LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample : K5914-15

Misc :

ALS Vial : 21 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-BM112719MA.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 3.034 22 25 32 rvB 41410 59272 0.15% 0.041%
2 3.652 126 130 135 rvB2 40009 58438 0.15% 0.041%
3 4.646 294 299 306 rBV 41195 74295 0.19% 0.052%
4 6.675 637 644 659 rBV 745270 1358226 3.53% 0.943%
5 6.834 665 671 687 rVB 571420 982448 2.55% 0.682%
6 7.016 696 702 716 rVB 809900 1334603 3.47% 0.926%
7 7.481 774 781 791 rBVY 1086711 1709986 4._.44% 1.187%
8 8.198 895 903 912 rBV 941127 1573224 4_.09% 1.092%
9 8.316 919 923 927 rVB 28693 45746 0.12% 0.032%
10 8.634 969 977 993 rBV 689403 1187477 3.09% 0.824%

11 9.351 1092 1099 1108 rBV 546081 935021 2.43% 0.649%
12 9.887 1182 1190 1203 rBV 872676 1623574 4.22% 1.127%
13 10.251 1243 1252 1264 rBV 1463785 2419489 6.29% 1.680%
14 10.404 1271 1278 1296 rBV 367254 865608 2.25% 0.601%
15 13.563 1808 1815 1819 rBV 1569491 2170560 5.64% 1.507%

16 13.610 1819 1823 1832 rVB 713732 1040001 2.70% 0.722%
17 13.827 1854 1860 1874 rBV 1890478 2820114 7.33% 1.958%
18 14.139 1906 1913 1924 rBV 2087068 3119281 8.11% 2.165%
19 14.380 1947 1954 1973 rBV 360956 842536 2.19% 0.585%
20 14.539 1976 1981 1985 rVV5 40271 85118 0.22% 0.059%

21 14.592 1985 1990 2001 rVB6 66398 135504 0.35% 0.094%
22 15.145 2077 2084 2094 rBV 2402514 3547517 9.22% 2.463%
23 15.286 2102 2108 2121 rBV 473538 706020 1.83% 0.490%
24 15.386 2121 2125 2130 rVB4 26430 39014 0.10% 0.027%
25 16.898 2376 2382 2391 rBV 2567117 3572874 9.29% 2.480%

26 16.992 2392 2398 2409 rBV2 2501784 3647799 9.48% 2.532%
27 17.821 2534 2539 2547 rBV 236024 379182 0.99% 0.263%
28 19.133 2755 2762 2768 rBV5 137629 318910 0.83% 0.221%
29 19.186 2768 2771 2777 rVB2 32568 53829 0.14% 0.037%
30 19.298 2785 2790 2797 rBV 3324840 4544978 11.81% 3.155%

31 19.886 2887 2890 2896 rVB2 80046 89566 0.23% 0.062%
32 20.756 3034 3038 3044 rBV2 232894 327670 0.85% 0.227%
33 20.845 3049 3053 3060 rBvV 939554 1205130 3.13% 0.837%
34 20.962 3071 3073 3078 rVB5 110428 148189 0.39% 0.103%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample : K5914-15

Misc :

ALS Vial : 21 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
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
SVOA CALIBRATION

35 21.103 3092 3097 3105 rBV 3539626 4409420 11.46% 3.061%

36 21.321 3131 3134 3137 rVB2 117934 122927 0.32% 0.085%
37 21.498 3161 3164 3169 rBVS5 172626 233802 0.61% 0.162%
38 21.703 3195 3199 3207 rBV 1714847 2431374 6.32% 1.688%
39 22.150 3272 3275 3278 rBV 183816 189026 0.49% 0.131%
40 22.192 3278 3282 3287 rBV 1024147 1201482 3.12% 0.834%

41 22.633 3353 3357 3361 rVB 567696 739851 1.92% 0.514%
42 22.680 3362 3365 3373 rVB2 362079 587962 1.53% 0.408%
43 23.109 3432 3438 3444 rBV 2970512 5200481 13.52% 3.610%
44 23.244 3454 3461 3473 rVB 2985962 5977240 15.53% 4.149%
45 23.533 3506 3510 3514 rBVY 450956 748331 1.94% 0.519%

