LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO72018\
Data File : BN002097.D

Aca On : 20 Jul 2018 13:41

Operator : JU/SJ

Sample : J4039-01

Misc :

ALS Vial : 8 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 57 rvB 66322 105201 1.27% 0.120%
2 6.881 655 662 673 rBV 273872 513298 6.18% 0.588%
3 7.040 682 689 701 rBV 991708 1517493 18.26% 1.737%
4 7.234 715 722 732 rBVY 1028754 1656233 19.93% 1.896%
5 7.699 794 801 808 rVB 1026293 1624921 19.55% 1.860%
6 8.405 914 921 937 rVB 815837 1349083 16.23% 1.545%
7 8.846 989 996 1007 rBVY 1292272 2154097 25.92% 2.466%
8 9.563 1111 1118 1130 rBV 1131142 1849504 22.25% 2.118%
9 10.099 1201 1209 1217 rBV 1566761 2678151 32.23% 3.066%
10 10.475 1262 1273 1280 rBVY 1521682 2587795 31.14% 2.963%

11 13.234 1735 1742 1757 rBV 650359 1105164 13.30% 1.265%
12 13.745 1822 1829 1833 rBV 3090974 4345640 52.29% 4_.975%
13 13.792 1833 1837 1845 rVB 461059 654271 7.87% 0.749%
14 14.022 1868 1876 1883 rBV 3104249 4649437 55.95% 5.323%
15 14.334 1922 1929 1936 rBV2 2310988 3577059 43.04% 4_.095%

16 14.545 1959 1965 1982 rBV 255417 477862 5.75% 0.547%
17 15.328 2091 2098 2106 rBV 4624977 6501794 78.24% 7.444%
18 15.451 2112 2119 2134 rBV 1626489 2320146 27.92% 2.656%
19 15.569 2134 2139 2144 rVB2 55830 87248 1.05% 0.100%
20 17.081 2389 2396 2403 rBV 2957832 4299154 51.73% 4.922%

21 17.181 2406 2413 2424 rVB 4875477 7022323 84.50% 8.040%
22 17.986 2545 2550 2560 rBV 243250 372097 4.48% 0.426%
23 19.110 2737 2741 2746 rBV 66070 89433 1.08% 0.102%
24 19.480 2797 2804 2812 rBV 6032789 8310583 100.00% 9.515%
25 21.063 3066 3073 3087 rBv4 154391 642583 7.73% 0.736%

26 21.280 3104 3110 3118 rBV 4009556 4937485 59.41% 5.653%
27 21.880 3207 3212 3216 rVV 434163 539204 6.49% 0.617%
28 21.986 3223 3230 3235 rBV 5339268 6672584 80.29% 7.640%
29 22.080 3242 3246 3250 rBV2 195245 245318 2.95% 0.281%
30 22.345 3287 3291 3296 rVB 143628 194393 2.34% 0.223%

31 22.468 3308 3312 3318 rBV 229293 309181 3.72% 0.354%
32 22.851 3372 3377 3385 rVB 231411 354896 4.27% 0.406%
33 23.374 3458 3466 3479 rVV 4125284 8024143 96.55% 9.187%
34 23.515 3482 3490 3500 rVB 2307072 4397147 52.91% 5.034%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO72018\
Data File : BN002097.D

Aca On : 20 Jul 2018 13:41

Operator : JU/SJ

Sample : J4039-01

Misc :

ALS Vial : 8 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 24.057 3576 3582 3591 rVB 255455 470304 5.66% 0.538%
36 24.792 3702 3707 3715 rVB2 182035 394083 4.74% 0.451%
37 25.662 3850 3855 3867 rvB4 119573 313400 3.77% 0.359%

Sum of corrected areas: 87342708
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO72018\
Data File : BN002097.D

Aca On : 20 Jul 2018 13:41

Operator : JU/SJ

Sample : J4039-01

Misc :

