LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71719\
Data File : BM021517.D

Aca On 18 Jul 2019 08:37

Operator : HP/JU

Sample : K3760-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ M\METHODS\SOM-EPA-BMO70819MA .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 6.893 659 664 677 rVB 546346 894824 21.18% 2.170%
2 7.063 688 693 704 rBV 421718 677378 16.03% 1.643%
3 7.251 719 725 735 rVB 606242 971652 23.00% 2.356%
4 7.716 798 804 817 rVB 673320 1082541 25.62% 2.625%
5 8.428 918 925 940 rVB 674044 1148152 27.18% 2.784%
6 8.881 996 1002 1013 rVB 551774 917582 21.72% 2.225%
7 9.598 1117 1124 1136 rVB 448066 747352 17 .69% 1.812%
8 10.128 1207 1214 1228 rBV 711392 1238388 29.31% 3.003%
9 10.504 1270 1278 1287 rVB 887035 1513875 35.83% 3.671%
10 10.657 1296 1304 1320 rBvV 561440 1101970 26.08% 2.672%
11 12.104 1545 1550 1557 rVB3 8230 14022 0.33% 0.034%
12 12.698 1648 1651 1657 rBvV2 9872 14759 0.35% 0.036%
13 12.957 1690 1695 1703 rVB3 9124 15208 0.36% 0.037%
14 13.222 1735 1740 1744 rBvV3 11901 15047 0.36% 0.036%

15 13.663 1810 1815 1821 rVB 126655 177371 4._.20% 0.430%

16 13.780 1825 1835 1840 rBV 1274414 1815587 42.98% 4._.403%
17 13.827 1840 1843 1849 rVB 131974 176648 4.18% 0.428%
18 14.057 1875 1882 1890 rBV 1489018 2206450 52.23% 5.351%
19 14.192 1901 1905 1908 rVB4 4698 6489 0.15% 0.016%
20 14.310 1919 1925 1928 rBV 64765 88976 2.11% 0.216%

21 14.363 1928 1934 1941 rVB2 1341760 2009945 47.58% 4._.874%
22 14.586 1965 1972 1984 rBV 267452 591066 13.99% 1.433%

23 14.668 1984 1986 1992 rVB7 15363 21927 0.52% 0.053%
24 14.804 2007 2009 2013 rVB2 5593 6229 0.15% 0.015%
25 15.157 2064 2069 2072 rBV 8275 10354 0.25% 0.025%
26 15.198 2072 2076 2079 rVB2 3531 5151 0.12% 0.012%

27 15.357 2097 2103 2114 rBV 1946346 2788259 66.00% 6.762%
28 15.492 2121 2126 2138 rBV 349866 538871 12.76% 1.307%

29 15.598 2140 2144 2148 rVB2 18284 23451 0.56% 0.057%
30 15.692 2155 2160 2165 rVB5 4768 6887 0.16% 0.017%
31 15.839 2180 2185 2189 rBV3 16327 22763 0.54% 0.055%
32 16.062 2219 2223 2226 rBV5 3215 4948 0.12% 0.012%
33 16.098 2226 2229 2232 rVV3 7895 9395 0.22% 0.023%
34 16.139 2234 2236 2241 rVB4 6789 8948 0.21% 0.022%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71719\
Data File : BM021517.D

Aca On 18 Jul 2019 08:37

Operator : HP/JU

Sample : K3760-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
Title = SVOA CALIBRATION

35 16.251 2253 2255 2259 rVB3 5314 5545 0.13% 0.013%
36 16.315 2262 2266 2269 rBV3 2526 4302 0.10% 0.010%
37 16.521 2296 2301 2305 rBV3 4688 7961 0.19% 0.019%
38 16.857 2356 2358 2361 rBV3 4844 6011 0.14% 0.015%
39 16.904 2361 2366 2370 rVB6 6198 11653 0.28% 0.028%
40 17.027 2381 2387 2391 rBV5 4732 8638 0.20% 0.021%

41 17.115 2395 2402 2410 rVV 1687321 2402245 56.86% 5.825%
42 17.215 2412 2419 2429 rVV 2016614 2869831 67.93% 6.959%

43 17.292 2429 2432 2435 rVB3 5309 7102 0.17% 0.017%
44 17.398 2447 2450 2455 rVB4 3898 5349 0.13% 0.013%
45 17.780 2513 2515 2517 rVB3 4921 4415 0.10% 0.011%
46 18.004 2548 2553 2563 rBVY 150626 245161 5.80% 0.595%
47 18.080 2564 2566 2570 rVB 12852 16749 0.40% 0.041%
48 19.145 2743 2747 2750 rBVY 24396 36869 0.87% 0.089%
49 19.292 2768 2772 2780 rBV6 38537 71376 1.69% 0.173%
50 19.398 2787 2790 2793 rBV 13248 16207 0.38% 0.039%

51 19.509 2803 2809 2821 rBV 2436533 3465585 82.03% 8.404%
52 20.862 3035 3039 3044 rBvV 658557 718888 17.02% 1.743%
53 21.009 3060 3064 3076 rBv4 156816 322701 7.64% 0.783%
54 21.303 3109 3114 3122 rBV 2122150 2767201 65.50% 6.711%
55 22.850 3375 3377 3383 rVB 186128 231344 5.48% 0.561%

