LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\HPCHEM1I\BNA F\METHODS\8270-BF041717 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.960 170 174 180 rBvV 183161 198962 9.83% 0.907%
2 4.160 374 378 382 rBV 159548 154597 7.64% 0.705%
3 4.266 392 396 397 rBV 206002 219570 10.85% 1.001%
4 4.331 404 407 421 rvVB 100116 121988 6.03% 0.556%
5 4.519 434 439 443 rBV2 339909 464173 22.93% 2.117%
6 4.631 455 458 466 rBV 78828 82385 4_.07% 0.376%
7 5.237 558 561 564 rBV 106171 92320 4 _.56% 0.421%
8 5.272 564 567 572 rVvV 61396 59034 2.92% 0.269%
9 5.319 572 575 582 rVB 101620 98168 4 .85% 0.448%
10 5.413 587 591 594 rVV2 100264 141508 6.99% 0.645%

11 5.519 604 609 614 rBvV 238987 245759 12.14% 1.121%
12 5.572 614 618 624 rvv2 303427 392318 19.38% 1.789%
13 5.619 624 626 632 rVB 113713 106758 5.27% 0.487%
14 5.760 646 650 654 rBv 708718 610821 30.18% 2.786%
15 5.801 654 657 659 rvv 168346 142601 7.05% 0.650%

16 5.825 659 661 664 rvv 137046 137873 6.81% 0.629%
17 5.854 664 666 668 rvB 97893 76983 3.80% 0.351%
18 5.936 676 680 683 rBvV 256671 248646 12.28% 1.134%
19 6.054 696 700 703 rBvV 904162 793192 39.19% 3.618%

20 6.136 710 714 719 rvVB2 60536 57507 2.84% 0.262%
21 6.384 752 756 757 rBV 85524 71239 3.52% 0.325%
22 6.407 757 760 763 rvVv 231511 221850 10.96% 1.012%
23 6.478 769 772 775 rVV 74874 78937 3.90% 0.360%
24 6.513 775 778 783 rVB2 57775 63684 3.15% 0.290%
25 6.642 796 800 806 rvB2 41191 51171 2.53% 0.233%
26 6.689 806 808 812 rVB 51552 49009 2.42% 0.224%
27 6.848 831 835 838 rBv2 63082 66134 3.27% 0.302%

28 6.954 847 853 858 rBv2 175071 263238 13.01% 1.201%
29 7.001 858 861 867 rvB 196591 276464 13.66% 1.261%
30 7.101 874 878 880 rBv2 63411 62343 3.08% 0.284%

31 7.254 898 904 906 rBV 854975 835188 41.26% 3.809%
32 7.283 906 909 912 rVV 2266301 2024097 100.00% 9.232%
33 7.472 938 941 948 rBV3 51115 79328 3.92% 0.362%
34 7.778 990 993 999 rBv4 71674 141477 6.99% 0.645%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\HPCHEM1I\BNA F\METHODS\8270-BF041717_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 7.825 999 1001 1004 rvv 53556 58427 2.89% 0.266%
36 7.872 1008 1009 1016 rvv2 38565 47336 2.34% 0.216%
37 8.054 1036 1040 1046 rVB5 28154 60179 2.97% 0.274%

38 8.119 1046 1051 1058 rBV 495008 499693 24.69% 2.279%
39 8.236 1067 1071 1084 rVB 611494 619394 30.60% 2.825%
40 8.572 1124 1128 1133 rVB 534712 442721 21.87% 2.019%

41 8.689 1145 1148 1151 rBV 171902 157682 7.79% 0.719%

42 8.777 1156 1163 1165 rBV6 33404 47897 2.37% 0.218%
43 8.807 1165 1168 1173 rVB 71397 103324 5.10% 0.471%
44 8.889 1178 1182 1186 rVV3 45429 78694 3.89% 0.359%

45 8.977 1193 1197 1200 rVvVv 132340 140493 6.94% 0.641%

46 9.013 1200 1203 1208 rVVv 101503 116100 5.74% 0.530%
47 9.060 1208 1211 1213 rVV 217413 214593 10.60% 0.979%
48 9.077 1213 1214 1218 rVV 122358 89562 4.42% 0.408%
49 9.119 1218 1221 1229 rVB3 71727 116007 5.73% 0.529%
50 9.213 1233 1237 1243 rBV 1056900 1032715 51.02% 4_.710%

