LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006210.D

Acq On : 02 Jul 2016 21:44

Operator : UM/SJ

Sample : H3797-16

Misc :

ALS Vial : 20 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-BM070216 .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 3.422 138 142 159 rVB 222378 291745 3.33% 0.271%
2 4.199 270 274 282 rBvY 110355 149320 1.70% 0.139%
3 6.828 712 721 736 rBvV 2038793 3523783 40.20% 3.279%
4 6.987 739 748 760 rBV 1436573 2327692 26.55% 2.166%
5 7.181 773 781 793 rBV 1911783 3184838 36.33% 2.964%
6 7.645 852 860 869 rBV 1292726 2103013 23.99% 1.957%
7 8.357 969 981 996 rBvV 2383218 4163794 47 .50% 3.875%
8 8.804 1049 1057 1071 rBV 1884233 3218413 36.72% 2.995%
9 9.522 1171 1179 1190 rBV 1661210 2839484 32.39% 2.642%
10 9.704 1199 1210 1219 rBV 179801 438260 5.00% 0.408%

11 10.057 1262 1270 1291 rBV 2286499 4146606 47.31% 3.859%
12 10.428 1324 1333 1347 rVB 1813840 3235028 36.91% 3.010%
13 10.569 1347 1357 1372 rBV 1970995 3644504 41.58% 3.391%
14 11.963 1586 1594 1601 rBV 330875 618970 7.06% 0.576%
15 13.716 1884 1892 1896 rBV 3884616 5794004 66.10% 5.392%

16 13.757 1896 1899 1916 rVB 1765606 2574561 29.37% 2.396%
17 13.992 1930 1939 1949 rBV 4336795 6864525 78.31% 6.388%
18 14.298 1984 1991 2001 rBV2 2632921 4310228 49.17% 4.011%
19 14.516 2019 2028 2042 rBV 2148483 3471106 39.60% 3.230%
20 15.163 2134 2138 2145 rVB 75603 101387 1.16% 0.094%

21 15.298 2154 2161 2169 rBV 5319453 8033230 91.64% 7.475%
22 15.427 2177 2183 2197 rBV 2083833 3062371 34.94% 2.850%
23 15.539 2197 2202 2211 rVB3 79803 158765 1.81% 0.148%
24 16.021 2279 2284 2291 rBV 97983 173516 1.98% 0.161%
25 16.815 2414 2419 2425 rBV2 215091 332089 3.79% 0.309%

26 17.051 2453 2459 2468 rBV2 3286350 4909597 56.01% 4 _569%
27 17.151 2468 2476 2488 rVB2 5491547 8332645 95.06% 7.754%
28 17.551 2540 2544 2554 rVB 140864 203561 2.32% 0.189%
29 19.080 2800 2804 2809 rBV 70178 94347 1.08% 0.088%
30 19.451 2860 2867 2874 rBV 6197870 8765662 100.00% 8.157%

31 20.962 3119 3124 3133 rBV 414556 657058 7.50% 0.611%
32 21.245 3166 3172 3178 rBV 3638070 4721843 53.87% 4_.394%
33 22.409 3366 3370 3376 rVB 188218 252576 2.88% 0.235%
34 22.780 3430 3433 3438 rVB2 90216 123525 1.41% 0.115%

SOM02.2-EPA-BM070216.M Tue Jul 05 03:46:35 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006210.D

Acq On : 02 Jul 2016 21:44

Operator : UM/SJ

Sample : H3797-16

Misc :

ALS Vial =: 20 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 - 0 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-BM070216 .M
SVOA CALIBRATION

35 23.321 3517 3525 3538 rVB2 3328426 6542745 T74.64% 6.088%
36 23.462 3541 3549 3556 rBV 1933256 3827320 43.66% 3.561%
37 23.974 3632 3636 3645 rVB 134670 272398 3.11% 0.253%

Sum of corrected areas: 107464509
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

: Z:\HPCHEM1\BNA_M\DATA\BM070216\
: BM006210.D

: 02 Jul 2016 21:44

: UM/SJ

: H3797-16

- 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM070216.M

Quant Title

TIC Library

TIC Integ

SVOA CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM006210.D

8.36
6.83 713

6.99

9.52
7.65

4.20 A
A

3.42
I A

o

Time-->

IIIIIAIIIIIIIIIII

3.00 350 4.00

450 500 550 6.00 650 700 750 800 850 9.00 9.50

10.00 10.50 11.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM006210.D

19.45

15.30 17.15

13.99
13.72

17.4

14.30

14.52 5.43

.76

11.96

17.55 19.08

A
T T 11

15.16 l5.54 16.02 16.82

Time-->

o
LN s S B e B B B e B N D B B N L D N B D L N B B D B L B O B O B O e B D B B B B N B B B L B O B L B B B B R

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

05

TIC: BM006210.D

21.24

23.32

Time--> 20.