46 26.497 4001 4014 4021 rBV 12396385 38477649 100.00% 26.710%
47 26.574 4021 4027 4037 rVB 3757407 10359344 26.92% 7.191%
48 26.827 4061 4070 4082 rBV2 2745212 9932365 25.81% 6.895%
49 26.974 4086 4095 4115 rVB4 4579719 17128725 44.52% 11.890%
50 28.732 4387 4394 4403 rBV 1087145 3297425 8.57% 2.289%

Sum of corrected areas: 144058603
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM023984.D
1.2e+07

1le+07
8000000
6000000
4000000

2000000 10.25

7.48
6.6753.02 820 g3 a5 989
303 365 465 AR I le.32 ) | .

y\-
L B L e e I B B e B L

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM023984.D

1.2e+07

le+07
8000000
6000000

4000000 19.30

15.15 16509
4.14
2000000 13,5638

N | IR R

Time--> 12.00 12,50 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: BM023984.D

o

26150
1.2e+07

1e+07

8000000

6000000

4000000

28.73
2000000

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.82 2.12 ng/ul 379182 Phenanthrene-d10 16.90
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 99
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 83
Abundance Scan 2539 (17.821 min): BM023984.D (-2534) (-) m/z 73.00 100.00%
7R
435
5000 129
o7 115 213 R U SRR SO
1431571710851 9q | 07 26, 17.60 17.80 18.00 18.20
o} m/z 60.00 82.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 R UL SULN UL IR

17.I60 17.I8O 18.IOO 18.20
m/z 43.05 72.74%

J‘“ 83
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73

213
143 157171185199

:

17.60 17.80 18.00 18.20
5000{ 29 256 m/z 57.10 65 .40%

21
143 157171185199

-

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73 17.60 17.80 18.00 18.20
m/z 55.05 62.60%
43 g
5000 129
29
143157 214
o] T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 Sulfurous acid, pentadecyl ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.84 5.47 ng/ul 1205130 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91
3 Eicosane 282 C20H42 000112-95-8 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 3052 (20.839 min): BM023984.D (-3049) (-) m/z 57.10 100.00%
g7
5000 85
] Llil 141 169 210 239 281 325 357 401 429 2060 2080 21.00 21D
O e B L o B L e m/z 71.05 70.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester
48
71
5000 LR SN B LI S
20,60 20.80 21.00 21.20
97 m/z 43.10 65.54%
oL J | 125 155 18 210
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #185101: 1-Octadecanesulphonyl chloride
57
20.60 20.80 21.00 21.20
5000 85 m/z 85.05 46.01%
29 11
0,J,J,I,‘,Jﬁ;}?{*}?{,I,,,, 8
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57 20.60 20.80 21.00 21.20
m/z 55.05 41.33%
85
5000
o%]JJW@Wmmm
L LU N B R B R |||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—r
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\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.70 11.03 ng/ul 2431370 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3198 (21.698 min): BM023984.D (-3195) (-) m/z 57.10 100.00%

5000

21.40 21.60 21.80 22.00
141 169
o 197 239 281309 341 m/z 71.10 78.84%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane

.

5000 85
l 21.40 21.60 21.80 22.00

m/z 43.10 56.98%

[M3141160 197 225253 205323 367

O A e O

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129495: Hexadecane, 5-butyl-

3
D
w
~
[y

21.40 21.60 21.80 22.00
5000 m/z 85.10 54 _54Y%

126 225
| 155183 | 253280

0...‘,‘....,.‘...,'....,.... I L o o o o

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane EEEE e e S R
21.40 21.60 21.80 22.00

m/z 55.05 22 .92%

5000

.

