LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041918\
Data File : BM014747.D

Aca On : 19 Apr 2018 23:17

Operator : SJ/JU

Sample : J2434-04

Misc :

ALS Vial : 20 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-BM041918.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 3.675 11 15 22 rVB 84275 130644 1.84% 0.167%
2 4.751 194 198 209 rvVvB 147423 219728 3.10% 0.282%
3 5.198 269 274 283 rBV 107915 169130 2.39% 0.217%
4 5.522 323 329 338 rVB2 67738 129917 1.83% 0.167%
5 7.663 686 693 706 rBY 1287840 2117792 29.88% 2.715%
6 7.845 717 724 737 rVB 1027593 1619175 22.84% 2.076%
7 8.063 753 761 767 rBVY 1310949 2138977 30.18% 2.742%
8 8.545 835 843 857 rVB 1271057 2095648 29.56% 2.686%
9 9.239 954 961 972 rBVY 1558990 2522958 35.59% 3.234%
10 9.728 1036 1044 1052 rBvV 1185288 2039732 28.78% 2.615%

11 10.457 1160 1168 1178 rBV 909966 1524971 21.51% 1.955%
12 10.992 1252 1259 1270 rBV 1503298 2531402 35.71% 3.245%
13 11.392 1319 1327 1340 rBV 1731447 2988287 42.16% 3.831%
14 11.510 1340 1347 1362 rBV 1384058 2436394 34.37% 3.123%
15 14.533 1854 1861 1866 rBV 2535794 3475643 49.03% 4._.456%

16 14.580 1866 1869 1875 rVV 367930 504767 7.12% 0.647%
17 14.651 1875 1881 1887 rVB2 62794 113684 1.60% 0.146%
18 14.845 1907 1914 1926 rBV 2982026 4361591 61.53% 5.591%
19 14.998 1933 1940 1945 rVB 153989 208516 2.94% 0.267%
20 15.145 1957 1965 1972 rBV2 2453071 3671881 51.80% 4.707%

21 15.298 1984 1991 2000 rBV 928713 1349495 19.04% 1.730%
22 15.892 2087 2092 2095 rBV 70809 100916 1.42% 0.129%
23 15.933 2095 2099 2104 rVB 226259 290105 4._.09% 0.372%
24 16.121 2124 2131 2137 rBV 3779448 5259925 74.20% 6.743%
25 16.215 2142 2147 2156 rVB 760417 1033485 14.58% 1.325%

26 16.333 2160 2167 2169 rBV2 53166 104892 1.48% 0.134%
27 16.786 2239 2244 2251 rVB 179309 289750 4_.09% 0.371%
28 17.568 2373 2377 2382 rBV 104025 135497 1.91% 0.174%
29 17.856 2420 2426 2431 rBV 2937337 4043440 57.04% 5.183%
30 17.898 2431 2433 2436 rVV 93075 103742 1.46% 0.133%

31 17.956 2436 2443 2452 rVB 3598040 5365314 75.69% 6.878%
32 18.298 2497 2501 2504 rBV 65837 80866 1.14% 0.104%
33 18.680 2561 2566 2577 rBV 453671 707243 9.98% 0.907%
34 19.786 2750 2754 2755 rBV3 85263 104051 1.47% 0.133%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041918\
Data File : BM014747.D

Aca On : 19 Apr 2018 23:17

Operator : SJ/JU

Sample : J2434-04

Misc :

ALS Vial : 20 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM041918.M
SVOA CALIBRATION

Method
Title

35 19.809 2756 2758 2763 rVV3 96321 196582 2.77% 0.252%

36 19.856 2763 2766 2771 rVvV 150519 214563 3.03% 0.275%
37 19.921 2773 2777 2787 rVV 179338 275851 3.89% 0.354%
38 20.192 2817 2823 2833 rBV 4286601 6226482 87.84% 7.982%
39 21.597 3058 3062 3070 rBV 1042931 1246933 17.59% 1.598%
40 21.944 3115 3121 3125 rBV 3088499 4461967 62.95% 5.720%

41 24.280 3511 3518 3534 rVB2 2989845 7088488 100.00% 9.087%
42 24.438 3539 3545 3558 rVB 2019692 4327056 61.04% 5.547%

Sum of corrected areas: 78007480
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM041918\
BMO14747.D

19 Apr 2018 23:17

SJ/JuU

J2434-04

20 Sample Multiplier: 1

Ouant Method : Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM041918.M

Quant Title

TIC Library

= SVOA CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

3.68

TIC: BM014747.D

9.24

7.66 8.06 855
7.85

9.73

1

10.46

0.99

11.39
1.51

o

Time-->

4.00 450 500 550 600 650 700 750 800 850 900 950

10.00 10 50 11. OO 11. 50 12. OO

Abundance

4000000

3000000

2000000

1000000

TIC: BM014747.D

16.12

14.84 17.46

14.53 15.14

15.30

6.22

14.58
.65{>:00 ﬂ%%

17.96

18.68

1i90 18.30

20.19

-

Oy
Time--> 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

4000000

3000000

2000000

1000000

TIC: BM014747.D

24.28
21.94

24.44

21.60

0=

Time--> 21 OO 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\BM041918\
Data File : BM014747.D

