LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 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\SOMO2.2-EPA-BM061515.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 2.740 5 9 11 rvB4 1698 1790 0.14% 0.012%
2 2.810 16 21 29 rvB2 23298 35885 2.77% 0.243%
3 2.881 29 33 44 rBVY 226263 257724 19.91% 1.743%
4 3.140 70 77 82 rvB 10453 11797 0.91% 0.080%
5 3.405 118 122 131 rBV 14343 19100 1.48% 0.129%
6 3.693 168 171 176 rVB2 3257 3670 0.28% 0.025%
7 4.775 351 355 359 rBB 2517 3636 0.28% 0.025%
8 6.169 589 592 599 rBvV2 21704 32437 2.51% 0.219%
9 6.828 698 704 711 rBB 186482 278159 21.49% 1.881%
10 6.998 728 733 739 rBB 125473 184322 14.24% 1.246%

11 7.192 760 766 772 rBB 184383 282120 21.80% 1.908%
12 7.257 773 777 782 rBB2 2868 3582 0.28% 0.024%
13 7.663 840 846 852 rBB 164379 253272 19.57% 1.713%
14 8.363 959 965 972 rBV 233821 350822 27.11% 2.372%
15 8.822 1036 1043 1049 rBB 161349 258341 19.96% 1.747%

16 9.539 1158 1165 1171 rBB 143532 228053 17.62% 1.542%
17 10.069 1249 1255 1262 rBB 232282 373586 28.87% 2.526%
18 10.222 1277 1281 1287 rBB2 7911 10066 0.78% 0.068%
19 10.451 1313 1320 1327 rBB 214257 345674 26.71% 2.337%
20 10.592 1337 1344 1352 rBB 215618 351447 27.16% 2.376%

21 11.104 1426 1431 1435 rBB2 3702 4892 0.38% 0.033%
22 12.080 1594 1597 1600 rBB 1791 1802 0.14% 0.012%
23 12.657 1691 1695 1700 rBB 10125 12940 1.00% 0.087%
24 12.910 1734 1738 1742 rVB 15924 21452 1.66% 0.145%

25 13.727 1871 1877 1881 rBV 373555 512871 39.63% 3.468%

26 13.774 1881 1885 1892 rVB 169371 219192 16.94% 1.482%
27 14.010 1917 1925 1931 rBV 420898 619596 47.88% 4._.190%
28 14.216 1958 1960 1964 rVB2 1728 1649 0.13% 0.011%
29 14.316 1971 1977 1984 rBV2 315428 476192 36.79% 3.220%
30 14.516 2005 2011 2020 rVB 207580 281192 21.73% 1.901%

31 15.116 2110 2113 2116 rBV2 2218 3004 0.23% 0.020%
32 15.168 2119 2122 2125 rVB 4726 5233 0.40% 0.035%
33 15.310 2140 2146 2153 rVB 567089 772133 59.66% 5.221%
34 15.433 2161 2167 2172 rBV 152610 206978 15.99% 1.400%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 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\SOMO2.2-EPA-BM061515.M
SVOA CALIBRATION

35 16.027 2258 2268 2282 rBV 689873 1294188 100.00% 8.751%

36 16.210 2296 2299 2302 rBV2 1752 1537 0.12% 0.010%
37 16.415 2327 2334 2339 rBV 46632 63467 4_.90% 0.429%
38 16.821 2399 2403 2407 rBV 7217 8639 0.67% 0.058%
39 16.874 2407 2412 2413 rVV3 2401 3311 0.26% 0.022%
40 16.898 2413 2416 2421 rVB2 5392 6850 0.53% 0.046%

41 17.062 2438 2444 2451 rBVY 438304 592986 45.82% 4_.010%
42 17.162 2453 2461 2467 rBVY 613487 866718 66.97% 5.860%

