LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN100418\
Data File : BN002902.D

Aca On : 03 Oct 2018 16:03

Operator : MJ/SJ

Sample : J5116-07

Misc :

ALS Vial : 6 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\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN0O91418MA.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 4.799 300 308 314 rBV 30581 54040 1.60% 0.176%
2 6.811 645 650 663 rBvV 331032 627207 18.59% 2.046%
3 6.969 671 677 692 rBV 312185 487845 14.46% 1.591%
4 7.164 704 710 723 rBV 377172 628506 18.62% 2.050%
5 7.622 782 788 797 rBV 316798 530772 15.73% 1.731%
6 8.334 904 909 925 rBV 421143 760742 22 .54% 2.482%
7 8.775 977 984 994 rBV 355424 602500 17.85% 1.965%
8 9.493 1099 1106 1118 rBV 292800 504642 14.95% 1.646%
9 10.034 1192 1198 1225 rBV 390084 795666 23.58% 2.595%
10 10.393 1252 1259 1266 rBvV 501717 831385 24.64% 2.712%

11 10.540 1278 1284 1305 rBV 396152 780315 23.12% 2.545%
12 13.675 1811 1817 1822 rBV 896873 1262444 37.41% 4.118%
13 13.722 1822 1825 1835 rVB 229874 346279 10.26% 1.130%
14 13.951 1857 1864 1876 rBV 1118686 1599826 47.41% 5.219%
15 14.263 1910 1917 1926 rBV2 722697 1142124 33.84% 3.726%

16 14.510 1954 1959 1984 rBV3 82688 254112 7.53% 0.829%
17 15.263 2080 2087 2094 rBV 1360229 2032868 60.24% 6.631%
18 15.410 2106 2112 2121 rBV 174136 295865 8.77% 0.965%
19 17.010 2378 2384 2389 rBvV2 972202 1424386 42.21% 4.646%
20 17.057 2389 2392 2396 rVV 68164 91573 2.71% 0.299%

21 17.116 2396 2402 2413 rVB2 1476860 2261310 67.01% 7.376%
22 17.916 2531 2538 2543 rBV2 59004 99048 2.93% 0.323%
23 17.987 2546 2550 2556 rVB 97996 125237 3.71% 0.409%
24 19.081 2733 2736 2742 rVB 142367 203525 6.03% 0.664%
25 19.416 2787 2793 2806 rBV 2072555 2988762 88.56% 9.749%

26 20.939 3048 3052 3062 rBV3 125122 261458 7.75% 0.853%

27 21.139 3082 3086 3092 rVB 80458 94983 2.81% 0.310%
28 21.216 3093 3099 3104 rBV 1377763 2028317 60.10% 6.616%
29 21.375 3123 3126 3130 rVB 45889 55343 1.64% 0.181%

30 21.616 3163 3167 3172 rVB2 88429 102898 3.05% 0.336%

31 21.804 3196 3199 3206 rBV 69828 89793 2.66% 0.293%
32 22.257 3273 3276 3281 rVB 141085 180073 5.34% 0.587%
33 22.380 3293 3297 3304 rVB 237995 327356 9.70% 1.068%
34 22.757 3356 3361 3368 rBV2 192795 329607 9.77% 1.075%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN100418\
Data File : BN002902.D

Aca On : 03 Oct 2018 16:03

Operator : MJ/SJ

Sample : J5116-07

Misc :

ALS Vial : 6 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-BN091418MA_M
SVOA CALIBRATION

35 23.286 3444 3451 3464 rVV 1668938 3374802 100.00% 11.008%
36 23.427 3468 3475 3490 rVB 924656 1901607 56.35% 6.203%
37 23.927 3555 3560 3568 rVB 248624 446791 13.24% 1.457%

38 24.651 3676 3683 3691 rVB 196574 441454 13.08% 1.440%
39 25.486 3819 3825 3833 rVB3 120150 291007 8.62% 0.949%

Sum of corrected areas: 30656468
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN100418\

BN002902.D

03 Oct 2018 16:03

MJ/SJ

J5116-07

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN091418MA_M
SVOA CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN002902.D

2000000

1500000

1000000

10.39
500000 8.33 1003 [L0.54
6.8.9716 762 8.78 949 |
e T S/ AMSASSPMINEMIMIMEBEMESESMIMISS L ¥ | 58 1 SIS SNSRI |\ | RENNENESNS | SN SN L S

