LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO71918\
Data File : BN002072.D

Aca On 19 Jul 2018 14:42

Operator : JU/SJ

Sample : J4024-12

Misc :

ALS Vial : 9 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-BNO71318MA.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 3.258 42 46 52 rvB 73328 99885 1.14% 0.107%
2 6.881 656 662 675 rBV2 279459 531237 6.04% 0.568%
3 7.040 683 689 700 rBVY 1009710 1561481 17.75% 1.671%
4 7.240 716 723 735 rVB 1047175 1671578 19.00% 1.789%
5 7.699 794 801 809 rBY 1072836 1730223 19.67% 1.851%
6 8.405 915 921 934 rBV 821672 1347711 15.32% 1.442%
7 8.852 988 997 1007 rBVY 1296748 2195390 24.95% 2.349%
8 9.563 1111 1118 1132 rBV 1128953 1871813 21.28% 2.003%
9 10.105 1202 1210 1221 rBVY 1567824 2712684 30.83% 2.903%
10 10.475 1265 1273 1281 rBV 1642392 2743721 31.19% 2.936%

11 10.616 1291 1297 1305 rVB 87219 158903 1.81% 0.170%
12 13.746 1822 1829 1834 rBV 3401621 4707749 53.51% 5.038%
13 13.793 1834 1837 1847 rVB 743557 982162 11.16% 1.051%
14 14.028 1869 1877 1884 rBV 3556617 5452648 61.98% 5.835%
15 14.334 1922 1929 1942 rVB2 2542529 3844077 43.69% 4.113%

16 14.551 1959 1966 1982 rBV 257710 486937 5.53% 0.521%
17 15.334 2092 2099 2106 rBV 4630963 6846347 77.82% 7.326%
18 15.457 2113 2120 2133 rBV 1658459 2448899 27.84% 2.620%
19 16.481 2289 2294 2300 rBV 73093 117449 1.33% 0.126%
20 17.081 2390 2396 2403 rBV2 3195859 4638665 52.73% 4.964%

21 17.181 2403 2413 2419 rBV 5526356 7742607 88.01% 8.285%
22 17.881 2525 2532 2537 rBV5 55162 114770 1.30% 0.123%
23 17.992 2546 2551 2565 rBV 374874 605779 6.89% 0.648%
24 18.845 2691 2696 2699 rBV 64437 92551 1.05% 0.099%
25 18.904 2699 2706 2721 rVB6 185137 657674 7.48% 0.704%

26 19.110 2737 2741 2746 rBV 67054 96797 1.10% 0.104%
27 19.275 2765 2769 2775 rBV3 63207 92904 1.06% 0.099%
28 19.481 2798 2804 2812 rBV2 6434297 8797755 100.00% 9.414%
29 21.063 3067 3073 3082 rBV6 88576 248337 2.82% 0.266%
30 21.280 3105 3110 3117 rBV 4187277 5328177 60.56% 5.702%

31 21.880 3208 3212 3217 rVV2 476217 580033 6.59% 0.621%
32 21.992 3224 3231 3236 rBV 5198795 6758236 76.82% 7.232%
33 22.086 3243 3247 3250 rBV 243321 365437 4._.15% 0.391%
34 22.345 3288 3291 3297 rVB 202698 278777 3.17% 0.298%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO71918\
Data File : BN002072.D

Aca On 19 Jul 2018 14:42

Operator : JU/SJ

Sample : J4024-12

Misc :

ALS Vial : 9 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-BNO71318MA_M
SVOA CALIBRATION

35 22.475 3309 3313 3318 rVB 265361 337187 3.83% 0.361%
36 22.857 3373 3378 3383 rVB 297360 460240 5.23% 0.492%
37 23.380 3459 3467 3472 rBV 4548306 8319732 94.57% 8.903%
38 23.522 3483 3491 3499 rVB 2472301 4808319 54.65% 5.145%
39 24.063 3578 3583 3590 rVB 342140 633178 7.20% 0.678%
40 24.804 3704 3709 3717 rVB 273240 552266 6.28% 0.591%

41 25.668 3852 3856 3869 rvB2 187225 431309 4_.90% 0.462%

Sum of corrected areas: 93451624
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO71918\
Data File : BN002072.D