51 9.389 1263 1267 1271 rVB 868895 834920 41.25% 3.808%
52 9.425 1271 1273 1277 rVB 213022 179087 8.85% 0.817%

53 9.536 1287 1292 1295 rBV2 27414 51292 2.53% 0.234%
54 9.636 1306 1309 1319 rVB2 77512 114311 5.65% 0.521%
55 9.783 1328 1334 1336 rBV3 59142 74315 3.67% 0.339%
56 9.889 1349 1352 1358 rBV2 55712 90885 4._.49% 0.415%
57 9.948 1358 1362 1365 rVB 99077 90714 4.48% 0.414%
58 10.001 1369 1371 1373 rVV 86376 80970 4._.00% 0.369%
59 10.030 1373 1376 1378 rVV 63369 62007 3.06% 0.283%
60 10.066 1378 1382 1386 rVB 329903 347452 17.17% 1.585%
61 10.130 1390 1393 1397 rBV2 35944 56551 2.79% 0.258%
62 10.336 1422 1428 1430 rVV2 79316 87300 4_.31% 0.398%
63 10.366 1430 1433 1437 rVB2 190502 196253 9.70% 0.895%
64 10.566 1464 1467 1470 rBV 59060 62877 3.11% 0.287%
65 10.730 1492 1495 1499 rvv4 44928 74614 3.69% 0.340%
66 10.854 1511 1516 1519 rBV3 32741 58094 2.87% 0.265%
67 10.966 1531 1535 1537 rBV5 36352 47684 2.36% 0.217%
68 10.995 1537 1540 1546 rVB2 65954 78773 3.89% 0.359%
69 11.083 1552 1555 1558 rvVv 65427 71374 3.53% 0.326%
70 11.118 1558 1561 1566 rVB4 55532 62921 3.11% 0.287%

71 11.213 1571 1577 1579 rBV 827538 840998 41.55% 3.836%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 F\METHODS\8270-BF041717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 11.242 1579 1582 1586 rVvVv 884412 816881 40.36% 3.726%
73 11.301 1587 1592 1598 rBV 185048 202721 10.02% 0.925%
74 11.718 1661 1663 1670 rBV 36706 52914 2.61% 0.241%
75 11.836 1680 1683 1686 rBV 75614 78880 3.90% 0.360%

76 11.871 1686 1689 1693 rVB 118766 114898 5.68% 0.524%
77 11.948 1693 1702 1703 rBV2 152431 178624 8.82% 0.815%
78 11.966 1703 1705 1708 rVvVv 168319 195957 9.68% 0.894%
79 11.995 1708 1710 1718 rVB 135592 155907 7.70% 0.711%

80 12.207 1742 1746 1750 rVB2 72241 84022 4._.15% 0.383%
81 12.389 1771 1777 1781 rBV3 63362 85302 4.21% 0.389%
82 12.436 1781 1785 1792 rBV 166777 214884 10.62% 0.980%
83 12.589 1808 1811 1814 rVB 78123 79263 3.92% 0.362%
84 12.701 1827 1830 1834 rVB 312572 310227 15.33% 1.415%
85 12.777 1839 1843 1846 rBvV4 45552 50705 2.51% 0.231%

86 12.818 1846 1850 1855 rVB 81074 100536 4._.97% 0.459%
87 12.918 1863 1867 1873 rBV3 131051 160977 7.95% 0.734%
88 12.977 1873 1877 1881 rVV 438115 431236 21.31% 1.967%
89 13.077 1891 1894 1898 rVB3 47127 58891 2.91% 0.269%
90 13.183 1908 1912 1916 rBV 412726 407675 20.14% 1.859%

91 13.265 1921 1926 1930 rBV 41550 58721 2.90% 0.268%
92 13.348 1936 1940 1946 rBV 125867 152836 7.55% 0.697%
93 13.524 1967 1970 1974 rVB2 43257 58221 2.88% 0.266%
94 13.671 1992 1995 1999 rBV 49284 60015 2.97% 0.274%

