LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011821\
Data File : BM028447.D

Aca On 19 Jan 2021 05:02

Operator : CG/JU

Sample : M1099-02

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-BMO11621MA.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 3.293 11 18 43 rVB 3316338 5775715 56.64% 22.207%
2 4.699 248 257 276 rBVY 5585806 10196986 100.00% 39.207%
3 5.463 381 387 394 rBV4 6183 11734 0.12% 0.045%
4 5.663 415 421 429 rBV 21212 38406 0.38% 0.148%
5 5.975 467 474 482 rBV 410888 626221 6.14% 2.408%
6 6.046 482 486 492 rVB2 14192 19393 0.19% 0.075%
7 7.234 679 688 702 rBB 189127 329070 3.23% 1.265%
8 7.404 711 717 726 rBV 142894 221288 2.17% 0.851%
9 7.604 745 751 759 rBB 199314 316582 3.10% 1.217%
10 7.687 760 765 769 rBV2 15192 24263 0.24% 0.093%

11 8.081 822 832 838 rBV 138808 221217 2.17% 0.851%
12 8.792 947 953 960 rBV 224076 351053 3.44% 1.350%
13 9.257 1024 1032 1038 rBvV 173797 281293 2.76% 1.082%
14 9.310 1038 1041 1046 rVB 11271 15523 0.15% 0.060%
15 9.981 1149 1155 1164 rBvV 145639 239718 2.35% 0.922%

16 10.522 1240 1247 1255 rBB 224172 359066 3.52% 1.381%

17 10.633 1262 1266 1282 rBV2 5805 16828 0.17% 0.065%
18 10.904 1306 1312 1318 rVV 182183 293555 2.88% 1.129%
19 10.963 1318 1322 1329 rVvVv2 24537 47198 0.46% 0.181%
20 11.039 1329 1335 1344 rVB 204532 335097 3.29% 1.288%
21 12.298 1543 1549 1556 rVB 10492 15023 0.15% 0.058%
22 13.533 1750 1759 1768 rBV2 15599 30278 0.30% 0.116%
23 14.127 1852 1860 1864 rBV 327458 453497 4.45% 1.744%
24 14.169 1864 1867 1874 rVB2 17498 29359 0.29% 0.113%

25 14.416 1902 1909 1916 rBV 386667 568066 5.57% 2.184%

26 14.598 1936 1940 1944 rBV2 9003 10927 0.11% 0.042%
27 14.721 1955 1961 1967 rVB 251501 355996 3.49% 1.369%
28 14.904 1986 1992 2000 rBV 160832 217637 2.13% 0.837%
29 15.545 2095 2101 2105 rVB2 8862 10947 0.11% 0.042%
30 15.704 2122 2128 2135 rBV 469935 659911 6.47% 2.537%

31 15.821 2143 2148 2158 rVB 138601 186123 1.83% 0.716%

32 15.945 2160 2169 2174 rBV2 12444 19115 0.19% 0.073%
33 16.421 2247 2250 2255 rVB 12527 17064 0.17% 0.066%
34 17.233 2384 2388 2393 rVB2 10437 14535 0.14% 0.056%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011821\
Data File : BM028447.D

Aca On 19 Jan 2021 05:02

Operator : CG/JU

Sample : M1099-02

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
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO011621MA_M
SVOA CALIBRATION

35 17.445 2418 2424 2429 rBV 265185 381876 3.74% 1.468%

36 17.492 2429 2432 2435 rVV 8374 11053 0.11% 0.042%
37 17.545 2435 2441 2450 rVvV 491737 675611 6.63% 2.598%
38 18.315 2566 2572 2577 rBV 46810 65141 0.64% 0.250%
39 19.527 2774 2778 2782 rBV 10948 13422 0.13% 0.052%
40 19.574 2782 2786 2791 rBV5 8703 13265 0.13% 0.051%

41 19.809 2820 2826 2836 rBVY 541581 778036 7.63% 2.991%
42 21.268 3070 3074 3082 rVB 177339 216842 2.13% 0.834%
43 21.568 3120 3125 3130 rBVY 335110 411232 4._.03% 1.581%
44 23.738 3487 3494 3501 rVB 398867 750742 7.36% 2.887%
45 23.886 3512 3519 3527 rVB2 196116 382480 3.75% 1.471%

Sum of corrected areas: 26008384
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011821\

