LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12621\
Data File : BM028542.D

Acqg On : 26 Jan 2021 13:26
Operator : CG/JU

Sample : PB134079BL

Misc : PBBL-SFAM-MDL-ME-02

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM011921.M
Title : SVOA CALIBRATION

Signal : TIC: BM@28542.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.269 10 14 24 rVB 9563 14110 1.63% 0.163%
2 3.711 86 89 118 rBV 119337 205692 23.76% 2.370%
3 4.046 144 146 154 rVB3 1192 2041 0.24% 0.024%
4 4,293 187 188 192 rvB3 1102 899 0.10% 0.010%
5 7.146 666 673 681 rBV 162158 257693 29.77% 2.970%

6 7.316 694 702 712 rBV 119525 194511 22.47%
7 7.516 729 736 746 rVB 166245 273618 31.61%
8 7.987 810 816 825 rvB 101970 160900 18.59%
9 8.699 931 937 947 rBV 187573 305998 35.35%

9.163 1009 1016 1024 rBV 149996 243396 28.11%
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11 9.887 1132 1139 1146 rBB 127903 204463 23.62%
12 10.422 1224 1230 1238 rBV 190794 306722 35.43%
13 10.804 1288 1295 1303 rBB 136216 220499 25.47%
14 10.940 1311 1318 1329 rBB 184781 305189 35.25%
15 12.387 1560 1564 1568 rBV 1796 2619 0.30%
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16 14.039 1839 1845 1853 rBV 306161 408322 47.17%
17 14.328 1887 1894 1963 rBV 363186 507559 58.63%
18 14.633 1940 1946 1953 rVB 186151 266959 30.84%
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19 14.828 1973 1979 1991 rBV 144161 205153 23.70% 364%
20 15.622 2108 2114 2122 rVB 434022 593510 68.56% 840%
21 15.739 2130 2134 2142 rBV 138843 188045 21.72% 167%
22 15.857 2149 2154 2159 rBV2 3653 4051 0.47% 047%
23 16.392 2242 2245 2248 rVB2 863 982 0.11%

24 17.363 2404 2410 2416 rVB 216213 293267 33.88%
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=
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25 17.463 2421 2427 2436 rVB 446742 610440 70.51% 035%
26 18.233 2554 2558 2561 rBV2 3847 4713 0.54% 0.054%
27 19.368 2748 2751 2756 rW 4122 5307 0.61% 0.061%
28 19.404 2756 2757 2762 rVB4 1296 1545 0.18% ©0.018%
29 19.498 2771 2773 2776 rBV3 2423 2652 0.31% 0.031%
30 19.621 2790 2794 2796 rBV 2698 3302 ©0.38% 0.038%

31 19.733 2807 2813 2824 rBV 549242 712303 82.28%

32 21.498 3108 3113 3118 rBV 272337 329062 38.01% 792%
33 22.539 3286 3290 3295 rVB 38984 51958  6.00%
34 23.051 3373 3377 3383 rVB 62788 91631 10.58% 056%
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35 23.627 3468 3475 3483 rVB 482582 865728 100.00%

36 23.768 3493 3499 3507 rVB2 177623 329238 38.03% 3.794%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12621\
Data File : BM@28542.D

Acqg On : 26 Jan 2021 13:26

Operator : CG/JU

Sample : PB134079BL

Misc : PBBL-SFAM-MDL-ME-02

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM011921.M

Title : SVOA CALIBRATION

37 24.280 3581 3586 3596 rVB 90367 173660 20.06% 2.001%

38 25.045 3710 3716 3725 rVB 83812 188617 21.79% 2.174%

39 25.939 3862 3868 3877 rVB2 55757 141224 16.31% 1.627%
Sum of corrected areas: 8677578
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Jan 2021 13:26

: CG/JU

: PB134079BL

: PBBL-SFAM-MDL-ME-02

: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012621\
BM028542.D

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM011921.M
Quant Title : SVOA CALIBRATION

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

Abundance

500000

400000

300000

200000

100000

0

TIC: BM028542.D\data.ms

8.699 10.422 10.94
7146 7.516 0163 0.340
' 10.8

3.711 9.887
7:316 7.987

-269 4.046.293

Time-->

Abundance

500000

400000

300000

200000

100000

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM028542.D\data.ms
19.733

15.622 17.463

14.328

14.039

17.363
14.633

4.828 15.739

12.387 15.857 16.392 18.233

0
Time--> 1
Abundance

500000
400000
300000

200000

100000

2.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

TIC: BM028542.D\data.ms
23.627

21.498

28.768

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12621\
Data File : BM@28542.D

Acqg On : 26 Jan 2021 13:26
Operator : CG/JU

Sample : PB134079BL

Misc : PBBL-SFAM-MDL-ME-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM011921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.539 3.16 ng/ul 51958 Chrysene-di12 21.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 2-methyloctacosane 408 C29H60 1000376-72-8 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3290 (22.539 min): BM028542.D\data.ms (-3286) (- m/z 57.10 100.00%

