LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM005543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BM052016 .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 2.652 9 11 26 rvB2 40071 86112 5.14% 0.471%
2 2.975 57 66 81 rvB2 49410 122305 7.29% 0.669%
3 3.605 163 173 183 rVB 60718 130390 7.78% 0.713%
4 3.922 218 227 233 rBV 40229 74515 4._.44% 0.407%
5 4.757 349 369 376 rBV 142944 494625 29.50% 2.704%
6 4.910 379 395 400 rBV 123307 362429 21.61% 1.982%
7 5.299 454 461 470 rBV 37860 70224 4_.19% 0.384%
8 6.804 712 717 725 rBV2 14363 23275 1.39% 0.127%
9 6.987 739 748 749 rBV 34026 48649 2.90% 0.266%
10 7.010 749 752 760 rVB 36089 56748 3.38% 0.310%

11 7.157 770 777 783 rBV 72062 108534 6.47% 0.593%
12 7.351 802 810 819 rBvV 92839 149570 8.92% 0.818%
13 7.822 883 890 897 rBvV 338467 541053 32.27% 2.958%
14 8.522 1002 1009 1013 rBV 80606 130567 7.79% 0.714%
15 8.581 1013 1019 1026 rVB 725082 1182405 70.52% 6.465%

16 8.975 1080 1086 1093 rBV 80343 129384 7.72% 0.707%

17 9.081 1096 1104 1108 rBV2 11403 18587 1.11% 0.102%
18 9.692 1202 1208 1214 rVB 63890 102220 6.10% 0.559%
19 9.916 1241 1246 1253 rBV 22859 36735 2.19% 0.201%

20 10.228 1293 1299 1306 rVB 115011 189007 11.27% 1.033%

21 10.610 1357 1364 1373 rVB 455277 756720 45.13% 4._137%
22 11.169 1445 1459 1476 rBV 293667 739748 44 _.12% 4.045%
23 12.104 1610 1618 1627 rVB 254516 410408 24.48% 2.244%
24 12.222 1632 1638 1647 rVV2 12302 22431 1.34% 0.123%
25 13.857 1910 1916 1920 rBV 187178 264957 15.80% 1.449%

26 13.910 1920 1925 1933 rVB 240781 340970 20.33% 1.864%
27 14.145 1959 1965 1971 rVB 196587 290017 17.30% 1.586%
28 14.251 1977 1983 1990 rBV 115396 178361 10.64% 0.975%
29 14.357 1995 2001 2007 rvVv 17334 24982 1.49% 0.137%
30 14.451 2011 2017 2025 rVB2 641731 984209 58.70% 5.381%

31 14.639 2042 2049 2056 rBV 29926 46390 2.77% 0.254%
32 14.863 2082 2087 2093 rBvV 35394 49365 2.94% 0.270%
33 15.304 2158 2162 2167 rVB 56100 68999 4_.11% 0.377%

34 15.445 2180 2186 2192 rVB 280428 408908 24.39%% 2.236%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM005543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM052016.M

