LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM007232.D

Acq On 19 Aug 2016 12:05

Operator : UM/SJ

Sample - H4436-19

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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-BM081116.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 3.022 71 74 80 rvB 38380 49117 1.13% 0.099%
2 6.969 738 745 755 rBV 490085 790012 18.22% 1.590%
3 7.140 768 774 784 rVB 347787 564172 13.01% 1.135%
4 7.334 801 807 818 rBVY 505578 833042 19.22% 1.676%
5 7.804 880 887 894 rBVY 968085 1583685 36.53% 3.186%
6 8.498 996 1005 1020 rBVY 610208 1012499 23.36% 2.037%
7 8.957 1076 1083 1095 rBV 431980 733542 16.92% 1.476%
8 9.675 1197 1205 1217 rBV 328759 563077 12.99% 1.133%
9 10.210 1288 1296 1307 rBVY 601763 1029247 23.74% 2.071%
10 10.586 1352 1360 1370 rBV 1286836 2146696 49.52%  4.319%

11 10.722 1377 1383 1400 rBV 380726 696530 16.07% 1.401%
12 13.327 1817 1826 1835 rBV5 37572 87582 2.02% 0.176%
13 13.839 1907 1913 1918 rBV 1030158 1464757 33.79% 2.947%
14 13.886 1918 1921 1931 rVB 426768 584081 13.47% 1.175%
15 14.127 1955 1962 1970 rVB 1142982 1754843 40.48% 3.531%

16 14.433 2007 2014 2022 rBV2 1858000 2925226 67.48% 5.886%
17 14.633 2043 2048 2065 rBV 342533 594311 13.71% 1.196%
18 15.427 2176 2183 2197 rBV 1579762 2286584 52.75% 4.601%
19 15.545 2198 2203 2213 rVV 190529 293823 6.78% 0.591%
20 16.145 2300 2305 2313 rBV2 40769 79770 1.84% 0.160%

21 16.880 2424 2430 2435 rBV 239725 334577 7.72% 0.673%
22 16.939 2436 2440 2443 rVV2 35797 44993 1.04% 0.091%
23 17.174 2474 2480 2491 rBV2 2341591 3565056 82.24% 7.173%
24 17.274 2491 2497 2508 rVB 1775031 2552706 58.89% 5.136%

25 17.451 2523 2527 2534 rVB4 27678 50879 1.17% 0.102%
26 17.562 2539 2546 2556 rBV2 183645 373319 8.61% 0.751%
27 17.804 2582 2587 2591 rBV2 59099 83331 1.92% 0.168%
28 17.951 2607 2612 2618 rBVS8 38175 71853 1.66% 0.145%

29 18.009 2618 2622 2628 rVV4 152104 260700 6.01% 0.525%
30 18.074 2628 2633 2642 rVV 561469 923540 21.30% 1.858%

31 18.139 2642 2644 2653 rVB 55090 99512 2.30% 0.200%
32 18.262 2661 2665 2670 rVvV 64990 81936 1.89% 0.165%
33 18.315 2670 2674 2679 rVB 224888 302347 6.97% 0.608%
34 18.492 2700 2704 2712 rVB4 96340 154614 3.57% 0.311%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM007232.D

Acq On 19 Aug 2016 12:05

Operator : UM/SJ

Sample - H4436-19

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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\SOMO02.2-EPA-BM081116.M
SVOA CALIBRATION

35 18.586 2716 2720 2726 rVV 152181 202724 4.68% 0.408%

36 18.651 2726 2731 2738 rVB 461536 603354 13.92% 1.214%
37 18.721 2739 2743 2748 rBV 53427 99265 2.29% 0.200%
38 18.939 2776 2780 2786 rBV3 74878 141837 3.27% 0.285%
39 19.003 2787 2791 2794 rVvV 116959 154431 3.56% 0.311%
40 19.233 2827 2830 2832 rBVY 125644 147725 3.41% 0.297%

41 19.351 2847 2850 2855 rVB2 100896 133133 3.07% 0.268%
42 19.568 2881 2887 2894 rBV 2174347 3158624 72.87% 6.355%
43 19.733 2910 2915 2922 rBV 2936448 3532602 81.49% 7.108%
44 20.086 2971 2975 2982 rBV2 641308 852728 19.67% 1.716%
45 21.074 3140 3143 3150 rVB 289442 377775 8.71% 0.760%

