LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 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:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.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 3.043 29 35 44 rVvV2 21607 56515 4.11% 0.348%
2 3.125 44 49 61 rvB 109450 192152 13.96% 1.182%
3 3.407 93 97 102 rVB2 7917 10323 0.75% 0.063%
4 4.200 227 232 239 rBV2 9962 17149 1.25% 0.105%
5 5.146 386 393 400 rBV 4843 9840 0.71% 0.061%

7.267 744 754 765 rBV 164649 293972 21.36% 1.808%
7.431 774 782 790 rBV 123008 199824 14.52% 1.229%
818 825 rBV 157535 261262 18.98% 1.607%
8.119 892 899 905 rBvV 103221 173762 12.62% 1.069%
8.166 905 907 913 rvVB4 4785 6306 0.46% 0.039%

QOO ~NO®
\l
()]
N
w
(00]
=
=

11 8.824 1009 1019 1028 rBV 214542 362158 26.31% 2.227%
12 9.288 1091 1098 1107 rBB 158430 279848 20.33% 1.721%
13 10.017 1214 1222 1232 rBV 144032 255847 18.59% 1.574%
14 10.287 1255 1268 1275 rBV2 97353 265101 19.26% 1.630%
15 10.557 1307 1314 1324 rVB 216638 385071 27.97% 2.368%

16 10.698 1332 1338 1340 rBV 3182 4656 0.34% 0.029%
17 10.945 1372 1380 1391 rBV 139152 243544 17 .69% 1.498%
18 11.074 1395 1402 1411 rVV 185124 328538 23.87% 2.021%
19 11.944 1546 1550 1558 rvVB2 3499 5474 0.40% 0.034%
20 13.043 1730 1737 1745 rBvV 93263 166262 12.08% 1.023%

21 13.107 1745 1748 1753 rVB3 8218 12807 0.93% 0.079%
22 13.354 1784 1790 1796 rBV3 11287 17529 1.27% 0.108%
23 13.560 1821 1825 1830 rVB2 5184 6285 0.46% 0.039%
24 13.677 1840 1845 1850 rVB3 3206 4293 0.31% 0.026%

25 14.153 1920 1926 1930 rVV 406302 588047 42.72% 3.617%

26 14.194 1930 1933 1939 rVvVv 174283 241189 17.52% 1.483%

27 14.376 1959 1964 1970 rvv4 3448 4937 0.36% 0.030%
28 14.453 1970 1977 1987 rVB 412362 647315 47.03% 3.981%
29 14.623 2000 2006 2011 rBV 19899 26784 1.95% 0.165%

30 14.758 2021 2029 2037 rVB2 238157 373165 27.11% 2.295%

31 14.946 2055 2061 2069 rBV 200385 316346 22.98% 1.946%

32 15.123 2088 2091 2096 rBv4 3657 4499 0.33% 0.028%
33 15.240 2107 2111 2117 rVB5 5396 9697 0.70% 0.060%
34 15.305 2120 2122 2129 rVB3 3565 5500 0.40% 0.034%
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LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 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:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG111615.M

Title = SVOA CALIBRATION

35 15.534 2154 2161 2162 rBvV4 5794 9360 0.68% 0.058%
36 15.569 2162 2167 2172 rVB 27549 35523 2.58% 0.218%

37 15.745 2190 2197 2206 rVB 568133 867299 63.01% 5.334%
38 15.857 2210 2216 2228 rBV 192032 294004 21.36% 1.808%