95 14.354 2105 2111 2117 rBV 66240 100733 4.98% 0.459%

96 14.465 2124 2130 2133 rBV 680155 846519 41.82% 3.861%

97 14.495 2133 2135 2142 rVB2 66003 81596 4._.03% 0.372%
98 15.565 2315 2317 2322 rVB 42597 47861 2.36% 0.218%
99 16.036 2394 2397 2402 rBV 55193 67170 3.32% 0.306%

100 16.089 2402 2406 2414 rBV 467363 553410 27.34% 2.524%

Sum of corrected areas: 21925113
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF094748.D
7|28
2000000
1500000

1000000

500000

04 A o a o hA e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF094748.D

2000000

1500000

9.21

1000000

500000

0‘ O\ L\ Ja, LY I\
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF094748.D
2000000
1500000
1000000
14.47

500000

e B e e e e e e e Lt s

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 Ethylbenzene Concentration Rank 12

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

4.16 5.06 ng 154597 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvlbenzene 106 C8H10 000100-41-4 91
2 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 76
3 o-Xvlene 106 C8H10 000095-47-6 76
4 p-Xvlene 106 C8H10 000106-42-3 68
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 50

Abundance Scan 378 (4.160 min): BF094748.D (-374) (-) m/z 91.10 100.00%
91.1
5000
106.1
300 5L0 651 77.1 380 4.00 420 4.40
B SRR FARSDY I EESADS 1 HBESES NN 1 T m/z 106.10 33.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5085: Ethylbenzene
91.0
5000 380 4.00 420 4.40
o eso 106.0 m/z 65.10  8.87%
L1 . A Y A R R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
91.0
380 4.00 420 440
5000 106.0 m/z 50.95 8.81%
o709 390 510 65.0 [7-0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5083:0—Xy|ene L L L L L N BB B
91.0 3.80 4.00 4.20 4.40
m/z 77.10 8.53%
5000 106.0
270 39‘.0 51‘.0 65.0 77‘.0 ‘
| im Al Il | LA N
mz-> 10 20 30 40 50 60 70 8 90 100 110 380 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 5 unknown5.52 Concentration Rank 6

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

5.52 8.05 ng 245759 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 609 (5.519 min): BF094748.D (-604) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 A LR L TR
400 540 520 5.40 5.60 5.80
....,...:,-....,::..,::I-.',.3.7:?.?‘?-.9,..!.,1.95.'9,....,....,'...,.. m/z 68.10 35.11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 A I U U L
520 5.40 5.60 5.80
310 510 m/z 134.00 30.81%
“"m'ﬂm'l“ﬂl“'l“"V'YEQ'“l'“'l“"w"w"“l‘“'l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580
5000 m/z 66.00 21.33%
630 104.0
300 510 | 770 900 117.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0 520 5.40 5.60 5.80
m/z 69.10 15.28%
97.0
5000
70.0
31.0
440 %09 | se0 | w0 | . n
miz--> 30 40 50 60 70 8 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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, l-ethenyl-3-methyl- Concentration Rank 4

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

5.57 12.85 ng 392318 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 93
2 Benzene. 1-propenvl- 118 C9H10 000637-50-3 93
3 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 92
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 92
5 Bicyclo[4.2.0]octa-1,3,5-triene, ... 118 C9H10 022250-74-4 90

Abundance Scan 618 (5.572 min): BF094748.D (-614) (-) m/z 117.10 100.00%
117.1
105.1
5000 011

39|-1 51|.o 65.0 77|-0 | | 5.20 540 5.60 5.80 6.00
e el b L Tz 118710 79.79%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8975: Benzene, 1-ethenyl-3-methyl-
117.0
5000
91.0 520 5.40 5.60 5.80 6.00
m/z 105.05 66 .00Y%
7o 290 510 630 779 103.0 1
.w}ﬁq“.ﬂ,”.ﬂp.”Jh.hﬂﬂ.“rﬁ,”.ﬂl.”,ﬂ.w.ﬂﬂp.”,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
5.20 5.40 5.60 5.80 6.00
5000 m/z 115.00 40.65%
91.0
150 27.0 39.0 510 430 77.0 103.0
T B B B B B o o R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8983: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0 5.20 5.40 5.60 5.80 6.00
m/z 91.10 37.32%
5000
91.0
27.0 39"0 °10 @0 770 1080 |
L ‘ U ol I Ll | !
R L R L RN AREASERESSEAES SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, cyclopropyl- Concentration Rank 19

