LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG111416.M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.622 129 133 138 rVVv7 9247 14697 0.30% 0.028%
2 4.386 257 263 271 rVB6 21180 44573 0.90% 0.084%
3 5.320 418 422 432 rVB5 17344 38840 0.78% 0.073%
4 5.737 487 493 498 rVB2 25718 36446 0.74% 0.068%
5 5.867 509 515 523 rBv4 24750 60029 1.21% 0.113%
6 5.978 530 534 542 rVB6 7473 20750 0.42% 0.039%
7 6.243 570 579 586 rvvs 23130 48948 0.99% 0.092%
8 6.313 586 591 595 rVvB5 6834 15955 0.32% 0.030%
9 7.330 760 764 768 rVB5 13800 26264 0.53% 0.049%
10 7.400 768 776 782 rBvV2 122463 245936 4_.97% 0.462%

11 7.465 782 787 793 rVB6 10177 17076 0.35% 0.032%
12 7.576 797 806 814 rBV 364350 624667 12.62% 1.173%
13 7.782 834 841 849 rVB 397177 716200 14.47% 1.345%
14 7.888 853 859 867 rvB5 24084 50157 1.01% 0.094%
15 7.976 869 874 882 rBvV2 50050 91545 1.85% 0.172%

16 8.258 915 922 935 rVvVv 376072 704953 14.25% 1.323%
17 8.375 935 942 946 rVB5 17225 36978 0.75% 0.069%
18 8.634 978 986 995 rVB 233352 408655 8.26% 0.767%
19 8.804 1005 1015 1023 rVB 202722 380029 7.68% 0.713%

20 8.881 1023 1028 1033 rBVS8 8372 18917 0.38% 0.036%
21 8.951 1033 1040 1053 rVvB 345076 630157 12.74% 1.183%
22 9.116 1059 1068 1074 rVB9 19032 49209 0.99% 0.092%
23 9.362 1101 1110 1115 rBV6 10994 26488 0.54% 0.050%
24 9.433 1115 1122 1137 rVV 506953 950531 19.21% 1.784%
25 9.621 1147 1154 1161 rBV4 31083 59813 1.21% 0.112%
26 9.744 1166 1175 1182 rBV4 73960 176649 3.57% 0.332%
27 9.809 1182 1186 1194 rVB5 24796 43598 0.88% 0.082%
28 10.162 1238 1246 1258 rBV2 443875 840385 16.98% 1.578%
29 10.338 1269 1276 1278 rBV6 7576 15318 0.31% 0.029%
30 10.467 1291 1298 1309 rBVS8 16107 45491 0.92% 0.085%
31 10.561 1311 1314 1322 rBV7 9923 18694 0.38% 0.035%
32 10.696 1326 1337 1346 rBV 628060 1133732 22.91% 2.128%
33 10.831 1354 1360 1365 rBV7 6058 18102 0.37% 0.034%

34 11.090 1395 1404 1407 rBV 539533 960910 19.42% 1.804%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method
Title

= Z:\HPCHEM1I\BNA_G\METHODS\SOMO02.2-EPA-BG111416.M
= SVOA CALIBRATION

35 11.143 1407 1413 1421 rVV 2591438 4869093 98.41% 9.141%

36 11.260 1421 1433 1441 rVB2 260652 527246 10.66% 0.990%

37 11.848 1527 1533 1539 rVB7 9332 21830 0.44% 0.041%
38 12.189 1586 1591 1600 rVB7 15293 33209 0.67% 0.062%
39 12.617 1660 1664 1666 rBV5 12357 15700 0.32% 0.029%
40 12.653 1666 1670 1674 rVB4 16229 26578 0.54% 0.050%
41 12.723 1674 1682 1694 rVB 146331 239772 4._.85% 0.450%
42 12.841 1695 1702 1709 rVV5 17289 29098 0.59% 0.055%
43 12.935 1709 1718 1727 rVB2 115924 229920 4._.65% 0.432%
44 13.710 1845 1850 1860 rVB5 36592 90148 1.82% 0.169%
45 13.804 1862 1866 1873 rVB9 9820 18286 0.37% 0.034%
46 14.039 1896 1906 1907 rBV7 16151 37842 0.76% 0.071%