ALS Vial : 8 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
6000000

TIC: BN002097.D

5000000
4000000
3000000

2000000

10.10 10.48
8.85

| |

8.50 9.00 9.50

9.56

.23 .
7.04 7.70 8.40

Al ||

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00

Abundance TIC: BN002097.D
6000000

1000000

10.00 10.50 11.00 11.50

19.48

5000000 17.18

15.33

4000000

13.784.02
3000000 174

14.33

2000000 15 45

1000000 13.23

13.79

14.55

J 5.57 17.99 19.11

Obr e L R A R L e e e e

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: BN002097.D

Time-->

Abundance
6000000

21.99
5000000

21.28 23.37

4000000

3000000

23.52

2000000

1000000

24.06 24.79
% 25,66

21.88
21.0§ ﬁ}ﬁoaéﬁﬁﬂ72285

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

0

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO72018\
Data File : BN002097.D

Aca On : 20 Jul 2018 13:41

Operator : JU/SJ

Sample : J4039-01

Misc :

ALS Vial : 8 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.23 6.18 ng/ul 1105160 Acenaphthene-d10 14.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HONO2 000621-42-1 64
3 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 59
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
Abundance Scan 1741 (13.228 min): BN002097.D (-1735) (-) m/z 43.00 100.00%
43.0
109.0
5000 151.1
69.0 85.1 " 5100 1290 1240 1360
13.00 13.20 13.40 13.60
. 169.1
I .',| ettty (1533 1691 2069 777109.00  69.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 LI BULIN UL BN BUL
13.00 13.20 13.40 13.60
690850 m/z 151.10 42 .83%
o ,,,3?;9,"\ m H ,m,\, ,HI‘, T i Ilﬂgf 1920 211.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
1300 13.20 13.40 13.60
5000 151.0 m/z 41.10 20.35%
43.0
o 27.0 63.0 80.0 135.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide T TR Y
109.0 13.00 13.20 13.40 13.60
m/z 69.00 13.52%
5000 151.0
93.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO72018\
Data File : BN002097.D

Aca On : 20 Jul 2018 13:41

Operator : JU/SJ

Sample : J4039-01

Misc :

ALS Vial : 8 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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.06 2.60 ng/ul 642583 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 3073 (21.063 min): BN002097.D (-3066) (-) m/z 55.00 100.00%

580 83.0

5000 111

i

20.80 21.00 21.20 21.40

39.11670 207.0

0 m/z 57.00 97.68%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 LIS L L L LB L B
20. 80 21. 00 21. 20 21. 40
m/z 83.05 90.01%
oL 200f | \‘ H ‘\ \ 17 }67 0196.0_ 238.0266.0204.0
T T T T
m/z--> 50 O 250 300 350
Abundance
57.0
L A RAmmE s
91.0 20.80 21.00 21.20 21.40
5000 m/z 43.10 85.16%
29.0 125.0
0 154.0 196.0224.0 269.0 320.0
L o LA A e e e LN mm
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester R REEmEmEm e
57.0 20.80 21.00 21.20 21.40
m/z 97.10 73.00%
5000
25 0
29.0
oLl \LJ\HL 9540 19602240 269.0 370.0
i T — T T L I EAmmE e
m/z--> 50 200 250 300 350 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO72018\
Data File : BN002097.D

Aca On : 20 Jul 2018 13:41

Operator : JU/SJ

Sample : J4039-01

Misc :

