LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051120\
Data File : BG045318.D

Acq On : 12 May 2020 6:43

Operator : CG/JU

Sample - L2531-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG041520._.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 height area % max. total
1 3.130 3 7 14 rVB 53658 81108 1.66% 0.293%
2 5.545 410 418 432 rBV 1085271 1870553 38.18% 6.761%
3 7.142 681 690 703 rBV 1230926 2212767 45.16% 7.998%
4 7.977 823 832 840 rBV 296325 527792 10.77% 1.908%
5 8.300 878 887 896 rBvV 1026818 1823994 37.23% 6.593%

9.134 1020 1029 1040 rBV 781486 1473166 30.07% 5.325%
10.779 1302 1309 1321 rBV 406628 781046 15.94% 2.823%
2451780 3813638 77.84% 13.784%
14.062 1862 1868 1875 rBVY 313263 481529 9.83% 1.740%
14.621 1953 1963 1972 rBV 713098 1187398 24.24% 4.292%
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11 16.107 2209 2216 2230 rBV 1920349 3073514 62.73% 11.109%
12 17.364 2424 2430 2436 rBV 877377 1377374 28.11% 4.978%
13 19.420 2775 2780 2785 rBV 60501 101975 2.08% 0.369%
14 19.778 2837 2841 2848 rVB 60675 106570 2.18% 0.385%
15 19.984 2870 2876 2882 rBV 3575691 4899416 100.00% 17.708%

16 21.288 3094 3098 3105 rvB2 168670 264698 5.40% 0.957%
17 21.629 3150 3156 3168 rVB 747819 1324077 27.03% 4._.786%
18 21.834 3188 3191 3196 rVB 116230 157675 3.22% 0.570%
19 22.439 3290 3294 3301 rVB 158312 251611 5.14% 0.909%
20 23.127 3406 3411 3418 rVB2 186079 355225 7.25% 1.284%

21 23.920 3542 3546 3553 rVB2 208944 401560 8.20% 1.451%
22 24.801 3688 3696 3702 rBV 409305 1100996 22.47% 3.979%

Sum of corrected areas: 27667682
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051120\
Data File : BG045318.D

Acq On : 12 May 2020 6:43

Operator : CG/JU

Sample : L2531-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG045318.D
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1500000
7.14
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500000 798 10.78
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG045318.D
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2500000{ 13.24
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1500000
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14.62
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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: BG045318.D
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3000000
2500000
2000000
1500000
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24.80
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RO PR o W

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\HPCHEM1\BNA_G\DATA\BG051120\
Data File : BG045318.D

Acq On : 12 May 2020 6:43

Operator : CG/JU

Sample : L2531-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
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 unknown3.13 Concentration Rank 6

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

3.13 3.07 ng 81108 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
2 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9
5 D-Epi-Inositol, 4-C-methyl- 194 C7H1406 040788-89-4 9

Abundance Scan 7 (3.130 min): BG045318.D (-3) (-) m/z 73.05 100.00%
7B
5000
43 87
9 3.20 3.30 3.40 3.50
o...,....~',".'..}.5',..|.,....,....,.1.31.,1.‘?7..16%.. et 282 Tm/z 87.05  34.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 R AR RS AR AR N
43 3.20 3.30 3.40 3.50
87 m/z 43.00 29.20%
29
o.np.npn%ﬁ”.“”.“”.“”.“”..”..”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
3.20 3.30 3.40 3.50
5000 m/z 55.05 26.70%
45
o 59
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2136: Propane, 2-methoxy-2-methyl-
7 3.20 3.30 3.40 3.50
m/z 71.00 11.55%
5000
41 57
o) I\I”\“I\I”  EEEEEE————, S e W ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 320 3.30 340 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051120\
Data File : BG045318.D

Acq On : 12 May 2020 6:43

Operator : CG/JU

Sample : L2531-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
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 3 Oxalic acid, isobutyl hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 4.00 ng 264698 Chrysene-d12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
3 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 91
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 68
5 Cyclohexadecane 224 C16H32 000295-65-8 64
Abundance Scan 3098 (21.288 min): BG045318.D (-3094) (-) m/z 57.05 100.00%
57
83
5000
111
UL PN BRI BN B
152 179 903224 21.00 21.20 21.40 21.60
i 0RLL2N 282308331 368 425 | n/z 83.05  77.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 L SR I BULLN U
21.00 21.20 21.40 21.60
29 m/z 71.05 77.81%
111
0,‘\,‘” \‘ H s e z2a 29
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
21,00 21.20 21.40 21.60
5000 m/z 69.05 72.14%
29 83
o M1 148 182 210 %5
m/z--> 50 100 150 200 250 300 350 400
Abundance #204512: Oxalic acid, octadecyl propyl ester AR EEEREE RS
43 21.00 21.20 21.40 21.60
m/z 43.05 67.98%
- L\MJLJW\/\N
297
o ‘{ 1%? 153 182 224252 | 340
m/z--> 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051120\
Data File : BG045318.D

Acq On : 12 May 2020 6:43

Operator : CG/JU

Sample : L2531-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.83 2.38 ng 157675 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
3 Hexadecane 226 C16H34 000544-76-3 81
4 Docosane 310 C22H46 000629-97-0 81
5 Tetradecane 198 C14H30 000629-59-4 81