39 15.980 2228 2237 2242 rBV5 13501 27687 2.01% 0.170%
40 16.192 2270 2273 2277 rVB4 4197 5756 0.42% 0.035%
41 16.433 2308 2314 2316 rBV2 28882 37916 2.75% 0.233%
42 16.562 2332 2336 2341 rVV 7534 9048 0.66% 0.056%
43 16.621 2341 2346 2351 rVB3 9348 17204 1.25% 0.106%
44 16.680 2351 2356 2360 rBV3 8589 14267 1.04% 0.088%
45 16.727 2360 2364 2368 rVB4 4992 7794 0.57% 0.048%
46 16.773 2368 2372 2374 rBV4 6250 7616 0.55% 0.047%
47 16.832 2379 2382 2385 rVB3 5641 5631 0.41% 0.035%
48 16.873 2385 2389 2396 rVB5 9131 21877 1.59% 0.135%
49 16.944 2396 2401 2406 rBV2 9898 17792 1.29% 0.109%
50 17.220 2444 2448 2452 rBV2 16385 21467 1.56% 0.132%
51 17.273 2454 2457 2462 rVB6 6523 10441 0.76% 0.064%
52 17.496 2488 2495 2501 rVvVv 336103 491862 35.73% 3.025%
53 17.543 2501 2503 2505 rVv2 3867 4922 0.36% 0.030%
54 17.596 2505 2512 2520 rVV 655232 984941 71.55% 6.058%
55 17.878 2557 2560 2565 rBV5 3180 4356 0.32% 0.027%
56 17.954 2569 2573 2576 rBV5 6184 8126 0.59% 0.050%
57 18.007 2578 2582 2584 rVVv4 4151 5494 0.40% 0.034%
58 18.166 2604 2609 2613 rVB3 13553 18380 1.34% 0.113%
59 18.254 2621 2624 2629 rVB6 4163 7226 0.52% 0.044%
60 18.360 2637 2642 2648 rBV2 43613 61476 4_47% 0.378%
61 18.648 2688 2691 2695 rBV5 9125 12968 0.94% 0.080%
62 18.871 2724 2729 2733 rBV4 11507 18885 1.37% 0.116%
63 18.959 2741 2744 2747 rVB3 6371 7689 0.56% 0.047%
64 19.124 2764 2772 2774 rBV4 15192 27097 1.97% 0.167%
65 19.206 2783 2786 2792 rBV2 24816 36725 2.67% 0.226%
66 19.276 2794 2798 2804 rVB5 16983 25994 1.89% 0.160%
67 19.323 2804 2806 2809 rBv4 4837 5643 0.41% 0.035%
68 19.435 2823 2825 2829 rVB5 4859 4263 0.31% 0.026%
69 19.506 2834 2837 2838 rBV3 11670 10357 0.75% 0.064%
70 19.623 2854 2857 2863 rBV7 14431 17131 1.24% 0.105%
71 19.752 2875 2879 2885 rVB2 32169 47532 3.45% 0.292%
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LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 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:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG111615.M

Title = SVOA CALIBRATION

72 19.817 2886 2890 2891 rBV4 11982 12511 0.91% 0.077%
73 19.876 2893 2900 2909 rVvVv 918061 1376484 100.00% 8.466%
74 19.964 2913 2915 2917 rBV3 5487 5559 0.40% 0.034%
75 20.281 2966 2969 2972 rVVv2 18343 20081 1.46% 0.124%
76 20.322 2974 2976 2982 rVB5 19662 27827 2.02% 0.171%
77 20.751 3046 3049 3055 rVB3 42480 61625 4.48% 0.379%
78 20.963 3083 3085 3089 rBv4 14455 20343 1.48% 0.125%
79 21.016 3091 3094 3098 rVB2 35259 44893 3.26% 0.276%
80 21.086 3104 3106 3111 rVB5 17890 20556 1.49% 0.126%
81 21.374 3151 3155 3161 rVB2 41986 67864 4._.93% 0.417%

82 21.627 3193 3198 3203 rBV 77601 101346 7.36% 0.623%
83 21.762 3215 3221 3233 rVB 449288 833860 60.58% 5.129%

84 22.543 3352 3354 3355 rBV2 8844 7219 0.52% 0.044%
85 23.454 3504 3509 3517 rBV5 17926 38787 2.82% 0.239%
86 24.065 3610 3613 3615 rBv4 12162 16296 1.18% 0.100%

87 24.365 3656 3664 3676 rVB2 207456 509195 36.99% 3.132%
88 24.840 3734 3745 3757 rVB 503894 1360311 98.83% 8.366%
89 25.064 3773 3783 3797 rVB3 243865 732563 53.22% 4 _505%

90 25.669 3885 3886 3889 rBV3 5735 6799 0.49% 0.042%
91 26.192 3973 3975 3976 rBV2 8447 6251 0.45% 0.038%
92 26.474 4010 4023 4035 rVB5 289135 1023012 74.32% 6.292%
93 27.596 4208 4214 4224 rVB10 19635 66910 4._86% 0.412%

94 28.918 4425 4439 4440 rBV9 72009 211578 15.37% 1.301%
95 29.447 4515 4529 4549 rVB4 132412 675805 49.10% 4._.156%

96 30.475 4702 4704 4706 rBV3 5720 4222 0.31% 0.026%

97 30.698 4741 4742 4745 rBV3 4864 4621 0.34% 0.028%

98 30.728 4745 4747 4749 rBV3 4615 4726 0.34% 0.029%

99 31.415 4861 4864 4868 rBV6 4323 5822 0.42% 0.036%

100 31.821 4931 4933 4938 rBV5 2944 4506 0.33% 0.028%
Sum of corrected areas: 16259318
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: BG019773.D