47 14.268 1938 1945 1952 rBV 1442447 2131058 43.07% 4_.001%
48 14.374 1957 1963 1974 rBVY 376968 562128 11.36% 1.055%
49 14.503 1980 1985 1990 rVB6 24565 39854 0.81% 0.075%
50 14.574 1990 1997 2007 rBV 1383802 2267746 45.83% 4._.257%

51 14.733 2020 2024 2028 rBV6 13667 17931 0.36% 0.034%
52 14.880 2033 2049 2055 rBV 1038963 1848164 37.35% 3.470%
53 14.938 2055 2059 2065 rVvVv 82020 134628 2.72% 0.253%
54 15.009 2065 2071 2075 rVvV 93123 155550 3.14% 0.292%
55 15.056 2075 2079 2091 rVvVv2 188619 367213 7.42% 0.689%

56 15.138 2091 2093 2104 rVB9 12775 26875 0.54% 0.050%
57 15.273 2111 2116 2126 rVB2 88314 160234 3.24% 0.301%
58 15.373 2126 2133 2141 rBV9 20656 57890 1.17% 0.109%
59 15.508 2151 2156 2161 rBV6 39079 58638 1.19% 0.110%

60 15.590 2164 2170 2178 rVB 139671 211120 4.27% 0.396%

61 15.667 2178 2183 2190 rVB3 28514 42935 0.87% 0.081%
62 15.796 2195 2205 2209 rBV7 78859 150860 3.05% 0.283%
63 15.867 2209 2217 2223 rVV 1945879 3168230 64.03% 5.948%
64 15.925 2223 2227 2229 rVV3 46394 69659 1.41% 0.131%
65 15.972 2229 2235 2246 rVB 865590 1338637 27.05% 2.513%

66 16.102 2249 2257 2264 rVB9 32614 60954 1.23% 0.114%
67 16.219 2275 2277 2283 rVB5 18995 25100 0.51% 0.047%
68 16.313 2284 2293 2298 rBVS 31010 57499 1.16% 0.108%
69 16.366 2300 2302 2306 rVB5 19359 25961 0.52% 0.049%
70 16.425 2306 2312 2320 rBV5 28039 79344 1.60% 0.149%
71 16.589 2336 2340 2348 rVB9 18627 40396 0.82% 0.076%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA_G\METHODS\SOMO02.2-EPA-BG111416.M

Title = SVOA CALIBRATION

72 16.713 2357 2361 2367 rVB9 16277 27161 0.55% 0.051%
73 16.789 2370 2374 2384 rVB9 11645 33398 0.67% 0.063%
74 16.901 2390 2393 2397 rVB4 9020 14127 0.29% 0.027%
75 17.053 2414 2419 2423 rBV6 9225 17023 0.34% 0.032%
76 17.124 2423 2431 2438 rVV5 33971 88277 1.78% 0.166%
77 17.189 2438 2442 2448 rBV2 46577 63794 1.29% 0.120%
78 17.265 2450 2455 2464 rVB4 40133 78101 1.58% 0.147%
79 17.406 2473 2479 2483 rBV7 22266 36110 0.73% 0.068%
80 17.553 2499 2504 2508 rVB6 14741 27905 0.56% 0.052%

81 17.617 2508 2515 2526 rBV 1350896 2213161 44.73% 4._.155%
82 17.717 2526 2532 2544 rVB2 2406063 3886495 78.55% 7.296%
83 17.870 2553 2558 2563 rVB 127520 176800 3.57% 0.332%
84 18.023 2576 2584 2588 rVV 361752 552882 11.17% 1.038%
85 18.082 2588 2594 2613 rVB 626899 1006857 20.35% 1.890%

86 18.205 2613 2615 2618 rBv4 14849 16549 0.33% 0.031%
87 18.258 2619 2624 2632 rVB6 119318 179893 3.64% 0.338%
88 18.546 2668 2673 2679 rVB 415834 547021 11.06% 1.027%
89 18.687 2692 2697 2705 rBV2 202587 301036 6.08% 0.565%

90 18.769 2709 2711 2718 rBVS 14502 18438 0.37% 0.035%
91 19.063 2757 2761 2766 rVB6 44423 63577 1.28% 0.119%
92 19.239 2787 2791 2800 rVB3 84884 130274 2.63% 0.245%
93 19.627 2852 2857 2864 rBV 37534 65673 1.33% 0.123%
94 19.880 2897 2900 2905 rVB2 30574 41826 0.85% 0.079%