Title = SVOA CALIBRATION

35 15.551 2200 2204 2211 rBV 57879 85859 5.12% 0.469%
36 15.716 2220 2232 2235 rBV5 15652 37918 2.26% 0.207%
37 16.163 2303 2308 2321 rBV 382624 514924 30.71% 2.815%
38 16.339 2333 2338 2342 rVB2 17021 21554 1.29% 0.118%
39 16.515 2361 2368 2374 rBV 38624 69905 4.17% 0.382%
40 16.598 2374 2382 2390 rVV 114725 170332 10.16% 0.931%
41 16.957 2438 2443 2447 rBVY 61060 78198 4._.66% 0.428%
42 17.004 2449 2451 2455 rVB3 14220 17869 1.07% 0.098%
43 17.086 2461 2465 2473 rVB4 20267 32133 1.92% 0.176%
44 17.192 2477 2483 2488 rVV 828909 1207438 72.01% 6.602%
45 17.239 2488 2491 2494 rVV2 51563 65433 3.90% 0.358%
46 17.286 2494 2499 2505 rVvV 313458 461531 27.52% 2.523%
47 17.357 2509 2511 2518 rVV3 11464 16873 1.01% 0.092%
48 17.421 2518 2522 2530 rVB6 10864 17860 1.07% 0.098%
49 17.557 2542 2545 2557 rVB5 22668 44167 2.63% 0.241%
50 17.692 2563 2568 2573 rBV2 15663 22087 1.32% 0.121%
51 18.098 2628 2637 2655 rBV 1032467 1676804 100.00% 9.168%
52 18.515 2703 2708 2712 rBV3 11394 16908 1.01% 0.092%
53 18.951 2778 2782 2785 rBV3 16007 23771 1.42% 0.130%
54 19.280 2835 2838 2847 rVB3 31876 52334 3.12% 0.286%

55 19.362 2848 2852 2867 rBV 154978 233190 13.91% 1.275%

56 19.580 2883 2889 2895 rBV 374433 528078 31.49% 2.887%
57 20.127 2980 2982 2987 rVB4 18946 19414 1.16% 0.106%
58 20.609 3060 3064 3070 rBV7 16290 30064 1.79% 0.164%
59 21.080 3140 3144 3154 rBV 299073 397061 23.68% 2.171%
60 21.362 3187 3192 3199 rBV 1256784 1602179 95.55% 8.760%

61 23.491 3548 3554 3564 rVB2 284961 569235 33.95% 3.112%
62 23.639 3572 3579 3591 rVB2 827580 1632988 97.39%% 8.928%

Sum of corrected areas: 18289906
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

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

Abundance TIC: BM005543.D

1200000
1000000
800000 8.58

600000
10.61

400000
.82 11.17

200000
4.7691 h> 897 069 10.23
| ' i9.92

2.652.98  3.60 397 530 %ﬁﬁ
Y - 0289 | oo

R L A | N L e L e

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM005543.D

d_w

1200000

18.10
1000000

17.19
800000

14.45
600000
400000

200000

0! n . A A . PN AWAVACUWENIN "WV B | A VOO N S
Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM005543.D

21136

1200000
1000000 23.64
800000
600000
23.44

400000 21.08

200000

0.61

e

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\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 Propanoic acid Concentration Rank 9

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

2.98 4_.52 ng/ul 122305 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid 74 C3H602 000079-09-4 91
2 Propanoic acid 74 C3H602 000079-09-4 86
3 Propanoic acid 74 C3H602 000079-09-4 80
4 Homoserine 119 C4H9NO3 000498-19-1 25
5 Homoserine 119 C4H9NO3 000498-19-1 25

Abundance Scan 67 (2.981 min): BM005543.D (-57) (-) m/z 74.00 100.00%

45 7h
5000 57

|86 207 280 3.00 3.20 3.40
o L L ———— - m/z 45.00 91.83%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #793: Propanoic acid

8 45 74

5000 57 III||||I|IIII|IIII|II
280 3.00 3.20 3.40

m/z 73.00 70.45%

15
0....,.‘.“..,‘a“...,...‘.,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
28

74 A
280 3.00 3.20 3.40
5000 45 m/z 57.00 47.87%
57
15
ob—rrr el e M b
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #795: Propanoic acid e e
28 74 280 3.00 3.20 3.40

m/z 55.00 29.18%

45
5000
0 15\ ‘ \ i H ‘ I

m/z--> 20 40 80 100 120 140 160 180 200 2.80 300 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 Propanoic acid, 2-methyl- Concentration Rank 8

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

3.60 4.82 ng/ul 130390 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 90
2 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 64
3 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 64
4 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 59
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 49

