119.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 3.194 13 18 30 rvB 133959 205795 10.33% 1.533%
2 5.614 423 430 444 rBV 459781 844485 42 _.40% 6.289%
3 7.212 694 702 718 rBV 534425 1057516 53.10% 7.875%
4 7.565 754 762 775 rBV 564348 983040 49.36% 7.321%
5 8.023 833 840 847 rBV 150781 262582 13.18% 1.955%
6 8.346 887 895 904 rBV 370573 665327 33.41% 4 _.955%
7 9.187 1028 1038 1051 rBV 300955 629172 31.59% 4 .685%
8 10.832 1310 1318 1329 rBV 172462 350784 17.61% 2.612%
9 13.276 1724 1734 1749 rBV 764573 1340264 67.29% 9.981%
10 14.099 1868 1874 1880 rBvV 84675 142051 7.13% 1.058%

11 14.651 1960 1968 1982 rBV2 334071 549539 27.59% 4.092%
12 16.137 2215 2221 2240 rBV 758137 1352135 67.89% 10.069%
13 17.395 2426 2435 2450 rBV2 377963 676244 33.95% 5.036%

14 17.512 2450 2455 2460 rVB4 17872 28910 1.45% 0.215%
15 18.288 2582 2587 2595 rBV2 43330 83965 4.22% 0.625%
16 20.003 2872 2879 2890 rBV 1404233 1991654 100.00% 14.832%
17 20.802 3009 3015 3019 rBv4 15831 23690 1.19% 0.176%
18 21.308 3097 3101 3106 rBV6 26206 49152 2.47% 0.366%
19 21.660 3154 3161 3175 rBV 445119 821035 41.22% 6.114%
20 21.842 3188 3192 3198 rVB2 25569 41876 2.10% 0.312%
21 22.448 3289 3295 3300 rBV3 37854 68339 3.43% 0.509%

22 23.129 3404 3411 3421 rVB5 48073 112095 5.63% 0.835%
23 23.323 3439 3444 3452 rVB 58774 114381 5.74% 0.852%
24 23.922 3539 3546 3554 rBV3 39373 98921 4._.97% 0.737%
25 24.851 3695 3704 3720 rBV2 292278 906615 45.52% 6.751%

26 25.979 3890 3896 3897 rBV5 19924 28797 1.45% 0.214%

Sum of corrected areas: 13428364
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043381.D

Aca On : 29 Oct 2019 19:36

Operator :© JU

Sample - K5540-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043381.D
1400000

1200000
1000000
800000
600000 7.1 7.56
5.61

400000 8.35

2000003319 8.02 10.83

R o e e ¥ L CRMRRMMPSURMBNE LSt SUA | MM SMIMRRESS bR (SN

Time--> 3.50 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG043381.D
1400000 20.00

1200000

1000000

800000{ 13.28 16.14

600000

21.66
400000

200000

20.80 21.31 |pl1.84 2245

o
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: BG043381.D
1400000

1200000

1000000

800000

600000

400000

24.85

200000

2323332 92392
o N 25.98

O T T T T o T T T T T T T o T o e T o o o 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\BG102919\
Data File : BG043381.D

Aca On : 29 Oct 2019 19:36

Operator :© JU

Sample - K5540-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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 3

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

3.19 15.67 ng 205795 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 17 (3.188 min): BG043381.D (-13) (-) m/z 73.10 100.00%
7B ﬂ
5000 43
536 3.20 3.30 3.40 3.50 3.60
(o} A B B B B m/z 43.10 37.26%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUAS AR U IR IR A
43 3.20 3.30 3.40 3.50 3.60
m/z 87.10 26.67%
S L L B B BN SN SRR SRR SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
78
a1 3,20 3.30 3.40 3.50 3.60
5000 m/z 55.05 25.86%
114. NL |
R S L L B B BN BN SRR SRR SRR
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4436: Pentane, 3-methoxy-
78 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.41%
5000 ($ f
45
o, | 101
mz-> 0 50 100 150 200 250 300 350 400 450 500 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\BG102919\
Data File : BG043381.D

Aca On : 29 Oct 2019 19:36

Operator :© JU

Sample - K5540-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.56 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
756 74.87ng 083040  1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 761 (7.559 min): BG043381.D (-754) (-) m/z 132.10 100.00%
32
5000 68 j\\
20 54 ¥ 720 740 7.60 7.80
ol a8 e 186 sy 6810 42.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
31 51 m/z 134.00 33.40%
0 "|"LJH!'"'|'P”j?""w”"|""l""l""l"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
LR L T R
7.20 7.40 7.60 7.80
5000 97 m/z 66.10 32.70%
70
31
0 ‘ 4\4 L 68 ! 8\6 ! 116 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 7.20 7.40 7.60 7.80
m/z 69.05 18.74%
5000
15 28 3 52 O 77 %0 M4y |
m/z--> 2|0 4|0 6|O 8|0 1(|)O 12|O 14|10 1('30 15';0 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043381.D