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

5.62 3.50 ng 106758 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 94
2 Benzene. l-propenvl- 118 C9H10 000637-50-3 94
3 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 93
4 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 93
5 Bicyclo[4.2.0]octa-1,3,5-triene, ... 118 C9H10 055337-80-9 93

Abundance Scan 626 (5.619 min): BF094748.D (-624) (-) m/z 117.10 100.00%
117.1
5000
91.0
39.0 510 650 770 103.0 520 5.40 560 5.80 6.00
R R e e e e e B m/z 118.05 77 .75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8964: Benzene, cyclopropyl-
117.0
5000
910 520 5.40 5.60 5.80 6.00
' m/z 115.05 34.79%
o70 390 5L0 650 77.0 ‘ 103.0
'w'“'w'ﬁl“'ﬁ'“'ﬂ'”lﬂhw'”ww'“uh'wﬂ“'w'hu“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
520 5.40 5.60 5.80 6.00
5000 m/z 91.05 32.42%
91.0
150 27.0 39.0 510 430 77.0 103.0
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0 520 5.40 5.60 5.80 6.00
m/z 103.00 12.03%
5000
91.0
39.0 58.0 103.0
'w'“'w?h?“'Jw'“H“'WHA'VTE?“'WL'“|m'w'dﬁw'“|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1,2,3-trimethyl- Concentration Rank 14

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

5.82 4_.51 ng 137873 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
3 Mesitvlene 120 C9H12 000108-67-8 90
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87

Abundance Scan 660 (5.819 min): BF094748.D (-659) (- m/z 105.10 100.00%
105.1
5000 120.1
390 510 77.0 540 5.60 5.80 6.00 6.20
: .0 630 91.0 : : : :
PSS Y | B T m/z 120.05 40.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-

T b

5000 S ML MRS .
120.0 5.40 560 580 6.00 6.20

m/z 76.95 12._.70%

0 390 510 g50 (70 910

15.0 27\ ‘ | Ll M | ‘
T T T T T e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
5.40 5.60 5.80 6.00 6.20
5000 m/z 106.10 11.14%
120.0
150 270 390 510 650 (70 910
T T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene
105.0 5.40 5.60 5.80 6.00 6.20
120.0 m/z 78.95 7.33%
5000
77.0
15.0 27.0 39\9 510 650 " 91\'0 L] I
T e P T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00 6.20

8270-BF041717.M Tue May 02 19:09:54 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 Indene Concentration Rank 1

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

6.05 25.97 ng 793192 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 3-Methvlphenvlacetvlene 116 CO9H8 000766-82-5 91
4 Benzene. 1.2-propadienvl- 116 CO9H8 002327-99-3 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 90

Abundance Scan 699 (6.048 min): BF094748.D (-696) (- m/z 115.05 100.00%
1151
5000
63.0 89.0
39.0 510 5.80 6.00 6.20 6.40
e b o 2029 L 1L Tn777116.10 0 91.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8406: Indene
116.0
5000 RN LRSS S IR
5.80 6.00 6.20 6.40
£9.0 m/z 89.00 11.98%
270 390 500 B0 740 %
mz> 13 30 a0 40 5 6 T oo 8 10 1o 130 10 1k
Abundance
115.0
/\A"'/'\I""I""I""I"'
5.80 6.00 6.20 6.40
5000 m/z 63.00 11.89%

27.0 39.0 51.0 63.0 740 89.0 100.0
wwmmmﬁwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #8415: 3-Methylphenylacetylene
115.0 5.80 6.00 6.20 6.40
m/z 117.00 8.64%
5000
63.0 89.0
150 27.0 390 50‘0 1. 74MO 1010 ‘
B R R B R o o e o AR REESE RE Ry na sy )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40

8270-BF041717.M Tue May 02 19:09:54 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 11 2-Methylindene Concentration Rank 10

