LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF060217\
Data File : BF095653.D
Aca On : 3 Jun 2017 1:26 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22Ie - 15441-09 X (OR-RO-6789-060117
ALS Vial : 23 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-BF050217 .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 4.781 522 526 531 rBV 5460 11374 1.73% 0.164%
2 5.481 642 645 671 rBV2 66883 239296 36.44% 3.450%
3 5.698 680 682 690 rvB4 4376 7707 1.17% 0.111%
4 5.851 704 708 713 rVB 4434 7144 1.09% 0.103%
5 6.769 861 864 867 rBV3 6241 7073 1.08% 0.102%
6 7.128 921 925 936 rBV2 70482 217050 33.05% 3.129%
7 7.210 936 939 955 rvVv 170414 420778 64.07% 6.066%
8 7.339 958 961 972 rVB2 17176 26367 4_.01% 0.380%
9 7.534 990 994 1006 rBV 360503 500860 76.26% 7.221%
10 7.628 1006 1010 1017 rvB4 9793 16346 2.49% 0.236%
11 7.775 1031 1035 1054 rBV 174488 274808 41.84% 3.962%
12 7.945 1060 1064 1070 rBv4 5143 10149 1.55% 0.146%
13 8.092 1085 1089 1093 rBv4 4999 7763 1.18% 0.112%
14 8.463 1149 1152 1166 rBV 56460 147565 22.47% 2.127%
15 8.569 1166 1170 1181 rVB3 22450 41075 6.25% 0.592%
16 9.569 1336 1340 1345 rBV 519501 653780 99.55% 9.425%
17 9.657 1352 1355 1364 rVB 15846 22807 3.47% 0.329%
18 9.780 1371 1376 1381 rVB 5285 6912 1.05% 0.100%
19 10.363 1471 1475 1480 rBB2 5428 7282 1.11% 0.105%
20 10.645 1519 1523 1529 rBB2 7346 10135 1.54% 0.146%
21 10.745 1534 1540 1548 rBV 33867 53487 8.14% 0.771%
22 10.892 1559 1565 1573 rBV 21451 33579 5.11% 0.484%
23 11.345 1637 1642 1656 rBV 306994 384443 58.54% 5.542%
24 11.516 1663 1671 1675 rBV3 4876 8717 1.33% 0.126%
25 11.563 1675 1679 1685 rVB 6759 9665 1.47% 0.139%
26 11.774 1708 1715 1719 rBV3 6932 15628 2.38% 0.225%
27 11.880 1728 1733 1737 rBV2 12942 19468 2.96% 0.281%
28 11.916 1737 1739 1744 rVB 5774 8402 1.28% 0.121%
29 12.045 1758 1761 1765 rBV 16445 25289 3.85% 0.365%
30 12.080 1765 1767 1771 rVB2 9587 12269 1.87% 0.177%
31 12.186 1779 1785 1790 rBV5 7769 14785 2.25% 0.213%
32 12.398 1816 1821 1827 rBV2 516184 656752 100.00% 9.468%
33 12.451 1827 1830 1837 rVB2 24009 37891 5.77% 0.546%
34 12.757 1878 1882 1886 rBV 14163 21180 3.22% 0.305%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF060217\
Data File : BF095653.D
Aca On : 3 Jun 2017 1:26 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22Ie - 15441-09 X (OR-RO-6789-060117
ALS Vial : 23 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-BF050217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.839 1893 1896 1902 rVB4 5816 8187 1.25% 0.118%
36 12.945 1911 1914 1920 rVB4 8218 12274 1.87% 0.177%
37 13.010 1920 1925 1929 rBvV4 4542 6712 1.02% 0.097%
38 13.239 1961 1964 1969 rBV3 12027 17093 2.60% 0.246%
39 13.298 1969 1974 1982 rBV 33691 51567 7.85% 0.743%
40 13.386 1985 1989 1992 rBV3 5047 7373 1.12% 0.106%
41 13.604 2019 2026 2030 rBV4 22624 36354 5.54% 0.524%
42 13.704 2039 2043 2053 rBV2 77789 139056 21.17% 2.005%
43 14.033 2092 2099 2106 rBVY 44991 77074 11.74% 1.111%
44 14.204 2122 2128 2131 rBV5 8101 10843 1.65% 0.156%
45 14.327 2146 2149 2153 rVB5 11891 15464 2.35% 0.223%
46 14.380 2155 2158 2161 rVB3 12363 13800 2.10% 0.199%
47 14.427 2161 2166 2169 rBV7 7647 11414 1.74% 0.165%
48 14.521 2179 2182 2186 rBV5 8605 7839 1.19% 0.113%
49 14.557 2186 2188 2192 rBV5 4605 7425 1.13% 0.107%
50 14.610 2193 2197 2199 rBV3 7181 9070 1.38% 0.131%
51 14.639 2199 2202 2207 rVB 9724 13881 2.11% 0.200%
52 14.745 2216 2220 2223 rBV3 17758 25976 3.96% 0.374%

53 14.798 2223 2229 2233 rVV2 451136 599554 91.29% 8.644%
54 14.839 2233 2236 2241 rVB 110259 150036 22.85% 2.163%