Abundance Scan 172 (3.599 min): BM005543.D (-163) (-) m/z 43.10 100.00%
43
5000 73 /ﬂ\
3 55 88 320 340 3.60 3.80 4.00
o..,....,....,...ﬁ,..|.‘."9,..'..6,0....,....,...!,.... m/z 41.05 52.82%
m/z--> 10 20 30 50 60 70 80 90
Abundance #2031. Propanoic acid, 2-methyl-
43
5000 27
3 3.20 3.40 3.60 3.80 4.00
! m/z 73.10 40.97%
o . 38| 5055 60 68 g3 %8
O A A A Al A S N "
Abundance
43
320 340 360 3.80 4.00
5000 m/z 39.10 21.75%
27 73
88
15 38 95 60
e L N UL L SO L SR SIS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2030: Propanoic acid, 2-methy!l- e R, . e
43 320 340 3.60 3.80 4.00
m/z 45.00 20.90%
5000 27
73
o 132 38| | 505560 68 88
m/z--> 10 20 3'0 40 50 60 70 80 90 320 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 Butanoic acid Concentration Rank 14

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

3.92 2.75 ng/ul 74515 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 Butanoic acid 88 C4H802 000107-92-6 64
3 Benserazide 257 C10H15N305 000322-35-0 9
4 4-Bromobutvric acid 166 C4H7Bro02 002623-87-2 9
5 5-Hexenoic acid 114 C6H1002 001577-22-6 9

Abundance Scan 227 (3.922 min): BM005543.D (-218) (-) m/z 60.00 100.00%
60
5000
2 7‘3
—
3.60 3.80 4.00 4.20
88
o :|..|.~..-..,.:..,....,....,....,....,....,.2‘.’5?. m/z 73.00 34.25%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #1989: Butanoic acid
60
5000 AR SR LR RN
73 3.60 3.80 4.00 4.20
27 41 m/z 42.00 27.01%
0"'l"l""lm"""""'|'8‘8''|""l""l""l""l""l""
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
60
360 3.80 400 420
5000 m/z 41.10 26.64%
73
27 41
15 88
e S S S U L B B L L LA
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #92494: Benserazide
60 3.60 3.80 4.00 4.20
m/z 43.00 20.22%
5000
42
88
30
o W“M‘ N 101112 126138
m/z--> 2'0 4'0 60 8IO 1(')0 150 14'10 1('30 15';0 2(')0 3.|60 3.1'30 4.'00 4.'20 '

SOMO2.2-EPA-BM052016.M Mon May 23 20:16:33 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butanoic acid, 3-methyl- Concentration Rank 3

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

4.76 18.28 ng/ul 494625 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 83
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 83
3 Hexanoic acid 116 C6H1202 000142-62-1 39
4 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 38
5 Pentanoic acid 102 C5H1002 000109-52-4 36

Abundance Scan 369 (4.757 min): BM005543.D (-349) (-) m/z 60.00 100.00%
60
5000 43 {
87
| 207 440 460 4.80 5.00
0 e e e e O o m/z 43.10 40.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4193: Butanoic acid, 3-methyl-
60
5000
41 4.40 4.60 4.80 5.00
27 g7 m/z 41.10 38.56%
0||||||||||||||||7|3|||||:!-0|0|||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
4.40 4.60 4.80 5.00
5000 m/z 45.00 24 .11%
41
27 87
oL 15 74 102
LI LA SULELIL SUNLELN SLRLAL UL WAL S WAL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7851: Hexanoic acid O Emam AR
60 4.40 4.60 4.80 5.00
m/z 39.10 20.97%
5000 27 41 73
‘ 87
0'”'I""AM""“mI't'?%"'I'”'I"'W""I”"I"”
m/z--> 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 Butanoic acid, 2-methyl- Concentration Rank 4

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

4.91 13.40 ng/ul 362429 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 78
2 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 72
3 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 59
4 Methanamine. 1.1-bis(2.2-dimethy... 231 C13H29NO2 004909-78-8 39
5 Methanamine, 1,1-bis(2,2-dimethy... 231 C13H29NO2 004909-78-8 39

