LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 2.810 16 21 29 rBv 150142 245027 4._48% 0.496%
2 2.881 29 33 45 rVB 265418 335765 6.13% 0.679%
3 3.146 75 78 83 rvB 12928 14963 0.27% 0.030%
4 3.475 129 134 139 rVB2 5001 7854 0.14% 0.016%
5 4.193 251 256 262 rBvY 142823 180103 3.29% 0.364%

4._.457 297 301 308 rBV 15376 19476 0.36% 0.039%
4.787 352 357 364 rBV 301053 404511 7.39% 0.818%
560 rBB 10288 13976 0.26% 0.028%
6.810 694 701 714 rVvB2 558650 1185544 21.66% 2.398%
6.998 728 733 742 rBB 170310 257221 4._.70% 0.520%

(@R {cNec R NNe))
()]
©
I
()}
(9]}
()
o
(9)]
ol
I

11 7.193 760 766 768 rBV 254915 377174 6.89% 0.763%
12 7.222 768 771 778 rVB 443144 699495 12.78% 1.415%
13 7.663 837 846 852 rBV 217167 327783 5.99% 0.663%
14 8.369 960 966 971 rvVv 314947 481808 8.80% 0.974%
15 8.422 971 975 980 rvVv 85349 132634 2.42% 0.268%

16 8.487 980 986 995 rVB 525838 842607 15.40% 1.704%
17 8.734 1022 1028 1035 rBB 371771 592344 10.82% 1.198%
18 8.822 1036 1043 1050 rBB 218341 345399 6.31% 0.699%
19 9.222 1107 1111 1115 rBB 4447 6399 0.12% 0.013%
20 9.539 1158 1165 1172 rBV 188001 294447 5.38% 0.595%

21 10.098 1249 1260 1273 rBB2 665538 1534440 28.04% 3.103%
22 10.451 1310 1320 1324 rBV 256539 473101 8.64% 0.957%
23 10.504 1324 1329 1336 rVB 785830 1286561 23.51% 2.602%
24 10.592 1336 1344 1354 rBB 284620 455749 8.33% 0.922%
25 11.363 1466 1475 1485 rBV 126463 242857 4._.44% 0.491%

26 11.980 1576 1580 1585 rBV 7699 11698 0.21% 0.024%
27 12.122 1596 1604 1613 rBV 1055224 1588381 29.02% 3.212%
28 12.339 1636 1641 1647 rVB 8549 12418 0.23% 0.025%

29 12.786 1712 1717 1724 rVB 111925 157822 2.88% 0.319%
30 13.133 1770 1776 1780 rBV 133279 184345 3.37% 0.373%

31 13.186 1780 1785 1792 rVB 1087593 1616888 29.54% 3.270%
32 13.727 1871 1877 1882 rBV 517913 680531 12.43% 1.376%
33 13.774 1882 1885 1892 rVB 145835 182783 3.34% 0.370%
34 14.010 1919 1925 1931 rVB 589898 848203 15.50% 1.715%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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
35 14.216 1955 1960 1963 rBV 13188 16058 0.29% 0.032%

36 14.316 1971 1977 1983 rBV2 371693 568420 10.39% 1.150%
37 14.380 1983 1988 1995 rVB 726207 1046531 19.12% 2.116%
38 14.516 2005 2011 2021 rBV 249215 365189 6.67% 0.739%

39 14.716 2041 2045 2052 rVV3 8372 14283 0.26% 0.029%
40 14.833 2060 2065 2072 rVB5 3815 5942 0.11% 0.012%
41 15.116 2108 2113 2117 rBV4 10990 17467 0.32% 0.035%
42 15.169 2117 2122 2127 rVV 58657 67920 1.24% 0.137%

43 15.316 2140 2147 2151 rBV 745138 1078525 19.71% 2.181%
44 15.368 2151 2156 2162 rVV 886471 1178940 21.54% 2.384%
45 15.451 2162 2170 2179 rVB2 779740 1215023 22.20% 2.457%