55 14.933 2249 2252 2257 rBV 26954 43744 6.66% 0.631%
56 15.245 2302 2305 2308 rBV4 11746 16265 2.48% 0.234%
57 15.345 2318 2322 2326 rVB4 24670 34670 5.28% 0.500%
58 15.415 2332 2334 2339 rVB4 22873 25426 3.87% 0.367%
59 15.474 2341 2344 2349 rVB5 18698 29023 4.42% 0.418%
60 15.604 2362 2366 2368 rBV 20538 24246 3.69% 0.350%
61 15.639 2370 2372 2377 rVB 23179 29476 4._.49% 0.425%
62 15.745 2388 2390 2394 rBV3 21126 29998 4._.57% 0.432%
63 15.857 2407 2409 2411 rBV3 8696 7328 1.12% 0.106%
64 16.021 2434 2437 2439 rBvV4 19125 23012 3.50% 0.332%
65 16.368 2494 2496 2499 rBvV4 11488 14668 2.23% 0.211%
66 16.404 2499 2502 2513 rVV9 31520 86155 13.12% 1.242%
67 16.568 2526 2530 2533 rBv4 18757 25425 3.87% 0.367%
68 16.604 2533 2536 2541 rVV 70985 85881 13.08% 1.238%
69 16.909 2584 2588 2591 rVB 83382 89625 13.65% 1.292%

70 17.145 2624 2628 2635 rVB 269191 309076 47.06% 4._.456%
71 17.221 2639 2641 2646 rVB6 16020 22554 3.43% 0.325%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095653.D

Aca On 3 Jun 2017 1:26

Operator : SJ/MA

ﬁ?ggle i 13441-09 5X OR-RO-6789-060117
ALS Vial : 23 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 18.498 2853 2858 2864 rBV 447137 548873 83.57% 7.913%
73 20.174 3140 3143 3152 rVB 274806 332049 50.56% 4._.787%

Sum of corrected areas: 6936312
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF060217\

BF095653.D

3 Jun 2017 1:26

SJ/MA

13441-09 5X

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

OR-RO-6789-060117

Abundance

500000

400000

300000

200000

100000

TIC: BF095653.D

5.48

4.78 5.78.85

6.77

7.53

7.21
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1.77
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8.57
-63\ 7.98.09

Time-->
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500000

400000
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Time-->
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12.00
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Time--> 17.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095653.D

Aca On 3 Jun 2017 1:26

Operator : SJ/MA

ﬁ?ggle i 13441-09 5X OR-RO-6789-060117
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1 unknown7.21 Concentration Rank 1

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

7.21 16.80 ng 420778 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 939 (7.210 min): BF095653.D (-936) (-) m/z 132.00 100.00%
132.0
5000 68.1 ?
00 sa0 || %I'O 6.80 7.00 7.20 7.40 7.60
NN N AN RN KGNSS T PRERUR| SN m/z 68.10 36.57%
m/z--> 10 20 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 SRR UL UL LI
6.80 7.00 7.0 7.40 7.60
2.0 510 m/z 134.00 32.36%
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.80 7.00 7.20 7.40 7.60
5000 67.0 m/z 65.95 21.08%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L s
132.0 6.80 7.00 7.0 7.40 7.60

m/z 69.05 14 _.25%

5000
104.0
66.0
140 27.0 390 510 PRT 770 g9 | q150
i I 1. N M L2 B

A | \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095653.D

Aca On 3 Jun 2017 1:26

Operator : SJ/MA

ﬁ?ggle i 13441-09 5X OR-RO-6789-060117
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 3 Pentadecane, 2,6,10,14-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.03 2.57 ng 77074 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 72
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
4 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 72
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
Abundance Scan 2098 (14.027 min): BF095653.D (-2092) (-) m/z 57.10 100.00%
57.1
5000
85.0
1131 LU SRS SURELELE LB B
183.1 13.80 14.00 14.20 14.40
0 m/z 71.05 75.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 RIS B SO SN B
13.80 14.00 14.20 14.40
113.0 m/z 43.05 49 .86%
29.0 ‘ ‘ ‘ 183.0
Ot e 18201550 T 2250 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
" 13.80 14.00 14.20 14.40
5000 m/z 85.05 29.39%
85.0
ol 300 112.0 141 0 183 0 226 0
miz--> 20 45 éo 85 160 150 140 160 180 200 220 240 2é0
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0 13.80 14.00 14.20 14.40
m/z 41.05 26.09%
5000
29.0 ‘ 850
ol L ‘ 130 1410 1690 197.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 24'10 2éo 13. 80 14. oo 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095653.D

Aca On 3 Jun 2017 1:26

Operator : SJ/MA

ﬁ?ggle i 13441-09 5X OR-RO-6789-060117
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4 Phenanthrene, 2,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.87 ng 86155 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 76
2 Phenanthrene. 2.3-dimethvl- 206 Cl16H14 003674-65-5 76
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 76
4 1.3-Diphenvl-3-methvlcvclopropene 206 C16H14 086544-79-8 70
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 70
Abundance Scan 2501 (16.398 min): BF095653.D (-2499) (-) m/z 206.10 100.00%
206.1
5000
190.1
39 5.0 711 81 1131 341 1631 2931 16.00 16.20 16.40 16.60 16.80
0! ; m/z 191.05 38.83%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
189.0 16.00 16.20 16.40 16.60 16.80
101.0 ‘ m/z 207.15 22 .05%
oL270 510 780 | | 12301390 10 ‘M |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 202.10 20.97%
89.0 189.0
0 39.0 63.0 115.0 139.0 165.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66250: Anthracene, 1,4-dimethyl-
206.0 16.00 16.20 16.40 16.60 16.80
m/z 205.10 19.62%
5000
189.0
0 39.0 63.0 ! 8%9 1 115.0 139.0 . 16\5.0 ul % H\H
mz-> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060217\

Data File : BF095653.D

Acq On : 3 Jun 2017 1:26

Operator : SJ/MA

ﬁ?ggle i 13441-09 5X OR-RO-6789-060117
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .21 7.21 16.8 ng 420778 1 7.54 500860 20.0
Pentadecane, 2,6,... 14.03 2.6 ng 77074 4 14.80 599554 20.0
Phenanthrene, 2,5... 16.40 2.9 ng 86155 4 14.80 599554 20.0
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