LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG031016\
Data File : BG021405.D
Acq On : 10 Mar 2016 12:58 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(t;S ol

- - lentosampleld :
3?22'6 : H1616-04 BLDG06-P001-SS001-02
ALS Vial : 6 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_G\METHODS\SOMO2.2-EPA-BG031016.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 5.623 459 474 478 rBV 20048 56963 0.16% 0.045%
2 7.297 751 759 767 rBV 42774 80678 0.23% 0.063%
3 7.462 780 787 793 rBY 35181 58889 0.17% 0.046%
4 7.673 817 823 830 rBvV 44808 77678 0.22% 0.061%
5 8.067 880 890 897 rBvV 15652 40357 0.11% 0.032%
6 8.143 897 903 911 rVB 63007 112531 0.32% 0.088%
7 8.843 992 1022 1027 rBV3 151346 780426 2.20% 0.612%
8 9.207 1078 1084 1089 rBvV 79898 131051 0.37% 0.103%
9 9.307 1096 1101 1106 rVvv 46455 83332 0.24% 0.065%
10 10.029 1216 1224 1231 rBV 39792 74194 0.21% 0.058%

11 10.382 1257 1284 1295 rBV 158057 744153 2.10% 0.584%
12 10.576 1311 1317 1327 rVB 49862 93188 0.26% 0.073%
13 10.958 1376 1382 1385 rVV 87254 155571 0.44% 0.122%
14 11.011 1385 1391 1398 rVV 494188 876017 2.47% 0.687%

15 11.111 1402 1408 1416 rBV3 19304 39356 0.11% 0.031%
16 11.780 1509 1522 1529 rBV 97481 243256 0.69% 0.191%
17 12.333 1612 1616 1625 rBV2 30748 50891 0.14% 0.040%
18 12.585 1653 1659 1664 rBV7 28270 69173 0.20% 0.054%
19 12.850 1695 1704 1712 rBV9 22292 75503 0.21% 0.059%

20 13.126 1733 1751 1756 rBV3 374301 1369441 3.87% 1.074%

21 13.531 1816 1820 1823 rBV3 24301 41253 0.12% 0.032%
22 14.066 1907 1911 1914 rBV3 62308 104171 0.29% 0.082%
23 14.189 1928 1932 1938 rVB4 64880 138205 0.39% 0.108%
24  14.277 1945 1947 1950 rBV2 39962 40920 0.12% 0.032%
25 14.454 1973 1977 1983 rBV 120336 264633 0.75% 0.208%

26 14.565 1993 1996 1999 rVB 117277 125996 0.36% 0.099%
27 14.612 2001 2004 2008 rVB 129789 173724 0.49% 0.136%
28 14.665 2009 2013 2016 rVB 112583 140362 0.40% 0.110%
29 14.706 2016 2020 2021 rBV2 119054 169651 0.48% 0.133%
30 14.836 2038 2042 2046 rVB 102089 159595 0.45% 0.125%

31 14.883 2046 2050 2052 rBV 163016 214427 0.61% 0.168%
32 14.959 2059 2063 2073 rVB 243634 384294 1.08% 0.302%
33 15.071 2073 2082 2088 rBV 917306 2001966 5.65% 1.571%
34 15.123 2088 2091 2096 rVV2 541494 737325 2.08% 0.578%
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LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG031016\
Data File : BG021405.D
Acq On : 10 Mar 2016 12:58 Instrument :
Operator : UM/SJ ?.‘,'I\!A_(t;S ol

- - lentosampleld :
a?ggle : H1616-04 BLDG06-P001-SS001-02
ALS Vial : 6 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_G\METHODS\SOMO02.2-EPA-BG031016.M
SVOA CALIBRATION

35 15.182 2096 2101 2105 rVvVv 414665 585356 1.65% 0.459%

36 15.241 2106 2111 2118 rVV2 316919 543916 1.54% 0.427%
37 15.311 2118 2123 2128 rVB 564427 725599 2.05% 0.569%
38 15.576 2163 2168 2172 rBV 1019170 1241085 3.50% 0.974%
39 15.670 2180 2184 2190 rBV 97740 139782 0.39% 0.110%
40 15.746 2193 2197 2202 rVB 115689 165368 0.47% 0.130%

41 15.975 2233 2236 2239 rVB 46380 49726 0.14% 0.039%
42 16.022 2239 2244 2255 rVB 616046 928108 2.62% 0.728%
43 16.116 2257 2260 2263 rBVY 52606 62344 0.18% 0.049%

44 16.457 2311 2318 2323 rVB2 175602 310356 0.88% 0.243%
45 16.839 2378 2383 2391 rBV2 331079 621383 1.75% 0.488%

46 17.039 2414 2417 2420 rBV3 80867 124833 0.35% 0.098%
47 17.274 2454 2457 2463 rVB2 205435 292664 0.83% 0.230%
48 17.497 2492 2495 2499 rVB 142165 182074 0.51% 0.143%
49 17.574 2504 2508 2517 rVB2 272332 516497 1.46% 0.405%
50 17.961 2571 2574 2580 rBV4 137468 235859 0.67% 0.185%

51 18.220 2612 2618 2622 rBV 533841 1021594 2.88% 0.802%
52 19.330 2800 2807 2812 rVB 1675857 3239990 9.15% 2.542%
53 19.988 2915 2919 2927 rVB 941640 1481295 4.18% 1.162%
54 20.652 3029 3032 3036 rBV 1011618 1237111 3.49% 0.971%
55 20.917 3074 3077 3081 rBV 1198880 1605029 4_.53% 1.259%

56 22.908 3413 3416 3442 rVB8 3416927 16107558 45.47% 12.638%
57 23.114 3449 3451 3454 rVB2 4667498 3283243 9.27% 2.576%
58 23.343 3488 3490 3492 rBV2 3228193 3662434 10.34% 2.873%
59 23.484 3505 3514 3535 rBV6 4764843 35422083 100.00% 27.791%
60 23.731 3553 3556 3588 rVV3 3353086 23895263 67.46% 18.748%

61 23.931 3588 3590 3594 rVV3 4916594 6867745 19.39% 5.388%
62 23.995 3594 3601 3606 rVB2 5593907 12999684 36.70% 10.199%

Sum of corrected areas: 127457149
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LSC Report - Integrated Chromatogram

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.M
SVOA CALIBRATION

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

Abundance TIC: BG021405.D

1le+07
8000000
6000000
4000000

2000000

11.01
5.62 7. 3046 67 8&)14 8.8 84 95231 10 0308858108611 11 78 12. 312 59

Time--> 3.00 3.50 4.00 450 500 550 6.00 6.50 7.00 750 800 850 900 950 1000 10.50 11.00 11.50 1200 1250
Abundance TIC: BG021405.D

1e+07

8000000

6000000

4000000

19.33  19.99

2000000

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG021405.D

3493 2240
3,48

1e+07

8000000

6000000

4000000

2000000

e

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 1 Pentanoic acid Concentration Rank 37

