LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BN0O05811.D

Acq On : 20 May 2019 22:03

Operator : JU/SJ

Sample : K2814-02 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_N\METHODS\SOM-EPA-BNO51819MA_M
Title : SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

7.575 774 780 802 rvVB 346233 664624 35.67% 6.295%

1

2 9.722 1140 1145 1152 rBV4 32016 85343 4._.58% 0.808%
3 10.334 1242 1249 1261 rBV 501846 948687 50.91% 8.986%
4 12.392 1597 1599 1603 rBV2 1549 2320 0.12% 0.022%
5 12.445 1606 1608 1611 rBV 1379 1925 0.10% 0.018%
6 12.516 1614 1620 1630 rBV6 21934 66885 3.59% 0.634%
7 12.675 1645 1647 1650 rBV2 2322 2443 0.13% 0.023%
8 12.745 1657 1659 1661 rBV2 2120 2330 0.13% 0.022%
9 12.810 1667 1670 1679 rVB3 5983 10280 0.55% 0.097%
10 13.034 1706 1708 1712 rVB4 5225 6805 0.37% 0.064%
11 13.439 1774 1777 1779 rBV2 1884 2187 0.12% 0.021%
12 13.639 1806 1811 1815 rBV 11415 17345 0.93% 0.164%
13 13.687 1815 1819 1823 rVB3 6559 10789 0.58% 0.102%
14 13.904 1850 1856 1863 rBV2 16170 24756 1.33% 0.234%
15 14.051 1879 1881 1885 rVB2 2607 2826 0.15% 0.027%
16 14.098 1885 1889 1891 rBV2 1775 1972 0.11% 0.019%
17 14.116 1891 1892 1896 rVB2 2287 2355 0.13% 0.022%
18 14.210 1902 1908 1924 rVB2 882458 1425790 76.51% 13.505%
19 14.516 1956 1960 1964 rVB2 9355 13396 0.72% 0.127%
20 14.616 1974 1977 1981 rVB3 8451 10827 0.58% 0.103%
21 14.669 1981 1986 2007 rBV 216632 453960 24.36% 4 _300%
22 14.816 2007 2011 2019 rVv2 19316 33653 1.81% 0.319%
23 14.875 2019 2021 2024 rVB4 2448 2877 0.15% 0.027%
24 15.022 2042 2046 2051 rBv4 14571 25433 1.36% 0.241%
25 15.122 2059 2063 2064 rBV3 3100 4042 0.22% 0.038%
26 15.169 2064 2071 2076 rVv2 28162 55162 2.96% 0.522%
27 15.222 2076 2080 2088 rVV3 24154 45161 2.42% 0.428%
28 15.286 2090 2091 2096 rVB3 3633 3022 0.16% 0.029%
29 15.392 2103 2109 2111 rBV 19241 24658 1.32% 0.234%
30 15.422 2111 2114 2118 rVB 36753 47816 2.57% 0.453%
31 15.528 2128 2132 2139 rVB 37168 48531 2.60% 0.460%
32 15.733 2161 2167 2170 rBV 47150 57824 3.10% 0.548%
33 15.763 2170 2172 2176 rVB4 3556 4519 0.24% 0.043%
34 15.886 2190 2193 2196 rVB4 4138 3990 0.21% 0.038%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BN0O05811.D

Acq On : 20 May 2019 22:03

Operator : JU/SJ

Sample : K2814-02 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_N\METHODS\SOM-EPA-BNO51819MA_M
Title = SVOA CALIBRATION

35 15.951 2200 2204 2209 rBV6 4910 7024 0.38% 0.067%
36 16.010 2212 2214 2217 rVB2 3341 3019 0.16% 0.029%
37 16.063 2217 2223 2226 rBV 66973 85392 4._.58% 0.809%
38 16.133 2232 2235 2237 rBV4 1885 2219 0.12% 0.021%
39 16.222 2245 2250 2253 rBV2 46806 71630 3.84% 0.678%
40 16.257 2253 2256 2264 rVB 54389 68623 3.68% 0.650%
41 16.369 2270 2275 2279 rBV 43685 55320 2.97% 0.524%
42 16.410 2279 2282 2288 rVB5 9834 19389 1.04% 0.184%
43 16.569 2302 2309 2312 rBVY 54581 69831 3.75% 0.661%
44 16.592 2312 2313 2318 rVB2 4302 5845 0.31% 0.055%
45 16.651 2318 2323 2324 rVB4 2762 2706 0.15% 0.026%
46 16.745 2335 2339 2340 rBV2 3398 4069 0.22% 0.039%
47 16.763 2340 2342 2347 rVB3 6789 6529 0.35% 0.062%

48 16.880 2357 2362 2372 rBV2 85034 148967 7.99% 1.411%
49 16.975 2372 2378 2387 rVV2 1235981 1863429 100.00% 17.650%