Abundance Scan 395 (4.910 min): BM005543.D (-379) (-) m/z 74.00 100.00%
7]
57
5000 4l //l‘
87 SN (5 S
207 4.60 4.80 5.00 5.20
o e m/z 57.10 56 .92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4185: Butanoic acid, 2-methyl-
74
29 57
41
5000 AR RARS LA RS RARRS
4.60 4.80 5.00 5.20
87 m/z 41.05 50.00%
0% '}?l”'“'h“k Jll'”J“l'L"%o?"'l""l T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74
29
41 57 4.60 4.80 5.00 5.20
5000 m/z 87.00 25.09%
! //q /q
102
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4196: Butanoic acid, 2-methyl- e R
57 T4 460 480 500 520
m/z 39.00 19.48%
29 41
5000
87
0% '}?l'l“'h“h J%I'”Jul" '}P}"'I" U N SRR SR S
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\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 7 Pentanoic acid Concentration Rank 15

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

5.30 2.60 ng/ul 70224 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 83
2 Pentanoic acid 102 C5H1002 000109-52-4 83
3 Pentanoic acid 102 C5H1002 000109-52-4 78
4 Hexanoic acid 116 C6H1202 000142-62-1 56
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 42

Abundance Scan 461 (5.299 min): BM005543.D (-454) (-) m/z 60.00 100.00%
ep
5000 73
41 ‘ RN R L I R
5.00 520 5.40 5.60
86
o#]..hn...'.,.-~...,....,....,....,....,....,2]0.7.. m/z 73.00 48.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4159: Pentanoic acid
60
5000 AN R L I R
73 5.00 520 5.40 5.60
m/z 41.10 24 .62%
0

..1?,.;..\\\\\ N
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
60

5.00 5.20 5.40 5.60

5000 73 m/z 45.00 17.69%
29 41
87 101
U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4157: Pentanoic acid e . R mmens
60 500 520 540 5.60

m/z 55.00 16.22%

5000 73
29 41
0 15 ‘ ‘ l ‘H \ Il I 87 101

m/z--> 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 Benzeneacetic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.17 19.55 ng/ul 739748 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 90
2 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 80
3 Benzeneacetic acid 136 C8H802 000103-82-2 80
4 Benzeneacetic acid 136 C8H802 000103-82-2 72
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 59
Abundance Scan 1459 (11.169 min): BM005543.D (-1445) (-) m/z 91.10 100.00%
o
5000 A
136
95 10,80 11.00 11.20 11.40
77
o S .-."..,-'.|. e ore 2 m/z 136.00  26.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15708: Benzeneacetic acid
g1
5000
136 10.80 11.00 11.20 11.40
m/z 92.10 17.93%
65
ol 27 39 51 7 77 | 102 ‘
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
91
10,80 11.00 11.20 11.40
5000 m/z 65.00 17.28%
136
65
oL 27 4 o o 107 118 149 165 177
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15709: Benzeneacetic acid e
g1 10. 80 11. oo 11. 20 11. 40

m/z 63.00 7.86%

5000 136
20 65
o 2 51 | 77 | 105 118

m/z--> 20 40 60 80 100 120 140 160 180 200 10. 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 Indole Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.10 10.85 ng/ul 410408 Naphthalene-d8 10.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indole 117 C8H7N 000120-72-9 97
3 Indole 117 C8H7N 000120-72-9 91
4 5H-1-Pvrindine 117 C8H7N 000270-91-7 91
5 Benzyl nitrile 117 C8H7N 000140-29-4 91
Abundance Scan 1617 (12.098 min): BM005543.D (-1610) (-) m/z 117.10 100.00%
117
5000 90
63 R AR LN BRI
39 5 | 24 11.80 12.00 12.20 12.40
o Y OSSN ] SNBSS SOUSMECPTN | SIS || m/z 90.00 45.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8323: Indole