BM028447 .D

19 Jan 2021 05:02

CG/JuU

M1099-02

31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3.29

3000000

2000000

1000000
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5.46.66 b.05 7.22.43.60; 8.08 8.79

o

10,52 109na
9.98  "10%

O
Time-->

3.50

400 450 500 550 600 650 700 750 800 850 9.00

9.50

10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000
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TIC: BM028447.D

17.54
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17.28 49
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10337
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Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
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TIC: BM028447.D

23.74

21,2757
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Time-->

21.00 2150 22.00 2250 23.00 2350 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:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011821\
Data File : BM028447.D

Aca On : 19 Jan 2021 05:02

Operator : CG/JU

Sample : M1099-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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 1,4-Oxathiane Concentration Rank 2

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

5.97 56.62 ng/ul 626221 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Oxathiane 104 C4H80S 015980-15-1 94
2 1.4-Oxathiane 104 C4H80S 015980-15-1 91
3 Thietane 74 C3H6S 000287-27-4 43
4 Thietane 74 C3H6S 000287-27-4 43
5 Dihydro-3-(2H)-thiophenone 102 C4H60S 001003-04-9 32

Abundance Scan 473 (5.969 min): BM028447.D (-467) (-) m/z 46.00 100.00%
48.0
5000 61.0 104.0
wo | mO 350 50 ob0 630 Gao
SN S TNSAIIT| S S L S m/z 104.00 42.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4724: 1,4-Oxathiane
48.0
5000 61.0 104.0 RS RN L R

5.60 5.80 6.00 6.20 6.40
m/z 61.00 38.70%

27.0 74.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4722: 1,4-Oxathiane
48.0
B
560 5.80 6.00 6.20 6.40
5000 28.0 m/z 45.00 24 .76%
61.0 104.0
150 ‘ ‘ 74.0
it el B0l ] 860 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #824: Thietane R L R
48.0 560 5.80 6.00 6.20 6.40
m/z 74.00 13.64%
74.0
5000
150 270 379 \M 59.0
i e L B 2 e s A mm s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011821\
Data File : BM028447.D

Aca On : 19 Jan 2021 05:02

Operator : CG/JU

Sample : M1099-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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: Straight-Chai... Concentration Rank 7

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

7.69 2.19 ng/ul 24263 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 47
2 3-Buten-2-ol 72 C4H80 000598-32-3 43
3 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 43
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 38
5 3-Buten-2-ol 72 C4H80 000598-32-3 38

Abundance Scan 766 (7.692 min): BM028447.D (-760) (-) m/z 57.10 100.00%
57.1
43.1
5000
71.1
M 3?-0 7.40 7.60 7.80 8.00
A AN SRS A AL KA AR RAARS AN LARRSRARAS LARAERAAAS SARRSUARRD m/z 43.10 76.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7640: Hexane, 2,4-dimethyl-
43.0
57.0
5000
85.0 7.40 7.60 7.80 8.00
29.0 10 m/z 41.00 43.77%
ol 99.0 114.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #660: 3-Buten-2-ol
43.0 57.0
7.40 7.60 7.80 8.00
m/z 71.10 24 _65%
5000 29.0 o
‘ 71.0
'w'JHMHAHLWNLH“'J““|““|““|““v'“v'“v'HVH'w“'v“w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #73873: Oxalic acid, isobuty! pentyl ester A R e R
43.0 57.0 7.40 7.60 7.80 8.00
m/z 45.00 22.06%
5000 71.0
29.0
Al L 87.0 103.0115.0 131.0 161.0 (\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011821\
Data File : BM028447.D

