LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.252 24 28 31 rBv 59499 77582 1.15% 0.095%
2 5.069 330 337 346 rVB 685695 1030298 15.25% 1.261%
3 6.222 521 533 543 rBV 806180 1249633 18.50% 1.529%
4 6.399 557 563 567 rBV 141497 219864 3.25% 0.269%
5 6.440 567 570 575 rVB 63996 86704 1.28% 0.106%
6 6.887 639 646 652 rBV 317036 487740 7.22% 0.597%
7 7.057 668 675 681 rBV 926998 1418588 21.00% 1.736%
8 7.251 700 708 716 rBVY 1113361 1873397 27.73% 2.293%
9 7.322 716 720 724 rVB3 60191 81490 1.21% 0.100%
10 7.422 731 737 742 rBV3 130929 186168 2.76% 0.228%

11 7.716 777 787 798 rBV 1079537 1849844 27.38% 2.264%
12 7.916 816 821 826 rBv3 135577 179125 2.65% 0.219%
13 8.063 838 846 856 rvB4 80774 197581 2.92% 0.242%
14 8.416 899 0906 916 rVB 902167 1454690 21.53% 1.780%
15 8.810 968 973 977 rBV 73008 110639 1.64% 0.135%

16 8.869 977 983 991 rVV 1292144 2129789 31.52% 2.607%
17 8.940 991 995 1005 rVB6 83988 193905 2.87% 0.237%
18 9.028 1005 1010 1016 rBV 82265 121460 1.80% 0.149%

19 9.193 1034 1038 1047 rVB3 36352 68074 1.01% 0.083%
20 9.334 1052 1062 1068 rVB5 35904 96678 1.43% 0.118%
21 9.498 1086 1090 1097 rBv4 51293 92921 1.38% 0.114%

22 9.581 1097 1104 1112 rVV 1072207 1832371 27.12% 2.243%
23 9.745 1127 1132 1137 rBV5 54681 104967 1.55% 0.128%
24 9.916 1152 1161 1165 rBV3 49545 109659 1.62% 0.134%
25 10.116 1188 1195 1203 rBV 1629041 2701353 39.98% 3.306%

26 10.310 1222 1228 1234 rBV3 53468 85338 1.26% 0.104%
27 10.498 1252 1260 1266 rBV 1491958 2451762 36.29% 3.001%
28 10.657 1279 1287 1292 rBV 33428 87274 1.29% 0.107%

29 10.869 1314 1323 1331 rBV9 48175 151613 2.24% 0.186%
30 11.092 1355 1361 1371 rVB4 85536 185850 2.75% 0.227%

31 11.187 1371 1377 1381 rBV2 68542 114430 1.69% 0.140%
32 11.845 1479 1489 1497 rBV 1204423 1984605 29.37% 2.429%
33 12.334 1564 1572 1574 rBV3 49587 95657 1.42% 0.117%
34 12.492 1591 1599 1605 rVBS8 28071 78779 1.17% 0.096%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

35 12.604 1613 1618 1623 rBV2 109021 164553 2.44% 0.201%

36 12.833 1652 1657 1660 rBV3 44662 77959 1.15% 0.095%
37 12.886 1662 1666 1671 rVvV 228340 326917 4._.84% 0.400%
38 13.263 1723 1730 1735 rBV2 77080 136701 2.02% 0.167%
39 13.410 1750 1755 1763 rVB5 52374 89495 1.32% 0.110%
40 13.645 1789 1795 1801 rVB6 65119 128677 1.90% 0.157%

41 13.769 1809 1816 1823 rBV 3145069 4401728 65.15% 5.388%
42 14.045 1852 1863 1870 rVB 3413148 4978091 73.68% 6.093%
43 14.139 1874 1879 1884 rBV3 55038 127885 1.89% 0.157%
44 14.357 1908 1916 1929 rBV2 2252836 3688168 54.59% 4.514%
45 14.557 1945 1950 1956 rVvV 319159 480279 7.11% 0.588%