46 15.574 2184 2191 2195 rBV6 7591 16534 0.30% 0.033%
47 16.033 2263 2269 2279 rBVY 29969 55740 1.02% 0.113%
48 16.192 2293 2296 2302 rBV5 3432 6185 0.11% 0.013%
49 16.433 2334 2337 2340 rBV2 8300 9297 0.17% 0.019%
50 16.468 2340 2343 2348 rVV2 13530 19592 0.36% 0.040%
51 16.533 2348 2354 2359 rVV 1073093 1376040 25.14% 2.783%
52 16.568 2359 2360 2364 rVB2 10512 7367 0.13% 0.015%
53 16.710 2379 2384 2389 rVB3 4450 6481 0.12% 0.013%
54 16.774 2389 2395 2398 rBV3 4822 7523 0.14% 0.015%
55 16.821 2398 2403 2408 rVV 49446 62962 1.15% 0.127%
56 16.880 2408 2413 2420 rVB3 21081 34801 0.64% 0.070%

57 17.062 2439 2444 2447 rBV 470413 666850 12.18% 1.349%
58 17.110 2447 2452 2457 rVV 1233759 1850301 33.81% 3.742%
59 17.162 2457 2461 2469 rVB 900592 1208941 22.09%% 2.445%

60 17.233 2469 2473 2481 rVB2 9416 13359 0.24% 0.027%
61 17.474 2502 2514 2521 rBV 1674505 2301995 42.06% 4 _.655%
62 17.557 2525 2528 2532 rVV 21536 26851 0.49% 0.054%
63 17.715 2551 2555 2562 rVB5 5950 10700 0.20% 0.022%
64 17.827 2570 2574 2582 rBV2 19408 30853 0.56% 0.062%
65 17.909 2584 2588 2591 rVV3 8513 10577 0.19% 0.021%
66 17.957 2591 2596 2605 rVvVv 186823 241819 4.42% 0.489%
67 18.033 2605 2609 2612 rVvV 9617 15662 0.29% 0.032%
68 18.251 2642 2646 2650 rVVv2 15088 22236 0.41% 0.045%
69 18.286 2650 2652 2656 rVB 5541 6346 0.12% 0.013%
70 18.386 2665 2669 2674 rVB3 15049 17759 0.32% 0.036%
71 18.827 2738 2744 2751 rBV3 13128 23448 0.43% 0.047%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 18.886 2751 2754 2761 rVB4 6261 10492 0.19% 0.021%
73 19.092 2785 2789 2790 rvv4 5457 5476 0.10% 0.011%
74 19.121 2790 2794 2802 rVV5 11796 22749 0.42% 0.046%
75 19.239 2810 2814 2825 rBV 58705 76330 1.39% 0.154%
76 19.368 2829 2836 2842 rBV2 14466 26925 0.49% 0.054%

77 19.462 2845 2852 2854 rBV 1103791 1519366 27.76% 3.073%
78 19.492 2854 2857 2863 rVB 1955026 2502971 45.73% 5.062%

79 19.874 2916 2922 2923 rBV3 3628 5750 0.11% 0.012%
80 20.003 2942 2944 2948 rVB3 4856 6631 0.12% 0.013%
81 20.398 3006 3011 3016 rBV 1548519 1755710 32.08% 3.551%
82 20.498 3026 3028 3032 rVB3 5304 6980 0.13% 0.014%
83 20.739 3068 3069 3073 rBV3 4714 6373 0.12% 0.013%
84 20.968 3103 3108 3119 rBV2 114036 180396 3.30% 0.365%
85 21.050 3119 3122 3127 rVB6 6514 10366 0.19% 0.021%

86 21.174 3138 3143 3148 rBV 1700381 1921868 35.11% 3.887%
87 21.256 3152 3157 3162 rVV 755384 905223 16.54% 1.831%

88 22.045 3289 3291 3294 rVB4 7680 6079 0.11% 0.012%
89 22.092 3295 3299 3304 rVB3 43957 53863 0.98% 0.109%
90 22.415 3350 3354 3359 rVB 254994 328701 6.01% 0.665%
91 22.744 3406 3410 3414 rBV7 11349 19262 0.35% 0.039%
92 22.792 3415 3418 3422 rVB4 16787 22905 0.42% 0.046%

