LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044424.D

Aca On : 13 Feb 2020 19:19

Operator : CG/JU

Sample : L1491-01

Misc :

ALS Vial : 6 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-BG013020.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 5.006 321 326 335 rVB 31107 49580 1.42% 0.248%
2 5.482 400 407 422 rBV 869638 1426819 40.96% 7.126%
3 7.074 670 678 692 rBV 878315 1567567 45.00% 7.829%
4 7.903 811 819 829 rBV 240233 413029 11.86% 2.063%
5 8.226 865 874 886 rBV 689867 1212000 34.79% 6.053%
6 9.060 1008 1016 1028 rBV 502039 953949 27 .39% 4.764%
7 10.705 1287 1296 1309 rBV 314648 601750 17.27% 3.005%
8 13.161 1707 1714 1728 rBV 1463863 2421801 69.52% 12.095%
9 14.001 1851 1857 1867 rBV2 34875 67634 1.94% 0.338%
10 14.542 1941 1949 1961 rBvV 593893 934550 26.83% 4_.667%

11 16.028 2195 2202 2215 rBV 1162616 1922653 55.19% 9.602%
12 17.286 2409 2416 2429 rBV 747884 1182283 33.94% 5.905%

13 17.679 2477 2483 2494 rBV2 20269 44448 1.28% 0.222%
14 18.614 2637 2642 2647 rVB2 41797 50423 1.45% 0.252%
15 19.900 2855 2861 2872 rBV 2595369 3483420 100.00% 17.397%
16 21.205 3078 3083 3093 rBV2 56966 98172 2.82% 0.490%
17 21.528 3132 3138 3153 rBv2 739971 1261294 36.21% 6.299%
18 21.739 3169 3174 3184 rVB 66561 97285 2.79% 0.486%

19 22.321 3268 3273 3280 rBV 86756 137055 3.93% 0.684%
20 22.985 3381 3386 3397 rVB 92443 175239 5.03% 0.875%

21 23.173 3411 3418 3427 rVB 108689 207383 5.95% 1.036%
22 23.760 3511 3518 3526 rBV2 80288 154681 4._.44% 0.773%

23 24.618 3653 3664 3685 rBV2 439199 1441394 41.38% 7.199%
24 25.746 3848 3856 3867 rVB3 40110 118509 3.40% 0.592%

Sum of corrected areas: 20022918
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044424.D

Aca On : 13 Feb 2020 19:19

Operator : CG/JU

Sample : L1491-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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: BG044424.D
2500000

2000000

1500000

1000000 5.48 7.07

8.23

500000 9.06
790 10.71

5.01

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG044424.D
2500000 19,90

2000000

15000001 13.16
16.03

1000000

17.29 21.53
14.54
500000

) 21.74 22.32
14.00 17.68 18.61 21.20 A

O~ e e S T e T e T T T T e TR R e TS

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: BG044424.D
2500000

2000000
1500000
1000000

500000 24.62

222817 23.76
O—A it e 25.75

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\BG021320\
Data File : BG044424.D

Aca On : 13 Feb 2020 19:19

Operator : CG/JU

Sample : L1491-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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.

5.01 2.40 ng 49580 1,4-Dichlorobenzene-d4 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 37
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 23
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17

Abundance Scan 327 (5.012 min): BG044424.D (-321) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 I SR U RN
82.9 460 4.80 5.00 5.20 5.40
A 1 ) RSSOV 1 SNBSS B, m/z 59.10 63.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RIS AL UL I
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.10 24 .01%
”'P'”I””WL””#'”I”:W'”'P'”?%QW'”:P'”I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
54.0
460 480 500 520 540
5000 m/z 58.05 16.01%
43.0 101.0
31.0
...,}99,..nnﬂ...¢jﬂ.w..wh,...?ﬁ?..?ﬁ?.,....“...,...w...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 460 4.80 5.00 5.20 5.40
m/z 41.05 9.84%
5000 101.0
27.0 42.0 116.0
"'w'“l'“WW"hjL'|“yH"“T%q'ﬁ+9l'“'w"w'“'l“'
m/z--> 10 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\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044424.D