141169197 225253 296
i I I I I
miz—-> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 4 (DEL) Alkane: Cyclic22.19 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.19 4.02 ng/ul 1201480 Perylene-d12 23.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 99
2 Tetracosvl acetate 396 C26H5202 1000351-78-1 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Tricosvl acetate 382 C25H5002 1000351-77-8 93
5 1-Docosanol, acetate 368 C24H4802 000822-26-4 93
Abundance Scan 3282 (22.192 min): BM023984.D (-3278) (-) m/z 43.10 100.00%

21 80 22.00 22.20 22.40 22.60

43 83
5000 j\u

139
167 207 308
O s 238 267 336 385416 461489 m/z 83.10 79.94Y%

1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174180: Cyclotetracosane

55 83

5000 111 336 I L L N B B B LRI B
21.80 22.00 22.20 22.40 22.60
m/z 97.05 77.66%
29 139
] 1 | 167195222 251279 308
Ottt .,...."....,'..'.-.'.‘.‘..,....,....,....,....,.
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210489: Tetracosyl acetate
43
97
9 21.80 22.00 22.20 22.40 22.60
5000 m/z 57.10 73.55%
125
or15. L il l H53181209236264 308336 381
L L o O ZELIN LA A o e o o o
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol REREREERSEE RS e
57 |97 21.80 22.00 22.20 22.40 22.60
m/z 69.10 64 .38%
5000
125
o 29 l 153181 209236 264 202 320 350378
LA e B e L B A A S o o o o o T T T T
miz—-> 0 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22. 20 22.40 22. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.63 2.48 ng/ul 739851 Perylene-d12 23.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3357 (22.633 min): BM023984.D (-3353) (-) m/z 57.10 100.00%
57
85
5000

22.40 22.60 22.80 23.00

141 169 197 225
01,1! el 522201 282 328344 429 | Tnsz 71.10  85.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
22.40 22.60 22.80 23.00
29 m/z 85.10 55.89%
LT o 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
22.40 22.60 22.80 23.00
5000 g5 m/z 43.10 55.80%
29
oL ] | 112 141 169 197 225 253 281 309 337 365 394
A A A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e BABRE RREEE e s
57 22.40 22.60 22.80 23.00
m/z 55.10 22._.49%
113
o2, ] 1177141 189 197 225 267 205 365 393
— A e BEEEE e e
m/z--> 50 100 150 200 250 300 350 400 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 6 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.53 2.50 ng/ul 748331 Perylene-di12 23.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Furfurvl-N.5-dimethvifurfurvla... 205 C12H15N02 1000245-11-0 27
2 Lonaifolenaldehyde 220 C15H240 019890-84-7 17
3 Morphinan-6.14-diol. 7.8-didehyd... 315 C18H21N0O4 004829-46-3 12
4 1-1sopropenvl-4.5-dimethvlbicvcl... 330 C21H300S 1000195-85-4 10
5 Isophthalic acid, butyl 3,7-dime... 360 C22H3204 1000356-73-8 10
Abundance Scan 3510 (23.533 min): BM023984.D (-3506) (-) m/z 95.10 100.00%

5000

358
401430 461489 549 23.20 23.40 23.60 23.80

0 m/z 43.10 86.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65140: N-Furfuryl-N,5-dimethylfurfurylamine
9%
5000 LA L L L L B LB LB |
23.20 23.40 23.60 23.80
205 m/z 315.25 63.24%
. 15 43 123 1?6
e -t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77531: Longifolenaldehyde
9%
e e PR
23.20 23.40 23.60 23.80
5000 m/z 81.10 53.06%

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #157341: Morphinan-6,14-diol, 7,8-didehydro-4,5-epoxy-3-me... e EREmEmEE T
315 23.20 23.40 23.60 23.80
m/z 109.10 46.07%

