LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002513.D

Aca On : 24 Aug 2018 22:20

Operator : JU/SJ

Sample : J4628-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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\HPCHEM1I\BNA_ N\METHODS\SOM-EPA-BNO81318MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 6.852 651 657 673 rVB 637234 1188777 18.58% 2.143%
2 7.010 679 684 697 rVB 535076 835121 13.05% 1.506%
3 7.204 712 717 727 rVB 622466 1056912 16.52% 1.906%
4 7.669 790 796 805 rVB 512204 838987 13.11% 1.513%
5 8.375 910 916 926 rBV 822276 1375335 21.49% 2.480%
6 8.816 985 991 1001 rBV 706353 1180975 18.45% 2.129%
7 9.534 1106 1113 1125 rVB 588333 993094 15.52% 1.791%
8 10.069 1197 1204 1219 rBV 834333 1478967 23.11% 2.667%
9 10.440 1260 1267 1276 rVB 816267 1349252 21.08% 2.433%
10 10.581 1284 1291 1308 rBvV 747864 1337631 20.90% 2.412%

11 13.716 1817 1824 1828 rBV 1904276 2632459 41.14% 4.746%
12 13.763 1828 1832 1840 rVB 708253 966351 15.10% 1.742%
13 13.992 1864 1871 1882 rBV 2119566 3076096 48.07% 5.546%
14 14.298 1915 1923 1932 rBV2 1223265 1906625 29.79% 3.438%
15 14.516 1953 1960 1969 rBV 770286 1320244 20.63% 2.380%

16 15.298 2086 2093 2100 rBV 2742923 3886256 60.73% 7.007%
17 15.428 2109 2115 2130 rBV 932151 1317538 20.59% 2.376%
18 17.051 2384 2391 2399 rVB 1727706 2427961 37.94% 4_.378%
19 17.151 2401 2408 2418 rBV 3097478 4487335 70.12% 8.091%
20 17.957 2539 2545 2554 rBV 149866 267179 4.18% 0.482%

21 19.451 2792 2799 2806 rBV 3857665 5438867 84.99% 9.806%
22 20.010 2889 2894 2899 rBV 59643 73484 1.15% 0.132%
23 20.504 2973 2978 2982 rBV 106613 131435 2.05% 0.237%
24 20.974 3053 3058 3084 rBv4 232620 922934 14.42% 1.664%
25 21.245 3099 3104 3110 rBV 2499816 3151852 49.25% 5.683%

26 21.410 3128 3132 3136 rBV 181526 204764 3.20% 0.369%
27 21.839 3201 3205 3209 rBV 184516 222612 3.48% 0.401%
28 21.880 3209 3212 3222 rVB 42147 92535 1.45% 0.167%
29 22.298 3278 3283 3289 rBV 186498 251051 3.92% 0.453%
30 22.421 3300 3304 3308 rVB 122249 157559 2.46% 0.284%

31 22.792 3363 3367 3372 rBvV 196206 291049 4 _55% 0.525%
32 23.327 3450 3458 3469 rBV 3334301 6399380 100.00% 11.538%
33 23.462 3474 3481 3492 rVB 1726015 3252663 50.83% 5.865%
34 23.986 3564 3570 3577 rVB 193668 363158 5.67% 0.655%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002513.D

Aca On : 24 Aug 2018 22:20

Operator : JU/SJ

Sample : J4628-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA CALIBRATION

35 24.709 3688 3693 3701 rBV 159508 333271 5.21% 0.601%

36 25.556 3833 3837 3849 rVB3 98633 253274 3.96% 0.457%

Sum of corrected areas: 55462983
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN082418\

BN002513.D

24 Aug 2018 22:20

JussJ

J4628-15

13 Sample Multiplier: 1

> Z:\SVOASRV\HPCHEM1I\BNA_ N\METHODS\SOM-EPA-BNO81318MA.M
- SVOA CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

TIC: BN002513.D

10.07 10 4sg

6. 87501 2 67 9 53

500000

O+
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 8.00 850

9.00 950

10. OO 10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BN002513.D
19,45

17.15
15.30

17.¢5

15.43

17.96

J
T

20.5
20.01 o

O
Time-->

12.00 1250 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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0===

20.