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

5.62 10.12 ng/ul 56963 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 72
2 Pentanoic acid 102 C5H1002 000109-52-4 56
3 Pentanoic acid 102 C5H1002 000109-52-4 56
4 Butanoic acid 88 C4H802 000107-92-6 50
5 Octanoic Acid 144 C8H1602 000124-07-2 40

Abundance Scan 474 (5.623 min): BG021405.D (-459) (-) m/z 60.00 100.00%

60
5000 73
41

520 540 560 580 600
51 87 128 141 156
...,....|h1.|..|'-....,....,.... 128 75 10169 Thyz 73.00  43.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4159: Pentanoic acid
60
\
5000 ||||||||||||||||||||||
73 5.20 540 5.60 5.80 6.00
41 m/z 41.00 21.08%

27
1 S 2 S
m/z--> 20 40 60 80 100 120 140 160
Abundance
60

5.20 5.40 5.60 5.80 6.00

5000 s m/z 39.00 15.65%
29 41
15 50 87 101
I o e o e B e e o o
m/z--> 20 40 60 80 100 120 140 160
Abundance #4158 Pentanoic acid
60 5.20 5.40 5.60 5.80 6.00

m/z 45.00 14 .93%

5000 73
29 41
— .‘M. .‘,m.‘ S0, | 87 101 \

m/z--> 20 40 60 80 100 120 140 160 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 (DEL) Alkane: Straight-Chai... Concentration Rank 40

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

8.07 7.17 ng/ul 40357 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid, 2-methyl- 186 C11H2202 024323-23-7 78
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 78
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 78
4 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 64
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 50

Abundance Scan 891 (8.073 min): BG021405.D (-880) (-) m/z 74.00 100.00%
7
5000
43 87
55 TTTEo 800 820 840
| 115 141 156 167
e -t m/z 43.00 31.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46638: Decanoic acid, 2-methyl-
74
5000 87 T ho 500 830 840
m/z 86.90 29.40%
o T T g e 186
miz--> 5 4 o % i 1 U 1% 1%
Abundance
74
780 8.00 8.20 840
5000 m/z 41.00 29.03%
43 87
29 55
15 101 115 130
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13005: Hexanoic acid, 2-methyl- I
74 7.80 8.00 8.20 8.40
m/z 72.90 18.02%
5000 43
27
60 87
H‘ I \‘ M ‘ 101 115 130
m/z--> 20 Jo 60 80 160 120 140 160 180 780 8.00 8.0 8.40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 (DEL) Alkane: Straight-Chai... Concentration Rank 23

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

9.21 23.29 ng/ul 131051 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 91
2 2-Nonanone 142 C9H180 000821-55-6 91
3 2-Nonanone 142 C9H180 000821-55-6 90
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 78
5 2-Heptanone 114 C7H140 000110-43-0 72

Abundance Scan 1085 (9.213 min): BG021405.D (-1078) (-) m/z 43.00 100.00%
5000
71

85 99 109 197 142 8.80 9.00 9.20 9.40 9.60
S ot i 0 AT 0 185 167 m/z 58.00 98.46%

m/z--> 20 40 60 80 100 120 140 160
Abundance #19143: 2-Nonanone
43 B
5000 [Trr T T r I rrrrrrr
71 8.80 9.00 9.20 9.40 9.60
142 m/z 71.00 26.78%
\‘ J‘ ‘ 8t 99 m3 127 |
,,,,,,,
m/z--> 20 60 80 100 120 140 160
Abundance
43 58
8.80 9.00 9.20 9.40 9.60
5000 m/z 57.00 25.67%
27 71
15 85 99 113 127 142
L B e L B o o e e e e LN B o B o B
m/z--> 20 40 60 80 100 120 140 160
Abundance #19141: 2-Nonanone B o i e
4 58 880 900 920 940 960

m/z 41.00 24 .88%

5000
71
\‘ ‘W\ | 85 99 113 127 142

m/z--> 20 60 80 100 120 140 160 8. 80 9.00 9. 20 9.40 9.60

SOM02.2-EPA-BG031016.M Fri Mar 11 15:42:42 2016 Page: 6



Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 Octanoic Acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.38 95.67 ng/ul 744153 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 90
2 Octanoic Acid 144 C8H1602 000124-07-2 90
3 Hexanoic acid 116 C6H1202 000142-62-1 74
4 Hexanoic acid 116 C6H1202 000142-62-1 64
5 Hexanoic acid 116 C6H1202 000142-62-1 64
Abundance Scan 1284 (10.382 min): BG021405.D (-1257) (-) m/z 60.00 100.00%
60
73
5000 43
8 10 s 10,00 10.20 10140 10.60
|kl 229 142 155165 m/z 73.00 70.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19985: Octanoic Acid
60
73
5000 27
10.00 10.20 10.40 10.60
‘ 85 101 m/z 43.00 42 .04%
SR ,W, N e - .
m/z--> 20 40 60 80 100 120 140 160
Abundance
60
73 10,00 10.20 10140 10.60
5000 43 m/z 41.00 41 .84%
101
29 8 115
15 127 144
miz--> 20 40 60 80 100 120 140 160
Abundance #7849: Hexanoic acid T T T T T
60 10.00 10.20 10.40 10.60
m/z 55.00 34.73%
5000 73
7 A 87
..??.‘:“..‘,“‘.‘..W‘..“.‘.,.‘...9?...1:.[6,....,....,.... i L o B B B B B
m/z--> 20 40 60 80 100 120 140 160 10.00 10.20 10.40 10.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

S:\HPCHEMI\BNA_G\DATA\BG031016\

BG021405.D

10 Mar 2016 12:58

UM/SsJ

H1616-04

6 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.M

BLDG06-P001-SS001-02

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 (DEL) Alkane: Straight-Chai... Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
11.11 5.06 ng/ul 39356 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 45
2 Decanoic acid, 2-methyl- 186 C11H2202 024323-23-7 45
3 Heptanoic acid, methyl ester 144 C8H1602 000106-73-0 45
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 45
5 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 42

Abundance Scan 1408 (11.111 min): BG021405.D (-1402) (-) m/z 74.00 100.00%
2
5000
45 87 JA
> 101 115 129 10.80 11, o'o' 11.20 11.40
115
1 154 169 m/z 87.00 37.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56065: Undecanoic acid, 2-methyl-
74
5000 87
41 10.80 11.00 11.20 11.40
29 55 143 m/z 45.00 30.69%
I e
m/z--> 20 40 6 80 160 120 140 1éo 180 200
Abundance
74
10.80 11.00 11.20 11.40
5000 a7 m/z 41.00 26.42%
41
55
29 101 115 129 143 186
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #20050: Heptanoic acid, methyl ester T
74 10.80 11.00 11.20 11.40
m/z 59.00 15.55%
5000
87
‘ ‘ 101 113
”'I"”IM"'P"“I”"”'”MI"”?44'W""P"'I”
m/z--> 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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SOM02.2-EPA-BG031016.M Fri Mar

Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG031016\
Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

Sample : H1616-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.M
SVOA CALIBRATION

C:\DATABASENNISTO2.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 6 Nonanoic acid Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.78 31.27 ng/ul 243256 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Octanoic Acid 144 C8H1602 000124-07-2 53
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 Octanoic Acid 144 C8H1602 000124-07-2 42
5 1,6-Anhydro-._.beta.-D-glucopyrano... 162 C6H1005 000498-07-7 40