50 17.080 2391 2396 2402 rVB3 26664 44470 2.39% 0.421%
51 17.151 2405 2408 2409 rBV3 2911 3056 0.16% 0.029%
52 17.251 2422 2425 2426 rBV3 1923 2068 0.11% 0.020%
53 17.339 2434 2440 2445 rBV7 4586 9921 0.53% 0.094%
54 17.375 2445 2446 2450 rVB4 2996 2083 0.11% 0.020%
55 17.475 2459 2463 2468 rVB5 4014 6725 0.36% 0.064%
56 17.516 2468 2470 2471 rBV2 4785 3553 0.19% 0.034%
57 17.645 2487 2492 2497 rVB4 8256 13207 0.71% 0.125%
58 17.745 2505 2509 2510 rBv4 2850 3671 0.20% 0.035%
59 17.780 2510 2515 2517 rBV3 11543 17848 0.96% 0.169%
60 17.869 2527 2530 2531 rBV3 6488 5762 0.31% 0.055%
61 17.892 2531 2534 2539 rVV6 18542 37006 1.99% 0.351%
62 17.957 2541 2545 2546 rVVv4 5382 6325 0.34% 0.060%
63 18.063 2559 2563 2567 rBV5 12833 24918 1.34% 0.236%
64 18.145 2575 2577 2578 rBV2 4617 2958 0.16% 0.028%
65 18.175 2580 2582 2583 rVB2 5519 2512 0.13% 0.024%
66 18.245 2590 2594 2598 rBVS8 12206 14547 0.78% 0.138%
67 18.410 2617 2622 2629 rBV 131754 234456 12.58% 2.221%
68 19.057 2730 2732 2733 rBV2 14546 9116 0.49% 0.086%
69 19.198 2753 2756 2757 rBV3 25061 27173 1.46% 0.257%
70 19.398 2786 2790 2794 rBV 31190 52699 2.83% 0.499%

71 21.210 3093 3098 3105 rBV 1246585 1692085 90.80% 16.027%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BN0O05811.D

Acq On : 20 May 2019 22:03

Operator : JU/SJ

Sample : K2814-02 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_M
SVOA CALIBRATION

72 23.415 3469 3473 3486 rVB 909254 1813161 97.30% 17.174%

Sum of corrected areas: 10557845
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BN0O05811.D

Acq On : 20 May 2019 22:03

Operator : JU/SJ

Sample : K2814-02 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_M
SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BN005811.D
1500000
1000000
10.33
500000 758
R — A_ 9.72
J A,
O L o o e L I o L B e o B L e LA B A B o e e o i e B
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 1000 1050 11.00 11.50
Abundance TIC: BN005811.D
1500000
16.97
1000000 14.21
500000
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: BN0O05811.D
21121
23.42
1500000
1000000
500000
O L e o T L o o o L o LA A o o e N LA e s o o o o B
Time--> 21.00 2150 22.00 2250 23.00 23,50 24.00 24.50 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\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BN0O05811.D

Acq On : 20 May 2019 22:03

Operator : JU/SJ

Sample : K2814-02 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O51819MA_M
Quant Title : 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 3-Hydroxymethyl-piperazine-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.52 ng/ul 234456 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hydroxymethyl-piperazine-2,5-d... 144 C5H8N203 126766-09-4 53
2 1-Butanamine, 2-ethyl-N-(2-ethyl... 185 C12H27N 054774-85-5 50
3 Oxazolidine, 2,2-diethyl-3-methyl- 143 C8H17NO 161500-43-2 50
4 1H-1,2,4-Triazole, 3-nitro- 114 C2H2N402 024807-55-4 47
5 (E,S)-2-Hexenoic acid, 4-amino-5... 157 C8H15NO2 1000163-78-4 42
Abundance Scan 2622 (18.410 min): BN0O05811.D (-2617) (-) m/z 114.00 100.00%
114
5000 /\Vvﬂ«ﬁ,*wmvﬁ-
1 1065 % | g 226 18.00 18.20 18.40 18.60 18.80
o 168182 210 253268 289 n/z  99.00 18 _30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19698: 3-Hydroxymethyl-piperazine-2,5-dione
4

[

v A
TT T T[T T I T[T T T T[T T T T TT

18.00 18.20 18.40 18.I60 18!80
m/z 112.00  14.91%

5000

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
114
T
18.00 18.20 18.40 18.60 18.80
5000 43 m/z 70.00 12.90%
29
o 14 58 85 14215g 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19524: Oxazolidine, 2,2-diethyl-3-methyl-
114 18.00 18.20 18.40 18.60 18.80
m/z 41.00 12.40%
5000 58
29
0 4 98 143
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BN0O05811.D

Acq On : 20 May 2019 22:03

Operator : JU/SJ

Sample : K2814-02 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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]

3-Hydroxymethyl-p... 18.41 2.5 ng/ul 234456 4 16.97 1863430 20.0
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