LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM102919\
Data File : BM023438.D

Aca On : 29 Oct 2019 12:21

Operator :© JU

Sample = K5423-05

Misc :

ALS Vial : 7 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-BM102319MA.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 3.152 25 28 32 rBv 104979 127661 1.23% 0.128%
2 5.199 371 376 382 rVB 110636 156631 1.50% 0.157%
3 6.804 643 649 657 rBV 418544 676167 6.49% 0.680%
4 6.963 670 676 690 rVB 1137407 1863462 17.89% 1.874%
5 7.163 703 710 719 rBVY 1356343 2170301 20.83% 2.182%
6 7.622 781 788 798 rVB 1450290 2288618 21.97% 2.301%
7 8.334 903 909 920 rBVY 1093960 1744736 16.75% 1.754%
8 8.775 977 984 995 rVB 1435179 2428146 23.31% 2.441%
9 9.492 1097 1106 1114 rBV 1192425 1970033 18.91% 1.981%
10 9.722 1136 1145 1151 rBV5S 29728 59168 0.57% 0.059%

11 10.034 1190 1198 1210 rBV 1692443 2933492 28.16% 2.950%
12 10.404 1253 1261 1271 rVB 1917344 3228147 30.99% 3.246%

13 10.545 1281 1285 1290 rBV6 8783 16439 0.16% 0.017%
14 10.645 1298 1302 1308 rVBS8 5508 11904 0.11% 0.012%
15 10.798 1326 1328 1335 rVB5 10223 12594 0.12% 0.013%
16 10.975 1353 1358 1364 rBV3 17296 32016 0.31% 0.032%

17 11.051 1364 1371 1379 rVV 90531 173065 1.66% 0.174%
18 11.681 1472 1478 1485 rBV 627763 969182 9.30% 0.975%

19 11.745 1485 1489 1495 rVvv3 26836 45502 0.44% 0.046%
20 11.792 1495 1497 1504 rVB7 5987 10968 0.11% 0.011%
21 11.875 1508 1511 1517 rVvv4 16703 27239 0.26% 0.027%
22 11.945 1517 1523 1525 rVV6 5970 12359 0.12% 0.012%
23 11.998 1528 1532 1540 rBV2 33758 57808 0.55% 0.058%
24 12.575 1624 1630 1637 rVB 280804 413394 3.97% 0.416%
25 12.651 1637 1643 1647 rBV2 38278 57643 0.55% 0.058%
26 12.686 1647 1649 1655 rVB3 11531 16245 0.16% 0.016%
27 12.816 1665 1671 1679 rBV 76233 113105 1.09% 0.114%
28 13.186 1729 1734 1739 rVB6 19237 27490 0.26% 0.028%
29 13.333 1756 1759 1764 rBV6 5629 10449 0.10% 0.011%
30 13.445 1773 1778 1788 rBV10 23763 45195 0.43% 0.045%
31 13.539 1788 1794 1797 rVV6 9489 20203 0.19% 0.020%

32 13.592 1797 1803 1809 rVvVv 100004 170569 1.64% 0.172%
33 13.686 1813 1819 1834 rVV 3353732 4945730 47.47% 4_.973%
34 13.839 1838 1845 1851 rVB3 80642 128449 1.23% 0.129%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM102919\
Data File : BM023438.D

Aca On : 29 Oct 2019 12:21

Operator :© JU

Sample = K5423-05

Misc :

ALS Vial : 7 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-BM102319MA_M
SVOA CALIBRATION

35 13.963 1857 1866 1876 rBV 3829169 5774251 55.43% 5.806%

36 14.033 1876 1878 1883 rVB5 10636 15313 0.15% 0.015%
37 14.275 1910 1919 1926 rBV2 2787854 4368588 41.93% 4 _.393%
38 14.369 1929 1935 1941 rVV 77403 117456 1.13% 0.118%
39 14.492 1946 1956 1965 rBV 267726 560823 5.38% 0.564%

40 14.592 1970 1973 1984 rVV6 24872 73539 0.71% 0.074%
41 14.698 1988 1991 1997 rVBS8 17249 32235 0.31% 0.032%
42 14.810 2006 2010 2016 rVB5 41523 60413 0.58% 0.061%
43 14.974 2029 2038 2043 rBV5 44962 125801 1.21% 0.126%
44 15.033 2044 2048 2054 rVvVv 69301 99241 0.95% 0.100%