46 15.104 2038 2043 2048 rBVY 164122 228097 3.38% 0.279%
47 15.257 2063 2069 2074 rBV3 94302 149002 2.21% 0.182%
48 15.351 2078 2085 2093 rVB 4313116 6111091 90.45% 7.480%
49 15.469 2097 2105 2112 rBV 1399572 2063129 30.54% 2.525%
50 15.592 2121 2126 2131 rBV 203012 290172 4._.29% 0.355%

51 15.863 2166 2172 2181 rBV2 220560 385167 5.70% 0.471%
52 16.039 2196 2202 2206 rVV 413621 619120 9.16% 0.758%
53 16.116 2213 2215 2223 rVB5 68007 96459 1.43% 0.118%
54 16.374 2255 2259 2262 rBV 99809 154030 2.28% 0.189%
55 16.410 2262 2265 2272 rVV 321660 433030 6.41% 0.530%

56 16.480 2273 2277 2289 rVB4 77141 164210 2.43% 0.201%
57 16.621 2297 2301 2309 rVB4 41127 84754 1.25% 0.104%
58 17.063 2371 2376 2378 rVV 522219 666941 9.87% 0.816%
59 17.104 2378 2383 2392 rVB2 2789719 4100241 60.69% 5.019%
60 17.198 2392 2399 2411 rBV2 4595540 6533929 96.71% 7.997%

61 17.345 2420 2424 2433 rVB10 65813 128716 1.91% 0.158%
62 17.721 2483 2488 2492 rBV 123180 169387 2.51% 0.207%
63 17.774 2492 2497 2501 rBV4 100299 156889 2.32% 0.192%
64 18.004 2533 2536 2545 rBV3 120258 201524 2.98% 0.247%
65 18.139 2555 2559 2564 rVB 152601 217533 3.22% 0.266%

66 18.245 2572 2577 2580 rBV2 114773 188457 2.79% 0.231%
67 18.292 2580 2585 2590 rVvVv 215008 377583 5.59% 0.462%

68 18.445 2607 2611 2614 rBV5 61763 79728 1.18% 0.098%
69 19.004 2702 2706 2712 rVB 106883 140334 2.08% 0.172%
70 19.127 2723 2727 2733 rVB 54927 89472 1.32% 0.110%
71 19.215 2739 2742 2749 rVB9 49538 86035 1.27% 0.105%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

Method :
Title :
72 19.292 2751 2755 2761 rBv2 210810 305541 4_.52% 0.374%
73 19.380 2767 2770 2776 rVB2 46913 68598 1.02% 0.084%
74 19.498 2783 2790 2795 rBV 4828916 6756379 100.00% 8.269%
75 19.545 2795 2798 2805 rVB 210231 274150 4._.06% 0.336%

76 19.998 2872 2875 2880 rVV6 59865 84252 1.25% 0.103%
77 20.539 2963 2967 2971 rBV 79444 88381 1.31% 0.108%
78 21.203 3077 3080 3084 rBV5 71002 83768 1.24% 0.103%

79 21.286 3088 3094 3099 rBV 3085666 3835048 56.76% 4.694%
80 21.404 3111 3114 3118 rBV 108423 135640 2.01% 0.166%

81 22.862 3359 3362 3366 rVB2 106162 134511 1.99% 0.165%
82 23.374 3442 3449 3455 rBV2 2513585 4569352 67.63% 5.593%
83 23.427 3455 3458 3465 rVB3 147674 246403 3.65% 0.302%
84 23.515 3466 3473 3483 rVB 1545093 2859173 42.32% 3.499%
85 24.080 3566 3569 3577 rVB5 143619 249897 3.70% 0.306%

86 24.833 3693 3697 3706 rVB6 145806 306057 4_.53% 0.375%

Sum of corrected areas: 81702461
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

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

Abundance TIC: BM013054.D

4000000

3000000

2000000

1000000

7.9206 1 8.83

b e

I

7.00 750 8.00

3.25
o] v

Time--> 350 400 450 500 550 6.00

850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM013054.D
17.20 19150
15.35
4000000
14.05
13.77 J
3000000 17.10
14.36
2000000
5.47
1000000
1706
16.04
14.56 16.41 Q 9 20
2.89 il 15: 15.595.84 AR l r77 ARG A 19603534 04 20.5
o 1222000 p3 1324363 1414\ | "6 T8, 1298%562 ] 734 WIABCRNAS 44 190040y 20,00 :
Time--> 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 TIC: BM013054.D
4000000
21.29
3000000 23.37
2000000 P3.52
1000000
21 £4.40 2&86 %-. 24.08 24}.\83 A
O T T T T T T T T T T T T T T T T T T T T T T T T T e T T 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\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Benzene, (1-methylethyl)- Concentration Rank 2