Time-> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN002902.D

2000000 1942

1500000 17.12

15.26
13.95
17.00
1000000 1367
14.26
500000
.72 15.41 19.08
14.51 I 1.%6 1i?§9
i s o T e e e et

Time-> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18550 19.00 19.50 20.00
Abundance TIC: BN002902.D

2000000

23.29
1500000 21.22
b3.43
1000000
500000 22.38 22.76 23.93
22.2 24.65
20.94 tlyy #8280 25.49
- T

Time--> 21.00 21.50 22.00 22.50 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\HPCHEMI1\BNA N\DATA\BN100418\
Data File : BN002902.D

Aca On : 03 Oct 2018 16:03

Operator : MJ/SJ

Sample : J5116-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN091418MA_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 unknown-01 Concentration Rank 6

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

4.80 2.04 ng/ul 54040 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol 130 C8H180 000589-98-0 36
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 4.5-Dimethvl-3-heptanol 144 C9H200 019549-76-9 25
4 3-Hexanol 102 C6H140 000623-37-0 9
5 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 9

Abundance Scan 308 (4.799 min): BN002902.D (-300) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 USRS S RS B
| 206.8 4.40 4.60 4.80 5.00 5.20
O T B i e O R i m/z 59.00 67 .60%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #13627: 3-Octanol
59.0
83.0
5000 R R R UL
4.0 440 460 4.80 5.00 5.20
101.0 m/z 101.00 20.50%
14.0 Ll | |
0 ISR SRR UL B UL S B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
440 460 4.80 500 520
5000 1010 m/z 58.00 16.94%
42.0
Oy '“I""?+9"I”'%lhq' A SR S B B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #21141: 4,5-Dimethyl-3-heptanol T s
59.0 4.40 4.60 4.80 5.00 5.20
m/z 41.00 11.33%
5000
41.0
97.0
o
0"'|Jﬂ'H“'“lP“W'l“'“|"'t|“"l"'w""l'“'l"" USRS SR RS B
m/z--> 200 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN100418\
Data File : BN002902.D

Aca On : 03 Oct 2018 16:03

Operator : MJ/SJ

Sample : J5116-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN091418MA_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 2 (DEL) Alkane: Cyclic20.94 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.94 2.58 ng/ul 261458 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 1-Hexadecanesulfonvl chloride 324 C16H33CI02S 038775-38-1 87
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 87
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 83
5 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 83
Abundance Scan 3052 (20.939 min): BN002902.D (-3048) (-) m/z 57.05 100.00%
57.0
5000
11.1
s 2 o 20160 70580 2100 2120
Ob b b B bl ey m/z 43.05 83.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
54.0
5000 AUV U SRR
11.0 20,60 20.80 21.00 21.20
m/z 55.05 75.19%
. | 167.0 2240
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164026: 1-Hexadecanesulfonyl chloride
57.0
20.60 20.80 21.00 21.20
5000 10 m/z 83.00 58.96%
ol | j167.0 22102710 539 %Mwwvﬁkmwﬁm
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate R AR RRRE
57.0 20.60 20.80 21.00 21.20
m/z 97.05 56.11%
- | A/VNJK\/\/M’\
ol li}690 236.0 292.0336.0 392.0437.0 588.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN100418\
Data File : BN002902.D

Aca On : 03 Oct 2018 16:03

Operator : MJ/SJ

Sample : J5116-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN091418MA_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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.38 3.44 ng/ul 327356 Perylene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Saualene 410 C30H50 000111-02-4 91
3 Supraene 410 C30H50 007683-64-9 90
4 Saualene 410 C30H50 000111-02-4 90
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64

Abundance Scan 3297 (22.380 min): BN002902.D (-3293) (-) m/z 69.05 100.00%

69.0

:

5000
e R
137.1 22.00 22.20 22.40 22.60
203.1 2 341.1 : : :
bbb g hdy 2031 250229923411 4151 47511 .5 81.05  52.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215932: Squalene
64.0
5000 [TTrr[rrrr[rrrryrrror|m
22.00 22.20 22.40 22.60
m/z 41.00 24 .66%
137.0
ol by b i 1750 Zm02730 sato
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215927: Squalene
6.0
I I I

22.00 22.20 22.40 22.60
5000 m/z 95.10 13.79%

-

121.0
0290 4 |, |y ]161.0 2030 2730 3410 4100
i an w  aa
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215928: Supraene A B b
69.0 22.00 22.20 22.40 22.60
m/z 68.00 12.42%
5000
137.0
01290, | |, 191.0231.0 2730 3410 4100
L L s L e e e e e A2 e S
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN100418\
Data File : BN002902.D