Aca On : 13 Feb 2020 19:19

Operator : CG/JU

Sample : L1491-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 3 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.32 2.17 ng 137055 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3273 (22.321 min): BG044424.D (-3268) (-) m/z 57.05 100.00%
57.0 q
85.0
5000
TR —— 2200 2220 7240 2260
S 0 O P v i) NN m/z 71.10 75.31%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 USRS
22. OO 22 20 22. 40 22.60
113.0 m/z 43.10 61.71%
AL 1] | [}9169.0197.0225.0953,0 282.0
m/z--> 5|0 100 150 2CI)O 250 3(I)O 3%0
Abundance #194493: Hexacosane
57.0
22.00 22.20 22.40 22.60
5000 85.0 m/z 85.05 52.15%
290 i || | [M30141.0160.0197.0225.0253.0  295.0323.0 367.0
m/z--> 5|0 l(I)O 150 200 250 300 3%0
Abundance #94345: Heptadecane LA L L L N N DA |
57.0 22.00 22.20 22.40 22.60
m/z 55.10 23.17%
5000 85.0
29.0
w‘ | ) [M301410169.01060 240.0
m/z--> 5|0 l(I)O léO 2CI)O 250 3(I)O 3%0 22. OO 22 20 22. 40 22 60 I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044424.D

Aca On : 13 Feb 2020 19:19

Operator : CG/JU

Sample : L1491-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 3
R.T. EstConc Area Relative to ISTD R.T.
22.98 2.78 ng 175239 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3385 (22.979 min): BG044424.D (-3381) (-) m/z 57.10 100.00%
57.1 n
85.1
5000
113.1 Y 5o'a0 92100 2200 |
141.2 169 2 207.0 22.60 22.80 23.00 23.20
—— .|' , b 'I R e L 23922658 30D 771,10 0 72.74%
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
85.0
5000 BB
22 60 22. 80 23. 00 23.20
0.0 1130 m/z 43.10 65.00%
TN |] 14101690197.02250253.0 _ 2960
m/z--> 55 100 150 260 250 300
Abundance #94346: Heptadecane
57.0
g5.0 22.60 22.80 23.00 23.20
5000 m/z 85.10 55.01%
29.0
BEY ! }113 0141016001970 2400
m/z--> 55 100 150 260 250 360
Abundance #153223: Docosane EaEa RS s s
57.0 22.60 22.80 23.00 23.20
m/z 55.10 25.85%
- T VMMH“NMMM~WH/\Vv*fhwuvvmhh
113.0
'\ J\ A ‘J 1 14\"‘".01 \183 0 211 O 239 0 267 0 31?.0
m/z--> 55 160 150 260 250 360 ' 2260 2280 2300 2320 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044424.D

Aca On : 13 Feb 2020 19:19

Operator : CG/JU

Sample : L1491-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.88 ng 207383 Perylene-d12 24 .62
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 trans-Farnesol 222 C15H260 000106-28-5 72
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50

Abundance Scan 3418 (23.173 min): BG044424.D (-3411) (-) m/z 69.10 100.00%

69.1

L

5000
| 1371 22.80 23.00 23.20 23.40
05.0 175.1 - : - -
e WA J0R0 A 101 28112650 3412 7y 81,10 | 51.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
5000
22.80 23.00 23.20 23.40
1210 m/z 41.10 22.64%
29.0 | _|1 1l 161.0 203.0 273.0 341.0 410.0
A L o o e e e IR A e o o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
T

22.80 23.00 23.20 23.40
5000 m/z 95.05 13.90%

137.0
20.0 , | 11050, | 1910 2310 273.0 341.0 410.0
A o T B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol L B e
69.0 22.80 23.00 23.20 23.40

m/z 137.10 11.17%

5000

-

‘leogo 1610 2220

294
L Ll

T
m/z--> 50 100 150 200 250

| T
300 350 400 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021320\
Data File : BG044424.D

Aca On : 13 Feb 2020 19:19

Operator : CG/JU

Sample : L1491-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.76 2.15 ng 154681 Perylene-d12 24.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3518 (23.760 min): BG044424.D (-3511) (-) m/z 57.10 100.00%

5000

.

13.1
169.1  253.0 23.40 23.60 23.80 24.00
m/z 71.10 84.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane

-

5000

23. 40 23 60 23. 80 24. OO
m/z 43.10 62.76%

169.0 225.0 281.0  365.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

E

Abundance #241528: Tetratetracontane
57.0
23.40 23.60 23.80 24.00
5000 m/z 85.10 53.14%
13. O
‘ ,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane R R T T T
57.0 23.40 23.60 23.80 24.00
m/z 55.10 21 .50%
5000

%

| ] %301690 2250 2810 337.0 394.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 40 23 60 23. 80 24. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021320\
Data File : BG044424.D

Acq On : 13 Feb 2020 19:19

Operator : CG/JU

Sample : L1491-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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... 5.01 2.4 ng 49580 1 7.90 413029 20.0
Eicosane 22.32 2.2 ng 137055 5 21.53 1261290 20.0
Heneicosane 22.98 2.8 ng 175239 5 21.53 1261290 20.0
Squalene 23.17 2.9 ng 207383 6 24.62 1441390 20.0
2-methyloctacosane 23.76 2.1 ng 154681 6 24.62 1441390 20.0
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