Abundance Scan 1522 (11.780 min): BG021405.D (-1509) (-) m/z 60.00 100.00%
0 13
5000
15 129 L AR UL UL &
147 155 11.40 11.60 11.80 12.00
m/z 72.95 82.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28744: Nonanoic acid
60 73
41
5000
29 11.40 11.60 11.80 12.00
H 87 o3 115 59 m/z 57.00 57.02%
..P%?q..hr”.JL:LF%lh .”.h”...Hj....hh.”,.“.,“.J“..q..”,.ié?u.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
73 11.40 11,60 11.80 12.00
5000 97 43 m/z 41.00 55.01%
85 101
51 115 929 144
WWWWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7850: Hexanoic acid N R s RS
60 11.40 11.60 11.80 12.00
m/z 55.00 45.43%
B | I [ \J\M
87
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11:40 11.60 11.80 12.00

11 15:42:45 2016

BLDG06-P001-SS001-02
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 41
R.T. EstConc Area Relative to ISTD R.T.
12.33 6.54 ng/ul 50891 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 49
2 Undecane 156 C11H24 001120-21-4 49
3 Undecane 156 C11H24 001120-21-4 49
4 Eicosane 282 C20H42 000112-95-8 46
5 Decane 142 C10H22 000124-18-5 46

Abundance Scan 1616 (12.333 min): BG021405.D (-1612) (-) m/z 57.00 100.00%

5000
85

12.00 12.20 12.40 12.60
m/z 43.00 80.07%

102 116 129

145 156 165

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

Abundance #27118: Undecane
43 57
5000 TT [T T I T [T T T T[T T T T [TTTT]
71 12.00 12.20 12.40 12.60
85 m/z 41.00 69.76%
M A ‘\ 99 113 127 156
”p“q””p”qnnpuqnupuquupu.””.”.””P”q””p”quup
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43 57
T T
12.00 12.20 12.40 12.60
5000 71 m/z 71.00 57.80%
29 85
99 113 127 156
wﬁmmmﬂwﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27117: Undecane R ERREEEE T
43 57 12.00 12.20 12.40 12.60
m/z 72.95 41 .99%
5000 71
85
29
15 ‘ “ %9 113 127 156
T I e e e e e e e e Sfianan i atet i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.00 12.20 12. 40 12.60
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 unknown-01 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.85 9.71 ng/ul 75503 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 25
2 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 22
3 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 22
4 Ethanone, l-cyclohexyl- 126 C8H140 000823-76-7 18
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 14
Abundance Scan 1704 (12.850 min): BG021405.D (-1695) (-) m/z 41.00 100.00%
5000 \vg,_ﬁ/foMAWJ/\,wvg///\v~/«~
129 conendiii ettt
143 160 12.60 12.80 13.00 13.20
S N U m/z 55.00 73.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11273: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
55 6
41
97
5000 260 19180 1300 1350
27 8 11 126 m/z 69.00 73.01%
1 P A R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 57
71 R UM SRR BN
g5 12.60 12.80 13.00 13.20
5000 m/z 43.00 66 .33%
29 126
97 113 155
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45567: Undecane, 3,7-dimethyl- L e e e
43 57 12.60 12.80 13.00 13.20
m/z 73.00 61.60%
5000 71 85
29
m‘ L0 |9 13127 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 n-Decanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.13 161.44 ng/ul 1369440 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Heptanoic acid 130 C7H1402 000111-14-8 53
Abundance Scan 1752 (13.132 min): BG021405.D (-1733) (-) m/z 60.00 100.00%
6 7B
41
5000 129
87 USRNSSR SRR SUNRRE
115
97 143 12.80 13.00 13.20 13.40
° L—‘J‘\o 155 172 m/z 73.00 98.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37189: n-Decanoic acid
60 73
5000 41 LU NN SRR SUNRRE
129 12.80 13.00 13.20 13.40
29 a7 e m/z 41.00 65.65%
172
_ |15|3 . ‘:‘. -‘.‘-‘ =X | . ‘;“.‘. ol | .%?1. N .1,“1.3.%5.5, bt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60 783
4 12:80 13.00 13.20 13.40
5000 29 129 m/z 43.00 55.92%
87
115
51 101 143 ¢ 172
miz--> 20 40 60 80 100 120 140 160 180
Abundance #37191: n-Decanoic acid e o
60 73 12.80 13.00 13.20 13.40
m/z 55.00 55.17%
41
5000 - 129
‘ 87 o1 115 143
SR ) el W Al - W e
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 unknown-02 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
13.53 4.86 ng/ul 41253 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 14
2 9-Octadecene, 1,l1-dimethoxy-, (Z)- 312 C20H4002 015677-71-1 12
3 Tetratetracontane 619 C44H90 007098-22-8 12
4 Heptacosane, l-chloro- 414 C27H55CI 062016-79-9 12
5 Tritetracontane 605 C43H88 007098-21-7 12
Abundance Scan 1820 (13.531 min): BG021405.D (-1816) (-) m/z 57.00 100.00%
57
5000 //\\A/kwﬂdﬂijJufJ\ﬂﬂ”JK
193
97137 rryrrrryrrrryrTrTrT T TTTT

349 13.20 13.40 13.60 13.80
masas m/z 55.00 48.12%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #168065: 17-Pentatriacontene
57
97

13.20 13.40 13.60 13.80
m/z 41.00 41.09%

5000 .

2#\ ] M 1 “h h h ‘ . 1 223 267 306 348 390421456 490

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

31 711

.

13.20 13.40 13.60 13.80
5000 m/z 193.10 26.63%

125 166 248280

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

X3

Abundance #172958: Tetratetracontane
57 13.20 13.40 13.60 13.80
m/z 71.00 26.41%
5000
97
w 141 183 225 267 309 351 393 463 505 561 603
T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
14 .07 12.28 ng/ul 104171 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Hexadecane 226 C16H34 000544-76-3 53
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
4 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 53
5 Eicosane 282 C20H42 000112-95-8 53
Abundance Scan 1912 (14.072 min): BG021405.D (-1907) (-) m/z 57.00 100.00%
g7
5000 ﬁdAﬁﬁ/\ffJ_/\/Vp\f“ﬁ“yNJ\J/Aﬂ
156
LT ] a0 1900 1450 10
Sl P 0T 22a 71 00 43, 12%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57
5000 85 U AR BN U B
13.80 14.00 14.20 14.40
113 m/z 43.00 32.72%
20 | | ] Yt 169 194211 239 267 205 323 352
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 156.00 29.29%
85
29
113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #45557: Dodecane, 3-methyl- N A BRE
57 13.80 14.00 14.20 14.40
m/z 141.00 26.50%
5000
29 85
[l 4l ) ’ \1:!'3 1155
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 12 unknown-03 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
14.28 4.82 ng/ul 40920 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Heptene-2,4-diol 130 C7H1402 019781-76-1 47
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 46
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 43
4 Pentaethylene glycol 238 C10H2206 004792-15-8 38
5 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 38
Abundance Scan 1947 (14.277 min): BG021405.D (-1945) (-) m/z 45.00 100.00%
5000 71
YR 14,00 14.20 14.40 14.60
12 166 193 349 : : : .
Sl e 2 PP Tw/z 57.00  94.03%
m/z--> 50 100 150 200 250 300 350
Abundance #12982: 6-Heptene-2,4-diol
4
5000 LI S SRR B SUMR
14.00 14.20 14.40 14.60
97 1 g9 m/z 41.00 68.60%
IHI“I\ ‘Hu‘hi‘uuluuuu|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
45
14,00 14.20 14.40 14.60
5000 m/z 43.00  44.02%
89
2f 71 119 144163
m/z--> 50 100 150 200 250 300 350
Abundance #31016: Ethanol, 2-(2-butoxyethoxy)- R B R A
5 14.00 14.20 14.40 14.60
m/z 71.00 43.62%
5000
29
‘ 75
100
rerdll 'NLM ;..1?% T UM
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

