LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012915\
Data File : BM0O00400.D

Acq On : 29 Jan 2015 23:42

Operator : TP/1Z

Sample : G1134-19RX

Misc :

ALS Vial : 37 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:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM012915.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
1 2.881 28 33 42 rBvY 593917 1053932 22.41% 2.180%
2 2.957 42 46 62 rvB 615160 866423 18.42% 1.792%
3 3.193 82 86 94 rBV3 66708 117866 2.51% 0.244%
4 3.252 94 96 101 rVvVB3 18694 23819 0.51% 0.049%
5 3.363 111 115 121 rVB7 5799 8675 0.18% 0.018%
6 3.799 187 189 193 rBV3 4812 8233 0.18% 0.017%
7 3.963 212 217 220 rBV5 6950 11278 0.24% 0.023%
8 4.169 250 252 256 rVvB5 4074 6233 0.13% 0.013%
9 4.487 299 306 318 rvB 1303818 2025058 43.06% 4.188%
10 4.740 346 349 353 rBv4 3531 5043 0.11% 0.010%

11 4.875 367 372 378 rVB 74013 101225 2.15% 0.209%
12 5.975 5563 559 567 rBv2 75230 143879 3.06% 0.298%
13 6.751 690 691 696 rVB3 4814 5277 0.11% 0.011%
14 6.804 696 700 701 rBV3 4217 5148 0.11% 0.011%
15 6.916 713 719 726 rBV 169294 268669 5.71% 0.556%

16 7.087 741 748 756 rBV 453996 683228 14.53% 1.413%
17 7.287 775 782 791 rvV 548196 881063 18.73% 1.822%
18 7.375 793 797 804 rvB2 33918 52357 1.11% 0.108%
19 7.539 821 825 830 rVB5 8265 12942 0.28% 0.027%
20 7.751 855 861 870 rvB 580099 944846 20.09% 1.954%

21 8.457 974 981 988 rBV 454744 730756 15.54% 1.511%
22 8.516 989 991 996 rvv4 5046 8347 0.18% 0.017%
23 8.575 996 1001 1005 rVB6 4390 8046 0.17% 0.017%
24 8.910 1051 1058 1065 rBV 705534 1125577 23.93% 2.328%
25 9.628 1171 1180 1193 rBV 589751 1006240 21.40% 2.081%

26 10.163 1264 1271 1279 rBV 875512 1418239 30.16% 2.933%
27 10.545 1329 1336 1344 rVB 819278 1369146 29.11% 2.831%

28 10.751 1369 1371 1377 rVB5 6668 9808 0.21% 0.020%
29 11.439 1482 1488 1499 rBV3 61168 137822 2.93% 0.285%
30 12.133 1603 1606 1611 rBV3 13867 21269 0.45% 0.044%
31 12.692 1694 1701 1706 rBV6 13190 20617 0.44% 0.043%
32 13.810 1885 1891 1901 rBV 1928363 2682290 57.04% 5.547%
33 14.016 1922 1926 1928 rVVv4 4528 5881 0.13% 0.012%
34 14.045 1928 1931 1932 rVV 6255 6119 0.13% 0.013%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012915\
Data File : BM0O00400.D

Acq On : 29 Jan 2015 23:42

Operator : TP/1Z

Sample : G1134-19RX

Misc :

ALS Vial : 37 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
Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM012915.M
SVOA CALIBRATION

35 14.092 1932 1939 1948 rVB 1962898 2838924 60.37% 5.871%

36 14.233 1961 1963 1968 rVB4 5999 6310 0.13% 0.013%
37 14.404 1985 1992 2000 rBV 1856740 2649050 56.33% 5.478%
38 14.592 2018 2024 2033 rBV2 173870 268703 5.71% 0.556%
39 14.815 2058 2062 2066 rBV3 8566 11050 0.23% 0.023%
40 14.863 2066 2070 2073 rBV3 8223 12151 0.26% 0.025%

41 15.398 2154 2161 2168 rBV 2441922 3617950 76.93% 7.482%
42 15.510 2174 2180 2191 rBV 936802 1294314 27.52% 2.677%

43 15.633 2197 2201 2205 rBV3 23684 30557 0.65% 0.063%
44 16.092 2277 2279 2283 rBV3 6164 7971 0.17% 0.016%
45 16.180 2289 2294 2298 rBV5 4241 8946 0.19% 0.019%
46 16.345 2319 2322 2328 rVB5 5667 8681 0.18% 0.018%
47 16.557 2355 2358 2363 rVB2 3831 5182 0.11% 0.011%
48 16.745 2386 2390 2393 rBV2 10662 12566 0.27% 0.026%
49 16.933 2418 2422 2427 rBV5 7879 11884 0.25% 0.025%
50 17.098 2447 2450 2452 rBV2 7023 7134 0.15% 0.015%

