LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011315\
Data File : BMO00176.D

Acq On : 13 Jan 2015 19:25

Operator : TP/1Z

Sample - G1063-08

Misc :

ALS Vial : 13 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\SOMO1.2-EPA-BM122914 _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 2.775 12 15 21 rvB5 15766 21047 0.11% 0.032%
2 2.840 21 26 41 rVB 2203377 2982236 16.10%  4.496%
3 2.987 46 51 59 rBY 811156 1243710 6.72% 1.875%
4 3.057 59 63 80 rvB 2894127 3748763 20.24% 5.652%
5 3.293 97 103 109 rVV 2441469 3301691 17.83% 4.978%
6 3.352 109 113 125 rVB 2201328 2806723 15.16%  4.232%
7 4.151 243 249 255 rBV5 22580 40211 0.22% 0.061%
8 4.404 286 292 302 rvVB 83712 126397 0.68% 0.191%
9 4_575 314 321 335 rBV 13139965 18519885 100.00% 27.921%
10 4.810 357 361 370 rBV 164870 240162 1.30% 0.362%
11 4_957 382 386 394 rvB7 13954 26754 0.14% 0.040%
12 6.398 626 631 636 rvB 18166 28022 0.15% 0.042%

13 6.840 695 706 716 rBV 60466 139698 0.75% 0.211%
14 6.987 726 731 739 rVB 202326 326506 1.76% 0.492%
15 7.163 755 761 773 rVB 533957 806106 4 _.35% 1.215%

16 7.363 784 795 805 rBV 621458 1009899 5.45% 1.523%
17 7.457 805 811 815 rvvs 16562 27869 0.15% 0.042%
18 7.522 818 822 831 rVB6 28345 47535 0.26% 0.072%
19 7.834 868 875 881 rVvB 502600 818638 4.42% 1.234%
20 8.528 986 993 1003 rBV2 494595 801700 4_.33% 1.209%

21 8.986 1062 1071 1082 rBV 745510 1198855 6.47% 1.807%

22 9.145 1094 1098 1105 rVB3 15523 23650 0.13% 0.036%
23 9.704 1184 1193 1203 rBV 579284 972446 5.25% 1.466%
24 9.928 1226 1231 1236 rBV3 17792 27740 0.15% 0.042%

25 10.239 1277 1284 1298 rBV 828311 1374364 7.42% 2.072%

26 10.622 1342 1349 1357 rBV 652569 1092435 5.90% 1.647%

27 11.286 1456 1462 1469 rBV6 24139 51485 0.28% 0.078%
28 11.398 1476 1481 1489 rBV6 18439 37526 0.20% 0.057%
29 12.210 1614 1619 1624 rVB3 13428 23446 0.13% 0.035%
30 12.710 1699 1704 1709 rBv4 22789 36354 0.20% 0.055%

31 13.874 1896 1902 1914 rBV 1521338 2061833 11.13% 3.109%
32 14.074 1929 1936 1944 rBV 190633 340850 1.84% 0.514%
33 14.157 1944 1950 1961 rVB 1451718 2152471 11.62% 3.245%
34 14.463 1996 2002 2014 rBV 867198 1331235 7.19% 2.007%

SOMO1.2-EPA-BM122914_.M Wed Jan 14 16:01:17 2015 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011315\
Data File : BMO00176.D

Acq On : 13 Jan 2015 19:25

Operator : TP/1Z

Sample - G1063-08

Misc :

ALS Vial : 13 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\SOMO1.2-EPA-BM122914_M
SVOA CALIBRATION

35 14.651 2028 2034 2048 rBV3 118995 222064 1.20% 0.335%

36 15.457 2164 2171 2181 rBV 1861996 2696951 14.56% 4._.066%
37 15.568 2184 2190 2201 rVvVv 562433 797197 4 _30% 1.202%
38 15.698 2207 2212 2218 rVB3 19075 28289 0.15% 0.043%
39 17.204 2462 2468 2479 rBV2 1066538 1592712 8.60% 2.401%
40 17.304 2479 2485 2497 rVB2 2078753 3022782 16.32% 4_557%

41 18.092 2615 2619 2623 rBV4 12616 19755 0.11% 0.030%
42 19.233 2808 2813 2817 rBV3 21776 25569 0.14% 0.039%
43 19.486 2854 2856 2861 rVB3 20470 22218 0.12% 0.033%
44 19.598 2869 2875 2882 rBV 2373109 3303491 17.84% 4_.980%
45 21.303 3160 3165 3170 rBV7 11843 27360 0.15% 0.041%