TIC: BN002513.D
23.33

21.24

?3.46

97 222.79 23.99 24.71

25.56

8822'

AN

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002513.D

Aca On : 24 Aug 2018 22:20

Operator : JU/SJ

Sample : J4628-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.20 ng/ul 267179 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2546 (17.963 min): BN002513.D (-2539) (-) m/z 43.05 100.00%
430 | 73.0
5000 129.1 ,kJ\~Mw~\_,AW*j\\~nw»\J\v,,v~
: 213.1 e = S Se e
157.1 185.1 256.1 1760 17,80 18.00 18.20
(o} m/z 73.00 98.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 17.60 17.80 18.00 18.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  94.27%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
17.60 17.80 18.00 18.20
5000 m/z 41.05 84 .94%
129.0
256.0
m/z--> "55" Ed' 'éd 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid LB ana s S
43.0 | 73.0 17.60 17.80 18.00 18.20
m/z 54.95 82.97%
5000 129.0 “\jkwwhﬂ‘nﬁij\\“vwﬁvJ\wwvvw
0}§?H'W'“ LN SUNIURA SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN082418\
BNO02513.D

24 Aug 2018 22:20

Ju/sJ

J4628-15

13 Sample Multiplier: 1

SVOA CALIBRATION

: C:\Database\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M

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 (DEL) Alkane: Straight-Chai...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.97  5.86 ng/ul 922934  Chrysene-di2 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 90

2 Sulfurous acid.

octadecvl 2-prop... 376 C21H4403S

1000309-12-7 87

3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 83
4 1-Bromodocosane 388 C22H45Br 006938-66-5 68
5 Nonadecane 268 C19H40 000629-92-5 68
Abundance Scan 3057 (20.968 min): BN002513.D (-3053) (-) m/z 57.05 100.00%

51.

0

5000 85.0
o ijiﬁ%mlmm%1 239.2 2810 341.1
e e el e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57.0
5000
85.0
29.0
oh (1130 141.0 169.0 197.0 225.0 253.0 282.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000
125.0
oh i | 155.0183.0  224.0 253.0
Raas e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000
29.0
OWJHL”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

20.60 20.80 21.00 21.20

m/z 43.05 67.81%

20. 60 20. 80 21. OO 21. 20

m/z 71.05 54 .50%

20.60 20.80 21.00 21.20

m/z 85.05 39.63%

20.60 20.80 21.00 21.20

m/z 55.00 33.27%

20. 60 20. 80 21. OO 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002513.D

Aca On : 24 Aug 2018 22:20

Operator : JU/SJ

Sample : J4628-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.99 2.23 ng/ul 363158 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3571 (23.992 min): BN002513.D (-3564) (-) m/z 57.05 100.00%
57.0
5000 _W\AM,,\_ANA,/\v,,««-,m_vxw
13.1 23.60 23.80 24.00 24.20 24.40
"~ 169.1 : : : : :
Ol ...]“,.1...,....,2.2.“?.1,.."’.9.59.3.4.2?..49,1.9..,....,....,....,.... m/z 71.05 66.00%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 PR AU BN
Bmmmmmmmmm
m/z 43.00 64 .38%
o 413.0 169.0 225.0 281.0 337. 03930 4630 56106150
[TTripreTT """""""" TTTTTT T T T T T T T T T T T T T T T T T T

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

%

Abundance #209566: Octacosane
57.0
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 48.89%
o LD 1600 225.0 2810 337.0 394.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R T T
57.0 23.60 23.80 24.00 24.20 24.40
m/z 55.00 24 .13%
5000
130 169.0
OI"l'I | 22502810337039304490505056206170 I

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550 600

23 60 23. 80 24. OO 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002513.D

Aca On : 24 Aug 2018 22:20

Operator : JU/SJ

Sample : J4628-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.71 2.05 ng/ul 333271 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 3693 (24.709 min): BN002513.D (-3688) (-) m/z 57.05 100.00%

57.0

5000 85.0

:

113.1 24.40 24.60 24.80 25.00
141116911971 239.1
|- .|~, ATt AO0A19T0 239.1266.2295.0 826.9357.0 771 10 59.04%

m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane

%

5000 e A RRREE R s e
8.0 mmmmmm%m

m/z 43.05 54 .68%

29.0
oL | e [1130141.0160.0197.0225.0253.0281.0310.0
i e T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R R A
85.0 24.40 24.60 24.80 25.00
5000 ' m/z 85.05 41.42%
29.0 113.0
ol Ll ] 141-0160.0197.0225.02530 _ 296.0
— A
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane AL REE R
57.0 24.40 24.60 24.80 25.00
m/z 55.00 23.02%
5000 85.0
29.0 113.0
0 I Il 7+ 141.0169.0197.0225.0253.0281.0309.0 338.0
— e A e R AR e e A
m/z--> 50 100 150 200 250 300 350 24 40 24. 60 24. 80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN082418\
Data File : BN002513.D

Acq On : 24 Aug 2018 22:20

Operator : JU/SJ

Sample - J4628-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
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]
n-Hexadecanoic acid 17.96 2.2 ng/ul 267179 4 17.05 2427960 20.0
(DEL) Alkane: Str... 20.97 5.9 ng/ul 922934 5 21.24 3151850 20.0
(DEL) Alkane: Str... 23.99 2.2 ng/ul 363158 6 23.46 3252660 20.0
(DEL) Alkane: Str... 24.71 2.0 ng/ul 333271 6 23.46 3252660 20.0
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