8.82 10.56
11.07
7.27 7.64 9.29 10.02 10.9ﬁ

3.12 74 8.12 10.29
304 341 4.20 5.15 !\ An A A 070A 11.94

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 1250

Abundance TIC: BG019773.D
19,88
800000
17.60
600000 15.75
21.76
4.45
400000 14.15
17.50
200000 14.19 ' 5.86
13.04 hJ
ol ke ssssn |t haswdS S 1o 90 1m0 oo otap 15T comARTEIED 2 DR o
Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019773.D
800000
600000
24.84
400000
200000 29 45

o567 26.19

30.80.73 31.4231.82

Time-->

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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.M
SVOA CALIBRATION

Quant Method
Quant Title

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 2

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

3.12 22.12 ng/ul 192152 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 47
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 16
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 48 (3.119 min): BG019773.D (-44) (-) m/z 72.95 100.00%
7B
5000 /\\
43 55 87 A LA N I
| 3.00 320 3.40
RSBSOS SASSSMSSSEN I UM NS m/z 43.00 24.33%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 3 55 300 320 340
- 87 m/z 87.00 22 .90%
"'I""I""I"'Hhﬁ?'jlh't4?'”"?%'§?ﬁ'l"l""I"”%Q%"I
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
73
300 320 340
5000 m/z 55.00 17.24%
43 55 g7
29
35 67 80
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1966: Silane, tetramethyl- e
7B 3.00 320 3.40
m/z 71.00 9.81%
5000 /\\q
43
2 15 % g || 5359 g6 || 88 A
miz--> 0 10 20 30 40 50 60 70 8 90 100 300 320 340
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.M
SVOA CALIBRATION

Quant Method
Quant Title

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 3 Octanoic Acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.29 21.77 ng/ul 265101 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 87
2 Octanoic Acid 144 C8H1602 000124-07-2 86
3 Octanoic Acid 144 C8H1602 000124-07-2 83
4 Hexanoic acid 116 C6H1202 000142-62-1 53
5 Pentanoic acid 102 C5H1002 000109-52-4 50
Abundance Scan 1269 (10.293 min): BG019773.D (-1255) (-) m/z 60.00 100.00%
6o 73
5000 41 /L
85 101 SN (T
| | sl | ” | 115 129 10.00 10.20 10.40 10.60
el Ll A28 Tm/z 73.00  90.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19986: Octanoic Acid
60
73
5000 43
10.00 10.20 10.40 10.60
29 gs 101 s m/z 41.00 41.44%
..,.%?.,...‘.‘,....‘il.‘..‘?%.H."....‘,.z..,ﬂ.‘.‘.,??..,‘....,..‘..,..1.2.7,....,1.‘.‘?.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
73 10.00 10.20 10.40 10.60
5000 43 m/z 54.95 34.69%
29 8 1
18 51 115 159 144
wwm‘mmwﬁwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19985: Octanoic Acid
60 10.00 10.20 10.40 10.60
m/z 43.00 31.72%
73
5000 - 33
‘ 85 101
\ s 15 129 144
m/z--> 15 ﬁo §0 Jo 55 60 75 85 gb 160 1io 150 150 150 1éo 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.M
SVOA CALIBRATION