ALS Vial : 8 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 4
R.T. EstConc Area Relative to ISTD R.T.
21.88 2.18 ng/ul 539204 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(3.3.6a-Trimethvl-1a.2.3.5.6a.... 220 C14H2002 1000190-30-6 43
2 1-(1-PronvnvDcvclohexanol 138 C9H140 000697-37-0 38
3 Cvclohexane. 1.1-dimethvl-2.4-bi... 192 Cl14H24 062337-98-8 38
4 Cvclohexane. 3.4-bis(1-methvleth... 192 C14H24 061142-74-3 38
5 1-Methyl-4-(1-methylethenyl)-3-[... 344 C25H44 1000370-41-3 38
Abundance Scan 3212 (21.880 min): BN002097.D (-3207) (-) m/z 95.05 100.00%
9.0
55.0
5000
%1B0 21.60 21.80 22.00 22.20
.0207.0 : : : :
o LA FRO2000 272 560 4150 1 tUeetos 7. 30%
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-...
95.0 177.0
5000
30 21.60 21.80 22.00 22.20
43. L m/z 69.05 54.30%
34.0
o o 30 | om0
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
21.60 21.80 22.00 22.20
5000 m/z 81.00 53.97%
55.0
ol15.0 138.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54713: Cyclohexane, 1,1-dimethyl-2,4-bis(1-methylethenyl)...
69.0 21.60 21.80 22.00 22.20
m/z 57.05 44 .11%
5000 109.0
29. \ T49.0
92.0
0"M'LL“ l\w"hL'hﬁ'H""I""I""I""I" A DA SUNRA U IR
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\BNO72018\
Data File : BN002097.D

Aca On : 20 Jul 2018 13:41

Operator : JU/SJ

Sample : J4039-01

Misc :

ALS Vial : 8 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 27.03 ng/ul 6672580 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-methvlethenv)-3-I... 344 C25H44 1000370-41-3 52
3 .beta.-Humulene 204 C15H24 000116-04-1 42
4 6-l1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 42
5 cis-3-Methyl-endo-tricyclo[5.2.1... 150 C11H18 1000215-29-0 41
Abundance Scan 3231 (21.992 min): BN002097.D (-3223) (-) m/z 81.00 100.00%
81.0
21.1
5000{ 41
1
203.2 21.60 21.80 22.00 22.20 22.40
ol 245.2285.2 327.0 369.3 4235  489.2 m/z 95.05 90. 16%
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 I""I'AH'I""I""P'
35.0 21.60 21.80 22.00 22.20 22.40
1770 m/z 55.05 76.90%
0! “‘H \‘\‘l “‘h bl 2\4\5'0 285'0 336.0 379.0 437.0
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 109.05 65.76%
135.0
. 191.0 301.0 344.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #64293: .beta.-Humulene
07.0 21.60 21.80 22.00 22.20 22.40
m/z 93.05 57 .39%
41.0
5000 480 2040
0! R e
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\BNO72018\
Data File : BN002097.D

Aca On : 20 Jul 2018 13:41

Operator : JU/SJ

Sample : J4039-01

Misc :

ALS Vial : 8 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 5
R.T. EstConc Area Relative to ISTD R.T.
24 .06 2.14 ng/ul 470304 Perylene-di12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Hentriacontane 437 C31H64 000630-04-6 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3583 (24.063 min): BN002097.D (-3576) (-) m/z 57.00 100.00%
%DM“ 23.80 24.00 24.20 24.40
ol 1183122512042 8231 1 "m/z 71.10 62.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0
23.80 24.00 24.20 24.40
9.0 m/z 43.05 59.12%
oL L h‘ ] H f 14} 0 183.0 225.0 267.0 309.0  367.0
m/z--> 55 100 150 200 250 300 350 400 450 '
Abundance
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.10 42 .25%
99.0
o 141.0 183.0 225.0 267.0 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #209565: Octacosane
57.0 23.80 24.00 24.20 24.40
m/z 55.10 22 .23%
oLl ﬁ 1410 183.0 2250 281.0 337.0 394.0
m/z--> 50 160 1%0 260 250 300 350 400 450 ' 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72018\
Data File : BN002097.D

Acq On : 20 Jul 2018 13:41

Operator : JU/SJ

Sample - J4039-01

Misc :

ALS Vial : 8 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]
2,4,7,9-Tetrameth... 13.23 6.2 ng/ul 1105160 3 14.33 3577060 20.0
1-Heneicosanol 21.06 2.6 ng/ul 642583 5 21.28 4937490 20.0
unknown-01 21.88 2.2 ng/ul 539204 5 21.28 4937490 20.0
1,1,6-trimethyl-3_... 21.99 27.0 ng/ul 6672580 5 21.28 4937490 20.0
(DEL) Alkane: Str... 24.06 2.1 ng/ul 470304 6 23.52 4397150 20.0
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