46 21.356 3186 3191 3197 rBV 3152863 4334872 100.00% 8.722%
47 23.491 3548 3554 3562 rBV2 1434774 2945805 67.96% 5.927%
48 23.633 3573 3578 3585 rvB 2109384 4044293 93.30% 8.137%

Sum of corrected areas: 49701127
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM007232.D

Acq On 19 Aug 2016 12:05

Operator : UM/SJ

Sample - H4436-19

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance : .
Andance TIC: BM007232.D
3000000
2000000
10.59
1000000 7.80
8.50 10.21
6.97 7.33
7.14 8.96 9.67 0.72
¥a! i L
L B B T R B LA B e e
Time--> 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance : .
Andance TIC: BM007232.D
19.73
3000000
17.17 19.51
2000000 14.43 17.27
15.43
1000000
5.54 16.88
o 13.33 16.14 16.94 s
Time--> 12.00 1250 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: BM007232.D
4000000 21136
23.63
3000000 23.49
2000000
21.07
1000000
rf¥ 7

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 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\BM081916\
Data File : BM007232.D

Acq On 19 Aug 2016 12:05

Operator : UM/SJ

Sample - H4436-19

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclicl7.56 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.56 2.09 ng/ul 373319 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 95
2 Cyclotetradecane 196 C14H28 000295-17-0 95
3 1-Tetradecanol 214 C14H300 000112-72-1 94
4 1-Tetradecene 196 C14H28 001120-36-1 93
5 Tetradecanethiol 230 C14H30S 002079-95-0 91

Abundance Scan 2546 (17.562 min): BM007232.D (-2539) (-) m/z 55.10 100.00%

[6)]

5000

1] M
111

17.20 17.40 17.60 17.80
m/z 83.05 85.51%

125140 159175 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58281: Cyclotetradecane

C

17.20 17.40 17.60 17.80
m/z 69.10 84.26%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

g

41 55

69 I R e e e e R
83 17.20 17.40 17.60 17.80

5000 97 m/z 43.05 75.61%

27 111
125139153168 196

ﬁwwmw’mwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

34

Abundance #72861: 1-Tetradecanol S S e e e
41 17.20 17.40 17.60 17.80
m/z 41.05 71.90%
B WJWJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM007232.D

Acq On 19 Aug 2016 12:05

Operator : UM/SJ

Sample - H4436-19

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.07 5.18 ng/ul 923540 Phenanthrene-d10 17.17
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 97
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2632 (18.068 min): BM007232.D (-2628) (-) m/z 73.05 100.00%
7B
43
5000
129 013
1 m 256 1750 1500 1620 1540
1 19 : : :
o = 2¢8 216 307 | "n/z 60.00 81.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129
17.80 18.00 18.20 18.40
JM m/z 43.10 77.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

-

Abundance
43 73
B A B
17.80 18.00 18.20 18.40
5000 256 m/z 55.05 66.52%
129
27 97 157 213
58 113 185 228
WWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid i B
73 17.80 18.00 18.20 18.40
43 m/z 57.05 66.36%
5000 129
185 228
T a0l 2
G 3 i YL S S V. ST S oY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 80 18. 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM007232.D

Acq On 19 Aug 2016 12:05

Operator : UM/SJ

Sample - H4436-19

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 4-Methylbenzaldehyde N-ally... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.65 3.38 ng/ul 603354 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methylbenzaldehyde N-allyl-N-e... 246 C14H18N202 1000193-16-8 70
2 Benzene, hexaethyl- 246 C18H30 000604-88-6 70
3 7H-Furo[3,2-g][1]benzopyran-7-on... 246 C13H1005 000482-27-9 64
4 Pimpinellin 246 C13H1005 000131-12-4 62
5 7H-Furo[3,2-g][1]benzopyran-7-on... 246 C13H1005 000482-27-9 58
Abundance Scan 2731 (18.651 min): BM007232.D (-2726) (-) m/z 231.10 100.00%

7 141157 18.40 18.60 18.80 19.00
S d i 265 285 307 325 m/z 246.10 81.66%
el e e . .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98989: 4-Methylbenzaldehyde N-allyl-N-ethoxycarbonylhydrazon
246
29 105
5000