14 .57 14.85 ng/ul 125996 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 72
3 1-lodoundecane 282 C11H231 004282-44-4 64
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53
5 Nonacosane 408 C29H60 000630-03-5 53

Abundance Scan 1997 (14.571 min): BG021405.D (-1993) (-) m/z 57.00 100.00%

5000

31

14.20 14.40 14.60 14.80
m/z 85.00 55.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36168: Undecane, 3-methyl-
57
43
5000 718 L L e e
S 14.20 14.40 14.60 14.80
29 m/z 43.00 50.88%
99
15 “ A ‘ 113127 u 155170
e A e T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R B
71 14.20 14.40 14.60 14.80
5000 85 m/z 71.00 36.17%
99 140
113 154168182 205 226
wmﬁmm‘mwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107007: 1-lodoundecane A B
43 57 14.20 14.40 14.60 14.80
m/z 56.00 30.25%
5000 71 85
29
113 155
15 | 4 U \ 1271417 | 169183197211225 282
e e e e T e e e e T e e R B EERRE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.61 20.48 ng/ul 173724 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
2 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 64
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 59
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 53
Abundance Scan 2004 (14.612 min): BG021405.D (-2001) (-) m/z 57.00 100.00%
57
T \’/\A/\/WN/VL/\
5000
113 141 168 14.20 14.40 14.60 14.80 15.00
S s 39 Th/z 71.00 89.73%
m/z--> 50 100 150 200 250 300 350
Abundance #55022: Tridecane, 6-methyl-
57
5000 LN UL SR S B
14.20 14.40 14.60 14.80 15.00
29 85 126 m/z 43.00 78.20%
....|....|....1|5‘.".1.83.|.... ————
m/z--> 50 100 150 200 250 300 350
Abundance
43 71
1420 1440 14.60 14.80 15.00
5000 m/z 85.00 53.65%
15 99
m/z--> 50 100 150 200 250 300 350
Abundance #45546: Nonane, 5-butyl- B B am B
Vi 14.20 14.40 14.60 14.80 15.00
m/z 41.00 40.33%
5000 126 HVMAAVVmv//dv\Af\\d\f\j\-/\
{ h’ ” Jl ] 9\7 ‘ 155 184
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14 .67 16.55 ng/ul 140362 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Hexadecane 226 C16H34 000544-76-3 80
3 Heptadecane 240 C17H36 000629-78-7 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 72
Abundance Scan 2014 (14.671 min): BG021405.D (-2009) (-) m/z 57.00 100.00%
g7
5000 85
3 126 154 ;g 14.40 14.60 14.80 15.00
—— o 100 0208 817 39 Thzz 71.00 0 76.00%
m/z--> 50 100 150 200 250 300 350
Abundance #27120: Undecane
57
5000 R AR B SO B
85 14.40 14.60 14.80 15.00
29 m/z 43.00 49_21%
M ‘ | J 113 1?6
m/z--> " 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 38.85%
29 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #82606: Heptadecane AR mmas B R
57 14.40 14.60 14.80 15.00
m/z 41.00 31.42%
5000 85
Ll e e 200
m/z--> 50 100 150 200 250 300 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14.71 20.00 ng/ul 169651 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 80
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 80
4 10-Methylnonadecane 282 C20H42 056862-62-5 78
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
Abundance Scan 2021 (14.712 min): BG021405.D (-2016) (-) m/z 57.00 100.00%
g7
5000
85
112,44, 157 187 14.40 14.60 14.80 15.00
b s A2 89 | Tm/z 43.00 65.63%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 UL N SUNE SRR
14.40 14.60 14.80 15.00
29 m/z 71.00 64 .88%
) L ‘ || 1% 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance
43
1440 14:60 14.80 15.00
5000 7 m/z 41.00 48.76%
21 % 127 469
m/z--> 50 100 150 200 250 300 350 '
Abundance #36190: Decane, 3,8-dimethyl- A
57 14.40 14.60 14.80 15.00
m/z 55.00 38.49%
85
5000
113 141
T ..,Ml.‘.Lﬂ...‘,}?Q. [rrr Tt LA BN SURIRE S
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.84 18.81 ng/ul 159595 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 2043 (14.841 min): BG021405.D (-2038) (-) m/z 57.00 100.00%
85
5000
3 123 155 16 460 140 15,00 1520
Ol it 331349 oy 43,00 94.20%
m/z--> 50 100 150 200 250 300 350
Abundance #36158: Dodecane
57
5000 R SN SR B B
85 14.60 14.80 15.00 15.20
29 m/z 71.00 72 .32%
. .*MLL,“.M ,\Imlﬁ% 41 .1T0.. S
m/z--> 50 100 150 200 250 300 350
Abundance
57
1460 14.:80 15.00 15.20
5000 85 m/z 85.00 68 .32%
29
113 141 419 198
m/z--> 50 100 150 200 250 300 350
Abundance #45543: Tridecane LI L L B LB B
57 14.60 14.80 15.00 15.20
m/z 41.00 67 .26%
5000 85
29
J t ‘l Lot 1 184
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.88 25.28 ng/ul 214427 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 78
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
3 Nonane, 1-iodo- 254 C9H191 004282-42-2 59
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 46
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 46
Abundance Scan 2050 (14.883 min): BG021405.D (-2046) (-) m/z 57.00 100.00%
57
85
5000
3 126 155 196 14.60 14.80 15.00 15.20
w02 ey 882 Th/z 71.00  84.67%
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo-
57
5000 85 A SRR DU BN B
14.60 14.80 15.00 15.20
28 183 m/z 43.00 78.60%
. B | |
m/z--> 50 100 150 200 250 300 350
Abundance
57
1460 14:80 15.00 15.20
5000 85 m/z 85.00 57.89%
113 14
m/z--> 50 100 150 200 250 300 350
Abundance #91162: Nonane, 1-iodo- B R RaRa R
a3 T 14.60 14.80 15.00 15.20
m/z 41.00 43.54%
5000
155
127
2¢‘ b \91 l | 183 2$4
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.07 236.01 ng/ul 2001970 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 90
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 70
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 58