43 17.445 2505 2509 2519 rVB 22796 28428 2.20% 0.192%
44 17.557 2524 2528 2533 rVB 7535 8905 0.69% 0.060%
45 17.957 2591 2596 2606 rBVY 168113 205813 15.90% 1.392%
46 18.027 2606 2608 2611 rVv2 3511 4607 0.36% 0.031%
47 18.057 2611 2613 2617 rVV2 1940 2813 0.22% 0.019%
48 18.115 2617 2623 2629 rVB3 7441 12442 0.96% 0.084%
49 18.168 2629 2632 2635 rVB2 1029 1500 0.12% 0.010%
50 18.251 2642 2646 2648 rBV3 4661 6382 0.49% 0.043%
51 18.298 2648 2654 2663 rVV 581933 850297 65.70% 5.749%
52 18.386 2666 2669 2673 rVB3 9982 9749 0.75% 0.066%
53 18.480 2680 2685 2690 rVB2 4625 6555 0.51% 0.044%
54 18.627 2707 2710 2713 rBV2 1438 1622 0.13% 0.011%
55 18.827 2741 2744 2746 rVB3 1577 1760 0.14% 0.012%
56 18.892 2750 2755 2759 rVB3 1401 1872 0.14% 0.013%
57 19.115 2790 2793 2795 rVB2 1862 1604 0.12% 0.011%
58 19.192 2802 2806 2809 rBV3 2836 3454 0.27% 0.023%
59 19.239 2809 2814 2820 rBV2 63312 80296 6.20% 0.543%
60 19.345 2827 2832 2836 rBV2 8828 12215 0.94% 0.083%
61 19.380 2836 2838 2845 rVB3 6789 10511 0.81% 0.071%
62 19.462 2845 2852 2864 rVB 768922 1043423 80.62% 7.055%
63 19.609 2873 2877 2881 rVB3 3836 4510 0.35% 0.030%
64 19.651 2881 2884 2886 rBV2 1950 2078 0.16% 0.014%
65 19.680 2886 2889 2892 rVB2 1270 1645 0.13% 0.011%
66 19.792 2904 2908 2911 rBV5 3944 4607 0.36% 0.031%
67 19.898 2922 2926 2930 rVV5 6245 8201 0.63% 0.055%
68 19.980 2934 2940 2943 rBV3 9019 10903 0.84% 0.074%
69 20.009 2943 2945 2948 rVB2 4093 3829 0.30% 0.026%
70 20.074 2951 2956 2959 rBv4 5040 6556 0.51% 0.044%
71 20.145 2965 2968 2973 rBV2 8756 13518 1.04% 0.091%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 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\SOMO02.2-EPA-BM061515.M

Title = SVOA CALIBRATION

72 20.233 2978 2983 2987 rVB2 11498 16289 1.26% 0.110%
73 20.327 2998 2999 3002 rBV2 1481 1575 0.12% 0.011%
74 20.386 3007 3009 3012 rBV3 3657 3728 0.29% 0.025%
75 20.421 3012 3015 3016 rVB2 2170 1800 0.14% 0.012%
76 20.445 3016 3019 3022 rBVZ2 3695 3663 0.28% 0.025%
77 20.492 3022 3027 3033 rBV6 6445 11006 0.85% 0.074%
78 20.615 3043 3048 3052 rVB5 3099 4926 0.38% 0.033%
79 20.821 3080 3083 3085 rVvv3 3234 3032 0.23% 0.021%
80 20.874 3089 3092 3093 rBV2 1940 1850 0.14% 0.013%
81 20.962 3103 3107 3114 rBV 279621 331879 25.64% 2.244%
82 21.050 3120 3122 3127 rVB5 6125 6690 0.52% 0.045%
83 21.115 3130 3133 3136 rBV3 3363 3700 0.29% 0.025%
84 21.168 3138 3142 3148 rVB 17249 17760 1.37% 0.120%
85 21.250 3151 3156 3162 rBV 631805 769660 59.47% 5.204%
86 21.368 3173 3176 3179 rVB4 4722 4290 0.33% 0.029%
87 21.409 3181 3183 3186 rVB3 4194 4614 0.36% 0.031%
88 21.545 3204 3206 3209 rBv4 2756 3290 0.25% 0.022%
89 21.662 3225 3226 3228 rBV2 2331 1763 0.14% 0.012%
90 21.850 3255 3258 3266 rVBS8 16125 30356 2.35% 0.205%
91 22.115 3301 3303 3305 rBV3 3741 3502 0.27% 0.024%
92 22.297 3332 3334 3336 rVB3 5450 3454 0.27% 0.023%
93 22.344 3338 3342 3343 rBvV4 5649 6373 0.49% 0.043%
94 22.415 3351 3354 3359 rVB2 8031 10247 0.79% 0.069%
95 22.468 3361 3363 3366 rBv4 3848 4330 0.33% 0.029%

