LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM009054.D

Acq On : 01 Mar 2017 17:06

Operator : SJ/MA

Sample - 11988-09

Misc :

ALS Vial : 11 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:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317 .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 3.358 43 46 50 rBv2 40684 51345 1.21% 0.105%
2 3.628 88 92 100 rBvY 98284 162089 3.81% 0.332%
3 7.046 667 673 688 rvB 781792 1272218 29.94% 2.604%
4 7.228 697 704 714 rVB 591009 917976 21.60% 1.879%
5 7.422 731 737 748 rVB 758102 1187714 27.95% 2.431%
6 7.898 810 818 824 rBV 734926 1152794 27.13% 2.359%
7 8.592 929 936 947 rBV2 839648 1360681 32.02% 2.785%
8 9.063 1008 1016 1026 rBVY 707851 1205941 28.38% 2.468%
9 9.781 1131 1138 1146 rBV2 585347 971669 22.87% 1.988%
10 10.310 1221 1228 1239 rBVY 895742 1465084 34.48% 2.998%

11 10.698 1287 1294 1302 rVB 886089 1503732 35.39% 3.077%
12 10.834 1310 1317 1325 rBV 801789 1388112 32.67% 2.841%
13 13.939 1838 1845 1849 rBV 1497257 2048464 48.21% 4.192%
14 13.986 1849 1853 1859 rVB 881469 1187512 27.95% 2.430%
15 14.227 1888 1894 1903 rBV 1559788 2309179 54.34% 4.726%

16 14.539 1938 1947 1955 rBV2 1205514 1897483 44.65% 3.883%
17 14.721 1968 1978 1988 rBV 710281 1044417 24.58% 2.137%
18 15.363 2083 2087 2092 rVB2 61586 80500 1.89% 0.165%
19 15.527 2109 2115 2124 rVV 2058183 2978973 70.11% 6.096%
20 15.639 2128 2134 2147 rBV 561714 793846 18.68% 1.625%

21 15.768 2149 2156 2160 rVB5 45542 78690 1.85% 0.161%
22 16.227 2229 2234 2242 rBV 85093 148611 3.50% 0.304%
23 16.663 2304 2308 2314 rVB4 43089 57347 1.35% 0.117%
24 17.015 2365 2368 2372 rBV 70261 86457 2.03% 0.177%

25 17.280 2407 2413 2422 rBV2 1602776 2292758 53.96% 4.692%

26 17.380 2422 2430 2437 rBV 2419460 3357936 79.02% 6.872%
27 17.757 2490 2494 2498 rVB 51822 57268 1.35% 0.117%
28 18.021 2535 2539 2546 rBV6 42386 70608 1.66% 0.144%
29 18.157 2555 2562 2573 rBV 1597691 2225798 52.38% 4 _555%
30 19.309 2751 2758 2768 rBV5 90335 226276 5.33% 0.463%

31 19.427 2774 2778 2789 rBV 259449 362032 8.52% 0.741%
32 19.668 2813 2819 2831 rBV 3047600 4249213 100.00% 8.696%
33 21.139 3065 3069 3075 rBV3 361133 457554 10.77% 0.936%
34 21.450 3117 3122 3128 rBV 2387435 2938278 69.15% 6.013%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM009054.D

Acq On : 01 Mar 2017 17:06

Operator : SJ/MA

Sample - 11988-09

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317 .M
SVOA CALIBRATION

35 22.645 3322 3325 3331 rVB 328494 453312 10.67% 0.928%
36 23.644 3489 3495 3503 rVB2 2091713 4037238 95.01% 8.262%
37 23.797 3515 3521 3533 rVB 1400636 2785908 65.56% 5.701%

Sum of corrected areas: 48865013
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM009054.D

Acq On : 01 Mar 2017 17:06

Operator : SJ/MA

Sample - 11988-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM009054.D
3000000

2500000
2000000
1500000

10.31

7.23
500000

.59
9.06
9.78
3.63 \
3.36 o

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM009054.D
3000000 19167

1000000 3
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2500000 17.38

15.53
2000000

4.23 17.28 18.16
1500000 1394

14.54

1000000 18.99
14.72
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Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM009054.D
3000000

21.45 23.64

2500000

2000000 R3.80

1500000

1000000
22.64

21.14

T

Time--> 21.00 2150 22.00 2250 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:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM009054.D

Acq On : 01 Mar 2017 17:06

Operator : SJ/MA

Sample - 11988-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022317 .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 4

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

3.63 2.81 ng/ul 162089 1,4-Dichlorobenzene-d4 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 40
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
3 2-Heptanol 116 C7H160 000543-49-7 9
4 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 9
5 2-Butanol, (R)- 74 C4H100 014898-79-4 9

Abundance Scan 92 (3.628 min): BM009054.D (-88) (-) m/z 45.00 100.00%
45
5000 }\\u
s mm s B
3.20 3.40 3.60 3.80 4.00
....,....,-|...-,'..7.3.,...9.6,.... e 2 et m/Z 42.95  20.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #938: Propylene Glycol
45
5000
3.20 3.40 3.60 3.80 4.00
- m/z 43.95 8.86%
IIIII"'H"I‘"""'7'(?""IIIII | SRR AR B SR SR DA BN B R B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
45
320 340 3.60 3.80 4.00
5000 m/z 61.00 6.71%
29
12 76
m‘wmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8308: 2-Heptanol
45 3.20 3.40 3.60 3.80 4.00
m/z 41.00 3.79%
5000
27
N
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM009054.D

