LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03904.D

Acq On : 13 Dec 2018 22:51

Operator : JU/SJ

Sample - J6229-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.017 3 5 27 rvB 322623 487253 50.55% 6.143%
2 6.987 673 680 691 rBB2 46512 86739 9.00% 1.094%
3 7.163 705 710 719 rBB 40040 61417 6.37% 0.774%
4 7.357 738 743 750 rBB 48499 73134 7.59% 0.922%
5 7.828 818 823 830 rBB 69363 106483 11.05% 1.342%
6 8.522 936 941 949 rBB 36005 56367 5.85% 0.711%
7 8.993 1016 1021 1029 rBB 50600 81608 8.47% 1.029%
8 9.710 1138 1143 1149 rBB 41129 62157 6.45% 0.784%
9 10.240 1228 1233 1242 rBB 67013 104936 10.89% 1.323%
10 10.622 1292 1298 1307 rBB 123723 202801 21.04% 2.557%
11 10.769 1317 1323 1338 rBB 45881 80455 8.35% 1.014%
12 13.869 1844 1850 1854 rBV 163819 212075 22.00% 2.674%
13 13.916 1854 1858 1864 rVB 44527 56670 5.88% 0.714%

14 14.157 1893 1899 1908 rBV 177355 257161 26.68% 3.242%
15 14.463 1945 1951 1958 rVvB2 215607 323983 33.61% 4._.085%

16 14.663 1980 1985 1990 rBV 58044 87601 9.09% 1.104%
17 14.722 1990 1995 2010 rVB 107030 159114 16.51% 2.006%
18 15.457 2114 2120 2126 rBV 269770 374512 38.85% 4.722%
19 15.575 2135 2140 2146 rBV 71531 88551 9.19% 1.116%
20 17.210 2412 2418 2423 rBV 331093 451541 46.84% 5.693%

21 17.251 2423 2425 2429 rVV 10652 10585 1.10% 0.133%
22 17.304 2429 2434 2443 rVV 288432 406627 42.18% 5.127%
23 18.075 2562 2565 2571 rBV2 19697 25559 2.65% 0.322%
24 19.263 2764 2767 2773 rVB 20309 24944 2.59% 0.314%
25 19.504 2801 2808 2812 rBV3 26208 27859 2.89% 0.351%

26 19.598 2818 2824 2834 rVB 410422 603448 62.60% 7.608%
27 20.551 2981 2986 2989 rBV 25837 25160 2.61% 0.317%
28 21.104 3072 3080 3098 rBV7 22847 101587 10.54% 1.281%
29 21.392 3122 3129 3133 rBV 588808 790841 82.04% 9.970%

30 21.427 3133 3135 3141 rVB 25220 25366 2.63% 0.320%
31 21.951 3220 3224 3228 rVB2 20146 26001 2.70% 0.328%
32 21.998 3229 3232 3236 rBV3 9073 13012 1.35% 0.164%
33 22.427 3300 3305 3309 rBvV 26212 35681 3.70% 0.450%
34 22.557 3324 3327 3333 rVB 15803 19137 1.99% 0.241%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03904.D

Acq On : 13 Dec 2018 22:51

Operator : JU/SJ

Sample - J6229-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
Title = SVOA CALIBRATION

35 22.945 3388 3393 3397 rBvV 48737 68966 7.15% 0.869%
36 22.998 3398 3402 3408 rBV 20080 45673 4.74% 0.576%

37 23.551 3482 3496 3503 rBV 462592 963959 100.00% 12.153%
38 23.704 3514 3522 3535 rVB2 470651 942988 97.82% 11.889%
39 24.192 3599 3605 3612 rBV2 50495 96407 10.00% 1.215%
40 24.957 3727 3735 3743 rBY 43547 101413 10.52% 1.279%

41 25.851 3882 3887 3898 rVB 27956 67482 7 .00% 0.851%

42 26.045 3915 3920 3929 rVB2 11169 28768 2.98% 0.363%

43 26.915 4061 4068 4077 rVB3 21370 65796 6.83% 0.830%
Sum of corrected areas: 7931817
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_N\DATA\BN121318\
BNOO3904.D

13 Dec 2018 22:51

Ju/sJ

J6229-

07

18 Sample Multiplier: 1

TIC Library - C:
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

\Database\NIST11.L

Abundance

600000
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400000
.02
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TIC: BNO03904.D
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Time--> 3.00
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400000
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100000

TIC: BNO03904.D

19.60

17.21

15.46 Y730

14.46
13.874.16

14.72
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11 J{\g 18.07 19A21§3-‘

20.!

O

Time-->  12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

A S55ES
500000
400000
300000

200000

100000

0=

211.39

21.102L

TIC: BNO03904.D

234370

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\BN121318\
Data File : BN0O03904.D

Acq On : 13 Dec 2018 22:51

Operator : JU/SJ

Sample - J6229-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.02 91.52 ng/ul 487253 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 25

Abundance Scan 6 (3.022 min): BN003904.D (-3) (-) m/z 73.10 100.00%
7B
5000
a3 87
3.10 3.20 3.30 3.40
Obrr e s e e e e e e || M7z 43.100 31.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNUARSE A LU UL
43 3.10 3.20 3.30 3.40
55 87 m/z 87.10 26.81%
0 2 35 \W\ 67 || 80
mz-> 20 % 40 % 8 70 80 90 106 110 130 130
Abundance
73
1310 320 330 340
5000 m/z 55.10 24 _49%
43
87
27
0 371 49 67 101
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol O B Ramaa EaEE R
73 3.10 3.20 3.30 3.40
87 m/z 71.10 10.72%
5000 55 /\b\\
79 | 97 112 129
0"|“"w"w"“|'“'|“"w"w"“|'“'|“"w"w"“|'“' HRNARSE A LU UL
m/z--> 20 80 90 100 110 120 130 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03904.D