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

6.95 6.30 ng 263238 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 96
2 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 95
3 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 95
4 1.4-Dihvdronaphthalene 130 C10H10 000612-17-9 92
5 1H-Indene, 1l-methyl- 130 C10H10 000767-59-9 90

Abundance Scan 852 (6.948 min): BF094748.D (-847) (-) m/z 115.00 100.00%
115.0 129.1
5000

391 210 641 77.1 910

| 6.60 6.80 7.00 7.20

152.1

O PO O PO VO = S 5 S e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #13084: 2-Methylindene

130.0
115.0

5000
6.60 6.80 7.00 7.20

m/z 130.10 80.53%

51.0 64.0
270 30 1 *1° 710 a9 1020
R L A B A L A A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
115.0 130.0
6.60 6.80 7.00 7.20
5000 m/z 117.10 62.66%
51.0 64.0
27.0 39.0 77.0 89.0 102.0
mmmjmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13088: Benzene, 1-butynyl-
115.0 130.0 6.60 6.80 7.00 7.20
' m/z 128.10 44 _37%
5000
51.0 63.0
s e B e e e el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20

8270-BF041717.M Tue May 02 19:09:55 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 12 Benzene, 1-butynyl- Concentration Rank 8

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

7.00 6.62 ng 276464 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 95
2 1H-Indene. l-methvl- 130 C10H10 000767-59-9 95
3 Cvcloproplalindene., 1.la.6.6a-te... 130 C10H10 015677-15-3 95
4 2-Methvlindene 130 C10H10 002177-47-1 94
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 91

Abundance Scan 861 (7.001 min): BF094748.D (-858) (-) m/z 115.05 100.00%
1161 13p.1
5000
39.0 91.0 640 770 g9 102.0 | 148.0 6.60 6.80 7.00 7.20 7.40
St U (PR S MO BT D A m/z 130.10 98.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13088: Benzene, 1-butynyl- )
115.0 130.0
5000

6.60 6.80 7.00 7.20 7.40
m/z 129.10  77.58%

g 51.0 63.0 77.0 89.0 102.0

7 £ MM O N oo s e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
115.0 130.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 128.10 39.06%
51.0
o7 390 630 77.0 g9.0 1020
Wmmmwﬁrmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13120: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro- T R B
129.0 6.60 6.80 7.00 7.20 7.40
115.0 m/z 127.10 18.20%
5000
1.0 640 770 102.0
20390 >0 " 770 goo 120 |
e e R R e E e e e AL

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20 7.40

8270-BF041717.M Tue May 02 19:09:55 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 14 Naphthalene, 1,6-dimethyl- Concentration Rank 20

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

8.98 3.37 ng 140493 Acenaphthene-d10 9.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 1197 (8.977 min): BF094748.D (-1193) (-) m/z 156.10 100.00%
141.1 156.1
5000
115.110g
62.9 76.0 8.60 8.80 9.00 9.20 9.40
380 8901019 m/z 141.10  86.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28477: Naphthalene, 1,6-dimethyl-
156.0
141.0
5000
8.60 8.80 9.00 9.20 9.40
70 115.0 m/z 155.10 28.52%
. -0128.0
S TNl oo A (N S Y
m/z--> 20 40 60 80 100 120 140 160
Abundance
156.0
141.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 115.10 17.85%
115.0
26.0 39.0 630 80 901020 | 1280
miz--> 20 40 60 80 100 120 140 160
Abundance #28497: Naphthalene, l,4—dimethy|— L L AL BLEL A LA B
141.0 156.0 8.60 8.80 9.00 9.20 9.40
m/z 157.10 16.85%
5000
50,0 630 7.0 102011?01%?0 L
. L Iy alli . - . Jl | il
m/z--> 20 40 60 80 100 120 140 160 ' 8.60 8.80 9.00 9.20 9.40

8270-BF041717.M Tue May 02 19:09:56 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 15 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.95 4.25 ng 178624 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1702 (11.948 min): BF094748.D (-1693) (-) m/z 73.00 100.00%
43.1 73.0
5000 129.1
97.1 213.1
157.1 185.2 256.2 11.60 11.80 12.00 12.20
m/z 43.10 84 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