51 17.145 2452 2458 2467 rVV2 1838051 2602782 55.34% 5.383%
52 17.245 2469 2475 2487 rVV 3015337 4128092 87.78% 8.537%

53 17.533 2521 2524 2526 rBV3 5054 4880 0.10% 0.010%
54 17.815 2567 2572 2577 rBV2 492822 582521 12.39% 1.205%
55 17.874 2577 2582 2586 rVB2 67743 90672 1.93% 0.188%
56 18.039 2606 2610 2613 rBV5 22878 29346 0.62% 0.061%
57 18.139 2622 2627 2632 rVB7 7651 13911 0.30% 0.029%
58 18.251 2641 2646 2649 rBV2 22131 32286 0.69% 0.067%
59 19.174 2799 2803 2814 rBV 29399 44720 0.95% 0.092%
60 19.321 2824 2828 2834 rBV6 24660 35156 0.75% 0.073%
61 19.433 2843 2847 2851 rBV 23941 28999 0.62% 0.060%
62 19.474 2851 2854 2857 rVB5 4223 5032 0.11% 0.010%
63 19.545 2859 2866 2873 rBV 3583012 4702866 100.00% 9.725%
64 19.774 2901 2905 2910 rBV4 11604 20769 0.44% 0.043%
65 20.521 3028 3032 3033 rBV3 7634 9079 0.19% 0.019%
66 20.692 3058 3061 3063 rBv4 6893 7483 0.16% 0.015%
67 20.709 3063 3064 3067 rVB3 6832 6060 0.13% 0.013%
68 20.739 3067 3069 3072 rBv4 7875 8401 0.18% 0.017%
69 21.021 3116 3117 3119 rBV2 5901 5578 0.12% 0.012%
70 21.133 3133 3136 3140 rVB4 22017 28280 0.60% 0.058%
71 21.250 3153 3156 3160 rVB4 21373 25647 0.55% 0.053%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012915\
Data File : BM0O00400.D

Acq On : 29 Jan 2015 23:42

Operator : TP/1Z

Sample : G1134-19RX

Misc :

ALS Vial : 37 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:\HPCHEM1I\BNA_M\METHODS\SOMO01.2-EPA-BM012915.M

Title = SVOA CALIBRATION

72 21.339 3165 3171 3179 rBV 2250588 3003070 63.86% 6.210%
73 21.439 3185 3188 3190 rBV3 11062 12066 0.26% 0.025%
74 21.480 3193 3195 3196 rVv2 9350 4770 0.10% 0.010%
75 22.380 3346 3348 3351 rVB4 21768 16552 0.35% 0.034%

76 23.450 3522 3530 3544 rVvv2 2008038 3840602 81.67% 7.942%
77 23.591 3547 3554 3565 rVB2 1242731 2429116 51.65% 5.023%

78 24.450 3696 3700 3705 rBV7 35385 61577 1.31% 0.127%
79 26.303 4013 4015 4017 rBvV3 14569 9290 0.20% 0.019%
Sum of corrected areas: 48356327
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012915\
Data File : BM0O00400.D

Acq On : 29 Jan 2015 23:42

Operator : TP/1Z

Sample : G1134-19RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM012915.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM000400.D
3500000

3000000
2500000
2000000
1500000 4.49

1000000 10.16 10,55
22886 0§29 775 891 9.63

500000 A" 7 8.46
6.9
3886 3.999a.17 || 4./487 5,97 esmjt}\(.ﬁm %7 1075 1144

L e R —— L SIEERERR LSS | I Lo Y

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM000400.D
3500000 19,54

17.24

3000000
2500000 15.40
2000000 13.844.09, 44 17.14
1500000
1000000 5.51

500000 17.82

14.59
12.13  12.69 A28 )\ 1836 5.63 16.69R346.56.760810 17.53fas05 19 9.77

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM000400.D
3500000

3000000

2500000 21.34

23.45
2000000

1500000 b3.50
1000000

500000
Mﬁ@;&fim 22.38 24.45 26.30

e e —

Time--> 21.00 2150 22.00 2250 23.00 2350 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:\HPCHEM1\BNA_M\DATA\BM012915\
Data File : BM0O00400.D

Acq On : 29 Jan 2015 23:42

Operator : TP/1Z

Sample : G1134-19RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM012915 .M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.96 18.34 ng/ul 866423 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 40
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 36