Abundance Scan 2082 (15.071 min): BG021405.D (-2073) (-) m/z 57.00 100.00%

57

5000

14.80 15.00 15.20 15.40
m/z 71.00 87.17%

3

112
o 140 159 182 211 317335
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #45624: Nonane, 2-methyl-5-propyl-
57
5000 LN L L L L L L L
85 14.80 15.00 15.20 15.40
29 m/z 43.00 74.74%
\‘ ‘ | I 1]\-2 140
I ! 1L H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
T T T T
14.80 15.00 15.20 15.40
5000 m/z 85.00 47.61%
29 85
113 155 183
Tﬂmmwwmwmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45546: Nonane, 5-butyl- N AR RERE e
43 5 14.80 15.00 15.20 15.40
m/z 41.00 43.18%
5000 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

SOM02.2-EPA-BG031016.M Fri Mar

Data Path : S:\HPCHEM1\BNA_G\DATA\BG031016\
Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

Sample : H1616-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.M
SVOA CALIBRATION

C:\DATABASENNISTO2.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 20 Heptane, 2,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.12 86.92 ng/ul 737325 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
2 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 72
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 58
4 Decane, 3-ethyl-3-methyl- 184 C13H28 017312-66-2 53
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 52

Abundance Scan 2090 (15.118 min): BG021405.D (-2088) (-) m/z 43.00 100.00%
43
85
5000
113 147 169 14.80 15.00 15.20 15.40
o 19 224 m/z 57.00 73.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #12284: Heptane, 2,4-dimethyl-
43
5000 R SRR LI R BRI
85 14.30 15.00 15.20 15.40
m/z 85.00 70.76%
m>mmmmmmmmmmmmmmmm
Abundance
43
85 R NI AR BN B
14.80 15.00 15.20 15.40
5000 m/z 71.00 45 _.52%
6 154
i 113 197713
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #36163: 2,6-Dimethyldecane R e S
43 14.80 15.00 15.20 15.40
71 m/z 41.00 45_09%
5000
2 ‘ 113
D G 7 N (O T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15.00 15.20 15.40

11 15:42:57 2016
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.18 69.01 ng/ul 585356 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 90
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 86
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
4 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 60
Abundance Scan 2101 (15.182 min): BG021405.D (-2096) (-) m/z 43.00 100.00%
Vil
5000
99 0 1500 15.20 1540
127 182 14.80 15.00 15.20 15.40
ol i 'l foaar 14 7y A BT 39 sz 71.000 94.76%
m/z--> 50 100 150 200 250 300 350
Abundance #45559: Dodecane, 4-methyl-
43
71
5000 AU AR U BN
14.80 15.00 15.20 15.40
m/z 57.00 80.29%
‘ ‘ 99 0
O O T .
m/z--> 50 100 150 200 250 300 350
Abundance
43
1 AR B SO BSU I
14.80 15.00 15.20 15.40
5000 m/z 70.00 44 _04%
99
2 126 0 108
m/z--> 50 100 150 200 250 300 350
Abundance #7439: Hexane, 3,3-dimethyl- A Raaa B
43 14.80 15.00 15.20 15.40
m/z 41.00 42 _78%
71
5000
}QN‘”J“M"F?"' UL WU L BN S AR A SURRUR B I
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.24 64.12 ng/ul 543916 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
4 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 90
Abundance Scan 2111 (15.241 min): BG021405.D (-2106) (-) m/z 57.00 100.00%
g7
5000
3 13 44 183 15.00 15.20 15.40 15.60
162 211 317335352 n/z  43.00 94920
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 LR BUAR SR B B
85 15.00 15.20 15.40 15.60
29 m/z 71.00 66.78%
b 18 a0 B B—
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
' 15.00 15.20 15.40 15.60
5000 m/z 41.00 46.69%
85
29
13 141 169 197 253 g1
UG AR KA KRS LA RS AR LA LA LA LALAE RARAN LARA) URAN UAAA) LA LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107662: Nonadecane, 2-methyl- L B LA B
57 15.00 15.20 15.40 15.60
m/z 85.00 41.98%
5000
85
H\ DL ae 1gr 29 o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15. 20 15.40 15. 60
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.31 85.54 ng/ul 725599 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 83
2 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 81
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 80
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 74
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 74
Abundance Scan 2123 (15.311 min): BG021405.D (-2118) (-) m/z 57.00 100.00%
57
5000
3 113 197 15.00 15.20 15.40 15.60
ol 1 Les 226 317338 | 177 71.00  53.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73978: Dodecane, 5,8-diethyl-
57
5000 UL NN BN RO
15.00 15.20 15.40 15.60
3 85 107 m/z 43.00 51.63%
I M l ‘ | 118 14 169
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
15.00 15.20 15.40 15.60
5000 71 m/z 41.00 41.68%
9 127 155 197
mmwmwwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45574. Undecane, 2,9—dimethy|— LA L L B N N LR |
57 15.00 15.20 15.40 15.60
m/z 85.00 35.30%
5000
85
29
Ll ‘ | 113 1391 184
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.58 146.31 ng/ul 1241090 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 98
2 Hexadecane 226 C16H34 000544-76-3 96
3 Hexadecane 226 C16H34 000544-76-3 95
4 Heptadecane 240 C17H36 000629-78-7 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2169 (15.582 min): BG021405.D (-2163) (-) m/z 57.00 100.00%
57
5000 85
3 113 15.20 15.40 15.60 15.80
) — ,J. Joa 77 240 168 197 226 331382 sz 43.00  75.50%
m/z--> 50 100 150 200 250 300 350
Abundance #73967: Hexadecane
57
5000 85 BRI ARAS R
15,20 15.40 15.60 15.80
29 m/z 71.00 66 .20%
H‘ \“ u‘\ n“\ i M‘ 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance
57
1520 15.40 15.60 15.80
5000 o m/z 85.00 44 _31%
29
113 141 169 226
m/z--> 50 100 150 200 250 300 350
Abundance #73966: Hexadecane R AL s E e e
57 15.20 15.40 15.60 15.80
m/z 41.00 40.88%
5000 85
29 113
| ‘\ '\ I J I Ilﬁll ‘169 197 2%6
m/z--> 50 100 150 200 250 300 350 15,20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 25 2-Naphthyl methyl ketone Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
15.67 16.48 ng/ul 139782 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 98
2 1*-Acetonaphthone 170 C12H100 000941-98-0 96
3 1°-Acetonaphthone 170 C12H100 000941-98-0 94
4 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 93
5 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 90
Abundance Scan 2184 (15.670 min): BG021405.D (-2180) (-) m/z 127.00 100.00%
127 155
5000
51 717 101 | 182 205 332 15.40 15.60 15.80 16.00
o dela ot B 0722208 882 1 Tn/z 154.90  86.25%
m/z--> 50 100 150 200 250 300 350
Abundance #36147: 2-Naphthyl methy| ketone
127 155
5000
15.40 15.60 15.80 16.00
77 m/z 169.90 40.62%
15 43 101
....‘ﬁ‘.“.““.‘.l‘.‘.‘..|..‘..|....|.........
m/z--> 50 100 150 200 250 300 350
Abundance
127 155
15.40 15.60 15.80 16.00
5000 m/z 126.00 20.74%
77
15 43 101
m/z--> 50 100 150 200 250 300 350
Abundance #36135: 1'-Acetonaphthone
127 155 15.40 15.60 15.80 16.00
m/z 77.00 14 _70%
5000
15 4363 10
|“||J|‘k‘|A|”§3‘|‘|L|‘|Hu‘|‘ ‘|||||||||||||| ———t . LA B e T el
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 26 unknownl5.98 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
15.98 5.86 ng/ul 49726 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 53
2 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 53
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 52
4 Heptadecane 240 C17H36 000629-78-7 50
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 2237 (15.981 min): BG021405.D (-2233) (-) m/z 57.00 100.00%
57
5000 J\——J;’)\
3 113 174 198 15.60 15.80 16.00 16.20
— I l T et Py 318 30 7 71.00  48.15%
m/z--> 50 100 150 200 250 300 350
Abundance #45602: Decane, 2,6,6-trimethyl-
57
5000 AU UM B
1560 15.80 16.00 16.20
J 9 m/z 43.00 40.06%
39 | d‘ T 169
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.60 15.80 16.00 16.20
5000 m/z 41.00 27 .00%
29 9 127
82 169
m/z--> 50 100 150 200 250 300 350
Abundance #45578: Undecane, 4,6-dimethyl- L R
57 15.60 15.80 16.00 16.20
m/z 85.00 21.72%
5000 L\/‘/\
29 5
T S
m/z--> 50 100 150 200 250 300 350 15:60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 28 Butane, 2,3-dimethyl-2,3-di... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
16.12 7.35 ng/ul 62344 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dimethyl-2,3-di-(2,2... 338 C26H26 1000150-93-8 72
2 Naphthalene, 2-(1,1-dimethylethyl)- 184 C14H16 002876-35-9 64
3 Phenol, 2-chloro-4-(1,1-dimethyl... 198 C11H15CIO 005323-65-9 62
4 1,2,3,3a,8,9,9a,9b-0Octahydrocycl... 198 C15H18 148145-44-2 59
5 Naphthalene, 1-(1,1-dimethylethyl)- 184 C14H16 017085-91-5 53
Abundance Scan 2261 (16.122 min): BG021405.D (-2257) (-) m/z 169.00 100.00%
169
5000 141

