LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005481.D

Acq On : 18 May 2016 22:09

Operator : UM/SJ

Sample : H2841-14

Misc :

ALS Vial : 22 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-BM051816 .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 2.669 10 14 21 rvB2 12498 20810 1.46% 0.209%
2 6.993 742 749 757 rBV 74340 118769 8.35% 1.190%
3 7.169 774 779 787 rVB 55734 87710 6.17% 0.879%
4 7.369 806 813 820 rVvB 70854 110688 7.78% 1.109%
5 7.840 887 893 899 rBv 93378 147416 10.37% 1.477%
6 8.528 1005 1010 1017 rBvV 87364 141439 9.95% 1.417%
7 8.987 1082 1088 1095 rBV 67987 113058 7.95% 1.133%
8 9.087 1098 1105 1115 rBV3 5129 17206 1.21% 0.172%
9 9.710 1205 1211 1217 rBV 53765 84539 5.95% 0.847%
10 10.239 1294 1301 1310 rVB 94539 155524 10.94% 1.558%

11 10.628 1359 1367 1375 rBV 155596 254226 17.88% 2.548%
12 10.757 1382 1389 1396 rBV 79642 133657 9.40% 1.339%
13 13.874 1913 1919 1923 rBV 238342 315480 22.19% 3.161%
14 13.922 1923 1927 1932 rVB 75139 97968 6.89% 0.982%
15 14.157 1961 1967 1975 rBV 240179 341628 24.03% 3.423%

16 14.374 1999 2004 2009 rBV 16043 20812 1.46% 0.209%
17 14.469 2014 2020 2026 rVB2 262760 417681 29.37% 4.185%
18 14.645 2044 2050 2060 rBV 114268 163729 11.51% 1.641%
19 15.321 2161 2165 2171 rVB 21675 27699 1.95% 0.278%
20 15.457 2182 2188 2194 rVB 355989 501978 35.30% 5.030%

21 15.563 2201 2206 2214 rBV 79826 111464 7.84% 1.117%
22 16.186 2306 2312 2315 rBV 19744 27414 1.93% 0.275%
23 16.974 2441 2446 2451 rBV2 11508 16201 1.14% 0.162%
24 17.204 2479 2485 2492 rVB 436905 622227 43.76% 6.235%
25 17.304 2496 2502 2512 rBV 444177 619289 43.55% 6.206%

26 18.098 2633 2637 2645 rBV2 49166 64999 4._.57% 0.651%
27 19.256 2832 2834 2842 rVB4 9014 14843 1.04% 0.149%
28 19.380 2851 2855 2863 rBv4 19011 26238 1.85% 0.263%
29 19.592 2885 2891 2900 rBV 705631 950357 66.84% 9.523%
30 20.574 3055 3058 3063 rBvV 14513 18053 1.27% 0.181%
31 21.092 3143 3146 3153 rBv4 45109 67263 4.73% 0.674%

32 21.374 3189 3194 3200 rBV 892422 1181217 83.07% 11.837%
33 22.592 3397 3401 3409 rVB 159254 222483 15.65% 2.229%
34 23.515 3551 3558 3564 rBV2 723062 1343382 94.48% 13.462%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005481.D

Acq On : 18 May 2016 22:09

Operator : UM/SJ

Sample : H2841-14

Misc :

ALS Vial : 22 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\SOMO02.2-EPA-BM051816 .M
SVOA CALIBRATION

35 23.662 3576 3583 3593 rVB 720484 1421924 100.00% 14.249%

Sum of corrected areas: 9979371
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005481.D

Acq On : 18 May 2016 22:09

Operator : UM/SJ

Sample : H2841-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM051816_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM005481.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005481.D

Acq On : 18 May 2016 22:09

Operator : UM/SJ

Sample : H2841-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Methane, oxybis[dichloro- Concentration Rank 2