96 23.333 3502 3510 3520 rBV2 589861 1082069 83.61% 7.317%
97 23.474 3526 3534 3543 rVB 409435 737811 57.01% 4._.989%

98 23.974 3617 3619 3620 rBV2 4735 3535 0.27% 0.024%

99 24.074 3630 3636 3647 rBv4 42655 100902 7 .80% 0.682%

100 28.821 4441 4443 4444 ryBV 3857 2700 0.21% 0.018%
Sum of corrected areas: 14789194
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .M
SVOA CALIBRATION

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

Abundance TIC: BM001795.D

700000
600000
500000
400000

300000
2.88 8.36 10.07 101559

200000 6.83 7.19
7.66 8.82 9.54

7.00
100000
24! 3.143.403 g9 4.78 6.17 A 26 ﬂ 0.22 11.10

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: BM001795.D

o

19,46
700000 16.03

17.16
600000 15.31 18.30

500000
17.46

400000 13.73
300000
200000 1577 543
100000

16.42
1208 1268291 14, 155197 l16.21) nmmﬁ 1h4%e

ot = T Y e e e Y e e e

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 18.50 109. OO 19.50 20 OO
Abundance TIC: BM001795.D

700000
21.25

23.33
600000

500000
p3.47
400000
300000 20.96

200000

100000 24.07
0. D586 822 782 L 23.97 28.82

e o e S —

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\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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.

2.88 20.35 ng/ul 257724 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 33 (2.881 min): BM001795.D (-29) (-) m/z 73.10 100.00%
7B
5000 43
55 87
2.802.903.003.10 3.203.30
..,....,...3?,|.'.'..5,°.~.|..~,..‘?7.,|.:..,....,....,....,. m/z 43.10 38.82%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.802.903.003.10 3.203.30
55 87 m/z 55.10 27.02%
P o
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
2.802.903.003.10 3.203.30
5000 m/z 87.10 26 .36%
43
87
27
32 38 50 62 67 101
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #4305: Silane, ethyltrimethyl-
73 2.802.903.003.10 3.203.30
m/z 41.10 12.52%
5000 59
87
43
29 38 || 53 | 67 || 102
m/z--> 20 30 40 50 60 70 80 90 100 110 2.802.903.003.10 3.203.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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 3 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 8

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

6.17 2.56 ng/ul 32437 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 74
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 38

