LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO81718\
Data File : BN002397.D

Aca On : 18 Aug 2018 02:11

Operator : JU/SJ

Sample : J4421-10

Misc :

ALS Vial : 29 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 583104 1042499 20.50% 1.862%
2 7.016 679 685 696 rBV 488109 757159 14.89% 1.352%
3 7.211 711 718 732 rBV 589961 966755 19.01% 1.727%
4 7.675 790 797 806 rBV 670940 1082100 21.28% 1.933%
5 7.975 843 848 857 rVB4 35318 58709 1.15% 0.105%
6 8.375 910 916 934 rBV 712025 1211457 23.82% 2.164%
7 8.822 985 992 1007 rVB 623697 1066882 20.98% 1.906%
8 9.540 1107 1114 1124 rBV 507085 867665 17.06% 1.550%
9 10.075 1198 1205 1222 rBV 729778 1297001 25.50% 2.317%
10 10.446 1261 1268 1277 rBVY 1071244 1764535 34.70% 3.152%

11 10.587 1285 1292 1311 rBV 660698 1189409 23.39% 2.124%
12 13.722 1818 1825 1829 rBV 1547777 2167454 42.62% 3.871%
13 13.763 1829 1832 1841 rVB 458883 646691 12.72% 1.155%
14 13.998 1865 1872 1885 rBV 1750610 2615287 51.43% 4.671%
15 14.304 1917 1924 1932 rBV2 1594488 2503946 49.24% 4._472%

16 14.522 1955 1961 1977 rBV 444143 855357 16.82% 1.528%
17 15.304 2087 2094 2101 rBV 2287520 3224560 63.41% 5.759%
18 15.434 2110 2116 2129 rBV 643825 941843 18.52% 1.682%
19 17.057 2385 2392 2397 rBV2 2121602 3085279 60.67% 5.511%
20 17.092 2397 2398 2402 rVV 50299 54082 1.06% 0.097%

21 17.151 2402 2408 2421 rVB2 2394146 3416704 67.19% 6.103%
22 17.957 2537 2545 2554 rBV3 127646 254213 5.00% 0.454%
23 19.122 2738 2743 2748 rVB 120769 184221 3.62% 0.329%
24 19.245 2759 2764 2767 rBV5 44759 57308 1.13% 0.102%
25 19.451 2793 2799 2808 rBV2 2965870 4425538 87.02% 7.904%

26 20.016 2892 2895 2899 rVB 46234 53960 1.06% 0.096%
27 20.339 2944 2950 2954 rBV3 71064 123221 2.42% 0.220%
28 20.510 2976 2979 2983 rVB 63125 62119 1.22% 0.111%
29 20.857 3035 3038 3042 rBV3 46622 59041 1.16% 0.105%
30 20.898 3042 3045 3049 rVVv3 58416 75630 1.49% 0.135%

31 20.975 3054 3058 3060 rBV 128244 148396 2.92% 0.265%
32 21.104 3076 3080 3086 rVvB2 192693 262287 5.16% 0.468%
33 21.163 3087 3090 3095 rVB2 83981 129786 2.55% 0.232%
34 21.216 3095 3099 3100 rBv4 73387 85781 1.69% 0.153%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO81718\
Data File : BN002397.D

Aca On : 18 Aug 2018 02:11

Operator : JU/SJ

Sample : J4421-10

Misc :

ALS Vial : 29 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
Title

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

35 21.251 3100 3105 3110 rVV 2888671 3677206 72.31% 6.568%

36 21.416 3129 3133 3136 rBV 146165 167210 3.29% 0.299%
37 21.845 3202 3206 3210 rBV 265218 312448 6.14% 0.558%
38 22.304 3279 3284 3293 rBV 294843 416604 8.19% 0.744%
39 22.433 3303 3306 3314 rVB5 57075 95982 1.89% 0.171%
40 22.804 3364 3369 3383 rVB 1165515 1837867 36.14% 3.283%