Abundance Scan 46 (2.957 min): BM000400.D (-42) (-) m/z 73.05 100.00%
7B
43
5000 55
87
—_—— e ——————
280 3.00 320 3.40
SN N VS| "N NN R R m/z 43.10 57.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 S S N
43 280 3.00 320 3.40
55 87 m/z 55.10 40.52%
29
M‘ \‘\ ‘ L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
280 300 320 3.40
5000 55 m/z 87.10 30.49%
43
87
27
"'w""|“"|"'w'"}P%"|"”|""w"'|'“'|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8156: 3-Pentanol, 2,4-dimethyl- T
73 280 3.00 320 3.40
m/z 41.10 17 .64%
5000 a3 99
27
s , 85 99 114
m/z--> 20 40 60 80 100 120 140 160 180 200 280 300 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012915\
Data File : BM0O00400.D

Acq On : 29 Jan 2015 23:42

Operator : TP/1Z

Sample : G1134-19RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM012915 .M
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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._.87 2.14 ng/ul 101225 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 371 (4.869 min): BM000400.D (-367) (-) m/z 43.05 100.00%
43
5000 59
101
4.60 4.80 5.00 5.20
ey B3 488191 208 ns5 5910 48.46Y%
m/z--> 20 40 60 80 100 120 140 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LA U UL A
59 460 480 500 520
m/z 58.10 15.57%
15 4 101
83
A e e RN A SRR R na R
m/z--> 20 40 60 80 100 120 140 180 200
Abundance
43
4.60 4.80 5.00 5.20
5000 59 m/z 101.10 12.92%
31 g3 101
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #7949: 2-Pentanone, 4-hydroxy-4-methyl- R e e
43 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000
58
28 ‘ 101
\‘ 1l 83
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012915\
Data File : BM0O00400.D

Acq On : 29 Jan 2015 23:42

Operator : TP/1Z

Sample : G1134-19RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM012915 .M
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 5 Butyrolactone Concentration Rank 5

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

5.97 3.05 ng/ul 143879 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyrolactone 86 C4H602 000096-48-0 80
2 Butyrolactone 86 C4H602 000096-48-0 80
3 Butyrolactone 86 C4H602 000096-48-0 80
4 Butanoic acid, 4-hydroxy- 104 C4H803 000591-81-1 72
5 Butanoic acid, 4-hydroxy- 104 C4H803 000591-81-1 72

Abundance Scan 558 (5.969 min): BM000400.D (-553) (-) m/z 42.10 100.00%
4p
5000 }\\N‘
56
AR
86 5.60 5.80 6.00 6.20 6.40
el e 28 Tm/z 41.10  50.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1628: Butyrolactone
42
5000 28 AN L A L
56 36 560 5.80 6.00 6.20 6.40
‘ m/z 56.10 27 .68%
”"Iw"W”'ul”"IL"I”"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
550 5,80 600 6.0 6,40
5000 28 m/z 39.10 15.14%
56 86
15
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #1623: Butyrolactone
42 5.60 5.80 6.00 6.20 6.40
o8 m/z 40.05 12.18%
>0 WW
56 86
”'“|i”ﬂwh'hl”"|L"|“"|”"|”"|“"|“"w"' SRR NAREE AR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012915\
Data File : BM0O00400.D

Acq On : 29 Jan 2015 23:42

Operator : TP/1Z

Sample : G1134-19RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM012915 .M
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 6 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.82 4.48 ng/ul 582521 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 86
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 68
3 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 55
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 55
5 Stannane, ethenyltriethyl- 234 C8H18Sn 002117-47-7 38
Abundance Scan 2573 (17.821 min): BM000400.D (-2567) (-) m/z 205.10 100.00%
57 205
5000
' 17.60 17.80 18.00 18.20
m/z 57.05 89.91%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104141: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
41
5000 AR AR RARAN AARRA RS
205 17.60 17.80 18.00 18.20
91 1751g9 220 m/z 217.20 76.95%
7T 109,135 45161 233 543261 276
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
' 17.60 17.80 18,00 18.20
5000 205 m/z 175.10 67.74%
177 220
77 91 109 1350161 | 101 033 261
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77574: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethylethyl... L T
217 17.60 17.80 18.00 18.20
175 m/z 177.10 63.55%
5000 189 232
41 57
Il - ol WL
L | [l L1 | i
m/z--> 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012915\
Data File : BM0O00400.D

Acq On : 29 Jan 2015 23:42

Operator : TP/1Z

Sample : G1134-19RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM012915_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]
Butane, 2-methoxy... 2.96 18.3 ng/ul 866423 1 7.76 944846 20.0
2-Pentanone, 4-hy... 4.87 2.1 ng/ul 101225 1 7.76 944846 20.0
Butyrolactone 5.97 3.0 ng/ul 143879 1 7.76 944846 20.0
7,9-Di-tert-butyl... 17.82 4.5 ng/ul 582521 4 17.14 2602780 20.0
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