Aca On : 03 Oct 2018 16:03

Operator : MJ/SJ

Sample : J5116-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN091418MA_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 1
R.T. EstConc Area Relative to ISTD R.T.
23.93 4.70 ng/ul 446791 Perylene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3560 (23.927 min): BN002902.D (-3555) (-) m/z 57.10 100.00%

5000

BN

23.60 23.80 24.00 24.20
m/z 71.05 66 .47%

o 169.1 239.2 342.0 429.1

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117648: Octadecane, 2-methyl-
43.Q
5000 TT [T T T T [T T I T[T TT T [TTTT]

23.60 23.80 24.00 24.20
m/z 43.10 54 .62%

.0
155.0 2250
Oyt e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
R EE e |
23.60 23.80 24.00 24.20
5000 m/z 85.10 48.09%
ol 13011690 2250 2810 3800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane A RERaEEaEe s
57.0 23.60 23.80 24.00 24.20
m/z 55.00 22 .25%
-~ WA\/\/\'\,»‘
13.0 1690
ol —H L 20 225D 261.0 337.0 393.0 449.0 505.0 5620 617.0 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24 00 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN100418\
Data File : BN002902.D

Aca On : 03 Oct 2018 16:03

Operator : MJ/SJ

Sample : J5116-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN091418MA_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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.65 4.64 ng/ul 441454 Perylene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3683 (24.651 min): BN002902.D (-3676) (-) m/z 57.05 100.00%
57.0
5000 J
0.1 " 940 2460 24130 25,00
141.1 . . . .
o 183.1  239.2 280.2 324.9 n/z 71.05 66 . 93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 R B U R B
24,40 24.60 24.80 25.00
99.0 m/z 43.10 58.63%
oL | j Il || 1410 1830 2250 267.0 3090 367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
2440 2460 24,80 25.00
5000 m/z 85.10 49.23%
99.0
0150]‘ ‘ j J | 141.0 1830 2250 296.0
m/z--> 50 160 1éo 200 250 300 350 400
Abundance #175559: Tetracosane e AR BLE wE s e
57.0 24.40 24.60 24.80 25.00
m/z 55.00 22.91%
5000
99.0
o u | }41 .0 1830 225.0 3380
mzs % 10 10 200 2o Ho o b 24140 2460 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN100418\
Data File : BN002902.D

Aca On : 03 Oct 2018 16:03

Operator : MJ/SJ

Sample : J5116-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN091418MA_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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.49 3.06 ng/ul 291007 Perylene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3826 (25.492 min): BN002902.D (-3819) (-) m/z 57.10 100.00%
57.1
T M/A“\'
5000
P24 161107 35120 2540 25,60 2580
I N 0 o i L R LB By = £ V- T3y
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 L BRI BSUI BRI B

25.20 25.40 25.60 25.80
m/z 43.10 58.37%

113.0
0%q||1J1_#Pm% 211.0239.0267.0295.0323.0 352.0
e e B
miz--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
S
85.0 25.20 25.40 25.60 25.80
5000 m/z 85.05 53.95%
o 300‘ M j & J 141016901970225025302810309()3380
R R e
mz--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane AR S e
57.0 25.20 25.40 25.60 25.80
m/z 55.05 24 .95%
o s WWKWW
113.0
Oﬁﬂjdl‘ulmwm%wmnmmw 295.0 366.0
e e T e e B
miz--> 50 100 150 200 250 300 350 25.20 25.40 25.60 25.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN100418\
Data File : BN002902.D

Acq On : 03 Oct 2018 16:03

Operator : MJ/SJ

Sample - J5116-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN091418MA_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]
unknown-01 4.80 2.0 ng/ul 54040 1 7.62 530772 20.0
(DEL) Alkane: Cyc... 20.94 2.6 ng/ul 261458 5 21.22 2028320 20.0
Squalene 22.38 3.4 ng/ul 327356 6 23.43 1901610 20.0
(DEL) Alkane: Str... 23.93 4.7 ng/ul 446791 6 23.43 1901610 20.0
(DEL) Alkane: Str... 24.65 4.6 ng/ul 441454 6 23.43 1901610 20.0
(DEL) Alkane: Str... 25.49 3.1 ng/ul 291007 6 23.43 1901610 20.0
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