ll.l80 12.00 12.20 12.40
m/z 89.10 37.50%

5000

0<
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
e A s
9% 11.80 12.00 12.20 12.40
5000 m/z 63.00 16.48%
29 63
o 27 50 56 74 98 110
L B R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8322: Indole R A
117 11.80 12.00 12.20 12.40
m/z 118.10 9.69%
5000 90
63
o 14 28 39 5157 [ 74 ‘ i
e L L e A ma e o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 10 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.25 3.62 ng/ul 178361 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 94
2 1H-Indole. 2.3-dihvdro-4-methvl- 133 C9H11N 062108-16-1 94
3 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 93
4 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 91
5 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 87
Abundance Scan 1983 (14.251 min): BM005543.D (-1977) (-) m/z 104.10 100.00%
104 133
5000 8
51
39 63 89 007 14.00 14.20 14.40 14.60
ol ISR PR SN | MMM MMM LU m/z 133.10 93.47%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14235: 2H-Indol-2-one, 1,3-dihydro-
104 133
78
5000 --- L B UL IR
51 14.00 14.20 14.40 14.60
m/z 78.10 51.35%
0 |....|.... \‘u H\‘ ‘...|..l‘.|....|....|....|....
m/z--> 20 100 120 140 160 180 200
Abundance
133
1400 1420 1440 14.60
5000 104 m/z 105.00 43.41%
78
o7 39 °1 63 89
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14238: 2H-Indol-2-one, 1,3-dihydro- A e
104 133 14.00 14.20 14.40 14.60
m/z 51.00 22.70%
5000 78
51
oLl e | A
mz-> 20 40 6|0 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.16 8.53 ng/ul 514924 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heptadecane 240 C17H36 000629-78-7 95
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2308 (16.163 min): BM005543.D (-2303) (-) m/z 57.10 100.00%
57 q
5000
3 113 15.80 16.00 16.20 16.40
o 141109 o7 20 m/z 43.05 73.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82608: Heptadecane
57
85
5000
15.80 16.00 16.20 16.40
29 m/z 71.10 63.86%
0 | i H‘ 1}3 141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 43.05%

29
113 141 169 197 240

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57 15.80 16.00 16.20 16.40
m/z 41.05 37.70%
5000 85
29 113
0 iy 141 169 197 225 253 281 309 338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 12 Tetradecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.82 ng/ul 170332 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2382 (16.598 min): BM005543.D (-2374) (-) m/z 73.00 100.00%
7B
41 55|
5000 129
171 16.20 16.40 16.60 16.80 17.00
Obrr i m/z 60.00 82.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43 73
I
5000 29 AR DR SRR B
129 1620 16.40 16.60 16.80 17.00
87 185 m/z 41.05 64.07%
01115 143,171 | 1oq 228
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
16.20 16.40 16.60 16.80 17.00
5000 29 129 228 m/z 43.10 63.73%
87 185
115
REL 10177 19357171 19954
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
78 16.20 16.40 16.60 16.80 17.00
43 m/z 55.10 63.58%
5
5000 129
185 228
115
1 1434:7171
0”"””'””" ﬁ. ]h\ H‘ “.‘..‘..:!-.5‘7.....‘..1.99.?:.[.3..‘......|....|.. e/ N e M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1620 1640 1660 1680 1700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 13 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.10 27.77 ng/ul 1676800 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Undecanoic acid 186 C11H2202 000112-37-8 83
Abundance Scan 2637 (18.098 min): BM005543.D (-2628) (-) m/z 73.00 100.00%
43 60 73
5000 129
o7 213
15 ] 143157171185 o9 227, 256 1780 18100 18.20 18.40
O m/z 43.05 85.95%
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 R BN U B B
129 17. 80 18. 00 18 20 18. 40
. 213 m/z 60.00 85.43%
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | |1?|5|]:99| . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 17.80 18.00 18.20 18.40
5000 29 129 m/z 55.05 71.63%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #92227: n-Hexadecanoic acid R BRERE
43 17.80 18.00 18.20 18.40
m/z 41.05 69.59%
60 .o
5000
. m “\ i %Ol}151291431571711851992132272422?6
m/z--> 2'0 4'0 80 100 12'0 14'10 1('30 180 200 220 240 2('30 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 14 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.36 2.91 ng/ul 233190 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2852 (19.362 min): BM005543.D (-2848) (-) m/z 73.00 100.00%