5000 129.0 LI L L L L B
11.60 11.80 12.00 12.20

60 | M/z 60.00 82.12%

83.0
157.0 1850 213.0 .
4 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0

11.60 11.80 12.00 12.20

5000 129.0 m/z 57.10 78.91%
171.0
97.0 214.0
152. 0
m/z--> 2I0 4I0 6I0 8IO l(l)O 12IO léIlO 160 180 200 220 24I10 Z(ISO
Abundance #95851: Pentadecanoic acid . B e
43.0 73.0 11. 60 11. 80 12. 00 12. 20

m/z 41.00 69.89%

15.0 Lﬂ 177,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF041717.M Tue May 02 19:09:56 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 16 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.97 4.66 ng 195957 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 52
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
4 Methyl diselenide 190 C2H6Se2 007101-31-7 35
5 1,1"-Biphenyl, 4,4"-difluoro- 190 C12H8F2 000398-23-2 23

Abundance Scan 1706 (11.971 min): BF094748.D (-1703) (-) m/z 189.10 100.00%
189.1
5000
94.5 165.1 11.60 11.80 12.00 12.20
1220 J4rl m/z 190.10  94.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 '|""|44"|""|""|'
94.0 11.60 11.80 12.00 12.20
‘ m/z 192.10 51.75%
390 630 | 1100 1370 1630 |
m/z--> ﬁo Jo 65 85 160 150 150 1éo 1§0 260 '
Abundance
190.0
45.0 146.0
11.60 11.80 12.00 12.20
5000 82.0 m/z 191.10 43.14%
117.0
65.0 000 162.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #52771: 2,2'-Bis(4,5-dimethylimidazole)
420 190.0 11.60 11.80 12.00 12.20
m/z 187.00 17 .95%
5000 122.0
940 162.0
66.0 ‘
10 146.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF041717.M Tue May 02 19:09:57 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 17 Phenanthrene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.99 3.71 ng 155907 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 96
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 95
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
5 1H-Indene, 1l-phenyl- 192 C15H12 001961-96-2 93

Abundance Scan 1709 (11.989 min): BF094748.D (-1708) (-) m/z 192.10 100.00%

1

5000

94.5
11.60 11.80 12.00 12.20 12.40

121.0137.0
m/z 191.10 57.35%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000
11.60 11.80 12.00 12.20 12.40
m/z 189.10 23.44%
165.0
39.0  63.0 9.0 1150 1390 | |
i B o B L o o o LB B e e o o i e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.60 11.80 12.00 12.20 12.40
5000 m/z 193.10 21.28%
165.0

24.0 39.0 630 790 96.0 115.0 1390

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #54746: Phenanthrene, 1-methyl-
192.0 11.60 11.80 12.00 12.20 12.40
m/z 165.10 21.15%

5000
165.0
39.0 63.0 9?-0 115.0 139.0 do

i B o B I I o A L B o B o o s | R e S R S R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40

8270-BF041717.M Tue May 02 19:09:57 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 18 2H-Naphtho[1,8-bc]furan-2-one Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.44 5.11 ng 214884 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Naphthol1l.8-bcl1furan-2-one 170 C11H602 005247-85-8 97
2 1-Naphthoic acid. 8-hvdroxv- 188 C11H803 001769-88-6 78
3 Cvclopentanecarboxvlic acid. 3.3... 170 C9H1403 078092-04-3 64
4 2-Naphthalenecarboxvlic acid. 3-... 188 C11H803 000092-70-6 56
5 Tetrazolo[5,1-a]phthalazine, 6-c... 205 C8H4CIN5 052494-54-9 38

Abundance Scan 1786 (12.442 min): BF094748.D (-1781) (-) m/z 170.10 100.00%
170.1
114.0
5000
oy 630 880 wi | e 12120 1240 1260 1280
. o S m/z 114.00 66.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38281: 2H-Naphtho[1,8-bc]furan-2-one
170.0
114.0
5000 LRI I UL SULRULN I
1220 12.40 12,60 12.80
m/z 113.00 17.33%
‘ H 1L \\H

63.0 88.0 142.0
39.0 ‘
IIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
170.0