Acq On : 13 Dec 2018 22:51

Operator : JU/SJ

Sample - J6229-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Juglone Concentration Rank 2

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

14.72 9.82 ng/ul 159114 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Juglone 174 C10H603 000481-39-0 98
2 Juglone 174 C10H603 000481-39-0 91
3 Juglone 174 C10H603 000481-39-0 87
4 8-Quinolinol, 5-nitroso- 174 C9H6N202 003565-26-2 46

5 Benzene, 1,3-diisocyanato-2-methyl- 174 C9H6N202 000091-08-7 38
Abundance Scan 1995 (14.722 min): BN003904.D (-1990) (-) m/z 174.00 100.00%
174
5000 118
63 92
146
39 53 74 104 I 14.40 14.60 14.80 15.00
o} e o m/z 118.00 41.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40950: Juglone
174
5000 L L L B
- 118 14.40 14.60 14.80 15.00
63 m/z 173.00 25.59%
28 146
0 | 39 38 ‘“ [ Hw 104 130 | 158 ||
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
174
—
14.40 14.60 14.80 15.00
5000 118 m/z 92.00 25.44%
63 92
146
53
“ 104 130
O A B T B T e B S Tt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40948: Juglone i
174 14.40 14.60 14.80 15.00
m/z 120.00 25.39%
5000 118
92
63 146
p% P 9% | | s |
e o T I e e e —
m/z--> 20 40 60 80 100 120 140 160 180 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03904.D

Acq On : 13 Dec 2018 22:51

Operator : JU/SJ

Sample - J6229-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.10 2.57 ng/ul 101587 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
Abundance Scan 3079 (21.098 min): BN003904.D (-3072) (-) m/z 43.10 100.00%
43| 83
5000 111 /\RNWAWWNYJLW
193 226 ﬂﬂ ﬁ'|""|""|""|""
i33 | | 081 20.80 21.00 21.20 21.40
O e o e e e m/z 57.10 100.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 i
20.80 21.00 21.20 21.40
m/z 83.10 88.95%
29 ‘139
ol LUk 1T 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
20.80 21.00 21.20 21.40
5000 11 m/z 69.00 83.23%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 | |
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R REEREEEE LR
57 20.80 21.00 21.20 21.40
83 m/z 55.00 81.37%
5000 111
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 210 255 406
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03904.D

Acq On : 13 Dec 2018 22:51

Operator : JU/SJ

Sample - J6229-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 5
R.T. EstConc Area Relative to ISTD R.T.
24.19 2.04 ng/ul 96407 Perylene-di12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3605 (24.192 min): BN003904.D (-3599) (-) m/z 57.10 100.00%
57
5000 85
266
l| || 141 169 Hog l 23.80 24.00 24.20 24.40 24.60
ol —Lk o 11— m/z 71.05 69.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 AUV LAR N
23.80 24.00 24.20 24.40 24.60
29 m/z 43.05 55.11%
oLl h i M L ‘141 169,197 225 253 281 309 337 365 394
m/z--> 5 100 150 200 250 300 350 400 '
Abundance
57
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 85.05 50.66%
113
o 141 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #194494: Hexacosane A | DR BN B b LB B
57 23.80 24.00 24.20 24.40 24.60
m/z 55.00 20.95%
5000 85
113
L2 || | 777,242 169 197 225 253 205 366
m/z--> 50 100 1&'30 2(')0 250 300 350 400 ' 23.80 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03904.D

Acq On : 13 Dec 2018 22:51

Operator : JU/SJ

Sample - J6229-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 4
R.T. EstConc Area Relative to ISTD R.T.
24 .96 2.15 ng/ul 101413 Perylene-di12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyltetracosane 352 C25H52 1000376-72-6 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3736 (24.962 min): BN003904.D (-3727) (-) m/z 57.05 100.00%
57
85
5000
l 3 m 169 597 280 24.60 24.80 25.00 25.20
ol h, Ao o o m/z 71.10 76.44%
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57
5000 85 AR AR AR S
24.60 24.80 25.00 25.20
29 m/z 43.05 56.84%
ol h‘ | M i L 169 197 225 253 309 337
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
24,60 24.80 25.00 25.20
5000 85 m/z 85.10 55.08%
29
. 113 141 169 197 205 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L B L L B N LB N B
57 24.60 24.80 25.00 25.20
m/z 55.05 24 .03%
5000 85
. 29 j 1 “113 141 169 197 225 253 295 323 367
m/z--> 50 100 1&'30 200 250 300 350 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03904.D

Acq On : 13 Dec 2018 22:51

Operator : JU/SJ

Sample - J6229-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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]
Butane, 2-methoxy... 3.02 91.5 ng/ul 487253 1 7.83 106483 20.0
Juglone 14.72 9.8 ng/ul 159114 3 14.46 323983 20.0
Behenic alcohol 21.10 2.6 ng/ul 101587 5 21.39 790841 20.0
(DEL) Alkane: Str... 24.19 2.0 ng/ul 96407 6 23.70 942988 20.0
(DEL) Alkane: Str... 24.96 2.1 ng/ul 101413 6 23.70 942988 20.0
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