93 23.339 3503 3511 3519 rBvV 928263 1680726 30.71% 3.399%
94 23.480 3528 3535 3541 rBV 494379 896134 16.37% 1.812%

95 23.986 3617 3621 3627 rVB4 25722 45853 0.84% 0.093%
96 24.086 3635 3638 3642 rBV5 11561 19796 0.36% 0.040%
97 24.727 3743 3747 3757 rVB9 22744 56211 1.03% 0.114%

98 25.733 3905 3918 3936 rVB3 1886771 5473098 100.00% 11.068%
99 26.415 4021 4034 4047 rBV2 714775 2216526 40.50% 4.483%

Sum of corrected areas: 49447584
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BMO70615\

BM001841.D

06 Jul 2015 17:55

TP/UM

G2861-21

12 Sample Multiplier: 1

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

SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM001841.D
1500000
1000000
10.50
10.10
6.81 8.49
500000 7.22
4.79 8 873 59
2,88 i 2ol 766 82 9.54 1
2.41 4.19 : 5 ; 11.36
o 3.15 3.48 | 446 5.95 I\ ' “ 9.22 ﬂ
o e e e e e et o e e e e e e
Time--> 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM001841.D
19,49
17.47
20.4
1500000
17.11
12.12 13.19 16.53 19/46
1000000 15.37 1f7.16
14.38 151845
4.01
13.73
500000 1716
14.82
452
127013013 1877 17.96
ol 119812:34 1429 1aamasydl|is57 16408 . y.z@t@.@m&_mg ‘7 1928700 ig
e L = e R e e =
Time--> 12.00 12,50 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
Abundance TIC: BM001841.D
25,73
21.17
1500000
1000000 23.34
21.26 26.41
500000
20.97
(207410 22899 2473 JL
e e e e
Time--> 21.00 21.50 22.00 22.50 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:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 2

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

2.88 20.49 ng/ul 335765 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 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22

Abundance Scan 33 (2.881 min): BM001841.D (-29) (-) m/z 73.10 100.00%
73
5000 43
55 87
50 2.802.903.003.10 3.203.30
et b 2 L L Tm/z 43.05  37.27%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.802.903.003.10 3.203.30
55 87 m/z 87.10 26.46%
29
"I"”I"'W'?§'P"'P"'P'§?I”"I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.802.903.003.10 3.203.30
5000 m/z 55.10 26 .33%
43
87
27
T "|""|%% "|"'4?""§q '§?|""| ""I""lp}"'l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73 2.802.903.003.10 3.203.30
m/z 41.05 12.16%
41 55 87
5000
29
— .%?., ...H‘ﬂ... e .??i‘.a.., i ,..?Z, e
m/z--> 10 20 30 40 50 60 70 8 90 100 2.802.903.003.10 3.203.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.19 10.99 ng/ul 180103 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
4 3-Hexen-2-one 98 C6H100 000763-93-9 90
5 3-Hexen-2-one 98 C6H100 000763-93-9 90

Abundance Scan 256 (4.193 min): BM001841.D (-251) (-) m/z 83.10 100.00%
55 83
5000
43 98
34) 50 3.80 4.00 4.20 4.40 4.60
et 8287 Tl m/z 55.10  88.33%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NSRS R L
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.10 35.12%
“ 3$“ | 6267 77 | 89

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
43 S b MDY N
3.80 4.00 4.20 4.40 4.60
5000 29 m/z 98.10 35.07%
98
24 88 49 62 67 77 92
R B TR o B e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3180: 3-Penten-2-one, 4-methyl- A R
56 3 3.80 4.00 4.20 4.40 4.60
m/z 39.10 28.90%
43
5000
29 98
B 49 67
SN f ,...l;‘l...?h P75 £ A ORNN PR SRR N S—
m/z--> 10 20 30 40 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.79 24 .68 ng/ul 404511 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 358 (4.793 min): BM001841.D (-352) (-) m/z 43.00 100.00%
43
59
5000
101 N I S
440 4.60 4.80 5.00 5.20
83
...,....,....,..?7.','.'...??.'.-!,....,....,.~...,...:,....,. m/z 59.10 62.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ARSI N SRR L
440 4.60 4.80 5.00 5.20
59 m/z 101.00 23.48%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500 520
5000 59 m/z 58.10 16.03%
25 3! 37 83 g3 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- P e
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.38%
5000 59
15 101
| 25, 3} 37, 53, 83 \ A
m/z--> 10 20 3'0 4'0 50 60 70 8 90 1(')0 110 440 460 4.80 500 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 3-Buten-2-one, 4-phenyl-, (E)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.79 5.55 ng/ul 157822 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 98
2 3-Buten-2-one, 4-phenyl- 146 C10H100 000122-57-6 95
3 3-Buten-2-one, 4-phenyl- 146 C10H100 000122-57-6 95
4 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 95
5 3-Buten-2-one, 4-phenyl- 146 C10H100 000122-57-6 94