Abundance Scan 592 (6.169 min): BM001795.D (-589) (-) m/z 45.10 100.00%
45
5000 59
| 5% 580 600 6.20 6.0 660
S 1] N | A A m/z 59.10 50.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8974: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 SRR AR LA N
5.80 6.00 6.20 6.40 6.60
75 90 m/z 58.00 27 .66%
18 ‘\‘ ‘ \ | 102 121
mz-> 10 20 30 ' 5'0 6 70 80 %0 100 110 120
Abundance
45
580 6.00 6.20 6.0 660
5000 59 m/z 43.00 22 .66%
29 5 90
U U SR IR SR IS UL UL I UL R SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8972: Ethanol, 2-(2-methoxyethoxy)- R e e R o
45 5.80 6.00 6.20 6.40 6.60
m/z 90.10 16.40%
5000 59
31
15 ‘ 75 90
'"|""|'%$d|"'??Jl"|""|""|'L'|""w""|qg"|""|""| I SARRE RS LU LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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(3H)-Benzothiazolone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.03 43.65 ng/ul 1294190 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 76
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 59
4 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 43
5 4-Methoxyformanilide 151 C8H9NO2 023896-88-0 38
Abundance Scan 2268 (16.027 min): BM001795.D (-2258) (-) m/z 151.00 100.00%
151
96
123
5000
69 lllllllllllllllllll
37 57 78 15,80 16.00 16.20 16.40
...,....,....,...-:',..'..,".l...,-:':..'!....,..8.‘?,.-.'.':,..1.‘.’?....,!:'..,....,....,!'...,. m/z 96.00 76.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23618: 2(3H)-Benzothiazolone A
151
96
123
5000 LR UL UL UL B
15,80 16.00 16.20 16.40
69 m/z 123.00 60.72%
14 2\8 3\\ [ 58\\‘ M \7\8‘86 [l 106 IL. |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
151
' 15:80 16.00 16.20 16.40
5000 96 123 m/z 69.00 19.93%
27 37 %5 53619 7885 108
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23621: 1,2-Benzisothiazol-3(2H)-one L s
151 15,80 16.00 16.20 16.40
m/z 70.00 12 _.36%
5000
96
39 50 5 6977 108 123
s B B B 4 B B 70 80 35 106 116 130 T30 13 160 160 '~ 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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 Thiazolo[3,2-a]pyridinium, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.42 2.14 ng/ul 63467 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiazolo[3,2-a]pyridinium, 8-hyd... 165 C8H7NOS 030276-99-4 53
2 1,4-Oxathiino[3,2-b]pyridine, 6-... 165 C8H7NOS 056114-39-7 53
3 3,4-Dihydro-benzo[1,4]thiazin-2-one 165 C8H7NOS 096220-47-2 46
4 2H-1,4-Benzothiazin-3(4H)-one 165 C8H7NOS 005325-20-2 43
5 p-Formophenetidide 165 C9H11NO2 061587-14-2 42
Abundance Scan 2335 (16.421 min): BM001795.D (-2327) (-) m/z 165.00 100.00%
165
5000 110 137
39 51 6977 93 2| ' 16:20 16.40 16.60 16.80
.”“.J“mqm.wnmk.hﬁhwl.wJ”h.”ﬁ”w.”q””“.npin.”. m/z 110.00 50.20%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32737: Thiazolo[3,2-a]pyridinium, 8-hydroxy-3-methyl-, hy...
165
137
5000 39 16.20 16.40 16.60 16.80
o 105 m/z 137.00  48.83%
"'l""|'”"|5‘*2'"|""i‘l'"|""?‘2'"|'H"‘i""l""l"'l “%%ﬁ"'v'lw"“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
165
' 16:20 16.40 16.60 16.80
5000 0 m/z 136.00 15.50%
137
53
39 8 g9 190 45 150
wwmwmwwmwmmwm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 [
Abundance #32734: 3,4-Dihydro-benzo[1,4]thiazin-2-one R e e e
136 165 16.20 16.40 16.60 16.80

m/z 109.00 13.38%

5000
120

96 109
45 70
...,..:.3?,:.‘..ﬁ?..?E‘..‘l..?ﬁ..?ﬁa.‘..,....‘i....‘l‘...,l..‘l,...1.5,9...,..l‘.,.... P

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.96 6.94 ng/ul 205813 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2597 (17.962 min): BM001795.D (-2591) (-) m/z 73.10 100.00%
5000 129 213
17.60 17.80 18.00 18.20
e m/z 43.10 87 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000
17.60 17.80 18.00 18.20
m/z 60.00 82 .44%
Il . ﬂ\ \H %01;%5 \ 1431571711851992132272422\6
m/z--> 25 45 eb 80 100 150 150 160 180 200 220 240 2éo
Abundance
43 60 73
AR AR ARRARSSRS S
17.60 17.80 18.00 18.20
5000 29 256 m/z 41.10 77 .39%
129
97 213
115
143157171185 199 | 227,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid
60 78 17.60 17.80 18.00 18.20
m/z 55.10 72.57%
43
5000
129
29 ‘ . 1s 171185 214
15“\,‘”'\,‘””,\ | ,ﬁ,,?ﬂ?fﬂlml1,??“”, T |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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 7 2-Mercaptobenzothiazole Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.30 28.68 ng/ul 850297 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
3 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 94
4 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 91
5 Benzothiazole, 2-(2-hydroxyethyl... 211 C9HONOS2 004665-63-8 78
Abundance Scan 2654 (18.298 min): BM001795.D (-2648) (-) m/z 166.95 100.00%
167
5000
6 109 1ala0 18000 1840 1860
25 82 96 123 140 18.00 18.20 18.40 18.60
S bt 109 227 242 m/z 69.00 14.64%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34081: 2-Mercaptobenzothiazole
167
5000
18.00 18.20 18.40 18.60
/z 109.00 13.76%
69 109 123 m
83 96 140
|||3|2|‘||‘|‘|5|7‘H‘|“|=H::‘:ll‘uu‘uu“:::‘:k:::: I\l‘ll ma e R a
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
167
18.00 18.20 18.40 18.60
5000 m/z 108.00 12 .05%
3 255 © % 712w
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34080: 2-Mercaptobenzothiazole R
167 18.00 18.20 18.40 18.60
m/z 123.00 11.07%
5000
69 91 109123
- R N NN N Sl A NN | VR
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 18.00 18.20 18.40 18.60