41 23.333 3452 3459 3473 rVB2 2427898 5085483 100.00% 9.083%
42 23.474 3475 3483 3496 rVB2 1957158 3806627 74.85% 6.799%
43 23.998 3566 3572 3580 rVB 467856 858364 16.88% 1.533%
44 24.727 3690 3696 3706 rVB 240495 516106 10.15% 0.922%
45 25.163 3766 3770 3778 rVB5 55485 114470 2.25% 0.204%

46 25.580 3835 3841 3851 rvB2 133153 347580 6.83% 0.621%
47 26.445 3984 3988 3999 rVB5 111036 287450 5.65% 0.513%

48 26.998 4076 4082 4091 rVB9 106918 308861 6.07% 0.552%
49 27.357 4134 4143 4159 rVB6 420290 1418682 27.90% 2.534%

Sum of corrected areas: 55987815
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO81718\
Data File : BN002397.D

Aca On : 18 Aug 2018 02:11

Operator : JU/SJ

Sample : J4421-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN081318MA_M
Quant Title : SVOA CALIBRATION

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

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BN002397.D
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7.68 8.38 10.08 |15 59
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO81718\
Data File : BN002397.D

Aca On : 18 Aug 2018 02:11

Operator : JU/SJ

Sample : J4421-10

Misc :

ALS Vial : 29 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.30 2.27 ng/ul 416604 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane 282 C20H42 000112-95-8 93
3 Hexacosane 366 C26H54 000630-01-3 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3283 (22.298 min): BN002397.D (-3279) (-) m/z 57.10 100.00%
51.1
5000 85.1 j\
13.1 22.00 22.20 22.40 22.60
ol | v 1-[1 L affn1691 2070 25612840 3270 m/z 43.05 65.33%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
85.0 22.00 22.20 22.40 22.60
29.0 m/z 71.05 63.04%
. | \ | | | [130141.0160.0107.0225.0253.0282.0
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #129493: Eicosane
57.0 _A
NN BN R
22.00 22.20 22.40 22.60
5000 85.0 m/z 85.10 41 .83%
282.0
290‘ J 11301410169019102250
o) “. — I ! .‘I‘. JI .A ; \‘I ! IA \\I IJ Id | I\: ;253:0' . e e S
m/z--> 50 100 150 200 250 300 350 JA
Abundance #194493: Hexacosane LI L L L LB
57.0 22.00 22.20 22.40 22.60
m/z 55.00 25.85%
5000 85.0
. 290 L | | [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 35'30 22.'00 22.'20 22.'40 22.I60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO81718\
Data File : BN002397.D

Aca On : 18 Aug 2018 02:11

Operator : JU/SJ

Sample : J4421-10

Misc :

ALS Vial : 29 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.80 9.66 ng/ul 1837870 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octadecane 254 C18H38 000593-45-3 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3368 (22.798 min): BN002397.D (-3364) (-) m/z 57.05 100.00%
57.0
5000 \
0 vn1ams P21 it e e 2240 2280 2200 2300 230
ol b b a7 383 8234 4008 4752 Thyz 71.10 64.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
5000 AR
nmnmnmmmmm
99.0 m/z 43.05 63.61%
41.0
oLl L P00 2220
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105886: Octadecane
57.0
22.40 22.60 22.80 23.00 23.20
5000 m/z 85.10 44 .01%
99.0
] J l 141.0 183.0 254.0
0'l'l'!"lJ'”I""I""I'”'I""I'"'I”"I""
m/z--> 50 100 150 200 250 300 350 400 450 \
Abundance #223852: Hentriacontane B e A e
57.0 22.40 22.60 22.80 23.00 23.20
m/z 55.00 23.95%
5000
99.0
o } || ||, 141.0 183.0 225.0 267.0 309.0 351.0 437.0
m/z--> % ﬁ01% ﬁoz% ﬁo3% ﬁ04% nmnmnmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO81718\
Data File : BN002397.D

Aca On : 18 Aug 2018 02:11

Operator : JU/SJ

Sample : J4421-10

Misc :

ALS Vial : 29 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 3
R.T. EstConc Area Relative to ISTD R.T.
24 .00 4.51 ng/ul 858364 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3572 (23.998 min): BN002397.D (-3566) (-) m/z 57.05 100.00%