15.80 16.00 16.20 16.40
m/z 141.00  49.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #136495: Butane, 2,3-dimethyl-2,3-di-(2,2'-naphthyl)-
169
5000 LA L L L L L LB |
141 15.80 16.00 16.20 16.40
a1 m/z 198.00 26 .30%
58 77 98115, | | 189 252 278 338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
169
15.80 16.00 16.20 16.40
5000 141 m/z 57.00 17.58%
41 115
58 0 o8 186
m@m’wﬁwﬁwwﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #54546: Phenol, 2-chloro-4-(1,1-dimethylpropyl)- T
169 15. 80 16. 00 16 20 16. 40

m/z 128.00 17.25%

5000
141
198
77 105 L ‘\ ‘ |

| I M
RN AR RN LR R R R N R LR RN R RN AR RN LR RARRN R LI B I e I N O

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 : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.46 34.09 ng/ul 310356 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
2 Decane, 2-methyl- 156 C11H24 006975-98-0 81
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
4 Decane, 2-methyl- 156 C11H24 006975-98-0 72
5 Octane, 2-methyl- 128 C9H20 003221-61-2 52
Abundance Scan 2318 (16.457 min): BG021405.D (-2311) (-) m/z 57.00 100.00%
57
184 R0 1840 18 80 1880
3 16.20 16.40 16.60 16.80
218 244 331349 n/z 71.00 74 38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99493: Pentadecane, 2,6,10,14-tetramethyl-
57
5000 L IR I UL IR
16.20 16.40 16.60 16.80
29 113 m/z 43.00 56.97%
v L4 a1 L..?QZ...Z?F':. S e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
16.20 1640 16.60 16.80
5000 71 m/z 41.00 31.62%
26 113 41 n_wx,wwdemvx/\h,v-»vfu/Lv*
BAUNRRAA AR LA KA LA LA RARANRARAN LALA LARAY LARAE LARAN SALRN LALAN RARAS LA WAL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99492: Pentadecane, 2,6,10,14-tetramethyl- R R RAREEEEERE e
57 16.20 16.40 16.60 16.80
m/z 85.00 28.00%
113
29 183
L L 995 253

|
|||||||||| ||||||||| IAEEEEEEEERERE] LN R LR RN RN R AR RN ERERE RN LIS S N L B

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 16. 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 30 Propanoic acid, 2,2-dimethy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.84 68.26 ng/ul 621383 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2,2-dimethyl-, p... 172 C10H2002 002313-68-0 59
2 Butanoic acid, 2-methyl-, heptyl... 200 C12H2402 050862-12-9 50
3 Butyl 2-methylbutanoate 158 C9H1802 015706-73-7 50
4 Propanoic acid, 2,2-dimethyl-, p... 144 C8H1602 005129-35-1 50
5 Butyl 2-methylbutanoate 158 C9H1802 015706-73-7 50

Abundance Scan 2383 (16.839 min): BG021405.D (-2378) (-) m/z 57.00 100.00%

57
103
5000

16.60 16.80 17.00 17.20

127 148165182 210227 253

317335

0! m/z 103.00 56.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #37313: Propanoic acid, 2,2-dimethyl-, pentyl ester
57
5000
16.60 16.80 17.00 17.20
29‘ 85 103 m/z 85.00 38.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 103
R EAREE RaE s
16.60 16.80 17.00 17.20
5000 85 m/z 41.00 32.67%

%

B R L L L R B I L B R R L R R LR ER R RN RaRE]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #28759: Butyl 2-methylbutanoate A BAR T B S
57 103 16.60 16.80 17.00 17.20
85 m/z 70.00 21.92%
o \J\W\J\J\MJ\
3 ‘ | 130
A ‘
e e e e e e  ERAREE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 60 16. 80 17. 00 17. 20
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SOM02.2-EPA-BG031016.M Fri Mar

Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG031016\
Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

Sample : H1616-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.M
SVOA CALIBRATION

C:\DATABASENNISTO2.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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
17.27 32.15 ng/ul 292664 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 81
2 Undecane 156 C11H24 001120-21-4 81
3 Heneicosane 296 C21H44 000629-94-7 80
4 Octadecane, l1l-i1odo- 380 C18H371 000629-93-6 80
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 72

Abundance Scan 2456 (17.268 min): BG021405.D (-2454) (-) m/z 57.00 100.00%
57
5000 85 M/\k/V,JbAMw/“j\y,,\mﬁﬂ\ﬁ¢,ﬁf
185 | 17.00 17,20 17.40 17.60
3
— g,-. L. A lll A 103,208226 248267 317336 363 | 175 71.00  61.13%
m/z--> 50 150 200 250 300 350
Abundance #27117: Undecane
57
5000 L L BULLLE UL IR
a5 ﬂ%ﬂ%ﬂ%ﬂm
29 m/z 85.00 50.50%
..‘. e ...|1.13...::-5.6...|....|....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance
57
17.00 17,20 17.40 17.60
5000 m/z 41.00 31.08%
T 1 MW
113 156
m/z--> o '50" ' 160" "150" "200" "250" "360" ' ééo"
Abundance #115569: Heneicosane S e
57 17.00 17.20 17.40 17.60
m/z 43.00 28.39%
- 1 \/M\M/
DL T M 169 197 225 253 296
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 17'00 17. 20 17. 40 17. 60