45 15.110 2054 2061 2066 rVB 97764 155136 1.49% 0.156%

46 15.269 2081 2088 2103 rBV 5211196 7465238 71.66% 7.506%
47 15.398 2103 2110 2122 rVV 1422250 2130075 20.45% 2.142%

48 15.510 2125 2129 2134 rVB2 69862 98048 0.94% 0.099%
49 15.604 2139 2145 2149 rBV 466279 597505 5.74% 0.601%
50 15.639 2149 2151 2158 rVB4 38821 67093 0.64% 0.067%
51 15.727 2163 2166 2169 rVB5 14911 18158 0.17% 0.018%
52 15.886 2189 2193 2200 rVBS8 25850 40678 0.39% 0.041%
53 16.057 2217 2222 2226 rBV5 19584 31177 0.30% 0.031%
54 16.180 2237 2243 2246 rBV7 5481 10937 0.10% 0.011%
55 16.633 2314 2320 2325 rBV 100024 138021 1.32% 0.139%
56 16.698 2329 2331 2335 rVB4 9834 11740 0.11% 0.012%
57 16.798 2345 2348 2352 rBV2 12678 21626 0.21% 0.022%
58 16.904 2363 2366 2371 rVB3 39068 48085 0.46% 0.048%

59 17.021 2376 2386 2395 rVV 3382901 4964882 47.66% 4.992%
60 17.115 2395 2402 2413 rVV2 5879283 8694848 83.46% 8.743%

61 17.221 2417 2420 2424 rVV6 17296 28080 0.27% 0.028%
62 17.268 2424 2428 2431 rVV6 13572 24763 0.24% 0.025%
63 17.304 2431 2434 2441 rVB4 24873 38751 0.37% 0.039%
64 17.404 2447 2451 2457 rBV6 22244 44855 0.43% 0.045%
65 17.510 2464 2469 2473 rBV5 21588 39766 0.38% 0.040%
66 17.639 2489 2491 2493 rVB3 13386 11651 0.11% 0.012%

67 17.704 2496 2502 2513 rVV 2489523 3202245 30.74% 3.220%
68 17.827 2519 2523 2527 rVB 101409 121166 1.16% 0.122%
69 17.874 2527 2531 2532 rBV3 34090 40121 0.39% 0.040%
70 17.939 2538 2542 2546 rBV5 52291 72275 0.69% 0.073%

71 18.027 2550 2557 2561 rBV2 110863 173566 1.67% 0.175%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM102919\
Data File : BM023438.D

Aca On : 29 Oct 2019 12:21

Operator :© JU

Sample = K5423-05

Misc :

ALS Vial : 7 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-BM102319MA_.M
Title = SVOA CALIBRATION

72 18.145 2573 2577 2579 rBV3 43716 55472 0.53% 0.056%
73 18.180 2579 2583 2589 rVV2 146690 195173 1.87% 0.196%
74 18.451 2625 2629 2634 rVB5 27588 36774 0.35% 0.037%

75 18.515 2635 2640 2645 rBV 362911 479869 4.61% 0.483%

76 19.051 2727 2731 2738 rBV 69072 103729 1.00% 0.104%
77 19.227 2758 2761 2765 rBV5 30897 44198 0.42% 0.044%
78 19.304 2770 2774 2782 rVV 65434 124611 1.20% 0.125%
79 19.421 2787 2794 2801 rVV 7098675 10080918 96.76% 10.136%
80 21.215 3094 3099 3107 rBV 4434067 5611494 53.86% 5.642%

81 23.268 3442 3448 3455 rBV 5751577 10418107 100.00% 10.475%
82 23.409 3466 3472 3480 rVB 3235303 5821422 55.88% 5.853%

Sum of corrected areas: 99454023
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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\BM102919\

BM023438.D

29 Oct 2019 12:21

Ju

K5423-05

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102919\
Data File : BM023438.D

Aca On : 29 Oct 2019 12:21

Operator :© JU

Sample = K5423-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_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 Thiophene, 2-(1,1-dimethyle... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.68  6.00 ng/ul 969182  Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Thiophene. 2-(1.1-dimethvlethvl)- 140 C8H12S