18.40 18.60 18.80 19.00
m/z 203.05  41.57%

231
5000 203
115
247

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

231246

18.40 18.60 18.80 19.00
5000 m/z 115.10 23.53%

41 69 91 119 147 175 203

TWWWWWTWFWTWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98675: 7H-Furo[3,2-g][1]benzopyran-7-one, 4,9-dimethoxy- R R e A B
:1246 18.40 18.60 18.80 19.00

m/z 213.10 21.87%

5000
175
160 ‘ 203

53 9 sl | | | n
el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM007232.D

Acq On 19 Aug 2016 12:05

Operator : UM/SJ

Sample - H4436-19

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 (1H)Pyrrole, 3,4-dimethyl-5.._. Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.73 16.30 ng/ul 3532600 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20N20S 1000197-22-6 90
2 6H-Pyrido[4,3-b]Jcarbazole, 9-met... 276 C18H16N20 010371-86-5 72
3 5H-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 72
4 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 70
5 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 62
Abundance Scan 2915 (19.733 min): BM007232.D (-2910) (-) m/z 261.10 100.00%
261
5000 933
a 1P 9 203 19.40 19.60 19.80 20.00
39 65 141159 185 . . . .
o .'l|, | 2[B298 32133935 | 57576 15  75.28%
m/z--> 50 100 150 200 250 300 350
Abundance #124241: (1H)Pyrrole, 3,4-dimethyl-5-methoxy-2-[3,4-dimeth...
261
5000
19.40 19.60 19.80 20.00
31 o 163 o421 m/z 233.10 37.14%
‘ |78, 07 135‘ ‘ 194 ‘ ‘ 278
: HI\ \N i\‘\: ‘\QMH‘I\‘M Imlml‘ oy HI i oy Iul\‘i P IwH\ ;\ I\\I : ——r— :
m/z--> 50 100 150 200 250 300 350
Abundance
276
19.40 19.60 19.80 20.00
5000 m/z 247.10 20.22%
4158 g8 116138 175 204 231 559
m/z--> 50 100 150 200 250 300 350
Abundance #124053: 5H-Furo[3,2-g][1]benzopyran-5-one, 7-(hydroxymeth...
261 19.40 19.60 19.80 20.00
m/z 231.10 20.01%
5000 232
205
43 gg g3 105 147 177
; w‘;“‘.'H.‘E?”k”‘l‘t.luzg‘.“‘i“.‘ .m. m f”‘.‘”. J\IM ) |2\|8| ——— ; R EmmEE e
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM007232.D

Acq On 19 Aug 2016 12:05

Operator : UM/SJ

Sample - H4436-19

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1,1"-Spirobiindene, 3,3,3",... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
'20.09  3.93 ng/ul 852728  Chrysene-di2 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1°-Spirobiindene, 3,3,3",3"(2H... 276 C21H24 058343-29-6 64
2 4-Ethyl-7-iodotropolone 276 C9H9102 004508-96-7 64

022014-01-3 58
1000197-22-6 55
000668-10-0 53

3 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403
4 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20N20S
5 BH-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206

Abundance Scan 2976 (20.092 min): BM007232.D (-2971) (-) m/z 261.10 100.00%
261
5000 233 /\;
55 IIIIIIIIIIIIIIIIIIII
91 115
15914 201 19.80 20.00 20.20 20.40
4 178
o2 il 482802324344 381 | Tn/z 276.10  73.53%
m/z--> 50 100 150 200 250 300 350
Abundance #124612: 1,1'-Spirobiindene, 3,3,3',3'(2H,2H)-tetramethy!|-
261
5000 LI L L L L L L LB
19.80 20.00 20.20 20.40
123 m/z 233.10 38.45%
215
4\4 69 9\1 il m‘ N 145 178 n 2&34\
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
276
19.80 20.00 20.20 20.40
5000 233 m/z 55.10 24 .40%
i 121
17 39 102 149 191 /v”j\“mfwﬂkh_ﬂ/\ﬁufwwphuwmvﬁw
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #124424: 3,5-di-tert-Butyl-4-hydroxycinnamic acid L LA
261 19.80 20.00 20.20 20.40
m/z 262.10 20.44%
5000
57
115 187 233
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM007232.D

Acq On 19 Aug 2016 12:05

Operator : UM/SJ

Sample - H4436-19

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 17.56 2.1 ng/ul 373319 4 17.17 3565060 20.0
n-Hexadecanoic acid 18.07 5.2 ng/ul 923540 4 17.17 3565060 20.0
4-Methylbenzaldeh... 18.65 3.4 ng/ul 603354 4 17.17 3565060 20.0
(1H)Pyrrole, 3,4-_... 19.73 16.3 ng/ul 3532600 5 21.36 4334870 20.0
1,1"-Spirobiinden... 20.09 3.9 ng/ul 852728 5 21.36 4334870 20.0
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