Aca On 19 Jul 2018 14:42

Operator : JU/SJ

Sample : J4024-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA CALIBRATION

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

Abundance TIC: BN002072.D
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5000000
4000000
3000000

2000000 10.1010.48

8.85

24 7.70 9.56
.04 8.40

oz o | L A h

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BN002072.D
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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
TIC: BN002072.D

Time-->
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2000000

1000000

24.80

25.67
A

e A\

24.06
A

2188 0903517 22.86
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO71918\
Data File : BN002072.D

Aca On 19 Jul 2018 14:42

Operator : JU/SJ

Sample : J4024-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 4
R.T. EstConc Area Relative to ISTD R.T.
17.99 2.61 ng/ul 605779 Phenanthrene-d10 17.08
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 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 86
Abundance Scan 2551 (17.992 min): BN002072.D (-2546) (-) m/z 73.00 100.00%
431 730
5000 1291 jk\W‘~
97.1 213.2 B B i e
J 1711 2563 o 1760 17.80 18.00 1820 18.40
0! : m/z 43.10 88.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R R SRR SRR B
17.60 17.80 18.00 18.20 18.40
J' 1570 1gsq 2130 2560 m/z 60.00 85.37%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 57.05 73.95%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid L L B e e e
43.0 , 73.0 17.60 17.80 18.00 18.20 18.40
m/z 55.00 70.52%
5000 129.0

:

15.0
EEE R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO71918\
Data File : BN002072.D

Aca On 19 Jul 2018 14:42

Operator : JU/SJ

Sample : J4024-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 3-Chloropropionic acid, hep... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.90 2.84 ng/ul 657674 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
2 Cvclododecane 168 C12H24 000294-62-2 91
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 90
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 2705 (18.898 min): BN002072.D (-2699) (-) m/z 55.00 100.00%
53.0 83.0
5000
201 1780 2070 15160 18,80 16,00 16,20
o m/z 43.10 89.39%
m/z--> 50 100 150 200 250 300
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester
57.0 83.0
5000 111.0 RN BN U
18.60 18.80 19.00 19.20
29.0 m/z 69.05 87 .43%
ol ‘M, ey L3070 200280
m/z--> 50 100 150 200 250 300
Abundance
55.0
83.0 18:60 18.80 19.00 19.20
5000 280 m/z 83.05 86.08%
111.0
140.0 168.0
N L L [ U L S WL |
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester RN R EEEEEmE e
51.0 g3 18.60 18.80 19.00 19.20
m/z 57.10 84 _55%
5000 111.0
280 ” 168.0 196.0
o | MHE“?F’.,\,' a0 3420 iR s VS
m/z--> 50 100 150 200 250 300 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO71918\
Data File : BN002072.D

Aca On 19 Jul 2018 14:42

Operator : JU/SJ

Sample : J4024-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.88 2.18 ng/ul 580033 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoborneol 154 C10H180 000124-76-5 38
2 2-Decvne 138 C10H18 002384-70-5 38
3 1-(3.3.6a-Trimethvl-1a.2.3.5.6a.... 220 C14H2002 1000190-30-6 38
4 1-T4-Hydroxvmethvl-5-(2-mercapto... 272 C11H16N204S 128453-39-4 35
5 4-(2-Methylcyclohex-1-enyl)-but-... 164 C11H160 1000188-10-0 27
Abundance Scan 3212 (21.880 min): BN002072.D (-3208) (-) m/z 95.05 100.00%
95.0
55.0
5000
149.1 21.60 21.80 22.00 22.20
o 189.1 231.1 269.0 3409  401.0 /2 55.00 61 61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #26626: Isoborneol
95.0
5000
41.0 21.60 21.80 22.00 22.20
m/z 69.00 54 _.13%
36.0
0||||||||||||ﬂuu||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
43.0 21.60 21.80 22.00 22.20
5000 ' m/z 57.00 52.67%
138.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #77438: 1-(3,3,6a-Trimethyl-1a,2,3,5,6a,6b-hexahydro-1H-6-... e AR R E s e e
95.0 177.0 21.60 21.80 22.00 22.20
m/z 81.00 51.45%
5000
43.0 ;
34.0
0 IIIlllluljlulhllillllllIIIZIZIO'IOI —
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO71918\
Data File : BN002072.D