2 2-Pvrazoline. 1-isopropvl-3.4-di... 140 C8H16N2

001689-78-7 59
017911-98-7 59
013679-74-8 59
000542-02-9 47
001689-79-8 45

m/z 125.10 100.00%

|

11. 40 11. 60 11. 80 12. 00

m/z 57.10 42 _47%

|

11. 40 11. 60 11. 80 12. 00

3 2-Acetvl-5-methvithiophene 140 C7H80S
4 2.4-Diamino-6-methvl-1.3.5-triazine 125 C4H7N5
5 Thiophene, 3-(1,1-dimethylethyl)- 140 C8H12S
Abundance Scan 1478 (11.681 min): BM023438.D (-1472) (-)
5000 57
41 140
0 N 69 82 97 111 | | 150 1?5 180
e B e e B e A I e L L S e A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18555: Thiophene, 2-(1,1-dimethylethyl)-
135
5000
41 140
o2 51 6574 & % 109
o o S A e o S
m/z--> 20 40 60 80 100 120 140 160 180

m/z 41.05 26 .66%

L

11.40 11.60 11.80 12.00

m/z 140.10 22.07%

2\
LI B B L

11.40 11.60 11.80 12.00

Abundance #18582: 2-Pyrazoline, 1-isopropyl-3,4-dimethyl-
125
5000
42
83 140
¥ “ SF 68 9 \
ool 2 A o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18391: 2-Acetyl-5-methylthiophene
125
5000
53 140
L2 B 69 e Y o |
e e e e e .
m/z--> 20 40 60 80 100 120 140 160 180

m/z 43.00 9.87%

-

11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102919\
Data File : BM023438.D

Aca On : 29 Oct 2019 12:21

Operator :© JU

Sample = K5423-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.60 2.74 ng/ul 597505 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 78
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 56
4 Triethvl citrate 276 C12H2007 000077-93-0 50
5 Triethyl citrate 276 C12H2007 000077-93-0 50
Abundance Scan 2144 (15.598 min): BM023438.D (-2139) (-) m/z 157.00 100.00%
157
5000 115
4 87 129 203 15.20 15.40 15.60 15.80 16.00
69 : : : : :
Obrrrprrrr et o b L S L 188 207282 /7 7115.00 39.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157
5000 29 LRI R B SN B
115 15.20 15.40 15.60 15.80 16.00
43 203 m/z 43.10 16.90%
oL 15 | 69 8701 | 129943 | 185 | 21 om
m/z--> ﬁo 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
15.20 15.40 15.60 15.80 16.00
5000 43 115 m/z 111.00 9.47%
133
M 70 B P . o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #159225: O-Acetylcitric acid triethyl ester it P e
157 15.20 15.40 15.60 15.80 16.00
43 m/z 203.00 8.74%
5000 203
29
115 139
oL | | 698101, 1 | 1§5 | 231245259273
m/z--> ﬁo 40 60 éo 100 150 140 160 180 200 220 240 260 280 1520 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102919\
Data File : BM023438.D

Aca On : 29 Oct 2019 12:21

Operator :© JU

Sample = K5423-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.70 12.90 ng/ul 3202250 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 99
2 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 97
3 2.5-Cvclohexadien-1-one. 2.6-bis... 232 C16H240 006738-27-8 83
4 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 49
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 46

Abundance Scan 2501 (17.698 min): BM023438.D (-2496) (-) m/z 57.05 100.00%

57 205

5000

17.40 17.60 17.80 18.00

0 m/z 205.10 85.94%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 LI N N N I I B

17.40 17.60 17.80 18.00
m/z 55.05 52.30%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...

57
17.40 17.60 17.80 18.00
5000 m/z 217.20 51.96%
205
3 91 175

. 7 109 135 5 232 261578
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #87768: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethylethyl... R R e R ma

17.40 17.60 17.80 18.00
m/z 41.05  48.64%

5000

57
91 115133 157

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM102919\
Data File : BM023438.D

Acq On : 29 Oct 2019 12:21

Operator : JU

Sample - K5423-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_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]
Thiophene, 2-(1,1... 11.68 6.0 ng/ul 969182 2 10.40 3228150 20.0
Triethyl citrate 15.60 2.7 ng/ul 597505 3 14.27 4368590 20.0
7,9-Di-tert-butyl... 17.70 12.9 ng/ul 3202250 4 17.02 4964880 20.0
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