LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013692.D

Aca On : 22 Jan 2018 14:02

Operator : SJ/JU

Sample : J1221-09

Misc :

ALS Vial : 9 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\SOM-EPA-BM011018.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 3.163 26 30 35 rvB 36810 45374 1.11% 0.114%
2 6.793 640 647 660 rBV2 623456 1109270 27.03% 2.781%
3 6.957 668 675 685 rBV 474781 723993 17.64% 1.815%
4 7.145 701 707 716 rBV 667258 1039232 25.32% 2.605%
5 7.610 780 786 795 rBV 467808 757697 18.46% 1.899%
6 8.322 899 907 921 rBV2 786530 1295598 31.57% 3.248%
7 8.769 975 983 997 rBV 648392 1085626 26.46% 2.721%
8 9.481 1096 1104 1113 rBV 550829 943983 23.00% 2.366%
9 10.016 1188 1195 1213 rBV 791640 1378054 33.58% 3.455%
10 10.386 1251 1258 1268 rVB 619313 1006619 24.53% 2.523%

11 10.533 1276 1283 1298 rBV 744718 1306123 31.83% 3.274%
12 11.722 1478 1485 1497 rBV2 80322 156877 3.82% 0.393%
13 13.680 1811 1818 1822 rBV 1497030 2042578 49.77% 5.120%
14 13.727 1822 1826 1835 rVB 385346 549690 13.40% 1.378%
15 13.951 1856 1864 1874 rBV 1663311 2441074 59.49% 6.119%

16 14.263 1911 1917 1928 rVB2 853759 1289286 31.42% 3.232%
17 14.486 1949 1955 1969 rBV 511131 900290 21.94% 2.257%
18 15.263 2080 2087 2095 rBV 2137570 2911125 70.94% 7.298%
19 15.398 2105 2110 2119 rBV 592991 884189 21.55% 2.217%
20 15.633 2144 2150 2155 rBV 746881 978664 23.85% 2.453%

21 17.015 2374 2385 2392 rBV2 1133232 1594152 38.85% 3.996%
22 17.115 2395 2402 2410 rBV 2262215 3206962 78.15% 8.039%
23 17.921 2535 2539 2546 rBV2 125211 172634 4.21% 0.433%
24 19.209 2752 2758 2762 rBV5 66345 99623 2.43% 0.250%
25 19.415 2787 2793 2802 rBV 2790614 3767226 91.80% 9.444%

26 20.933 3047 3051 3058 rvB4 106895 167195 4_.07% 0.419%
27 21.215 3094 3099 3107 rBV 1536604 1956470 47.68% 4_.905%
28 22.250 3273 3275 3281 rVB6 54655 50441 1.23% 0.126%
29 23.274 3442 3449 3462 rVB2 2141985 4103625 100.00% 10.287%
30 23.409 3466 3472 3482 rVB 1016609 1927468 46.97% 4.832%

Sum of corrected areas: 39891138
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013692.D

Aca On : 22 Jan 2018 14:02

Operator : SJ/JU

Sample : J1221-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM013692.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013692.D

Aca On : 22 Jan 2018 14:02

Operator : SJ/JU

Sample : J1221-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Propanedioic acid, (benzoyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.72 3.12 ng/ul 156877 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. (benzovlhvdra... 282 C12H14N206 1000142-99-9 72
2 N-Benzovl-d-threo-0O-methvlthreonine 237 C12H15N04 131644-54-7 50
3 Benzaldehvde 106 C7H60 000100-52-7 47
4 Benzeneacetonitrile., _.alpha.-hvd... 133 C8H7NO 000532-28-5 38
5 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 35
Abundance Scan 1485 (11.722 min): BM013692.D (-1478) (-) m/z 59.10 100.00%
59.1
5000 7.0 105.1 j\\
apl | - 140 1160 1180 1200
Ol et e e m/z 77.00 50.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #128661: Propanedioic acid, (benzoylhydrazino)hydroxy-, di...
59.0 779 105.0
5000
11.40 11.60 11.80 12.00
136.0 m/z 105.10 41 .47%
O'P'?%qm'P"h'”'Ph"'”"“'W'”'P""”'P""
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59.0
oo 1140 1160 1180 1200
5000 77.0 ' m/z 51.00 31.43%
179.0
161.0
41.0 133. o 205 0 237 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5066: Benzaldehyde
771.0  105.0 11.40 11.60 11.80 12.00
m/z 43.10 25.22%
5000 510
O'E?QH'jLI'”mI”"Hh""”I'”'I”"P"'"'W"”I'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013692.D

Aca On : 22 Jan 2018 14:02

Operator : SJ/JU

Sample : J1221-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.63 15.18 ng/ul 978664 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H100 000119-61-9 91
Abundance Scan 2149 (15.627 min): BM013692.D (-2144) (-) m/z 105.00 100.00%
77.0 105.0
182.0
5000 510
s 1520 5140 15,60 1580 16,0
o : m/z 77.05 86 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 LR UM UL UL B
15.40 15.60 15.80 16.00
51.0 m/z 182.00 60.06%
0 ‘ 126.0 152 0 i
m/z--> 20 40 60 éo 100 120 140 1éo 180 200 220 240 260 280
Abundance
105.0
770 o " 15140 15,60 15,80 1600
5000 ' m/z 51.05 37 .46%
51.0
o 27.0 126.0 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47241: Benzophenone e L A EREE o
105.0 15.40 15.60 15.80 16.00
m/z 50.10 14 _46%
77.0
5000 182.0
51.0
o270 | ) 126.0 1520 | A
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013692.D

Aca On : 22 Jan 2018 14:02

Operator : SJ/JU

Sample : J1221-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.92 2.17 ng/ul 172634 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2539 (17.921 min): BM013692.D (-2535) (-) m/z 72.95 100.00%

5000

17.60 17.80 18.00 18.20

0 m/z 60.00 75.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
5000 --|----|----|--‘--|--‘:-|

17.60 17.80 18.00 18.20
129.0 256.0 m/z 41.00 75.03%

L] “ ' 157.0 1850 2130
Ol el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 17.60 17.80 18.00 18.20
5000 129.0 m/z 55.05 64.91%
171.0
97.0 214.0
152. 0
O o L B o L e e B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0 17.60 17.80 18.00 18.20
m/z 43.05 61.52%
5000
157.0 185.0 213.0 256.0
o} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012218\
Data File : BM013692.D

Acq On : 22 Jan 2018 14:02

Operator : SJ/JU

Sample - J1221-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\Methods\SOM-EPA-BM011018_.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]
Propanedioic acid... 11.72 3.1 ng/ul 156877 2 10.39 1006620 20.0
Benzophenone 15.63 15.2 ng/ul 978664 3 14.26 1289290 20.0
n-Hexadecanoic acid 17.92 2.2 ng/ul 172634 4 17.02 1594150 20.0
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