Abundance Scan 1718 (12.792 min): BM001841.D (-1712) (-) m/z 103.00 100.00%
103 131
27 145
5000
51 N
43 LA UNIUSR BRI SURRSN I
| 63 o || 15 12.40 12.60 12.80 13.00 13.20
rrprrrrprrrrprre e e e g m/z 131.00 88.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20658: 3-Buten-2-one, 4-phenyl-, (E)-
103 131
145
77 A
5000 UL BULILE SURBLLN SURLLN
51 12.40 12.60 12.80 13.00 13.20
43 ‘ m/z 145.00 59.79%
63
AN O O . SO V-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
103
146 SRR SUNIURN BRI SURIURN B
12.40 12.60 12.80 13.00 13.20
5000 m/z 77.00 51.15%
77
43 51
27 63 89 115
Wmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20644: 3-Buten-2-one, 4-phenyl- T B B e
103 131 12.40 12.60 12.80 13.00 13.20
146 m/z 146.10 48.34%
5000
77
43 51
15 o7 || | e | ous |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_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 6 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.13 6.49 ng/ul 184345 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanenitrile, _beta.-hy... 147 C9HONO 017190-29-3 38
2 2-Methyl-1-phenyl-1-butanol 164 C11H160 003968-86-3 38
3 Benzenemethanol, .alpha.-methyl-.__. 122 C8H100 013323-81-4 35
4 1-Hydroxy,l-phenyl-2-propanone 150 C9H1002 1000222-86-8 35
5 Benzeneacetic acid, .alpha.-hydr... 152 C8H803 000090-64-2 35

Abundance Scan 1775 (13.127 min): BM001841.D (-1770) (-) m/z 43.10 100.00%

a3 79

5000

A A
LI I e I I

12.80 13.00 13.20 13.40
m/z 79.10 83.97%

T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21624: Benzenepropanenitrile, .beta.-hydroxy-

107

5000 LA L L L L LB L L LB LB
12.80 13.00 13.20 13.40
m/z 77.10 72.58%
147
120 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
107
e RmEEmEmEEs
79 12.80 13.00 13.20 13.40
5000 m/z 57.10 72 .46%
91 131
29 39 51 g5 117 146 16a

ﬁmﬁmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #9685: Benzenemethanol, .alpha.-methyl-, (.+/-.)- A
7 12.80 13.00 13.20 13.40

m/z 107.00 50.70%

5000

T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.39 ng/ul 67920 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 C24H50 000646-31-1 86
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
Abundance Scan 2122 (15.169 min): BM001841.D (-2117) (-) m/z 57.10 100.00%
g7
5000{ 4 85
13 14 14.80 15.00 15.20 15.40
m/z 43.05 77.51%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99476: Nonadecane
57
85
5000
14.80 15.00 15.20 15.40
m/z 71.10 71.93%
\ 1 | 11‘3 141 169 197 268
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 47 .80%
29