5000

GI""I""I""I"“"}'"iIII rrrrprTTTrTTT T T T T T T T T I T T T IR UVABRLUARER

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 20 23. 40 23. 60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 7 2,9-Dimethyl-2,3,4,5,6,7-he... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.50 128.75 ng/ul 38477600 Perylene-d12 23.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.9-Dimethvl-2.3.4.5.6.7-hexahvd... 203 C14H21N 077581-11-4 53
2 Quinolin-8-amine. 5.6-dimethoxv-... 218 C12H14N202 064992-95-6 43
3 2.4-Dichlorophenvl isothiocvanate 203 C7H3CI2NS 006590-96-1 43
4 4-Allvl-5-pvridin-3-vl-2_.4-dihvd... 218 C10H10N4S 1000300-40-5 43
5 2H-1-Benzopyran-2-one, 6-acetyl-... 260 C14H1205 129812-31-3 38
Abundance Scan 4014 (26.497 min): BM023984.D (-4001) (-) m/z 218.20 100.00%
218
5000 109
69 189
a 49 J 09 26.20 26.40 26.60 26.80
257 4 : : : :
0 i g )L, 27286313 355 N, 461 849 75503 50 84.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #63450: 2,9-Dimethyl-2,3,4,5,6,7-hexahydro-1H-2-benzazonine
203
70 98
145
5000
26.20 26.40 26.60 26.80
17 m/z 205.20 67.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75615: Quiné))lin—S—amine, 5,6-dimethoxy-4-methyl-
203
”'P'”I”"P'”{ﬁ¥é
175 26.20 26.40 26.60 26.80
5000 m/z 109.10 47 .92%
0 B ap J
=
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #63521: 2,4-Dichlorophenyl isothiocyanate
26.20 26.40 26.60 26.80
m/z 95.10 43.04%
5000
74 109 145
o 37
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 8 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.57 34.66 ng/ul 10359300 Perylene-di12 23.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dihvdrocoumarin. 4.4.7.8-tet... 204 C13H1602 040614-36-6 30
2 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 27
3 Luminol 177 C8H7N302 000521-31-3 25
4 Dihvdrocoumarin. 4.4.5.7-tetrame... 204 C13H1602 040662-14-4 25
5 2,10,10-Trimethyltricyclo[7.1.1.... 204 C14H200 1000210-81-9 25
Abundance Scan 4026 (26.568 min): BM023984.D (-4021) (-) m/z 177.15 100.00%
177
5000 95
55 S SR S e

33 26.20 26.40 26.60 26.80

m/z 189.20 69.43%

232 283311341 381
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #64130: 3,4-Dihydrocoumarin, 4,4,7,8-tetramethyl-
189
5000
26.20 26.40 26.60 26.80
m/z 204.20 42 .80%
91 119147
41 L .l Al |ll '
Ottt b A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...

189
161
26.20 26.40 26.60 26.80
5000 105 m/z 95.10 39.70%
41 133
69 ll
0,”..ﬂﬂum...“” b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43457: Luminol L L L B L L
177 26.20 26.40 26.60 26.80

m/z 121.10 27 .77%

119
5000 o1
28 6 l 147
L Ll

Ol prd i e e e e L R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26 20 26. 40 26 60 26.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 9 _beta.-Amyrin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.83 33.23 ng/ul 9932370 Perylene-di12 23.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 87
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 59
3 4.4.6a.6b.8a.11.11.14b-Octamethv... 424 C30H480 1000194-62-4 58
4 _.alpha.-Amvrin 426 C30H500 000638-95-9 50
5 _beta.-Amyrin 426 C30H500 000559-70-6 50
Abundance Scan 4071 (26.832 min): BM023984.D (-4061) (-) m/z 218.20 100.00%
218
5000 { :
257 26.60 26.80 27.00 27.20
ol 300 341365 393 426 461 489 m/z 203.15 71.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #221180: .beta.-Amyrin
218
5000
26.60 26.80 27.00 27.20
69 95 189 m/z 95.10 28.68%
43 135161 257 426
ol b i 270 | L] 257 286311337 365303 420
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
41 91 133 26.60 26.80 27.00 27.20
5000 175 m/z 109.10 26.72%
67 \
0 Jw”"ﬂ'"'w"'l”"l'”'l"”l"'w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #220502: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,6a,6...
26.60 26.80 27.00 27.20
m/z 189.10 26.72%
5000
ol 43 273299 327353 381
m/z--> 50 100 150 200 250 300 350 400 450 26.60 26.80 27.00 27.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 10 D:C-Friedoolean-8-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.97 57.31 ng/ul 17128700 Perylene-d12 23.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 91
2 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 47
3 1-Isopropenvl-3-propenvlcvclopen... 150 C11H18 1000192-81-2 45
4 1-1sopropenvl-4.5-dimethvlbicvcl... 330 C21H300S 1000195-85-4 43
5 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 41
Abundance Scan 4094 (2d)6.968 min): BM023984.D (-4086) (-) m/z 205.20 100.00%
95 205
67
3
5000
61 245 414 . ....ﬁﬁ\r/?}:... .
3 273 368a0c 424 26.60 26.80 27.00 27.20
o SHLR05 489 549 | h/7 95.10  85.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220493: D:C-Friedoolean-8-en-3-one
205
257
5000 A AR AR
26 60 26. 80 27. 00 27.20
1214 49 424 m/z 109.10 84 .50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90922: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyltricy ...
205
26.60 26.80 27.00 27.20
5000 m/z 81.10 78.67%
109
81{ 149
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #23964: 1-Isopropenyl-3-propenylcyclopentane T T T T T T T T
67 107 26.60 26.80 27.00 27.20
m/z 93.10 74 .24%
; m
L 35
0 'l"l"l"l""il"" rrrryrTrrTyTT T T T T T T T T T T T T T T T T T AR AR AR A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2660 2680 2700 27.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120319\
Data File : BM023984.D