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

2.67 2.82 ng/ul 20810 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane, oxybis[dichloro- 182 C2H2Cl140 020524-86-1 83
2 Trichloromethane 118 CHCI3 000067-66-3 83
3 Ethane, 1,2,2-trichloro-1,1-difl... 168 C2HCI3F2 000354-21-2 78
4 Trichloromethane 118 CHCI3 000067-66-3 74
5 Trichloromethane 118 CHCI3 000067-66-3 74

Abundance Scan 14 (2.669 min): BM005481.D (-10) (-) m/z 82.90 100.00%
B
5000 /\\\M
47
270 2.80 2.90 3.00 3.10
e | m/z 84.90  68.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44213: Methane, oxybis[dichloro-
83
5000 A AR AR AR AT
2.70 2.80 2.90 3.00 3.10
28 a7 m/z 46.95 28.24Y%
""I'l'?z'“"I'7q'“lt"l""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
2.70 2.80 2.90 3.00 3.10
5000 m/z 86.80 12.94%
47
13 35 58 70 118
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34885: Ethane, 1,2,2-trichloro-1,1-difluoro-
83 2.70 2.80 2.90 3.00 3.10
m/z 47.95 11.13%
5000
31 47
....,..‘.‘.,i‘l‘.“".7,.§.7..,.‘...,....,...1.3?.1?9..,.1‘.38..,
m/z--> 20 40 60 80 100 120 140 160 180 2.70 2.80 2.90 3.00 3.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005481.D

Acq On : 18 May 2016 22:09

Operator : UM/SJ

Sample : H2841-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.10 2.09 ng/ul 64999 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 56
5 Tridecanoic acid 214 C13H2602 000638-53-9 50
Abundance Scan 2637 (18.098 min): BM005481.D (-2633) (-) m/z 73.00 100.00%

7
43 80
5000 129
97 213
|| ﬂ 115 143157171185199 | 557 256 17.80 18.00 18.20 18.40
e m/z 60.00 79.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73 h
5000 L BRI SO B B

17.80 18.00 18.20 18.40
m/z 43.00 74.11%

256
IL ) \“ \H %01;}5 T 143157171185199213227242 |

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
17.80 18.00 18.20 18.40
5000 129 m/z 57.10 67.47%
29 87 185
115 143 __171 228
101
15 157 199,,,
R T T T T T T T T T P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 0
Abundance #75071: Tetradecanoic acid T .ﬁ, L e |
60 73 17.80 18.00 18.20 18.40
43 m/z 55.00 60.01%
5000 129
185 228
‘ ﬁ7 }01115 143157171 ‘ 199
mz--> 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005481.D

Acq On : 18 May 2016 22:09

Operator : UM/SJ

Sample : H2841-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.59 3.13 ng/ul 222483 Perylene-di12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 007683-64-9 91
3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 87
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 3401 (22.592 min): BM005481.D (-3397) (-) m/z 69.10 100.00%
69
5000
41 95 rrrryrrrrrrrrryrrrrreT
137 22.20 22.40 22.60 22.80 23.00
~ .L,-l. adajy 175203231 282 341 429 gy 05 50.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000, 4t AU AU
22120 22.40 22.60 22.80 23.00
m/z 41.05 23.34%
95 137
\‘M\“\M L d“lﬁl 191 217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22.20 22.40 22.60 22.80 23.00
5000 m/z 95.05 13.99%
41
95 137
116 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69 22.20 22.40 22.60 22.80 23.00
m/z 68.10 11.53%
5000
41
95 137
P | 161 191 217 244 273299 341 367 410 \
m/z--> 50 100 150 200 250 300 350 400 22120 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005481.D

Acq On : 18 May 2016 22:09

Operator : UM/SJ

Sample : H2841-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM051816 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Methane, oxybis[d... 2.67 2.8 ng/ul 20810 1 7.84 147416 20.0
n-Hexadecanoic acid 18.10 2.1 ng/ul 64999 4 17.20 622227 20.0
Squalene 22.59 3.1 ng/ul 222483 6 23.66 1421920 20.0
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