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\BMO70216\
Data File : BM006210.D

Acq On : 02 Jul 2016 21:44

Operator : UM/SJ

Sample : H3797-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM070216.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 1 Isopropyl Alcohol Concentration Rank 3

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

3.42 2.77 ng/ul 291745 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 (S8)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance Scan 142 (3.422 min): BM006210.D (-138) (-) m/z 45.10 100.00%
45
5000
61 3.00 320 3.40 3.60 3.80
o‘wﬁﬁfh...~,'...7?,..9.1.,....,....,....,....,....,?97.. m/z 43.05 18.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #287: Isopropy! Alcohol
45
5000 SRR SRS RN SRR
3.00 320 3.40 3.60 3.80
m/z 61.00 6.83%
15 27 s
0'”"HJM'T*”'\'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
300 320 340 3.60 380
5000 m/z 44.00 5.50%
5 2 61 76
G S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #286: Isopropyl Alcohol A B o mar S
45 3.00 320 3.40 3.60 3.80
m/z 42.00 3.12%
5000
27 5o
0'”“HJM'TM”'\'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”' [Tt
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006210.D

Acq On : 02 Jul 2016 21:44

Operator : UM/SJ

Sample : H3797-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM070216.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 2 Benzoic Acid Concentration Rank 4

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

9.70 2.71 ng/ul 438260 Naphthalene-d8 10.43

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic Acid 122 C7H602 000065-85-0 97

2 Benzoic Acid 122 C7H602 000065-85-0 97

3 Heptanediamide, N,N"-di-benzoyloxy- 398 C21H22N206 1000253-26-4 90
4 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 86

5 (+)-Dibenzoyl-L-tartaric acid an... 340 C18H1207 064339-95-3 86
Abundance Scan 1209 (9.698 min): BM006210.D d)(-1199) ) m/z 105.00 100.00%

105
77 122
5000 51
2 | e o '9.40 9.60 9.80 10.00

o

et et e e e || M/z 77.00 78 84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9574: Benzoic Acid
105 122

5000 I amms S ....
51 9.40 9.60 9.80 10.00

m/z 122_.00 77.06%

27 3\9 ‘\ 65 Ll 94 | |
e e RS ma A o R L A aaRamaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 122

7 rrrrTTTyT T T T
9.40 9.60 9.80 10.00
5000 m/z 51.00 42 .76%

51
o 18 27 39 65 g5 94
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #155928: Heptanediamide, N,N'-di-benzoyloxy-
5

9.40 9.60 9.80 10.00
m/z 50.00 24 _41%

na

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00

o

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006210.D

Acq On : 02 Jul 2016 21:44

Operator : UM/SJ

Sample : H3797-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM070216.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 3 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.96 3.83 ng/ul 618970 Naphthalene-d8 10.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,2,3,4-Tetrahydropentalene, 1,1... 171 C12H13N 1000217-18-6 37
2 6-1sopropylquinoline 171 C12H13N 000135-79-5 32
3 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28
4 2-(2-Chloro-pyridin-3-yl)-propan... 171 C8H10CINO 267003-35-0 25
5 1,3-Diaza-5,6-dedihydrocyclohexa... 171 C6HIN30S 021263-85-4 23
Abundance Scan 1594 (11.963 min): BM006210.D (-1586) (-) m/z 156.00 100.00%
156
5000 115
171
207 11,60 11.80 12.00 12.20
0 SN S—— . m/z 115.00 49.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36881: 1,2,3,4-Tetrahydropentalene, 1,1-dimethyl-3-cyanom...
156
5000 R AR AN UL SRR
171 11,60 11.80 12.00 12.20
6 129 m/z 158.00 31.65%
7P n e T P
0....‘.......2‘. “‘........”..‘...“ S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
1160 11:80 12,00 12.20
5000 m/z 78.00 31.05%
171
15 27 39 51 63 7 g9 101 11718 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27206: Benzene, 2,5-cyclohexadien-1-yl- R B
156 11.60 11.80 12.00 12.20
m/z 171.10 29.10%
5000
51 78 91 115 ” 141
p 6 | w O
o S N PP o YO S S 5 NG
m/z--> 20 40 60 80 100 120 140 160 180 200 11/60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006210.D

Acq On : 02 Jul 2016 21:44

Operator : UM/SJ

Sample : H3797-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM070216.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 4 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.96 2.78 ng/ul 657058 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
Abundance Scan 3124 (20.962 min): BM006210.D (-3119) (-) m/z 57.05 100.00%
I 83
5000 111
SN AR SRR
139 167 20.60 20.80 21.00 21.20
ob—24L pATD 0T 20ropzst 281 3w 429 Ttee o8 91,110
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 RUAVUNAMULUUAR UL IS B
20.60 20.80 21.00 21.20
125 m/z 43.05 88.21%
0! \‘H\\‘\ ‘\H‘\ 15\3 ]-9|6-2-2‘-1-|----|----|--- e
m/z--> 50 200 250 300 350 400
Abundance
57
83 20.60 20.80 21.00 21.20
5000 m/z 83.10 81.00%
111
29 139 169 210 238 oo
O e SR S e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)- S o B B A
7 20.60 20.80 21.00 21.20
83 m/z 69.05 76 .16%
5000
29 111
o J 1 l |139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006210.D

Acq On : 02 Jul 2016 21:44

Operator : UM/SJ

Sample : H3797-16

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM070216.M
Quant Title : 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]
Isopropyl Alcohol 3.42 2.8 ng/ul 291745 1 7.65 2103010 20.0
Benzoic Acid 9.70 2.7 ng/ul 438260 2 10.43 3235030 20.0
unknown-01 11.96 3.8 ng/ul 618970 2 10.43 3235030 20.0
Trichloroacetic a... 20.96 2.8 ng/ul 657058 5 21.24 4721840 20.0
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