Acq On : 01 Mar 2017 17:06

Operator : SJ/MA

Sample - 11988-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022317 .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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.16 19.42 ng/ul 2225800 Phenanthrene-d10 17.28
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2563 (18.162 min): BM009054.D (-2555) (-) m/z 73.00 100.00%

43

5000

129 A\
213

185
143157171185 oo 256 083 17.80 18.00 18.20 18.40
m/z 43.05 90.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000

17.80 18.00 18.20 18.40
m/z 60.00 85.58%

213
143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 e REREE R R e
17. 80 18 00 18.20 18.40
5000 29 256 m/z 55.05 76.97%
129
97 213
115 157171185
143 199 | 22754,
WWWWWTWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid T I e
73 17. 80 18 00 18. 20 18 40

m/z 41.10 73 .94%

43 57
5000 129
29 ‘ 115 171 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM009054.D

Acq On : 01 Mar 2017 17:06

Operator : SJ/MA

Sample - 11988-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022317 .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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.43 2.46 ng/ul 362032 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 83
5 Octadecanoic acid 284 C18H3602 000057-11-4 80
Abundance Scan 2778 (19.427 min): BM009054.D (-2774) (-) m/z 43.10 100.00%
. M/AKVVJW
284 HRRAR SUNRILN B UGN SUM
19.20 19.40 19.60 19.80
8735 w/z 73.00 98.37%
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
5000 LR UL UL I BUL
Qg 284 mmwmmmmm
m/z 59.95 92.75%
185 241
. h ‘ u H‘M hH M\ | I\ 157 I\ . ‘ . ‘|2|:!-3| ' I‘ ‘?6?' . | . —
m/z--> 150 200 250 300 350
Abundance
43 | 73
19.20 19.40 19.60 19.80
5000 129 m/z 57.10 88.10%
97 199 242
15 157 180 223
m/z--> éo 160 150 200 2%0 300 3éo
Abundance #131258: Octadecanoic acid i B s ML e
/B 7 19.20 19.40 19.60 19.80
m/z 41.00 84 .45Y%
5000 129
‘ 185 241
.15.“. "“I “ }HH\\ ‘|157\ “.‘,2}??‘. .‘ ‘2.6.5.“. ——— SUaES ) o i At i aal il
m/z--> 50 m 150 200 250 300 350 mmwmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM009054.D

Acq On : 01 Mar 2017 17:06

Operator : SJ/MA

Sample - 11988-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022317 .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: Cyclic21.14 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.14 3.11 ng/ul 457554 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Docosene 308 C22H44 001599-67-3 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 89
Abundance Scan 3069 (21.139 min): BM009054.D (-3065) (-) m/z 55.05 100.00%
55,83
5000 11
l f39 67 2?7 252282 326355 401429 475 549 20.80 21,00 21.20 2140
A 20T | 292207 320305 401429 475 49 m/z 57.05 98.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)-
57
97
5000
29 20.80 21.00 21.20 21.40
m/z 43.05 96.33%
il “ | ‘ | 153182210 252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
4169
o7 20.80 21.00 21.20 21.40
5000 m/z 69.10 94 .14%
25154182 224252
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 197 20.80 21.00 21.20 21.40
m/z 83.10 88.31%
5000
125
29 53
I, 1153181210238266 308336
m/z--> 5'0 100 1&1,0 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM009054.D

Acq On : 01 Mar 2017 17:06

Operator : SJ/MA

Sample - 11988-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022317 .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 2,3,5-Trimethyl-2,3,5-hexan... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.64 3.25 ng/ul 453312 Perylene-di12 23.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 72
2 Squalene 410 C30H50 000111-02-4 64
3 Squalene 410 C30H50 000111-02-4 64
4 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 64
5 2,6-Octadiene, 4,5-dimethyl- 138 C10H18 018476-57-8 53
Abundance Scan 3324 (22.639 min): BM009054.D (-3322) (-) m/z 69.10 100.00%
5000
207 281 " 32140 22,60 2230 23,00
250 329 385417 462 521549 m/z 81.05 48 . 86%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #63358: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile
69
5000
22.40 22.60 22.80 23.00
a1 108 m/z 41.00 24 _.81%
| ‘ | ‘ 1 6 188
mz-> 0 55 100 1%0 200 250 300 350 400 450 500 550
Abundance
69
2240 2260 22.80 23.00
5000 m/z 95.00 13.31%
41
137
109 191 231 273 341 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69 22.40 22.60 22.80 23.00
m/z 68.00 11.31%
so00{ 4!
M 191 231 273 341 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM009054.D

Acq On : 01 Mar 2017 17:06

Operator : SJ/MA

Sample - 11988-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM022317 .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 3.63 2.8 ng/ul 162089 1 7.90 1152790 20.0
n-Hexadecanoic acid 18.16 19.4 ng/ul 2225800 4 17.28 2292760 20.0
Octadecanoic acid 19.43 2.5 ng/ul 362032 5 21.45 2938280 20.0
(DEL) Alkane: Cyc... 21.14 3.1 ng/ul 457554 5 21.45 2938280 20.0
2,3,5-Trimethyl-2_... 22.64 3.3 ng/ul 453312 6 23.80 2785910 20.0
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