Aca On 19 Jul 2018 14:42

Operator : JU/SJ

Sample : J4024-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 1,1,6-trimethyl-3-methylene... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.99 25.37 ng/ul 6758240 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 86
2 1-Methvl-4-(1-methvlethenvI)-3-T... 344 C25H44 1000370-41-3 46
3 6-1sopropenvl-4_.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 43
4 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 38
5 _beta.-Humulene 204 C15H24 000116-04-1 35
Abundance Scan 3231 (21.992 min): BN002072.D (-3224) (-) m/z 81.05 100.00%

.0

21.1
5000{ 4

-

21.60 21.80 22.00 22.20 22.40

1
203.2 545 3285.2 327.0 369.3 409.5 451.3489.2

(o} m/z 95.05 87.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227678: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrameth....
95.0
55.0
5000
35.0 0 21.60 21.80 22.00 22.20 22.40
L. m/z 55.00 76.93%
0 “‘H \‘\‘l “‘h by 2\4\5'0 285'0 336.0 379.0 437.0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0 95.0
247.0 21.60 21.80 22.00 22.20 22.40
5000 m/z 109.10 62.76%
135.0
191.0 301.0 344.0
oLl o b L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr....
95.0 21.60 21.80 22.00 22.20 22.40

m/z 69.05 58.15%

5000

-

m/z--> 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO71918\
Data File : BN002072.D

Aca On 19 Jul 2018 14:42

Operator : JU/SJ

Sample : J4024-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 3
R.T. EstConc Area Relative to ISTD R.T.

24 .06 2.63 ng/ul 633178 Perylene-d12 23.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3583 (24.063 min): BN002072.D (-3578) (-) m/z 57.10 100.00%

5000

_'_'_'—I_'_'_'—'—I_'_'_'_'—I_'_'_'_'—r'_'_'_‘
13.1 207.0 . . . .
2831 369.1 429.2 23.80 24.00 24.20 24.40

0 m/z 71.10 65.17%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57.0
5000

23.80 24.00 24.20 24.40
m/z 43.10 56.69%

.0
i ﬁ || 169.0 225.0 281.0 337.0  422.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T e
23.80 24.00 24.20 24.40
5000 m/z 85.05 43.84%
113.0 16599
Ol A T 2000 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
57.0 23.80 24.00 24.20 24.40
m/z 55.00 23.10%
5000

| ] %301690 225.0 281.0 337.0 394.0

e M —— A VUL

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO71918\
Data File : BN002072.D

Aca On 19 Jul 2018 14:42

Operator : JU/SJ

Sample : J4024-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 5
R.T. EstConc Area Relative to ISTD R.T.
24 .80 2.30 ng/ul 552266 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 93
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3708 (24.798 min): BN002072.D (-3704) (-) m/z 57.05 100.00%

5000

24.40 24.60 24.80 25.00 25.20
m/z 71.10 61.48%

1 160.1 2051 3421 4161 489.0

0!

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0

24.40 24.60 24.80 25.00 25.20
m/z 43.05 51.82%

‘ 113.0 83.0
Oh ot L 2830 2530
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43.0
R e o e AR
24.40 24.60 24.80 25.00 25.20
5000 m/z 85.05 44.79%
9.0
Y 155.0 225.0
O T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 24.40 24.60 24.80 25.00 25.20
m/z 55.05 23.12%
” M/\JLW\
13.0 160.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 -
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24.40 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO71918\
Data File : BN002072.D

Acq On 19 Jul 2018 14:42

Operator : JU/SJ

Sample - J4024-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 17.99 2.6 ng/ul 605779 4 17.08 4638670 20.0
3-Chloropropionic... 18.90 2.8 ng/ul 657674 4 17.08 4638670 20.0
unknown-01 21.88 2.2 ng/ul 580033 5 21.28 5328180 20.0
1,1,6-trimethyl-3_... 21.99 25.4 ng/ul 6758240 5 21.28 5328180 20.0
(DEL) Alkane: Str... 24.06 2.6 ng/ul 633178 6 23.52 4808320 20.0
(DEL) Alkane: Str... 24.80 2.3 ng/ul 552266 6 23.52 4808320 20.0
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