113 141 169 197 225 253 281 309 338
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #45564: Undecane, 2,3-dimethyl-
43 14.80 15.00 15.20 15.40
n m/z 41.10 46.71%
5000
140
2 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.96 7.25 ng/ul 241819 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 2597 (17.962 min): BM001841.D (-2591) (-) m/z 73.00 100.00%
43 73
60
5000 129 213
17.60 17.80 18.00 18.20
R m/z 43.05 87.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 17.60 17.80 18.00 18.20
. 213 m/z 60.00 76.94%
185
T I‘l - I‘I‘I ||||| | HH‘ MH |M T Iulwl |14‘|.3|| "l . |‘| . |‘| I]:ggl . I‘I 2|2|7|?49| . I‘ —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
AR ARSI RS B
43 17.60 17.80 18.00 18.20
5000 g 129 m/z 41.05 74 .89%
87 15 ah 214
99 143157 | 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
43 8078 17.60 17.80 18.00 18.20
m/z 57.05 66.53%
5000 29 s
‘ ?7 1115 ‘ 171185 214
I,\;,,\I\J,,‘lu\,w‘u‘IUI,}“,,\;I,,,,f‘}?,l?fwlmllgsm S
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\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 Trifluoroacetic acid, n-oct... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.97 3.99 ng/ul 180396 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 90
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90

Abundance Scan 3108 (20.968 min): BM001841.D (-3103) (-) m/z 57.10 100.00%
7
5000
T R T
3 167 327 352 20.60 20.80 21.00 21.20
m/z 55.05 99.62%
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
69
5000 AU BUNLE SUURRE
97 20.60 20.80 21.00 21.20
‘ m/z 43.05 96.67%
125
] A M JH.M JJ.“.‘;ﬁS? Ass 224 22
m/z--> 50 100 150 200 250 300 350
Abundance
43 97
69 AU SRR SUULRE I
20.60 20.80 21.00 21.20
5000 m/z 83.10 92 .66%
125
25 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester T T P T
57 83 20.60 20.80 21.00 21.20
m/z 97.10 80.79%
5000 i
29
RN H L] 1130 168 104 224 20 57 360
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20

SOM02 .2-EPA-BM061515.M Wed Jul 08 13:39:45 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2242 7.34 ng/ul 328701  Perylene-di2 23.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squatene 410 C30HS0 007683-64-9 91

007683-64-9 91
000111-02-4 91
000111-02-4 90
066408-55-7 80

2 Squalene 410 C30H50
3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50
4 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280

Abundance Scan 3355 (22.421 min): BM001841.D (-3350) (-) m/z 69.10 100.00%
69
5000
41 rrrrprrrrryrrrryrrrrriT
95
22.20 22.40 22.60 22.80
| 161 189 341
e “1?' gol 227 265 3Hser | ‘m/z 81.05 48.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 LI I L L L L L L L LB
2220 22.40 22.60 22.80
41 137 m/z 41.05 25.02%
95
’ pdp 4307 163 191 217 245 273 299 341 367 __ 410
T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
A SAEREmmER e
22.20 22.40 22.60 22.80
5000, 41 m/z 68.10 14.14%
9% 137
117" 161 191 217 273 299 341 367 410
T e e T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... e e
69 22.20 22.40 22.60 22.80
m/z 95.05 13.77%
5000
41
95 137
T I M | 161 101 217 244 273 299 341 367 410
e e R e
m/z--> 50 100 150 200 250 300 350 400 2220 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70615\
Data File : BM001841.D

Acq On : 06 Jul 2015 17:55

Operator : TP/UM

Sample - G2861-21

Misc :

ALS Vial : 12 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 20.5 ng/ul 335765 1 7.66 327783 20.0
3-Penten-2-one, 4... 4.19 11.0 ng/ul 180103 1 7.66 327783 20.0
2-Pentanone, 4-hy... 4.79 24_.7 ng/ul 404511 1 7.66 327783 20.0
3-Buten-2-one, 4-... 12.79 5.5 ng/ul 157822 3 14.32 568420 20.0
unknown-01 13.13 6.5 ng/ul 184345 3 14.32 568420 20.0
(DEL) Alkane: Str... 15.17 2.4 ng/ul 67920 3 14.32 568420 20.0
(DEL) Alkane: Str... 17.96 7.3 ng/ul 241819 4 17.06 666850 20.0
Trifluoroacetic a... 20.97 4.0 ng/ul 180396 5 21.26 905223 20.0
Squalene 22.42 7.3 ng/ul 328701 6 23.48 896134 20.0
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