Aca On : 29 Oct 2019 19:36

Operator :© JU

Sample - K5540-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Dodecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.29 2.48 ng 83965 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 86
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 50
Abundance Scan 2587 (18.288 min): BG043381.D (-2582) (-) m/z 73.10 100.00%
73
43 o
5000
129 213
85 115 157 227
B 430 171185 9 256 18.00 18.20 18.40 18.60
o} m/z 43.10 80.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61123: Dodecanoic acid
60 73
129
43
5000
18.00 18.20 18.40 18.60
29 ‘ ‘ m/z 60.10 74.87%
o .-|-|- i ,..!..||,.,|| y 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73
18.00 18.20 18.40 18.60
5000) m/z 55.10 64 .80%
0 T U;\ : .”H. UL ‘I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73 18.00 18.20 18.40 18.60
m/z 57.10 58.50%
5000 129

213
143 157171 185 199

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043381.D

Aca On : 29 Oct 2019 19:36

Operator :© JU

Sample - K5540-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.13 2.73 ng 112095 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetratetracontane 619 C44H90 007098-22-8 76
3 Heptacosane 380 C27H56 000593-49-7 74
4 Hexatriacontane 507 C36H74 000630-06-8 68
5 Tetracosane 338 C24H50 000646-31-1 68

Abundance Scan 3411 (23.129 min): BG043381.D (-3404) (-) m/z 57.10 100.00%

57
e \/\JJ\WI‘

155193 933 281 327 371 22.80 23.00 23.20 23.40
Ottt m/z 43.10 64 .81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
5|7

5000 LA L L L L L B LB LB |
22.80 23.00 23.20 23.40
99 m/z 71.05 62.85%
ol 26 Jl (41 183 225 282
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
22.80 23.00 23.20 23.40
5000 m/z 85.10 43 .39%
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57 22.80 23.00 23.20 23.40
m/z 55.05 37.88%
5000

99
26) )1 141 183 225 267 309 380

e ML, N,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 80 23. 00 23. 20 23 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043381.D

Aca On : 29 Oct 2019 19:36

Operator :© JU

Sample - K5540-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.32 2.52 ng 114381 Perylene-d12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 64
2 Supraene 410 C30H50 007683-64-9 64
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 50
4 1.5-Heptadiene. 3.3.5-trimethvl- 138 C10H18 074630-29-8 49
5 Cyclopropanecarboxylic acid, 4-i... 204 C13H1602 1000331-01-9 47
Abundance Scan 3443 (23.317 min): BG043381.D (-3439) (-) m/z 69.05 100.00%
60
5000
41
23.00 23.20 23.40 23.60
163 192 281
ol -.|-,'-.J ! -||- i ‘- o, 228 200201 3L M1 “hn/z 81.05  52.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000 ARARARRARARAR IARRNRARRA
23.00 23.20 23.40 23.60
41 m/z 41.10 26.51%
o i %5 117 j 161 191 217 244 273 299 341 367 410
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60
5000 m/z 95.10 15.65%
41
95 137
) n.”,%%y.‘ 163 191 217 245 273 ?99.. 341 367 ﬁ;q
m/z--> 50 100 150 200 250 300 350 400
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- R RS nsEa RS
69 23.00 23.20 23.40 23.60
m/z 93.10 13.64%
5000{ 41
93
137
oy N T A U PEVARS ,1?1..1?1,.2.22..,.... S —
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\BG102919\
Data File : BG043381.D

Aca On : 29 Oct 2019 19:36

Operator :© JU

Sample - K5540-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.92 2.18 ng 98921 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 74
2 Docosane. 11-decvl- 451 C32H66 055401-55-3 72
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 72
5 2-methyloctacosane 408 C29H60 1000376-72-8 72
Abundance Scan 3546 (23.922 min): BG043381.D (-3539) (-) m/z 57.10 100.00%

5000

23.60 23.80 24.00 24.20

0 m/z 43.10 61.70%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57
5000 LA L L L L L LB |
23.60 23.80 24.00 24.20
9 m/z 71.10 58.72%
. |4 188 225 267 300 amaay
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227195: Docosane, 11-decyl-
517
23.60 23.80 24.00 24.20
5000 m/z 85.10 52.92%

9
| 141 183 225 267 399 350 392

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 23.60 23.80 24.00 24.20
m/z 41.10 19.56%
5000

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

L A S I SR e L SR

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23 60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102919\
Data File : BG043381.D

Acq On : 29 Oct 2019 19:36

Operator : JU

Sample - K5540-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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]
Butane, 2-methoxy... 3.19 15.7 ng 205795 1 8.02 262582 20.0
unknown7 .56 7.56 74.9 ng 983040 1 8.02 262582 20.0
Dodecanoic acid 18.29 2.5 ng 83965 4 17.39 676244 20.0
Eicosane 23.13 2.7 ng 112095 5 21.66 821035 20.0
Squalene 23.32 2.5 ng 114381 6 24.85 906615 20.0
Hentriacontane 23.92 2.2 ng 08921 6 24.85 906615 20.0
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