Aca On : 03 Dec 2019 23:49

Operator :© JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
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 11 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
'28.73  11.03 ng/ul 3297430  Perylene-d12 23.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Dammarane-3.12.25-triol. 20.24-e... 604 C35H5608 078782-15-7 40
2 2H-Pvran-3-ol. tetrahvdro-2.2.6-... 238 C15H2602 022567-36-8 38

3 4-Amino-N"-(2-chloro-6-fluoro-be... 285 C10H9CIFN502 1000294-17-1 38
4 p-Fluoro-L-phenvlalanine. N-dime... 252 C13H17FN202 1000375-82-8 38

5 2-Chloro-6-fluorobenzyl alcohol,... 230 C12H16CIFO 1000378-14-8 37
Abundance Scan 4394 (28.732 min): BM023984.D (-4387) (-) m/z 143.10 100.00%
143
5000 j\\
43 85 IIIIIIIIIIIIIIIIIIIIIII
205
75 245 399 28.40 28.60 28.80 29.00
ol E_‘ 285313 355 443 490 549 m/z 125.10 21.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241165: Dammarane-3,12,25-triol, 20,24-epoxy-, 12-acetate...
143
5000 LA L L L L LB LB |
3 28.40 28.60 28.80 29.00
- m/z 85.10 16.07%
191 381 442
I O e e I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92413: 2H-Pyran-3-ol, tetrahydro-2,2,6-trimethyl-6-(4-met...
143
43 T T T T T
28.40 28.60 28.80 29.00
5000 93 m/z 43.10 15.81%
0 180 220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131557: 4-Amino-N*-(2-chloro-6-fluoro-benzyloxy)-furazan-... AR
143 28.40 28.60 28.80 29.00
m/z 59.10 14.42%
5000
107 285
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28. 40 28 60 28. 80 29.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM120319\
Data File : BM023984.D

Acq On : 03 Dec 2019 23:49

Operator : JU

Sample - K5914-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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]
n-Hexadecanoic acid 17.82 2.1 ng/ul 379182 4 16.90 3572870 20.0
Sulfurous acid, p... 20.84 5.5 ng/ul 1205130 5 21.10 4409420 20.0
(DEL) Alkane: Str... 21.70 11.0 ng/ul 2431370 5 21.10 4409420 20.0
(DEL) Alkane: Cyc... 22.19 4.0 ng/ul 1201480 6 23.24 5977240 20.0
(DEL) Alkane: Str... 22.63 2.5 ng/ul 739851 6 23.24 5977240 20.0
unknown-01 23.53 2.5 ng/ul 748331 6 23.24 5977240 20.0
2,9-Dimethyl-2,3,... 26.50 128.8 ng/ul 38477600 6 23.24 5977240 20.0
unknown-02 26.57 34.7 ng/ul 10359300 6 23.24 5977240 20.0
-beta.-Amyrin 26.83 33.2 ng/ul 9932370 6 23.24 5977240 20.0
D:C-Friedoolean-8... 26.97 57.3 ng/ul 17128700 6 23.24 5977240 20.0
unknown-03 28.73 11.0 ng/ul 3297430 6 23.24 5977240 20.0
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