11 15:43:06 2016

BLDG06-P001-SS001-02
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
17.96 25.91 ng/ul 235859 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 50
2 Pentadecane 212 C15H32 000629-62-9 49
3 Benzeneacetic acid, .alpha.-phenyl- 212 C14H1202 000117-34-0 46
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 44
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 41
Abundance Scan 2574 (17.961 min): BG021405.D (-2571) (-) m/z 57.00 100.00%
5000 85
212 e
113 14 17.60 17.80 18.00 18.20 |
317 : : : :
—_— 1A L. 28 281 SI7 380 393 | h/7 43.00 98.23%
m/z--> 50 100 150 200 250 300 350
Abundance #64574: Pentadecane
57
85
5000 A LI B SV IR B
17.60 17.80 18.00 18.20
29 m/z 166.95 90.44%
y ‘-‘.h [t e 2
m/z--> 50 100 150 200 250 300 350
Abundance
57
17.60 17.80 18.00 18.:20
5000 a5 m/z 71.00 72 .39%
29 W
113 141 168 212
m/z--> 50 100 150 200 250 300 350 '
Abundance #64423: Benzeneacetic acid, .alpha.-phenyl- A E B o
167 17.60 17.80 18.00 18.20
m/z 85.00 47 .30%
5000 vﬁmvr/W/MM/\deVV%MWVWVﬁﬁf
212
28 6382 115130
mzs % a0 1% 2o 2o o a0 17.60 17.80 18.00 18.:20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 34 Naphthalene, 2-(1-methyleth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.22 112.22 ng/ul 1021590 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 76
2 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 59
3 2-Naphthylpropionic acid 200 C13H1202 1000129-24-1 59
4 Pyridine, 4-phenyl- 155 C11H9N 000939-23-1 46
5 Pyridine, 4-phenyl- 155 C11H9N 000939-23-1 46
Abundance Scan 2618 (18.220 min): BG021405.D (-2612) (-) m/z 155.00 100.00%
145
5000 M”’WNWM/\J\M\-wﬁw
214
128 1800 18.20 18.40 18.60
45 77 : : : :
ol 102 AABL . | 234254 279 317 350 393 | 757153 00  31.44%
m/z--> 50 100 150 200 250 300 350
Abundance #36224: Naphthalene, 2-(1-methylethyl)-
155
5000 LR S SN B BN
18.00 18.20 18.40 18.60
m/z 214.00 28.28%
76 128
.2?.5|1..“..1?1.‘.“‘..‘““..‘..'.... —
m/z--> 50 100 150 200 250 300 350
Abundance
155
1800 18.20 18.40 18.60
5000 m/z 152.00 22 _.43%
128
27 51 76 102
m/z--> 50 100 150 200 250 300 350
Abundance #56164: 2-Naphthylpropionic acid e B B B
155 18.00 18.20 18.40 18.60
m/z 128.00 15.92%
- T WL
128
5 76 1011 | e |
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 35 Ethyldiphenylphosphine oxide Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.33 355.90 ng/ul 3239990 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyldiphenylphosphine oxide 230 C14H150P 001733-57-9 92
2 Methanol, (diphenylphosphinyl)- 232 C13H1302P 000884-74-2 87
3 Butanehydrazide, 2-diphenylphosp... 302 C16H19N202P 309731-95-1 72
4 Phosphine oxide, diphenyl(phenyl... 292 C19H170P 002959-74-2 40
5 Methyl diphenylphosphinite 216 C13H130P 004020-99-9 38

Abundance Scan 2807 (19.330 min): BG021405.D (-2800) (-) m/z 200.90 100.00%
201
5000
77
4 L 229 10.00 19.20 19.40 19.60
125155
Ok l,T g b | 208 301381 370 417 %% "m/z 201.90 70.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76322: Ethyldiphenylphosphine oxide
201
5000 NSRS SRR SR
MW 19.00 19.20 19.40 19.60
m/z 77.00 27 .36%
L s |2

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
201
TR T T T
19.00 19.20 19.40 19.60
5000 m/z 51.00 15.60%
7
47
125155 231
R B B B L L o B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118535: Butanehydrazide, 2-diphenylphosphoryl- R e ERERER R
201 19.00 19.20 19.40 19.60
m/z 46.90 10.89%
5000 47 47
302
125155 229 271
S RN NN RTINS 1R RS UM SNRSSMNNSY B S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.20 19. 40 19.60
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG031016\
Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

Sample : H1616-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libr

TIC Integration Parameters:

ary

SVOA CALIBRATION

= C:\DATABASE\NISTO2.L
LSCINT.P

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.M

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 37 (DEL) Alkane: Straight-Chai...

Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
20.65 15.42 ng/ul 1237110 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5,6-Decanedione 170 C10H1802 005579-73-7 50
2 2(3H)-Furanone, 5-butyldihydro- 142 C8H1402 000104-50-7 47
3 2(3H)-Furanone, 5-butyldihydro- 142 C8H1402 000104-50-7 47
4 4-Methyl-1,6-heptadien-4-ol 126 C8H140 025201-40-5 47
5 2H-Pyran, 2,2"-[1,6-hexanediylbi... 286 C16H3004 015057-15-5 47

Abundance Scan 3032 (20.652 min): BG021405.D (-3029) (-) m/z 85.00 100.00%
86
57
5000
] s 35 s 297 s w0 wsmanies sie || 22A0 TG 2080 B0
oA e e m/z 57.00 77 .64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35783: 5,6-Decanedione
57 85
5000 HREUUR BRI BN B SR
20 40 20. 60 20 80 21. 00
29 m/z 41.00 14 .04%
il 127 170
m/z--> (I) 5|0 1(|)0 1%0 200 250 300 35|0 400 4%0 SCI)O 5&'30
Abundance
85
20,40 20.60 20.80 21.00
5000 m/z 155.00 11.71%
29
114142
m/z--> (I) 5|0 1(|)0 1%0 200 250 300 35|0 400 4%0 SCI)O 5&'30
Abundance #18954: 2(3H)-Furanone, 5-butyldihydro- L e .
85 20.40 20.60 20.80 21.00
m/z 55.00 8.11%
5000
27
1156 | 114140
m/z--> (I) 5|0 1(|)0 1%0 200 250 300 35|0 400 4%0 SCI)O 5&'30 20 40 20. 60 20 80 21. 00