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

6.22 13.51 ng/ul 1249630 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
3 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
4 Benzene. (1-methvlethvl)- 120 C9H12 000098-82-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 533 (6.222 min): BM013054.D (-521) (- m/z 105.10 100.00%
105.1
5000
770 120.1 e
300 511 434 |'| 91.1 580 6.00 6.20 6.40 6.60
U $c Y| Sy R 1/ M. m/z 120.10  23.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9416: Benzene, (1-methylethyl)-
105.0
5000 SR L L R A
120.0 5.80 6.00 6.20 6.40 6.60
' m/z 77.00 17.25%
150 20 90 %10 o 0 w0 |
S 0 N N S M
Abundance
105.0
580 6.00 6.20 6.40 6.60
5000 m/z 79.10 13.01%
120.0
. 270 300 510 0 10 g1
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9411: Benzene, (1-methylethyl)- A BEERrEEEEE S S
105.0 5.80 6.00 6.20 6.40 6.60
m/z 103.10 11.33%
5000
120.0
510 77.0
150 270 30 [ 0 || %0 |
mz> 10 20 30 40 50 60 70 80 90 100 110 120 | | 580 600 6.20 640 660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 3-Heptanone, 5-methyl- Concentration Rank 5

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

6.40 2.38 ng/ul 219864 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 72
2 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 72
3 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 72
4 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 64
5 3-0Octanone 128 C8H160 000106-68-3 59

Abundance Scan 563 (6.399 min): BM013054.D (-557) (-) m/z 57.00 100.00%
430 71.0
99.1
5000
82.9 1152 128.2 6.00 6.20 6.40 6.60 6.80
0..P.”,”.w.”.Pm.“JH,”.q.hnpnhr”.qh”.“u”,”.h.”. m/z 43.00 96.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12502: 3-Heptanone, 5-methyl-
29.0 43.0 57.0
71.0
5000
99.0 6.00 6.20 6.40 6.60 6.80
m/z 71.00 79 .05%
15.0 128.0
b2 Wl L omo | use M0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
430 570 710
29.0 SRR S AR R
9.0 600 6.20 640 6.60 6.80
5000 m/z 72.10 61.38%
128.0
oL 150 85.0 113.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 /
Abundance #12526: 3-Heptanone, 6-methyl- P
290 430 570 6.00 6.20 6.40 6.60 6.80
' 71.0 m/z 99.10 54 .62%
5000 99.0
128.0
0"P'“I”*h'“jJ'”I“HH'”'PM”I”'W'”'V'“I”'W'”lP'” [T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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

Concentration Rank 10

Peak Number 4 unknown-01

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

7.42 2.01 ng/ul 186168 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2-(2-nitro-2-prop... 183 C9H13NO3 078551-08-3 38
2 4-Pvridinol. acetate (estern) 137 C7H7NO2 014210-20-9 38
3 Thiazolol5.4-dlpvrimidine 137 C5H3N3S 000273-86-9 38
4 1-Oxaspirol2.5Tloctane. 4.4-dimet... 152 C10H160 054345-56-1 38
5 1,2,4-Triazolo[4,3-b][1,2,4,5]te... 137 C3H3N7 220696-99-1 38