SOMO2.2-EPA-BM061515.M Fri Jun 26 13:22:46 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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 8 Pentadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.24 2.09 ng/ul 80296 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 86
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2814 (19.239 min): BM001795.D (-2809) (-) m/z 73.10 100.00%
435, B
5000 129
0| | M 19.00 19.20 19.40 19.60
S— . |k m/z 43.10 98.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 73
5000 129
29 19.00 19.20 19.40 19.60

m/z 57.10 82.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
19.00 19.20 19.40 19.60
5000 43 m/z 55.10 80.89%
29 85 129143
101115 186
15 157171
mmmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46617: Undecanoic acid
6 19.00 19.20 19.40 19.60
43 m/z 60.00 80.26%
5000 29
S RRRRERRERAS B e S BEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60

SOMO2 .2-EPA-BM061515.M Fri Jun 26 13:22:47 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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 9 (DEL) Alkane: Cyclic-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.96 8.62 ng/ul 331879 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Octadecanol 270 C18H380 000112-92-5 95
3 Cycloeicosane 280 C20H40 000296-56-0 93
4 1-Nonadecanol 284 C19H400 001454-84-8 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3107 (20.962 min): BM001795.D (-3103) (-) m/z 55.10 100.00%
4
5000
139 20.60 20.80 21.00 21.20
153167
192120210 m/z 83.10 97.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
69 83
4
5000 UL I R B
20,60 20.80 21.00 21.20
. m/z 43.10 96.31%
%T N j‘ 139153167 182196210224 252 280
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97  Emmam R
20.60 20.80 21.00 21.20
5000 11 m/z 57.10 95.06%
29
125
139153 168182106910224 252
Wﬁﬁmﬁmﬂ'ﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106397: Cycloeicosane
55 20.60 20.80 21.00 21.20
T oo 83 m/z 69.10 86.25%
97
5000
2 125
+ | 139153 168182196210224233252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20

SOM02 .2-EPA-BM061515.M Fri Jun 26 13:22:48 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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 10 (DEL) Alkane: Cyclic-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .07 2.74 ng/ul 100902 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 87
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 87
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 86
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 80
Abundance Scan 3635 (24.068 min): BM001795.D (-3630) (-) m/z 57.10 100.00%
g7 97
5000
125
209 282 23.80 24.00 24.20 24.40
,.I...|,..‘.'.,....,--....,...-.,..?f”,....,....,...., m/z 55.10 90.51%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
97
5000
29 23.80 24.00 24.20 24.40
e m/z 97.10  90.39%
] .‘-H- ;H\,M‘I J‘,L, et se
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
23.80 24.00 24.20 24.40
5000 83 m/z 83.10 84 .90%
111
139167 196 224 267292 321 462 490
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #124064: Acetic acid, octadecy! ester 1 R S
43 23.80 24.00 24.20 24.40
m/z 69.10 83.67%
69 97
5000
125
15 0Ly L 2s8as 224282 g7
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062515\
Data File : BM001795.D

Acq On : 25 Jun 2015 12:59

Operator : TP/1Z

Sample : G2762-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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... 2.88 20.4 ng/ul 257724 1 7.66 253272 20.0
Ethanol, 2-(2-met... 6.17 2.6 ng/ul 32437 1 7.66 253272 20.0
2(3H)-Benzothiazo... 16.03 43.6 ng/ul 1294190 4 17.06 592986 20.0
Thiazolo[3,2-a]py--. 16.42 2.1 ng/ul 63467 4 17.06 592986 20.0
n-Hexadecanoic acid 17.96 6.9 ng/ul 205813 4 17.06 592986 20.0
2-Mercaptobenzoth... 18.30 28.7 ng/ul 850297 4 17.06 592986 20.0
Pentadecanoic acid 19.24 2.1 ng/ul 80296 5 21.25 769660 20.0
(DEL) Alkane: Cyc... 20.96 8.6 ng/ul 331879 5 21.25 769660 20.0
(DEL) Alkane: Cyc... 24.07 2.7 ng/ul 100902 6 23.47 737811 20.0
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