Abundance Scan 3190 (21.828 min): BG045318.D (-3188) (-) m/z 71.05 100.00%

43
5000

99 L

127 159 2160 21.80 22.00 22.20
197 225252 281 310 342366 399 458
Ol prrrpdl m/z 57.05 98.46%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85

5000 e R s o
21. 60 21. 80 22. 00 22. 20

m/z 85.05 60.57%

29
0 \‘ J ‘ “\ h h‘ u‘ \ \1\169 197 225 253 296
R L B LA A e o e o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57

21.60 21. 80 22. 00 22.20

5000 85 m/z 43.05 56.50%
29 253
L2 113 141 169 197 95 | 281
e L A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83023: Hexadecane B B A
7 21. 60 21. 80 22. 00 22. 20

m/z 55.05 38.46%
5000 85

29
[l 13141 169 197 226

m/z--> 0 50 100 150 200 250 300 350 400 450 21. 60 21. 80 22. 00 22. 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051120\
Data File : BG045318.D

Acq On : 12 May 2020 6:43

Operator : CG/JU

Sample : L2531-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22 .44 3.80 ng 251611 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 80
Abundance Scan 3294 (22.439 min): BG045318.D (-3290) (-) m/z 57.05 100.00%
57
85
5000
R SRS UL BN SR
13141 22.20 22.40 22.60 22.80
169 207235
I 0 .ll,l.i.i.l.,m.. hehei, 12301832 308401 849 77 71.05  82.32%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane
57
85
5000 LB BULIULN BULRILN UL B
2220 22.40 22.60 22.80
29 m/z 43.05 67.99%
0 L] ‘u\ﬁ\ 141169197 240
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
" 22.20 22,40 22.60 22,80
5000 85 m/z 85.05 64 .43%
. 29 113141169197225253 205323 367
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane e
22.20 22.40 22.60 22.80
m/z 55.05 29.75%
85
5000

%

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2220 2240 2260 2280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051120\
Data File : BG045318.D

Acq On : 12 May 2020 6:43

Operator : CG/JU

Sample : L2531-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.13 5.37 ng 355225 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Octadecane, 1-iodo- 380 C18H371 000629-93-6 53
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 52
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 52
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 49
Abundance Scan 3412 (23.133 min): BG045318.D (-3406) (-) m/z 71.05 100.00%
!
43
5000
[ 2z o0 700 7230 70
155 199 245 . . . .
ol AL b L1180 199, 245 27e0sste 3a6 agsaoe  aso | At oo e g8 7y,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
5000 UMV BARES
85 22.80 23.00 23.20 23.40
m/z 85.10 70.55%
0 29 | | | /113141 169 197 225 253 281 323 351 380
m/z--> §o 100 150 200 250 300 350 400 450
Abundance
57
o 22.80 23.00 23.20 23.40
5000 m/z 43.05 69.68%
29 13 253
0 141 169 197 905 380
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #38322: 2,6-Dimethyldecane R ERE EEE T S
43 22.80 23.00 23.20 23.40
71 m/z 55.05 34.42%
- wadeVMWJWHJ\MW”WAWW“M$M4
113
LT 200070
m/z--> 50 100 150 200 250 300 350 400 450 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051120\
Data File : BG045318.D

Acq On : 12 May 2020 6:43

Operator : CG/JU

Sample : L2531-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
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 Hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.92 7.29 ng 401560 Perylene-di12 24 .80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 6,6-Diethylhexadecane 282 C20H42 1000360-41-4 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 3546 (23.920 min): BG045318.D (-3542) (-) m/z 57.05 100.00%
57
85
5000
USSR SR SRR
155 183207 247 23.60 23.80 24.00 24.20
0 281303325 362387410434 n/z 71.10 82 46%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #83026: Hexadecane
57
5000 85 AR ARRE!
Bmmmmmmm
29 m/z 85.05 67.53%
0 h \ H \\‘ \‘ \1‘\\11 169 197 226
miz--> 0 50 100 1%0 260 2éo 360 3éo 460 4%0
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 43.05 58.61%
0 29 13 141 169 197 225 267 295 365 393 meﬁWh&NNNMWM/\LVMMJVIWNMAAM
miz--> 0 §o 160 1%0 260 250 360 3éo 460 4%0
Abundance #185535: Heptadecane, 9-octyl- A E e
57 23.60 23.80 24.00 24.20
m/z 55.05 32.77%
>0 v -nwﬂwwj\»\,ww«w
o ﬁlf3 141 169 197 239 267 294 323 352
miz--> 0 §o 160 1%0 260 2éo 360 3éo 460 4%0 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\BG051120\
Data File : BG045318.D

Acq On : 12 May 2020 6:43

Operator : CG/JU

Sample - L2531-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.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]
unknown3.13 3.13 3.1 ng 81108 1 7.97 527792 20.0
Oxalic acid, isob... 21.29 4.0 ng 264698 5 21.63 1324080 20.0
Heneicosane 21.83 2.4 ng 157675 5 21.63 1324080 20.0
Heptadecane 22.44 3.8 ng 251611 5 21.63 1324080 20.0
Heptacosane 23.13 5.4 ng 355225 5 21.63 1324080 20.0
Hexadecane 23.92 7.3 ng 401560 6 24.80 1101000 20.0
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