Abundance Scan 737 (7.422 min): BM013054.D (-731) (-) m/z 137.10 100.00%
137.1
43.0
5000
67.0 83.1
10?'1 2071 7.00 7.20 7.40 7.60 7.80
ol SRPEY RISV N SN Ll m/z 43.00 61.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48259: Cyclohexanone, 2-(2-nitro-2-propenyl)-
137.0
5000 R L UL R
41.0 67.0 7.00 7.20 7.40 7.60 7.80
93.0 m/z 67.00 29.47%
0 IZIGLIQI |‘i”l |‘=“ ;‘l IMN L I‘ ‘i‘ y U“:‘ IJ:(\);\QIOI ‘l — “l : |1|5|6|0| — Il|83|9| e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
430 470
95.0 S A I U
137.0 7.00 7.20 7.40 7.60 7.80
5000 m/z 81.10 28.59%
L L S S L L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16586: Thiazolo[5,4-d]pyrimidine
137.0 7.00 7.20 7.40 7.60 7.80
m/z 83.10 28.02%
5000
110.0
45.0
28.0 L ‘ \‘ | 66:'0 |
o
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, 4-chloro-1,2-dimet... Concentration Rank 9

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

8.94 2.10 ng/ul 193905 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-chloro-1.2-dimethvl- 140 C8HOCI 000615-60-1 76
2 Benzene. 4-chloro-1.2-dimethvl- 140 C8HOCI 000615-60-1 76
3 Benzene. 4-chloro-1.2-dimethvl- 140 C8HOCI 000615-60-1 68
4 Benzene. 1l-chloro-2.3-dimethvl- 140 C8H9CI 000608-23-1 58
5 m-Xylene, 5-chloro- 140 C8H9CI 000556-97-8 52

Abundance Scan 995 (8.940 min): BM013054.D (-991) (-) m/z 105.05 100.00%
10b.1
5000
140.1
43.0 7.1 125.0
63.0 91.0 860 880 9.00 9.20
0 m/z 140.05 38.44Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18615: Benzene, 4-chloro-1,2-dimethyl-
105.0
A /\A A
5000 140.0 8.%0 8.50 9.'00 9.'20 !
51.0 77.0 125.0 m/z 77.10 31.29%
27.0 39.0 ‘ 63.0 89.0 |
0“w'“W'JW'HH'“4“'wm'w”“MH'd““|AL|““v'“w'JM“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105.0
8.60 8.80 9.00 9.20
5000 140.0 m/z 73.10 29.08%
51.0
77.0 125.0
39.0
15,0 270 63.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18619: Benzene, 4-chloro-1,2-dimethyl- T .A.A“, N
105.0 8.60 8.80 9.00 9.20
m/z 125.00 25.77%
5000 140.0
770 125.0
51.0 .
150 27.0 390 "/ " 630 | 80 || ‘\ M
m/z--> 15 25 35 45 55 eb 75 85 95 160 110 150 150 150 1éo 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Phenol, p-tert-butyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.85 16.19 ng/ul 1984610 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 94
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 91
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 87
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 81
5 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 72