Aca On : 19 Apr 2018 23:17

Operator : SJ/JU

Sample : J2434-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : 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 3-Penten-1-ol, 2-methyl- Concentration Rank 3

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

4.75 2.10 ng/ul 219728 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-1-ol. 2-methvl- 100 C6H120 062238-37-3 64
2 3-Butvn-2-ol. 2-methvl- 84 C5H80 000115-19-5 47
3 2-Butene. 1-bromo-3-methvl- 148 C5H9Br 000870-63-3 45
4 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 45
5 2-Butyn-1-ol 70 C4H60 000764-01-2 40

Abundance Scan 198 (4.751 min): BM014747.D (-194) (-) m/z 41.05 100.00%
@ g
5000

4.40 4.60 4.80 5.00

133147 193 209 mn/z 69.05 31.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3878: 3-Penten-1-ol, 2-methyl-
41
69
5000 LIS L L L L L L L LB L L B
4.40 4.60 4.80 5.00
55 m/z 43.05 54 _.53%
”.wﬂkwhﬂw. 3 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
43 4.40 4.60 4.80 5.00
5000 m/z 54.95 36.11%
mm‘wwwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22939: 2-Butene, 1-bromo-3-methyl-
41 69 4.40 4.60 4.80 5.00
m/z 39.00 18.54%
5000
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041918\
Data File : BM014747.D

Aca On : 19 Apr 2018 23:17

Operator : SJ/JU

Sample : J2434-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : 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 2
R.T. EstConc Area Relative to ISTD R.T.
18.68 3.50 ng/ul 707243 Phenanthrene-d10 17.86
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 76
Abundance Scan 2566 (18.680 min): BM014747.D (-2561) (-) m/z 43.10 100.00%
4 7
129
¥ oo e 15140 1660 1660 19,00
194 : : : :
o A9 | 9L L 2L 38 o 73.05  92.41%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid ‘—l.”
0
5000 129 R B B R AR
83 mmmmmmmm
0
H o 157 1g5 213 256 m/z 60.00 84 .85%
— 1 hl‘ |H“‘|:t‘h|“ i‘”“: “l I\ T ‘: I‘ I‘I ‘l I‘ . ‘:23|9| e T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
18.40 18.60 18.80 19.00
5000 256 m/z 41.05 75 .46%
129
97 157 213
26 185 239
m/z--> 55 160 150 200 2%0 300 3%0
Abundance #95854: Pentadecanoic acid R e AR AR
4 73 18.40 18.60 18.80 19.00
m/z 57.10 72 .55%
5000
129 242
‘ ‘ 199
i ! I\“‘Jm il ‘. \154171 | 225 e I e e
m/z--> 50 200 250 300 350 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM041918\
Data File : BM014747.D

Aca On : 19 Apr 2018 23:17

Operator : SJ/JU

Sample : J2434-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : 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 (DEL) Alkane: Cyclic21.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.60 5.59 ng/ul 1246930 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 96
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
5 1-Docosene 308 C22H44 001599-67-3 94

Abundance Scan 3062 (21.597 min): BM014747.D (-3058) (-) m/z 43.10 100.00%

48 83
5000 111

‘ l 139 168 208 281 21.20 21.40 21.60 21.80 22.00
ol A AL} [5°108 208 251 281 324 369 402430 17 T55770 96, 02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163020: 9-Tricosene, (2)-
57 83
5000 111 LENLELIL I LI L L LI L L LI B L
21. 20 21. 40 21 60 21. 80 22. 00
29 m/z 57.10 94.81%
322
WL e a5 ooa "
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 83
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
21.20 21.40 21.60 21.80 22.00
5000 m/z 83.10 80.55%
111

139 167 196 224 250 279 308 336

-

m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol R T T T
55 83 21.20 21.40 21.60 21.80 22.00
m/z 97.10 71.82%
5000 111 Jw/\
29
Ny ‘ |139 167 196 238 266 204

m/z--> 50 100 150 200 250 300 350 400 21. 20 21. 40 21 60 21. 80 22. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041918\
Data File : BM014747.D

Acq On : 19 Apr 2018 23:17

Operator : SJ/JU

Sample : J2434-04

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_M
Quant Title : 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]
3-Penten-1-ol, 2-_.. 4.75 2.1 ng/ul 219728 1 8.55 2095650 20.0
n-Hexadecanoic acid 18.68 3.5 ng/ul 707243 4 17.86 4043440 20.0
(DEL) Alkane: Cyc... 21.60 5.6 ng/ul 1246930 5 21.94 4461970 20.0
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