95 19.991 2911 2919 2932 rBV 3353737 4910538 99.24% 9.219%

96 20.861 3064 3067 3073 rVB7 54097 64788 1.31% 0.122%
97 21.918 3239 3247 3256 rVB 1573178 2860183 57.81% 5.370%
98 25.109 3779 3790 3802 rVB3 1636402 4947949 100.00% 9.289%
99 25.344 3821 3830 3849 rVB2 970586 3029457 61.23% 5.687%
100 27.905 4263 4266 4268 rBV3 50667 59792 1.21% 0.112%

Sum of corrected areas: 53267103
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
SVOA CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG024784.D
3000000
11.14
2500000
2000000
1500000
1000000
10.70
11/p9
500000 9.43 10.16
| i m1.26 12°
04 362 — ,,, 532 559 7 1‘ 98 ':1 A‘:.i:LEI. 1"‘]-“ Il 11'85'219 _
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG024784.D
19.99
3000000
2500000 17.72
2000000 15.87
21.92
1500000 14.294 57 17.62
14.88
1000000 15.97
18.08
500000 4.3 18-2 18.55
1 18.69 20.86
3 | ) ko SESREE 2 e a7 -SlESA0 [k 524 .88 :
ox‘? ____1338a 04| 1490 FE¥6 15 SRR paImeaasilEIeT N, | T | 16.720852419,68,
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: BG024784.D
3000000
2500000
2000000 25,11
1500000
25.34
1000000
500000
27.91
N\ - N\ e
O B T B e B B B s I B
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 : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
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 1 1,3-Isobenzofurandione, 4-m... Concentration Rank 8

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

7.98 2.60 ng/ul 91545 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-1sobenzofurandione, 4-methyl- 162 C9H603 004792-30-7 86
2 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 83
3 Dinitolmide 225 C8H7N305 000148-01-6 83
4 Benzofuran 118 C8H60 000271-89-6 70
5 6-Nitro-o-tolunitrile 162 C8H6N202 001885-76-3 64

Abundance Scan 875 (7.982 min): BG024784.D (-869) (-) m/z 118.10 100.00%
118
89
5000
6
7.60 7.80 8.00 8.20 8.40
155 417 527
bobo A0186 o8 817 M % w/z 89.10 68.55%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32795: 1,3-Isobenzofurandione, 4-methyl-
90
118 162
5000 63
7.60 7.80 8.00 8.20 8.40
m/z 90.20 65.58%
.?“.Y‘MM.M.“ |“.‘...|.‘...|.... T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
118
7.60 7.80 8.00 8.20 8.40
5000 89 m/z 63.00 45.22%
39
mz> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82069: Dinitolmide
7.60 7.80 8.00 8.20 8.40
m/z 64.00 13.37%
5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
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 2 Indane Concentration Rank 1

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

8.63 11.59 ng/ul 408655 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 74
2 Deltacyclene 118 C9H10 007785-10-6 72
3 Deltacyclene 118 C9H10 007785-10-6 72
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Indane 118 C9H10 000496-11-7 55

Abundance Scan 985 (8.628 min): BG024784.D (-978) (-) m/z 117.10 100.00%
117
5000
63 8.20 8.40 8.60 8.80 9.00
,..??,“.J'.J.%h‘. 147 182 221 256 299 363 421458 818 ' m/z 118.10 51.91%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8951: Indane
117
5000 RN S N S
8.20 8.40 860 8.80 9.00
m/z 115.00 32.63%
w--”u“?ﬂ"“l'“' R P DAL S L SR LI B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
117
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.10 19.98%
39
77
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8952: Deltacyclene
117 8.20 8.40 8.60 8.80 9.00
m/z 63.10 10.86%
5000
39 .
N I il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
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 3 Indene Concentration Rank 2

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

8.80 10.78 ng/ul 380029 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 96
2 3-Methylphenylacetylene 116 C9HS8 000766-82-5 91
3 Indene 116 C9HS8 000095-13-6 91
4 Indene 116 C9HS8 000095-13-6 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 91