Aca On : 19 Jan 2021 05:02

Operator : CG/JU

Sample : M1099-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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 5 1,4-Oxathiane, 4-oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.96 3.22 ng/ul 47198 Naphthalene-d8 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Oxathiane. 4-oxide 120 C4H802S 000109-03-5 53
2 1-Propanol. 3-mercapto- 92 C3H80S 019721-22-3 47
3 Methional 104 C4H80S 003268-49-3 30
4 Carbamimidovilsulfanvlacetic acid 134 C3H6N202S 1000302-55-1 12
5 Formic acid 46 CH202 000064-18-6 9
Abundance Scan 1322 (10.963 min): BM028447.D (-1318) (-) m/z 92.00 100.00%
92.0
43.0
5000
77.0
120.0 BRUMARAUVA IR RS
| 104.0 10.60 10.80 11.00 11.20
..,....,....,'!!..' |'...,.!..,...., SRR SN I — m/z 43.00 74.12%
m/z--> 20 30 50 70 80 90 100 110 120 130
Abundance #9205. 1,4-Oxathiane, 4-oxide
92.0
43.0
5000 28.0
770 120.0 10.60 10.80 11.00 11.20
m/z 46.00 52.04%
| | |‘ 104.0
i ..!.il.‘:.. |!III — |I||I ""| 'I..|.!..|....|....|...
m/z--> 40 50 90 100 110 120 130
Abundance #2423. 1- Propanol, 3-mercapto-
31.0 41.0
%8.0 NN AU BN
10.60 10.80 11.00 11.20
5000 o 5O m/z 47.00 47.30%
'W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P"
m/z--> 20 30 60 70 80 90 100 110 120 130
Abundance #4720: Methional R B R
27.0 48.0 10.60 10.80 11.00 11.20
m/z 59.00 42 .88%
5000
61.0 760 104.0
m/z--> 20 30 40 60 70 8 90 100 110 120 130 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011821\
Data File : BM028447.D

Aca On : 19 Jan 2021 05:02

Operator : CG/JU

Sample : M1099-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.32 3.41 ng/ul 65141 Phenanthrene-d10 17.44
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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2573 (18.321 min): BM028447.D (-2566) (-) m/z 43.05 100.00%
43.0 730
>0 129.0 \L‘L\‘/L
97.1 213.2 ) oA b
157.1 185.1 256.2 18.00 18.20 18.40 18.60
281.0 m/z 73.00 88.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T T T T T T T T T T T

T T T T
18.00 18.20 18.40 18.60

83.0 0
J‘“ 1570 1850 2130 2560 m/z 60.00 84.82%
|
RERRRERIEAS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 730
IIIIIIIIIIIIIIIIIIIIIAII
18.00 18.20 18.40 18.60
5000 256.0 m/z 41.10 78.67%
213.0
Il it
‘ il
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid e o B
43.0 730 18.00 18.20 18.40 18.60
m/z 57.05 73.39%
B 1 J\MJL/\A
50 || Lﬁ
S ERRRR R RaS R R EEEERREEEE RS SR

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011821\
Data File : BM028447.D

Aca On : 19 Jan 2021 05:02

Operator : CG/JU

Sample : M1099-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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 (DEL) Alkane: Cyclic21.27 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.27 10.55 ng/ul 216842 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 97
2 1-Docosene 308 C22H44 001599-67-3 95
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
Abundance Scan 3074 (21.268 min): BM028447.D (-3070) (-) m/z 43.10 100.00%
431
83.0
5000
111.1
P
139.1 207.0 21.00 21.20 21.40 21.60
— L k%iges1 2070 ae79 477 57.10  96.98%
m/z--> 50 100 150 200 250 300
Abundance #127768: Cycloeicosane
540
83.0
5000 AR IR R
29.0 0 21/00 21.20 21.40 21.60
111 m/z 55.10 96.52%
| |139016801960224025202800
m/z--> 50 100 150 200 250 300 '
Abundance #151538: 1-Docosene
550
97.0 21,00 21.20 21,40 21.60
5000 m/z 83.05 77.58%
29.0
{ ‘ 125.0
\‘W | | | 4 | 15301810 308.0
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester L B B AN B
571.0 g3 21.00 21.20 21.40 21.60
m/z 69.05 71.65%
5000 111.0
280 ’ 168.0196.0
.‘L d |m-|f | -‘h JH4P? A A0 3420 .
m/z--> 50 100 150 200 250 300 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011821\
Data File : BM028447.D

Acq On 19 Jan 2021 05:02

Operator : CG/JU

Sample : M1099-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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]
1,4-Oxathiane 5.97 56.6 ng/ul 626221 1 8.08 221217 20.0
(DEL) Alkane: Str... 7.69 2.2 ng/ul 24263 1 8.08 221217 20.0
1,4-Oxathiane, 4-... 10.96 3.2 ng/ul 47198 2 10.90 293555 20.0
n-Hexadecanoic acid 18.32 3.4 ng/ul 65141 4 17.44 381876 20.0
(DEL) Alkane: Cyc... 21.27 10.6 ng/ul 216842 5 21.57 411232 20.0
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