46 21.392 3174 3180 3186 rBV 1479351 1861974 10.05% 2.807%
47 23.538 3537 3545 3555 rVB 1698052 3200918 17.28% 4.826%
48 23.680 3562 3569 3578 rvB2 872837 1719227 9.28% 2.592%

Sum of corrected areas: 66328749
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011315\
Data File : BMO00176.D

Acq On : 13 Jan 2015 19:25

Operator : TP/1Z

Sample - G1063-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM122914 _M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM000176.D

1.2e+07

le+07
8000000
6000000

4000000

3.06

284 3%

2000000

2.99 8.99 10.24
18.36  7.83 8.53 9.70 10.62

p.78 41%4(%&% 6.40 6.849% ymB2 ) A £9.15 A 9.93 I 11290

L o M T MMM © <t

T T
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: BM000176.D

1.2e+07

le+07
8000000
6000000

4000000

19.60

17.30
2000000 13.814.16 15.46

14.46 5 57 17.40
1221 12.71 14.07  |14.65 15.70 | 18.09 19.289.

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 19.00 19.50 20.00
Abundance TIC: BM000176.D

1.2e+07

le+07
8000000
6000000
4000000

2000000 21.39 23.54
3.68

21.30

O e e e e e e e

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\BM011315\
Data File : BMO00176.D

Acq On : 13 Jan 2015 19:25

Operator : TP/1Z

Sample - G1063-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM122914 _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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.06 91.59 ng/ul 3748760 1,4-Dichlorobenzene-d4 7.83
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 64
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 63 (3.057 min): BM000176.D (-59) (-) m/z 73.10 100.00%

73

5000 43
55
87 DR S S
| 2.80 3.00 3.20 3.40
el e 2% m/Z 43.05  47.80%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-

78 A‘

5000 L L
2.80 3.00 3.20 3.40

43 55 87 m/z 55.10 34.81%

2 )L
...,.‘a‘..‘,“.‘...,..‘.‘.,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73

280 3.00 3.20 3.40

5000 m/z 87.10 26.26%
55
43
87
27
101
T B e B B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13286: 2,2,4-Trimethyl-3-pentanol R I s B
73 280 3.00 3.20 3.40

m/z 41.05 15.40%

41 g 87
5000
29
|15 M\ ‘\‘ \‘\ \H A\

rrr I
m/z--> 20 40 60 80 100 120 140 160 180 200 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011315\
Data File : BMO00176.D

Acq On : 13 Jan 2015 19:25

Operator : TP/1Z

Sample - G1063-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM122914 _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 Hexanal Concentration Rank 9

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

4.40 3.09 ng/ul 126397 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 83
2 Hexanal 100 C6H120 000066-25-1 78
3 Hexanal 100 C6H120 000066-25-1 78
4 Hexanal 100 C6H120 000066-25-1 74
5 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 56

Abundance Scan 291 (4.399 min): BM000176.D (-286) (-) m/z 43.95 100.00%
56
5000
72 INSEBINSED SRR N
| 007 4.00 4.20 4.40 4.60 4.80
SN S -7 m/z 56.10 82.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3696: Hexanal
44
56
5000 [T T T
29 400 4.20 4.40 4.60 4.80
72 m/z 41.05 80.22%
'“l'k'ﬂ"'thk'|“"|'“'|"“|"'w""w"'|”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44 o6
400 4.20 4.40 4.60 4.80
5000 m/z 43.10 65.72%
27
72
15 83 100
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #3694: Hexanal
A o 400 4.20 4.40 4.60 4.80
m/z 57.10 63.75%
5000 29
72
"'I'wH JH‘-“““'MK 'ﬁ?"}?q" S UL DAL AL S B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011315\
Data File : BMO00176.D

Acq On : 13 Jan 2015 19:25

Operator : TP/1Z

Sample - G1063-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM122914 _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 1,2-Ethanediol, diformate Concentration Rank 6

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

4.81 5.87 ng/ul 240162 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Ethanediol, diformate 118 C4H604 000629-15-2 78
2 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 56
3 Urea 60 CH4N20 000057-13-6 9
4 Urea 60 CH4N20 000057-13-6 9
5 Urea 60 CH4N20 000057-13-6 9