Abundance Scan 1490 (11.851 min): BM013054.D (-1479) (-) m/z 135.10 100.00%
136.1
5000 107.1
o o 70 1 oo 110 1180 15100 127
Ob v et RO e L PR 2000 1 Tes77107.10 0 43.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000 LRI UL BN UL S
107.0 11.60 11.80 12.00 12.20
410 m/z 150.10 18.57%
. 91.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
1160 11.80 12,00 12.20
5000 m/z 95.10 13.55%
410 107.0
o 500 70 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23713: Phenol, p-tert-butyl- R RREmERLEE SRR
135.0 11.60 11.80 12.00 12.20
m/z 77.05 11.95%
5000
41.0 107.0
‘ 77.0 ‘
oasoy |ogroy Lol Lo jaso
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\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 2(3H)-Benzothiazolone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.02 ng/ul 619120 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 95
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 91
3 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 43
4 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 43
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 35
Abundance Scan 2202 (16.039 min): BM013054.D (-2196) (-) m/z 151.00 100.00%
151.0
96.0
123.0
5000
69.0
52.1 15.80 16.00 16.20 16.40
S 7NN ) il bl 1672 10102072 1 s gE 98T 73 97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 IR UM SUNIL SN B
15.80 16.00 16.20 16.40
69.0 m/z 123.00 62.25%
28.0 45.0 '
0.].'2.'(.)|.l..‘”| .‘.”l.l“k .h.l‘l‘...“.“l....|l‘...|...‘.l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151.0
15,80 16.00 16.20 16.40
5000 96.0  123.0 m/z 69.00  21.24%
270 450 690
e L L L L W W S S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24681: 6-Methyl-7-ox0-4, 7-dihydro-triazolo(3,2-c)triazine A Ha e e
151.0 15.80 16.00 16.20 16.40
1230 m/z 122.00 13.22%
67.0
5000
42.0 83.0
0|||||||||||||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Azulene, 1,4-dimethyl-7-(1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.41 2.11 ng/ul 433030 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.4-dimethvl-7-(1-methy... 198 C15H18 000489-84-9 64
2 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 59
3 Phenol. 4-(l-phenvlethvl)- 198 C14H140 001988-89-2 50
4 N-(1-Methvlethvlidene)naphthalen... 198 C13H14N2 1000364-25-0 50
5 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 47
Abundance Scan 2265 (16.410 min): BM013054.D (-2262) (-) m/z 183.05 100.00%
183.1
5000
165.1
51|-° 77|'O 08,0 1150 139.0 | 2061 16.00 16.20 16.40 16.60 16.80
O .-:--.,':'..-:','..--..',9.-..'.-;- 'Il"'ll""!h'l'l" .'.,I' L T m/z 198.10 44 _40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59912: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0
5000 LRI RIS IR SUNRA U
16.00 16.20 16.40 16.60 16.80
153.0 195.0 m/z 165.05 27 .31%
0 27.0 L 517'0 . 76:\'0‘\ “99‘,0 l 12§.0 M \H M\ u“ \‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
183.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 77.00 16.44%
153.0
. 280 510670 830 g99 1280 199.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #59830: Phenol, 4-(1-phenylethyl)- A b B
183.0 16.00 16.20 16.40 16.60 16.80
m/z 191.10 15.75%
5000
55.0 77.0 | 121.0 16‘?'0 ‘ 199.0
0.........‘.‘.............‘......l‘..... ...‘....
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112017\
Data File : BM013054.D

Aca On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample = 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .83 2.14 ng/ul 306057 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 83
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
3 Heptacosane 380 C27H56 000593-49-7 74
4 Octacosane 394 C28H58 000630-02-4 74
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
Abundance Scan 3697 (24.833 min): BM013054.D (-3693) (-) m/z 71.10 100.00%
71.
AU PRI SR DS U
281.1 24.60 24.80 25.00 25.20
234.9 326.1 370.1 490.0
Ok a20.1 m/z 43.05 90.22%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194500: Docosane, 11-butyl-
57.0
5000 LI SUMIL UM UM AR
24.60 24.80 25.00 25.20
F m/z 57.10 81.61%
ok ‘ LU 140 21002530 3090 3660
m/z--> 0 50 100 150 260 250 360 350 400 450 '
Abundance
57.0
24,60 24.80 25.00 25.20
5000 m/z 85.10 64 .40%
0
0 141.0182.0 5059 281.032720
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane T e T
57.0 24.60 24.80 25.00 25.20
m/z 69.00 27.74%
5000
9.0
ol15:d | 4| 1410183.0225.0267.0309.0 3800
m/z--> 0 5'0 100 150 200 250 300 350 400 450 ' 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112017\
Data File : BM013054.D

Acq On : 20 Nov 2017 21:28

Operator : SJ/JU

Sample - 16489-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, (1-methy... 6.22 13.5 ng/ul 1249630 1 7.72 1849840 20.0
3-Heptanone, 5-me... 6.40 2.4 ng/ul 219864 1 7.72 1849840 20.0
unknown-01 7.42 2.0 ng/ul 186168 1 7.72 1849840 20.0
Benzene, 4-chloro... 8.94 2.1 ng/ul 193905 1 7.72 1849840 20.0
Phenol, p-tert-bu... 11.85 16.2 ng/ul 1984610 2 10.50 2451760 20.0
2(3H)-Benzothiazo... 16.04 3.0 ng/ul 619120 4 17.10 4100240 20.0
Azulene, 1,4-dime... 16.41 2.1 ng/ul 433030 4 17.10 4100240 20.0
(DEL) Alkane: Str... 24.83 2.1 ng/ul 306057 6 23.52 2859170 20.0
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