43

5000

:

19.00 19.20 19.40 19.60
m/z 43.05 90.27%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43

%

5000 LA L L L L L L
19.00 19.20 19.40 19.60
2 m/z 60.00 82.11%
obiz 1Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
19.00 19.20 19.40 19.60
5000 129 m/z 57.10 75.60%
97 284
115 171185 241
o 2f 155 200 227 o5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid R e B L L
43 19.00 19.20 19.40 19.60
57 73 284 m/z 55.05 71.29%
5000
2
0....‘,.‘l..‘i“. AL S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 00 19 20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052016\
Data File : BM0O05543.D

Aca On : 21 May 2016 06:11

Operator : UM/SJ

Sample : H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM052016 .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 15 1-Nonadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.08 4.96 ng/ul 397061 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 93
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 91
Abundance Scan 3144 (21.080 min): BM005543.D (-3140) (-) m/z 57.10 100.00%
83 q
5000
$20.80 21.00 21.20 2140
(o} m/z 55.10 88.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108955: 1-Nonadecanol
5000 LR DI RIS BRI B
111 mmmmmmmm
m/z 83.10 87 .68%
m/z--> 5 ' Io 2%0 360 3%0 460
Abundance
43 97
69 UL AU A AR
20.80 21.00 21.20 21.40
5000 m/z 43.10 84 .46%
125
oL15 154 182 210 238 266
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester I B e e e
43 20.80 21.00 21.20 21.40
m/z 69.05 77 .54%
69
5000 97
0 L ‘ [ {125 169 195 224 252
m/z--> 5'0 100 1&1,0 2(')0 250 3(')0 3&1;0 4(')0 20. 80 21. oo 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052016\
Data File : BM005543.D

Acq On : 21 May 2016 06:11

Operator : UM/SJ

Sample - H2853-19RX

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .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]
Propanoic acid 2.98 4.5 ng/ul 122305 1 7.82 541053 20.0
Propanoic acid, 2... 3.60 4.8 ng/ul 130390 1 7.82 541053 20.0
Butanoic acid 3.92 2.8 ng/ul 74515 1 7.82 541053 20.0
Butanoic acid, 3-... 4.76 18.3 ng/ul 494625 1 7.82 541053 20.0
Butanoic acid, 2-... 4.91 13.4 ng/ul 362429 1 7.82 541053 20.0
Pentanoic acid 5.30 2.6 ng/ul 70224 1 7.82 541053 20.0
Benzeneacetic acid 11.17 19.6 ng/ul 739748 2 10.61 756720 20.0
Indole 12.10 10.9 ng/ul 410408 2 10.61 756720 20.0
2H-Indol-2-one, 1... 14.25 3.6 ng/ul 178361 3 14.45 984209 20.0
(DEL) Alkane: Str... 16.16 8.5 ng/ul 514924 4 17.19 1207440 20.0
Tetradecanoic acid 16.60 2.8 ng/ul 170332 4 17.19 1207440 20.0
n-Hexadecanoic acid 18.10 27.8 ng/ul 1676800 4 17.19 1207440 20.0
Octadecanoic acid 19.36 2.9 ng/ul 233190 5 21.36 1602180 20.0
1-Nonadecanol 21.08 5.0 ng/ul 397061 5 21.36 1602180 20.0
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