56 23.415 3467 3473 3486 rVB 2181116 4224627 100.00% 10.245%
57 23.562 3492 3498 3508 rVB 1528032 2914493 68.99% 7.068%

Sum of corrected areas: 41236718
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71719\
Data File : BM021517.D

Aca On 18 Jul 2019 08:37

Operator : HP/JU

Sample : K3760-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM021517.D

2500000
2000000
1500000

1000000 10.50
7.72 10.13

7.25
6.89 i 10.66
500000 L%\—\J\ J "

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM021517.D

2500000 1951

17.22
2000000 15.36
17.32

14.06

1500000
13.78 | 1436

1000000

500000
14.59 15.49

138683 18.00
1210 1270296322 fh 14498 1wiarso 5 1m) J&mmsz.szmﬁ 2910 17.788.08 lomeso

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM021517.D
2341

2500000 21.30

P3.56
2000000
1500000
1000000

20.86
22.85
AW/\__J\W_,« e
500000{ |y o1 LJ’~’/”F~,~,,,P”1‘,~,JA |- A

e

Time--> 21.00 2150 22.00 2250 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:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71719\
Data File : BM021517.D

Aca On 18 Jul 2019 08:37

Operator : HP/JU

Sample : K3760-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.00 2.04 ng/ul 245161 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2552 (17.998 min): BM021517.D (-2548) (-) m/z 73.10 100.00%
43 L&
7
5000
129
97 213 T T T
WO | 14atBT11185 0 %170y 256 g, 17.60 17.80 18.00 18.20 18.40

- m/z 43.05  79.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid

43 60 73

50001 29 256

LU

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

17.60 17.80 18.00 18.20 18.40
m/z 41.10 74.48%

213

143107171185, 49

Abundance #92227: n-Hexadecanoic acid
43
60 3 17.60 17.80 18.00 18.20 18.40
5000 ’ m/z 55.10 73.03%
256
I . \ﬂ\ \H %01115 \ 143157171185199213227242 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
43 60 73 17.60 17.80 18.00 18.20 18.40
m/z 60.10 71.02%
5000
29
129 171 214
L T | ey
el ol ‘....‘,‘...a,....,‘.... e A e R R ma | B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71719\
Data File : BM021517.D

Aca On 18 Jul 2019 08:37

Operator : HP/JU

Sample : K3760-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_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 2 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.86 5.20 ng/ul 718888 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 86
2 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 49
3 Vinvl trans-cinnamate 174 C11H1002 017719-70-9 47
4 2-lodo-benzoic acid N"-(3-phenvl... 392 C16H13IN202 315672-62-9 47
5 N-(p-Vinylbenzoyl)-l1-alanine 219 C12H13NO03 139184-60-4 47
Abundance Scan 3039 (20.862 min): BM021517.D (-3035) (-) m/z 131.05 100.00%
131
5000
103 J{
. \ [ 219 PRI
173
ol itk J i | 4152173105 | | 264 205 3p7 355 415 psoiq5 05 A1 50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96926: Cinnamyl| cinnamate
131
5000 RN UL SR SULLIE R
20.60 20.80 21.00 21.20
103 216 m/z 117.05 35.58%
\ ‘ s |
m/z--> ' 100 150 200 250 300 350 400
Abundance #48061: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131
060 060 2100 2120
5000 m/z 103.05 33.07%
27 103
a1 \ { 188
..WU}M. T '}QZ'J' N SN DAL DURL L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #38552: Vinyl trans-cinnamate
131 20.60 20.80 21.00 21.20
m/z 77.10 23.87%
5000 103
77
15 ?ﬂ l | 174
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71719\
Data File : BM021517.D

Aca On 18 Jul 2019 08:37

Operator : HP/JU

Sample : K3760-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_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 (DEL) Alkane: Cyclic21.01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.01 2.33 ng/ul 322701 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 Cvclopentadecane 210 C15H30 000295-48-7 95
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 90
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
Abundance Scan 3064 (21.009 min): BM021517.D (-3060) (-) m/z 57.05 100.00%
g7 o7
5000
3 YO 53178 209 253 282 325 a5 20.60 20.80 21.00 21.20 21.40
D L L et m/z 43.05 97.88%
m/z--> 50 100 150 200 250 300 350
Abundance #89783: 1-Octadecene
57
83
5000 ALV U U B
29 111 20,60 20.80 21.00 21.20 21.40
m/z 55.05 89.11%
J | | 110 168 106 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane
55
83 LN NS SUNIRA B
20.60 20.80 21.00 21.20 21.40
5000 m/z 97.10 78.80%
29 } 111
210
,,h,,i,l \\mm e O
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43 20.60 20.80 21.00 21.20 21.40
m/z 69.10 78.40%
5000 83
18 ﬂ ‘111
‘h‘{ G ' | \139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 20,60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71719\
Data File : BM021517.D

Acq On 18 Jul 2019 08:37

Operator : HP/JU

Sample : K3760-13

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO70819MA_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]
n-Hexadecanoic acid 18.00 2.0 ng/ul 245161 4 17.12 2402250 20.0
Cinnamyl cinnamate 20.86 5.2 ng/ul 718888 5 21.30 2767200 20.0
(DEL) Alkane: Cyc... 21.01 2.3 ng/ul 322701 5 21.30 2767200 20.0
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