Quant Method
Quant Title

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 n-Decanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.04 8.91 ng/ul 166262 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 78
2 n-Decanoic acid 172 C10H2002 000334-48-5 78
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Heptanoic acid 130 C7H1402 000111-14-8 53
5 Heptanoic acid 130 C7H1402 000111-14-8 53
Abundance Scan 1737 (13.043 min): BG019773.D (-1730) (-) m/z 72.95 100.00%
60 7B
5000
41 129
LJJ 87 115 "' 12/80 13.00 13.20 13.40
97 143 - - - -
Sk | e N N - m/z 60.00 86.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37193: n-Decanoic acid
60 73
41
5000 129
12.80 13.00 13.20 13.40
29 87 115 m/z 55.00 37.17%
143
s Al Ulfsal Jb gl Bt | s 172
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60 73
12.80 13.00 13.20 13.40
5000 41 m/z 41.00 34.46%
129
29
18 51 ® 101 115 143 155 172
miz-> 20 40 60 80 100 120 140 160 180
Abundance #37191: n-Decanoic acid
60 73 12.80 13.00 13.20 13.40
m/z 129.00 30.25%
41
5000 - 129
115
- ,h syl 1 a9t T L W ass
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.50 ng/ul 61476 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 45
2 n-Decanoic acid 172 C10H2002 000334-48-5 42
3 Pentadecanoic acid 242 C15H3002 001002-84-2 40
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 Dodecanoic acid 200 C12H2402 000143-07-7 37
Abundance Scan 2642 (18.360 min): BG019773.D (-2637) (-) m/z 73.00 100.00%
7B
60
5000 43
129 213
143157171185 o 18.00 18.20 18.40 18.60
m/z 60.00 65.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 78
43
5000 129
171 18.00 18.20 18.40 18.60
115
214 m/z 57.00 53.33%
‘ } ‘ 143157 ‘ 185
Ill H\ H‘MIH \H Iw\ |||||||||‘||||||||||||||||||
m/z--> 20 4 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
" 18.00 18.20 18.40 18.60
5000 129 m/z 43.00 49 .74%
87
27 101 115 143157172
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid R REE e
43 60 78 18.00 18.20 18.40 18.60
m/z 41.00 39.44Y%
5000
| e
m/z--> 20 4 60 80 100 120 140 160 180 200 220 240 260 18. 00 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Glycerol tricaprylate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .36 13.90 ng/ul 509195 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 90
2 2.4(1H.3H)-Pvrimidinedione. 5-am... 127 C4H5N302 000932-52-5 40
3 Propvlphosphonic acid. Ffluoroanh... 238 C11H24F02P 333416-20-9 38
4 Octanoic acid. 2.6-dibromo-4-cva... 401 C15H17Br2N02 001689-99-2 38
5 Pyrazole, 1-methyl-4-nitro- 127 C4H5N302 003994-50-1 38
Abundance Scan 3663 (24.359 min): BG019773.D (-3656) (-) m/z 127.10 100.00%
127
57
5000
201 397 T T

84 171 255 2400 24,20 24.40 24.60
283
T P o o LA O - m/z 57.00 64.86%

mz--> 0 50 100 150 200 250 300 350 400
Abundance #166329: Glycerol tricaprylate
127
57

5000 LA L L I L L LB
24.00 24.20 24.40 24.60
37 m/z 201.10  19.44%
| 158 201 242
_— ‘...m,..“..,‘..‘..w....h 288 )l 368 89T
miz-> 0 50 100 150 200 250 300 350 400
Abundance
127
29 56 L e e e
24.00 24.20 24.40 24.60
5000 m/z 43.00 16.10%
84
mz-> 0 50 100 150 200 250 300 350 400
Abundance #80680: Propylphosphonic acid, fluoroanhydride, octyl ester T T
127 24 00 24. 20 24. 40 24 60

m/z 327.20 15.90%

5000 " /\
98
|69 153 181 239

m/z--> 0 50 100 150 200 250 300 350 400 24 00 24. 20 24. 40 24 60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

V:\HPCHEMI\BNA G\DATA\BG112015\
BGO19773.D
22 Nov 2015
UM/NP
G4310-15

4:03

28 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.M

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 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.47 27.93 ng/ul 1023010 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 46
2 4-Nitrohistidine. methvl ester 214 C7H10N404 1000129-54-9 40
3 2-Hvdroxv-4-hvdroxvlaminopvrimidine 127 C4H5N302 020555-88-8 38
4 Pvridazine. 3-phenvl-5-nitro- 201 C10OH7N302 096835-25-5 37
5 2-(0-Bromophenylazo)naphthalene 310 C16H11BrN2 094934-84-6 37
Abundance Scan 4022 (26.468 min): BG019773.D (-4010) (-) m/z 127.05 100.00%
127
57
5000 155
201
W 220 255 pg5 37 S 26.20 26.40 26.60 26.80
m/z 57.00 77.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166329: Glycerol tricaprylate
127
57
5000
26.20 26.40 26.60 26.80
- 327 m/z 155.05 51.69%
|| 79% | 15818 242551083 | 368 397
m/z--> 55 100 1éo 260 2%0 360 350 460
Abundance
127
88 ' 26.20 26.40 26.60 26.80
5000 155 m/z 201.05 27 .53%
214
2
108
m/z--> ' '55' ' "160" ' ﬁéo" "260" ' ééoll ' 560" ' ééo" ' 260
Abundance #11329: 2-Hydroxy-4-hydroxylaminopyrimidine R laamsrenmEs o
127 26.20 26.40 26.60 26.80
m/z 43.00 26.36%
5000
40 68
m/z--> 50 100 150 200 250 300 350 400 26.20 26.40 26.60 26.80

