LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121816\
Data File : BM008412.D

Aca On : 17 Dec 2016 15:22

Operator : UM/SJ

Sample : H6067-17

Misc :

ALS Vial : 11 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:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-2016\SOM02.2-EPA-BM121416.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 2.640 4 9 23 rvVB 360090 775914 23.99% 2.436%
2 2.899 48 53 72 rVB2 328329 619004 19.14% 1.943%
3 3.234 106 110 119 rvB 30427 44000 1.36% 0.138%
4 6.851 719 725 744 rBV2 380678 870773 26.93% 2.733%
5 7.004 746 751 764 rVvV 335396 564906 17.47% 1.773%
6 7.198 778 784 800 rVB 455632 809004 25.02% 2.540%
7 7.663 857 863 875 rBV 405695 708341 21.90% 2.224%
8 8.381 978 985 1003 rBV 438268 886107 27.40% 2.782%
9 8.822 1054 1060 1079 rBV 407535 802581 24.82% 2.519%
10 9.539 1176 1182 1199 rBV 339412 646223 19.98% 2.029%

11 10.080 1268 1274 1296 rBV 388707 944114 29.19%% 2.964%
12 10.433 1327 1334 1343 rBvV 566337 955542 29.55% 3.000%
13 10.598 1354 1362 1382 rBV 340388 875743 27.08% 2.749%
14 13.721 1883 1893 1898 rBV 949791 1437604 44.46% 4_.513%
15 13.768 1898 1901 1913 rVB 244347 383716 11.87% 1.205%

16 13.992 1933 1939 1957 rBV 1162628 1739644 53.80% 5.461%
17 14.304 1985 1992 2000 rBV 795159 1225578 37.90% 3.847%
18 14.586 2035 2040 2056 rBV3 79587 293688 9.08% 0.922%
19 15.151 2132 2136 2141 rBV 41156 54103 1.67% 0.170%
20 15.304 2155 2162 2170 rBV 1370652 2119424 65.54% 6.653%

21 15.468 2182 2190 2200 rBV 137690 290051 8.97% 0.910%

22 15.545 2200 2203 2209 rVB3 26394 44036 1.36% 0.138%
23 16.009 2276 2282 2292 rBV 47602 80279 2.48% 0.252%
24 16.804 2413 2417 2421 rBV 38824 44772 1.38% 0.141%

25 17.056 2454 2460 2466 rBV2 998947 1443847 44.65% 4_.532%

26 17.156 2471 2477 2489 rBV 1586322 2345193 72.52% 7.362%

27 17.833 2586 2592 2597 rBV7 16819 34098 1.05% 0.107%
28 17.945 2607 2611 2621 rBV2 110207 195954 6.06% 0.615%
29 19.127 2806 2812 2821 rBV5 30987 78107 2.42% 0.245%
30 19.233 2826 2830 2840 rBV6 32868 59516 1.84% 0.187%
31 19.456 2862 2868 2886 rBV 1949955 2927708 90.53% 9.190%
32 20.386 3023 3026 3030 rBV2 48576 57630 1.78% 0.181%
33 20.956 3118 3123 3128 rBV2 154365 230525 7.13% 0.724%
34 21.162 3155 3158 3161 rVB 45227 48978 1.51% 0.154%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121816\
Data File : BM008412.D

Aca On : 17 Dec 2016 15:22

Operator : UM/SJ

Sample : H6067-17

Misc :

ALS Vial : 11 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

Z:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-2016\SOM0O2.2-EPA-BM121416.M
SVOA CALIBRATION

Method
Title

35 21.256 3169 3174 3186 rBV 1270945 2021142 62.50% 6.344%
36 23.344 3522 3529 3545 rVB2 1583959 3233823 100.00% 10.151%
37 23.485 3547 3553 3566 rVB 961209 1965028 60.76% 6.168%

Sum of corrected areas: 31856696
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM121816\

BM008412.D

17 Dec 2016 15:22

UmM/sJ

H6067-17

11 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOMO2.2-EPA-2016\SOM02.2-EPA-BM121416 .M

SVOA CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM008412.D
1500000
1000000
10.43
500000 720 766 838 gg2
64 90 6850 ' 954 1008 lig60
M rad ﬂ Ik
O e e e e .. e e ey
Time--> 3.00 3m 4.00 450 sm sm 6.00 650 7.00 7.50 8.00 8% 9.00 gm mm mm 11.00
Abundance TIC: BM008412.D
1946
17.16
1500000 15.30
13.99
1000000 13.72 17.d6
14.30
500000
18.77
5.47 17.94 20.3
LA, 14.59 ﬁﬁU@4mm 16.80 17 19923
Time--> 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
Abundance TIC: BM008412.D
23,34
1500000 21.26
P3.49
1000000
500000
20.96 AU VAN
21.1
O I e e B B o S B B B
Time--> 20.50 21.00 21.50 22.00 22.50 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:\HPCHEM1\BNA M\DATA\BM121816\
Data File : BM008412.D