SOM02.2-EPA-BG031016.M Fri Mar

11 15:43:10 2016

BLDG06-P001-SS001-02
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.73 36.76 ng/ul 23895300 Perylene-d12 25.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 55
2 2-Oxepanone, 7-hexyl- 198 C12H2202 016429-21-3 35
3 Tridecane 184 C13H28 000629-50-5 27
4 Tridecane 184 C13H28 000629-50-5 27
5 1,3,2-Oxazaborolane, 2-butyl- 127 C6H14BNO 031748-10-4 25
Abundance Scan 3556 (23.731 min): BG021405.D (-3553) (-) m/z 85.05 100.00%
86
156
57
ISR N BRI SURRR
197 256 287 371399 23.40 23.60 23.80 24.00
el .Ji,l. pj l e S l | Th 243 478505 S48 | /7 156.05  72.52%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123096: Docosane
57

23.40 23.60 23.80 24.00
m/z 57.05 63.29%

13
L hh k 7‘1 183211239267 310

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
55 85
R R RS R
23.40 23.60 23.80 24.00
5000 m/z 113.05 38.73%
113
162 198
L o i e I I I o o e e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45544: Tridecane e BAREE TR S S
57 23.40 23.60 23.80 24.00
m/z 83.05 31.30%
5000
85
29
| 113141 184
L o o o e e e e L o e e REEEE R e IR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 40 23. 60 23. 80 24, OO

SOM02.2-EPA-BG031016.M Fri Mar 11 15:43:11 2016 Page: 38



Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_ G\DATA\BG031016\

Data File : BG021405.D

Acq On : 10 Mar 2016 12:58

Operator : UM/SJ

ﬁ?ggle i H1616-04 BLDG06-P001-5S001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
23.93 10.57 ng/ul 6867750 Perylene-d12 25.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 43
2 4,4-Dimethyl octane 142 C10H22 015869-95-1 38
3 2H-Pyran, tetrahydro-2-(12-penta... 308 C20H3602 056666-38-7 38
4 Valeric acid, undec-2-enyl ester 254 C16H3002 1000292-49-1 38
5 4-Methyl-6-(tetrahydropyran-2-yl... 212 C12H2003 064218-01-5 35
Abundance Scan 3590 (23.931 min): BG021405.D (-3588) (-) m/z 85.05 100.00%
57 85
5000 113
J 149 — N
331 380 23.60 23.80 24.00 24.20
211 287
bl .J.'l.d.i 111 Ayt | A13441473 506 848 | /o757 05 83,754
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45544: Tridecane
57
5000 AR AR AN AR
85 23.60 23.80 24.00 24,20
29 m/z 113.10 39.04%
mz-> 0 55 160 1%0 200 250 300 350 400 450 500 550
Abundance
57
85 AU BN SRR
23.60 23.80 24.00 24.20
5000 m/z 83.05 37.02%
29

127
LB e e B R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121927: 2H-Pyran, tetrahydro-2-(12-pentadecynyloxy)- I R Emma
23.60 23.80 24.00 24.20

m/z 69.00 36.52%

%

5000

%

15149 183 235 279308
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 60 23. 80 24 00 24. 20

SOM02.2-EPA-BG031016.M Fri Mar 11 15:43:12 2016 Page: 39



Tentatively ldentified Compound (LSC) summary

Data Path : S:\HPCHEM1\BNA_G\DATA\BG031016\
Data File : BG021405.D
Acq On : 10 Mar 2016 12:58 Instrument :
Operator : UM/SJ (B.‘,ll\!A_(t;S ol

- - lentosampleld :
3?22'6 : H1616-04 BLDG06-P001-SS001-02
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG031016.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]
Pentanoic acid 5.62 10.1 ng/ul 56963 1 8.14 112531 20.0
(DEL) Alkane: Str... 8.07 7.2 ng/ul 40357 1 8.14 112531 20.0
(DEL) Alkane: Str... 9.21 23.3 ng/ul 131051 1 8.14 112531 20.0
Octanoic Acid 10.38 95.7 ng/ul 744153 2 10.96 155571 20.0
(DEL) Alkane: Str... 11.11 5.1 ng/ul 39356 2 10.96 155571 20.0
Nonanoic acid 11.78 31.3 ng/ul 243256 2 10.96 155571 20.0
(DEL) Alkane: Str... 12.33 6.5 ng/ul 50891 2 10.96 155571 20.0
unknown-01 12.85 9.7 ng/ul 75503 2 10.96 155571 20.0
n-Decanoic acid 13.13 161.4 ng/ul 1369440 3 14.76 169651 20.0
unknown-02 13.53 4.9 ng/ul 41253 3 14.76 169651 20.0
(DEL) Alkane: Str... 14.07 12.3 ng/ul 104171 3 14.76 169651 20.0
unknown-03 14.28 4.8 ng/ul 40920 3 14.76 169651 20.0
(DEL) Alkane: Str... 14.57 14.9 ng/ul 125996 3 14.76 169651 20.0
(DEL) Alkane: Str... 14.61 20.5 ng/ul 173724 3 14.76 169651 20.0
(DEL) Alkane: Str... 14.67 16.6 ng/ul 140362 3 14.76 169651 20.0
(DEL) Alkane: Str... 14.71 20.0 ng/ul 169651 3 14.76 169651 20.0
(DEL) Alkane: Str... 14.84 18.8 ng/ul 159595 3 14.76 169651 20.0
(DEL) Alkane: Str... 14.88 25.3 ng/ul 214427 3 14.76 169651 20.0
(DEL) Alkane: Str... 15.07 236.0 ng/Zul 2001970 3 14.76 169651 20.0
Heptane, 2,4-dime... 15.12 86.9 ng/ul 737325 3 14.76 169651 20.0
(DEL) Alkane: Str... 15.18 69.0 ng/ul 585356 3 14.76 169651 20.0
(DEL) Alkane: Str... 15.24 64.1 ng/ul 543916 3 14.76 169651 20.0
(DEL) Alkane: Str... 15.31 85.5 ng/ul 725599 3 14.76 169651 20.0
(DEL) Alkane: Str... 15.58 146.3 ng/ul 1241090 3 14.76 169651 20.0
2-Naphthyl methyl... 15.67 16.5 ng/ul 139782 3 14.76 169651 20.0
unknownl15.98 15.98 5.9 ng/ul 49726 3 14.76 169651 20.0
Butane, 2,3-dimet... 16.12 7.3 ng/ul 62344 3 14.76 169651 20.0
(DEL) Alkane: Str... 16.46 34.1 ng/ul 310356 4 17.50 182074 20.0
Propanoic acid, 2... 16.84 68.3 ng/ul 621383 4 17.50 182074 20.0
(DEL) Alkane: Str... 17.27 32.1 ng/ul 292664 4 17.50 182074 20.0
(DEL) Alkane: Str... 17.96 25.9 ng/ul 235859 4 17.50 182074 20.0
Naphthalene, 2-(1... 18.22 112.2 ng/ul 1021590 4 17.50 182074 20.0
Ethyldiphenylphos... 19.33 355.9 ng/ul 3239990 4 17.50 182074 20.0
(DEL) Alkane: Str... 20.65 15.4 ng/ul 1237110 5 21.77 1605030 20.0
(DEL) Alkane: Str... 23.73 36.8 ng/ul 23895300 6 25.32 12999700 20.0
(DEL) Alkane: Str... 23.93 10.6 ng/ul 6867750 6 25.32 12999700 20.0
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