Abundance Scan 1014 (8.798 min): BG024784.D (-1005) (-) m/z 115.10 100.00%
145
5000
63 89 8.40 8.60 8.80 9.00 9.20
...3.7;'1..4 169 208237 286 325 364 400 434 490 | sz 116.10  94.22%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8406: Indene
116
5000 ""|4\' ARARANRANI R
840 8.60 8.80 9.00 9.20
m/z 89.10 17.51%
63 89
"'?VL"P"'P"'P"'""P"'P"'P"'P"'P
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
115
8.40 8.60 8.80 9.00 9.20
5000 m/z 63.00 15.11%
63 89
38
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8408: Indene
116 8.40 8.60 8.80 9.00 9.20
m/z 62.20 9.43%
5000
2 T8
mz> 6B 100 1% 20 20 0 3o a6 40 5% | | 840 650 880 900 950
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
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 4 Benzofuran, 7-methyl- Concentration Rank 6

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

9.74 3.68 ng/ul 176649 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
2 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90
3 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 87
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 86
5 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 81

Abundance Scan 1174 (9.738 min): BG024784.D (-1166) (-) m/z 132.10 100.00%
132
5000 77 104 /\/\
223 366397 493 545 9.00 9.60 9.80 10.00
,h‘H R A oS AN M Tm/z 131.10  96.20%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14530: Benzofuran, 7-methyl-
132
5000 - ----| T T T
9.40 9.60 9.80 10.00
103 m/z 77.10 42 _.01%

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

Abundance
131
103 9.40 9.60 9.80 10.00
5000 m/z 104.10 37.05%
51
18
T o o o o L RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14536: 3-Phenyl-2-propyn-1-ol
131 9.40 9.60 9.80 10.00
m/z 103.20 34.78%
103
5000
51
et e
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
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 5 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.93 4.79 ng/ul 229920 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
4 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 91
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
Abundance Scan 1717 (12.929 min): BG024784.D (-1709) (-) m/z 142.10 100.00%
142
115
5000
50 89 1260 12.80 13.00 13.20
bl d N 13 210 | 282308 382 463495523 | n,07141 10  91.51%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19234: Naphthalene, 1-methyl-
142
5000 RN NS SUNBA SRR
12.60 12.80 13.00 13.20
115 m/z 115.10 62.61%
71
'?ﬁJﬂ'H'”'I""P"'P"'P"'P"'I”"I”"I”"I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
142
12.60 12.80 13.00 13.20
5000 m/z 139.10 19.92%
115
o7 63
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19235: Naphthalene, 1-methyl-
142 12.60 12.80 13.00 13.20
m/z 143.10 12_.37%
5000
115
63
??ﬁLH”'I'” LI LIS SRR AL S L B S
m/z--> 50 100 150 200 250 300 350 400 450 500 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
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 6 Phenol, 3-(1,1-dimethylethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .37 6.08 ng/ul 562128 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-(1,1-dimethylethyl)-4-_... 180 C11H1602 000088-32-4 62
2 Phenol, 3-(1,1-dimethylethyl)-4-_._. 180 C11H1602 000088-32-4 62
3 37,5"-Dimethoxyacetophenone 180 C10H1203 039151-19-4 58
4 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 58
5 2-Benzothiazolamine, 6-methoxy- 180 C8H8N20S 001747-60-0 53
Abundance Scan 1962 (14.368 min): BG024784.D (-1957) (-) m/z 165.10 100.00%
7 165
5000
137
ot 14.00 1420 14.40 14.60
277 325352 417 473503531 n/z 57.10 04 _79%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45476: Phenol, 3-(1,1-dimethylethyl)-4-methoxy-
165
5000
137 14.00 14.20 14.40 14.60
107 m/z 180.20 56.95%
41 17 l
TINSEPTVRR T AT I | T |
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
165
14.00 1420 14.40 14.60
5000 157 m/z 43.10 48.32%

a1 77 107

1 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45147: 3',5'-Dimethoxyacetophenone
165 14.00 14.20 14.40 14.60