57.1
5000
9.1 U \
207 22.50
ob—rthd “‘ 4 ““ Lt 'u \ uw“u TR ‘2“‘8“‘1}1‘3‘2“5{9‘ _— m/z 43.10  71.29%
miz--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.Q
5000 —— |
5.0 22.50
m/z 71.10 64.04%
ol LI 121890 22505680
\\\‘ \\\\‘\Y\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
Ry
22.50
5000 ITI/Z 85.10 47.72%
REY. | i1 1410183025 026703090 3600
e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 22.50
m/z 41.05 26.55%
5000
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
i “‘H“ T T T T ——
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12621\
Data File : BM@28542.D

Acqg On : 26 Jan 2021 13:26
Operator : CG/JU

Sample : PB134079BL

Misc : PBBL-SFAM-MDL-ME-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM011921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.051 5.57 ng/ul 91631  Perylene-d12 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Octacosane 394 (C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3377 (23.051 min): BM028542.D\data.ms (-3373) (- m/z 57.10 100.00%
57.1

B

5000
13.1 23.00
0 ms“ S 200088 3250 429 4310 67.02%
mlz--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57.0
5000 =

23.00
‘ m/z 71.10 57.81%

[ 1‘1‘3 P 169.0 254.0
O\\\\‘ ‘\h\“‘\\\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
\ T f
23.00
5000 m/z 85.10 43.34%

) ‘ L ]Wl.\ ,,169.0 225.0 281.0 337.0 394.0

%

Oum“u‘ T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0 23.00
m/z 55.05 22.68%
ok ‘\‘ ‘ ‘ M M (000 2250 2060 i
m/z--> 50 100 150 200 250 300 350 400 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12621\
Data File : BM@28542.D

Acqg On : 26 Jan 2021 13:26
Operator : CG/JU

Sample : PB134079BL

Misc : PBBL-SFAM-MDL-ME-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM011921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24,280 10.55 ng/ul 173660 Perylene-di2 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3586 (24.280 min): BM028542.D\data.ms (-3581) (- m/z 57.10 100.00%
57.1

—

5000
‘ | 27. 11972 o811 24.00 24.50
O L 205 2311 35904290 m/z 43.10  62.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
5000 e e
24.00 24.50
m/z 71.10 61.50%
. l‘ [L}7]0197.02670 3800
‘\H\ HF!W\!YH\\’\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—= =
24.00 24.50
5000 m/z 85.05 45.23%

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

T

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane ey
57.0 24.00 24.50
m/z 55.10  23.52%
5000

JMI /01970 2960

O et L e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00 24.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12621\
Data File : BM@28542.D

Acqg On : 26 Jan 2021 13:26
Operator : CG/JU

Sample : PB134079BL

Misc : PBBL-SFAM-MDL-ME-02

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM011921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.044 11.46 ng/ul 188617 Perylene-di2 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 3716 (25.044 min): BM028542.D\data.ms (-3710) (-  m/z 57.10 100.00%

57.1
5000
25.00 |
131 .
169.1
ol L AAATI 091 2531 3420 4010 . 4305 63.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 = ‘
25.00
m/z 71.10 60.17%
0 ‘ ‘ uh\ \h\ h‘ \\ | ]TGQ 0 225.0 295.0 367.0
\\\‘\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
=T \
25.00
5000 ITI/Z 85.05 44 .57%
0 \‘ ‘L‘ ‘ “\ ‘h h 1\\\ L \169 0 2250 281.0 3380
- A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane oo
57.0 25.00
m/z 55.05 25.14%
- iw
o \‘ | 1130 160.0 2250 281.0 337.0 394.0
R ","“,“‘““““““““““““ —
m/z--> 50 100 150 200 250 300 350 400 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12621\
Data File : BM@28542.D

Acqg On : 26 Jan 2021 13:26
Operator : CG/JU

Sample : PB134079BL

Misc : PBBL-SFAM-MDL-ME-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM011921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.939 8.58 ng/ul 141224  Perylene-d12 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3868 (25.939 min): BM028542.D\data.ms (-3862) (- m/z 57.10 100.00%
57.1

%

5000
13.1 207.0 26.00
281.1 357.0
b kbl IO w0 wmeo R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 U
26.00
m/z 71.10 65.45%
o LU LLIE? 1690 2250 2820
‘\\\’\\1\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
—=
26.00
5000 ITI/Z 85.10 49.46%
13.0 239.0
o ALILTT 1000 PO 2040 3520
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57.0 26.00
m/z 55.05 22.35%
5000
295.0
0 ‘ L\ H}\ IL\ \1\13 1\0\1\6\99 2250 “ 435.(
R e e B R AR B o S R —
m/z--> 0 50 100 150 200 250 300 350 400 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12621\
Data File : BM028542.D

Acqg On : 26 Jan 2021 13:26
Operator : CG/JU

Sample : PB134079BL

Misc : PBBL-SFAM-MDL-ME-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM011921.M
Quant Title : SVOA 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|
(DEL) Alkane: S 3.2 ng/ul 51958 5 21.498 329062 20.0
(DEL) Alkane: S... 5.6 ng/ul 91631 6 23.768 329238 20.0
(DEL) Alkane: S... 24.280 0.6 ng/ul 173660 6 23.768 329238 20.0
(DEL) Alkane: S 1.5 ng/ul 188617 6 23.768 329238 20.0
(DEL) Alkane: S 8.6 ng/ul 141224 6 23.768 329238 20.0
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