SOM02.2-EPA-BG111615.M Mon Nov 23 19:28:41 2015
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.M
SVOA CALIBRATION

Quant Method
Quant Title

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 8 unknown-03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
28.92 5.78 ng/ul 211578 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethyl-1-(2-methvl-cycl... 218 C15H220 1000188-72-8 47
2 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 43
3 1H-Pvrrolol3.4-clauinoline-1.3.4... 218 C11H10N203 181021-85-2 25
4 2-Amino-4-cvanomethvl-6-piperidi... 218 C10H14N6 1000241-05-9 25
5 1-Ethoxy-4-nitroisoquinoline 218 C11H10N203 103863-04-3 22
Abundance Scan 4439 (28.918 min): BG019773.D (-4425) (-) m/z 221.10 100.00%
291
5000 49
281 379 207 28,60 28.80 29.00 29.20
i WS R S m/z 218.05 93.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
41 9
67 123
5000
218 28.60 28.80 29.00 29.20
147 m/z 203.10 83.75%
} 175
.H. .“‘i“.‘“.“‘.‘ll‘.‘...|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
218
- 28.60 28.80 29.00 29.20
5000 110 147 m/z 95.00 80.13%
41 175
miz-> 50 100 150 200 250 300 350 400 450
Abundance #67765: 1H-Pyrrolo[3,4-c]quinoline-1,3,4(2H,5H)-trione, 6,... e R REmma R
218 28.60 28.80 29.00 29.20
m/z 135.00 79.65%
119
5000
147
a4 17 l 190
i I!l‘lﬁmli‘lulliiraljl .J‘.‘L,Un.“.\ il' e
m/z--> 50 100 150 200 250 300 350 400 450 28.60 28.80 29.00 29.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA G\DATA\BG112015\
Data File : BG019773.D

Aca On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : 6G4310-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111615.M
SVOA CALIBRATION

Quant Method
Quant Title

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 9 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
29.45 18.45 ng/ul 675805 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanone. 1-(2-naphthalenvl)- 198 C14H140 017666-88-5 43
2 Naphthalene-2-carboxamide. N-(3-... 248 C16H12N20 324775-88-4 43
3 5-Oxazolidinone. 2-(l-methvlethy... 283 C17H17NO3 119215-58-6 43
4 1-Naphthanilide 247 C17H13NO 006833-19-8 43
5 Piperidin-2-one-5-carboxylic aci... 155 C7H9NO3 080658-33-9 43
Abundance Scan 4530 (29.453 min): BG019773.D (-4515) (-) m/z 155.05 100.00%
145
S7 127 //r\\k
5000
229
= 20 355 PPy
383 . . . )
8 108 5 49§ 4297 32 m/z 57.00  59.73%
m/z--> 50 100 150 200 250 300 350
Abundance #54974: 1-Butanone, 1-(2-naphthalenyl)-
155
127
5000 R BRI B SURRILN SR
29.20 29.40 29.60 29.80
198 m/z 127 .05 52.53%
27 51 71101 || a7
m/z--> 56 160 1éo 260 250 360 3%0
Abundance
155
127 " 29.20 29.40 29.60 29.80
5000 m/z 71.05 32.66%
248
39 5g 77 101 190 219
m/z--> 56 160 1éo 200 2%0 360 3%0
Abundance #108101: 5-Oxazolidinone, 2-(1-methylethyl)-3-(2-naphthale... B B B LA
185 29.20 29.40 29.60 29.80
m/z 43.00 29.64%
- MJ\W%
127 283
57 84 \ 184 212 240
m/z--> 5'0 1(')0 1&'30 200 25'30 3(')0 3&1;0 29.'20 29.'40 29.I60 29.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG112015\
Data File : BG019773.D

Acq On : 22 Nov 2015 4:03

Operator : UM/NP

Sample : G4310-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111615.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... 3.12 22.1 ng/ul 192152 1 8.12 173762 20.0
Octanoic Acid 10.29 21.8 ng/ul 265101 2 10.95 243544 20.0
n-Decanoic acid 13.04 8.9 ng/ul 166262 3 14.76 373165 20.0
unknown-01 18.36 2.5 ng/ul 61476 4 17.50 491862 20.0
Glycerol tricapry... 24.36 13.9 ng/ul 509195 6 25.06 732563 20.0
unknown-02 26.47 27.9 ng/ul 1023010 6 25.06 732563 20.0
unknown-03 28.92 5.8 ng/ul 211578 6 25.06 732563 20.0
unknown-04 29.45 18.4 ng/ul 675805 6 25.06 732563 20.0
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