517.
5000

23. 60 23 80 24 00 24. 20 24 40
(o} m/z 71.10 64 .60%

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

5000 T T T T e
23. 60 23 80 24 00 24. 20 24 40

m/z 43.05 62.31%

9.0
o full.sso 225.0
IR N o o e R  RAAREEAREE RS Rae
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0

23. 60 23 80 24 00 24. 20 24.40

1
169.1 2252 283.0 356.0 415.0

5000 m/z 85.05 47 .40%
130
ol ,169.0 2250 2810 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 IRARE B e e
57.0 23.60 23.80 24.00 24.20 24.40

m/z 55.00 23.23%

5000 /\,/L‘_\_/\_/\
| ] J]umo 169.0 225.0 281.0 337.0 394.0

e M —— Shati

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO81718\
Data File : BN002397.D

Aca On : 18 Aug 2018 02:11

Operator : JU/SJ

Sample : J4421-10

Misc :

ALS Vial : 29 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 .73 2.71 ng/ul 516106 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3696 (24.727 min): BN002397.D (-3690) (-) m/z 57.05 100.00%
57.0
09.1 24140 24,60 24780 25,00 |
145.0183.1 : : : :
ol Al hddy (P81 22510660  sss0 4890 ST UNGC 61.34%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0
24.40 24.60 24.80 25.00
9.0 m/z 43.10 56.01%
ol L | 4 141.0183.0 225.0 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #185533: Pentacosane
57.0
24.40 24.60 24.80 25.00
5000 m/z 85.05 41 .09%
9.0
Oﬂj‘ﬁﬁﬂﬁ%w%wmmwm&o
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #175557: Tetracosane B L B i B
57.0 24.40 24.60 24.80 25.00
m/z 55.00 22.86%
” \J\J“‘J
9.0
ol ‘ ] | | ;141.0183.0225.0 267.0  338.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 2440 2460 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO81718\
Data File : BN002397.D

Aca On : 18 Aug 2018 02:11

Operator : JU/SJ

Sample : J4421-10

Misc :

ALS Vial : 29 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 5 Lup-20(29)-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.36 7.45 ng/ul 1418680 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 83
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 60
3 Guaia-9.11-diene 204 C15H24 1000374-19-8 53
4 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 47
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 43
Abundance Scan 4144 (27.362 min): BN002397.D (-4134) (-) m/z 205.20 100.00%
27.00 27.20 27.40 27.60
0 m/z 109.00 98.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220486: Lup-20(29)-en-3-one
124.0 206.0
424.0
5000 27.00 27.20 27.40 27.60
245.0
61.0 3140 m/z 55.10 94.28%
382.0
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #220493: D:C-Friedoolean-8-en-3-one
205.0
257.0 27.00 27.20 27.40 27.60
5000 m/z 95.05 93.68%
121.0
U HSQO \ 424.0
ob— e lelhILHIAUINQ\ImI : I| j\l : IL L : |3|0?‘|)| T -
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene e e
3.0 27.00 27.20 27.40 27.60
189.0 m/z 81.05 89.91%
50001 41 o 33.0 \NJ/\xHWUENﬂMJ/\\\\MquVMMVN“A
o ,J“,M, J,,,, N — ettt
m/z--> 50 100 150 200 250 300 350 400 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BNO81718\
Data File : BN002397.D

Acq On : 18 Aug 2018 02:11

Operator : JU/SJ

Sample : J4421-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 22.30 2.3 ng/ul 416604 5 21.25 3677210 20.0
(DEL) Alkane: Str... 22.80 9.7 ng/ul 1837870 6 23.47 3806630 20.0
(DEL) Alkane: Str... 24.00 4.5 ng/ul 858364 6 23.47 3806630 20.0
(DEL) Alkane: Str... 24.73 2.7 ng/ul 516106 6 23.47 3806630 20.0
Lup-20(29)-en-3-one 27.36 7.5 ng/ul 1418680 6 23.47 3806630 20.0
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