m/z 41.10 36.18%

5000 137

43 77 107

]75 “LL\.L y L

T
m/z--> 0 50 100 150 200 250

T
300 350 400 450 500 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
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 7 Diethyltoluamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.59 2.28 ng/ul 211120 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 95
2 Diethyltoluamide 191 C12H17NO 000134-62-3 94
3 Diethyltoluamide 191 C12H17NO 000134-62-3 93
4 Diethyltoluamide 191 C12H17NO 000134-62-3 76
5 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 64
Abundance Scan 2170 (15.590 min): BG024784.D (-2164) (-) m/z 119.05 100.00%
119
91 190
5000
65 LI e et e
162 15.20 15.40 15.60 15.80 16.00
R L TR ) 225 285 334 A3BATIAT L 7190.00 | 53.53%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53785: Diethyltoluamide
119
5000 91 190 UAREURIL N BURRUE UM B
15.20 15.40 15.60 15.80 16.00
65 m/z 91.10 53.48%
3 | | 162
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119
15.20 15.40 15.60 15.80 16.00
5000 o1 190 m/z 191.10 18.98%
65
29 162
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53784: Diethyltoluamide
119 15.20 15.40 15.60 15.80 16.00
m/z 65.10 13.95%
5000 91 190
65
% ) 162
mz-> 0 50 100 150 200 250 300 350 400 450 500 | 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
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 8 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.08 9.10 ng/ul 1006860 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 94
2 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 90
3 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 90
4 -47-Dimethylamino-2"-(trimethyls... 250 C13H22N20Si 018410-40-7 64
5 N-(4-Hydroxyphenyl)-2-naphthylamine 235 C16H13NO 000093-45-8 59
Abundance Scan 2594 (18.082 min): BG024784.D (-2588) (-) m/z 235.10 100.00%
5000
207 S 1 SO
57 91115 ,,.175 17.80 18.00 18.20 18.40
b 24707 Ly | |267204 337 372 408 448 g6 m/z 207.10  25.75%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #102350: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
235

5000
17.80 18.00 18.20 18.40

m/z 236.10 17.86%

207
2057 9% 131 175 | ||

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

Abundance
235
 Eamens s N REREE A
17.80 18.00 18.20 18.40
5000 m/z 250.10 14.42%
207
91 117 175
i o A B B B M s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #102347: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy- ey
235 17.80 18.00 18.20 18.40

m/z 57.05 11.63%

5000

57 207

29, | 9% 128 175
— L \IL\IJI\.JI\H;LI T : L | 1

m/z--> 0 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .M
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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.69 2.72 ng/ul 301036 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 91
2 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 87
3 Trimethyl (2,6 ditert.-butylpheno... 278 C17H300Si 010416-73-6 72
4 Phosphenimidous amide, tris(trim... 278 C9H27N2PSi3 050732-21-3 64
5 Benzoic acid, 3,5-bis(1,1-dimeth... 278 C17H2603 001620-64-0 45
Abundance Scan 2698 (18.693 min): BG024784.D (-2692) (-) m/z 263.20 100.00%
263
5000
i 147 gy 210 15140 18160 15,80 10,00
91 119 187 . . . .
0 .'.‘,*L'. bt g b L L SO7 SO 439 489 15757810 26.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126025: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263
5000
18.40 18.60 18.80 19.00
57 147 m/z 57.10 21.26%
| 9\1 115\\ | 185 \2]‘-9 |

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
263
s
18.40 18.60 18.80 19.00
5000 m/z 264.20 15.21%
57
go 110 147 1g5 219
e T B B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126050: Trimethyl(2,6 ditert.-butylphenoxy)silane
263 18.40 18.60 18.80 19.00
m/z 219.20 10.30%
5000
73
|
e B L B B e B i B
m/z--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG111416\
Data File : BG024784.D

Acq On : 15 Nov 2016 4:30

Operator : UM/SJ

Sample : H5626-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .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]
1,3-1sobenzofuran. .. 7.98 2.6 ng/ul 91545 1 8.26 704953 20.0
Indane 8.63 11.6 ng/ul 408655 1 8.26 704953 20.0
Indene 8.80 10.8 ng/ul 380029 1 8.26 704953 20.0
Benzofuran, 7-met... 9.74 3.7 ng/ul 176649 2 11.09 960910 20.0
Naphthalene, 1-me... 12.93 4.8 ng/ul 229920 2 11.09 960910 20.0
Phenol, 3-(1,1-di... 14.37 6.1 ng/ul 562128 3 14.88 1848160 20.0
Diethyltoluamide 15.59 2.3 ng/ul 211120 3 14.88 1848160 20.0
Benzoic acid, 3,5... 18.08 9.1 ng/ul 1006860 4 17.62 2213160 20.0
3,5-di-tert-Butyl... 18.69 2.7 ng/ul 301036 4 17.62 2213160 20.0
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