114.0 12.20 12.40 12.60 12.80
5000 m/z 171.05 13.08%
57.0 188.0
410 85.0 142.0
s W e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38912: Cyclopentanecarboxylic acid, 3,3-dimethyl-4-oxo-, ...
114.0 12.20 12.40 12.60 12.80
m/z 142.10 11.51%
5000
55.0
39,0 83.0 1390 1700
SV NS ISP . s 1 E—
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80

8270-BF041717.M Tue May 02 19:09:58 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 19 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.92 3.80 ng 160977 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Dodecanoic acid 200 C12H2402 000143-07-7 78
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1867 (12.918 min): BF094748.D (-1863) (-) m/z 72.95 100.00%

431 730
5000 129.1

12.60 12.80 13.00 13.20
m/z 43.10 92.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 R e o R R
12.60 12.80 13.00 13.20
0
241.0 284.0 m/z 59.95 81.73%
207.0
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
12.60 12.80 13.00 13.20
5000 129.0 m/z 57.05 72.66%
97.0 199.0 242.0

157.0

WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61120: Dodecanoic acid B B S
60.0 12.60 12.80 13.00 13.20

m/z 55.05 66 .84%

5000
29.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20

8270-BF041717.M Tue May 02 19:09:58 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094748.D

Aca On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT 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 20 Retene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.35  3.61ng 152836  Chrysene-d12 14.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Retene 234 ci8H18 000483-65-8 99

066552-97-4 95
007396-38-5 93
1000202-15-0 87
036778-18-4 53

2 2-1sopropvl-10-methvlphenanthrene 234 C18H18
3 Phenanthrene. 2.4.5.7-tetramethvl- 234 C18H18
4 1-Phenvl-4-(3.5-dimethviphenvl)b... 234 C18H18
5 1-(10-Methylanthracen-9-yl)ethanone 234 C17H140

Abundance Scan 1940 (13.348 min): BF094748.D (-1936) (-) m/z 219.10 100.00%
219.1
5000
189.1
: 13.00 13.20 13.40 13.60
42.0 629 824 139.1 165.0 289.1
0! m/z 234.20 59.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89260: Retene
219.0
5000 -----’M----|--ﬂ|----|-
13.00 13.20 13.40 13.60
189.0 m/z 204.10 39.38%
102 165.0
270 510 760 ;| H\ dl 1390 | mh ‘H\ | H\‘ 2 70
L B e o L I e B o B R I e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219.0
13.00 13.20 13.40 13.60
5000 m/z 203.10 30.28%
189.0
39.0 630 8201020 1390 1650 237.0
T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89276: Phenanthrene, 2,4,5,7-tetramethyl-
234.0 13.00 13.20 13.40 13.60
m/z 202.05 23.84%
5000
204.0
101.0
S TP WS- N S T N | GO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF050117\
Data File : BF094748.D

Acq On : 1 May 2017 13:47

Operator : SJ/MA

Sample : 12902-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT 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]
Ethylbenzene 4.16 5.1 ng 154597 1 5.76 610821 20.0
unknown5 .52 5.52 8.1 ng 245759 1 5.76 610821 20.0
Benzene, l-etheny... 5.57 12.9 ng 392318 1 5.76 610821 20.0
Benzene, cyclopro... 5.62 3.5 ng 106758 1 5.76 610821 20.0
Benzene, 1,2,3-tr... 5.82 4.5 ng 137873 1 5.76 610821 20.0
Indene 6.05 26.0 ng 793192 1 5.76 610821 20.0
2-Methylindene 6.95 6.3 ng 263238 2 7.25 835188 20.0
Benzene, 1-butynyl- 7.00 6.6 ng 276464 2 7.25 835188 20.0
Naphthalene, 1,6-... 8.98 3.4 ng 140493 3 9.39 834920 20.0
n-Hexadecanoic acid 11.95 4.3 ng 178624 4 11.21 840998 20.0
4H-Cyclopenta[def... 11.97 4.7 ng 195957 4 11.21 840998 20.0
Phenanthrene, 2-m... 11.99 3.7 ng 155907 4 11.21 840998 20.0
2H-Naphtho[1,8-bc... 12.44 5.1 ng 214884 4 11.21 840998 20.0
Octadecanoic acid 12.92 3.8 ng 160977 5 14.47 846519 20.0
Retene 13.35 3.6 ng 152836 5 14.47 846519 20.0
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