Aca On : 17 Dec 2016 15:22

Operator : UM/SJ

Sample : H6067-17

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 (DEL) Alkane: Cyclic2.64 Concentration Rank 1

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

2.64 21.91 ng/ul 775914 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 80
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 78
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 64
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 64

Abundance Scan 9 (2.640 min): BM008412.D (-4) (-) m/z 56.10 100.00%
5d.1
5000
391
|| 84.0 2071 2.70 2.80 2.90 3.00 3.10
0 w...w..”,h”',Jn.,h..“..w..”,.”. A AEmmama m/z 69.10 48_.68%
m/z--> 0 20 60 80 100 120 140 160 180 200
Abundance #1470: Cyclopentane, methyl-
56.0
5000
2.70 2.80 2.90 3.00 3.10
39,0 84.0 m/z 41.10 47.36%
0'|'£§?“"w"|'“'|“"w"w'“'|“""“l“"w'“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
2.70 2.80 2.90 3.00 3.10
5000 m/z 55.05 24 _53%
39,0
15.0 84.0
e L UL S S WL S L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1448: Cyclobutane, ethyl-
56.0 2.70 2.80 2.90 3.00 3.10
m/z 39.10 20.76%
5000
27.0
0 ﬁq"w"'w"'|"'ﬁf9“|"“|"“|'“' [rrrrprrrrpTe
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 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\BM121816\
Data File : BM008412.D

Aca On : 17 Dec 2016 15:22

Operator : UM/SJ

Sample : H6067-17

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 3
R.T. EstConc Area Relative to ISTD R.T.
17.94 2.71 ng/ul 195954 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 46
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 18
Abundance Scan 2610 (17.939 min): BM008412.D (-2607) (-) m/z 73.10 100.00%

5000

73.1
129.0 213.2

157.1 1851 1760 17.80 18.00 18.20

(o} m/z 60.00 68.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000

17.60 17.80 18.00 18.20
m/z 43.05 64.11%

97.0 129.0 256.0
0 H‘\H e \1&M“Mmﬁmomm
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
17.60 17.80 18.00 18.20
5000 m/z 57.10 62.32%
129.0 171.0 214.0
97.0 '
152.0 195.0
O T T T T R e T T [ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 73.0 17.60 17.80 18.00 18.20
m/z 41.10 56.20%
5000
129.0
256.0
‘ “ 157.0 185.0 213.0
0 ,....,...“.,.l..
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM121816\
Data File : BM008412.D

Aca On : 17 Dec 2016 15:22

Operator : UM/SJ

Sample : H6067-17

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-2016\SOM02.2-EPA-BM121416 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 (DEL) Alkane: Cyclic20.96 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.96 2.28 ng/ul 230525 Chrysene-di12 21.26

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
3 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 90
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90

Abundance Scan 3124 (20.962 min): BM008412.D (-3118) (-) m/z 57.10 100.00%

5000
268.0 324.9 429.2 4751 20.60 20.80 21.00 21.20
0 m/z 83.10 99.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89785: 5-Octadecene, (E)-
55.0
5000 97.0

20.60 20.80 21.00 21.20
m/z 55.10 95.70%

I\‘ i .“h.“

L ‘L 139.0 181.0 252.0
S N

O L B o o o o o B ML e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
R e R ER R
20.60 20.80 21.00 21.20
5000 83.0 m/z 97.10 93.34%
125.0
o 169.0 210.0 252.0
LA o e o e e L e s o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester
43.0 20.60 20.80 21.00 21.20
m/z 43.05 89.82%
5000
3.0
ol Ll k l 1250 168.0 210.0
L B e e o e o o R e e BARE
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121816\
Data File : BM008412.D

Acq On : 17 Dec 2016 15:22

Operator : UM/SJ

Sample : H6067-17

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-2016\SOM02.2-EPA-BM121416_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]
(DEL) Alkane: Cyc... 2.64 21.9 ng/ul 775914 1 7.66 708341 20.0
n-Hexadecanoic acid 17.94 2.7 ng/ul 195954 4 17.06 1443850 20.0
(DEL) Alkane: Cyc... 20.96 2.3 ng/ul 230525 5 21.26 2021140 20.0
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