Abundance Scan 361 (4.810 min): BM000176.D (-357) (-) m/z 60.00 100.00%
44 60
5000
47 72 440 460 480 500 5.20
e 3 AL S e /2 43.95 . 95.20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #8413: 1,2-Ethanediol, diformate
31 44 60
5000
4.40 4.60 4.80 5.00 5.20
o7 72 m/z 43.00 42 .55%
g 41 ‘ ‘ 88
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
44 60
4.40 4.60 4.80 5.00 5.20
5000 73 m/z 45.10 16.30%
29 41 55
25 37 51 69 83 87
L0 LN ARAN LAY RAREN LAY RALR) LRLN SRALN LARLY RERAE LARE) RERANRARKY RARAH LAAKS LERRN LAY RAASN LN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #291: Urea
44 60 4.40 4.60 4.80 5.00 5.20
17 m/z 72.00 9.89%
5000
28
L l 4]T
JLARRRA RERRA RARAA AN RALEA REERA RARS UL RARLS BRRES RARA) SERA) RARA SURSE MERRA SERRA KRN ARAAY MK USRI RN U U
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011315\
Data File : BMO00176.D

Acq On : 13 Jan 2015 19:25

Operator : TP/1Z

Sample - G1063-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM122914 _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 Hexanoic acid Concentration Rank 8

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

6.84 3.41 ng/ul 139698 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 78
4 Pentanoic acid 102 C5H1002 000109-52-4 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64

Abundance Scan 706 (6.840 min): BM000176.D (-695) (-) m/z 60.00 100.00%
60
5000 73 ?&
|h|| 51|| 8 4 6.60 6.80 7.00 7.20
..,....,....,....,....,..!. bl e S m/Z 73.00 46.29%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #7851. Hexanoic acid
60
5000 73
27 a1 6.60 6.80 7.00 7.20
g7 m/z 41.10 31.51%
35\ ‘\47 SJH | 67, 80 | 9399
m/z--> fo 25 35 4b 55 60 fo 85 do 160 1io 150
Abundance
60
6.60 6.80 7.00 7.20
5000 73 m/z 43.10 23.11%
27 4
87
47 53 67 80 101 115
m/z--> fo 25 35 4b 55 éo fo 85 do 100 1i0 150
Abundance #7849: Hexanoic acid
60 6.60 6.80 7.00 7.20
m/z 55.05 21.61%
5000 73
27 87
..,...1.8,...\.w,....w,h\.»..,?w. (S 80 | s
m/z--> 10 20 30 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011315\
Data File : BMO00176.D

Acq On : 13 Jan 2015 19:25

Operator : TP/1Z

Sample - G1063-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM122914 _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 1H-Benzotriazole Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .07 5.12 ng/ul 340850 Acenaphthene-d10 14._.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole 119 C6H5N3 027556-51-0 96
2 1H-Benzotriazole 119 C6H5N3 000095-14-7 96
3 1H-Benzotriazole 119 C6H5N3 000095-14-7 94
4 1H-Benzotriazole 119 C6H5N3 000095-14-7 93
5 Benzoxazole 119 C7H5NO 000273-53-0 90
Abundance Scan 1935 (14.068 min): BM000176.D (-1929) (-) m/z 64.00 100.00%
91 119
5000 50
38
76 207 13.80 14.00 14.20 14.40
el 166 297 "m/z 119.00  89.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8811: 1H-Benzotriazole
119
64 o1
5000
) 13.80 14.00 14.20 14.40
38 ° m/z 90.95 89.65%
.wgg.w...w..Zﬁ..”,..”,..”,..”,..”,..”,..”
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
o o1 119
13.80 14.00 14.20 14.40
5000 m/z 63.00 88.94%
52
38
26 76
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8813: 1H-Benzotriazole
64 o1 119 13.80 14.00 14.20 14.40
m/z 52.10 37 .60%
5000
38 52
"%% |?E' mﬂ"“w' MJ"16|"3 T 'l" S DAL UL B SR
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011315\
Data File : BMO00176.D

Acq On : 13 Jan 2015 19:25

Operator : TP/1Z

Sample - G1063-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM122914 _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... 3.06 91.6 ng/ul 3748760 1 7.83 818638 20.0
Hexanal 4.40 3.1 ng/ul 126397 1 7.83 818638 20.0
1,2-Ethanediol, d... 4.81 5.9 ng/ul 240162 1 7.83 818638 20.0
Hexanoic acid 6.84 3.4 ng/ul 139698 1 7.83 818638 20.0
1H-Benzotriazole 14.07 5.1 ng/ul 340850 3 14.47 1331240 20.0
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