LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099073.D
Aca On : 4 Oct 2017 18:11 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 15526-01 (QNWP8-MW30S-GW
ALS Vial : 9 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-BF092317.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 2.157 7 12 18 rVB 599378 756592 18.67% 2.456%
2 5.081 506 509 521 rVB 267559 305858 7 .55% 0.993%
3 5.481 573 577 580 rBY 1889637 1690453 41.71% 5.487%
4 6.486 743 748 753 rBVY 1282322 1111379 27.42% 3.608%
5 6.633 768 773 776 rBVY 3005149 2903653 71.64% 9.426%
6 6.863 808 812 816 rBVY 1006438 802147 19.79% 2.604%
7 7.022 832 839 842 rBVY 2953216 2689513 66.36% 8.730%
8 7.427 902 908 911 rBVY 2079909 2312983 57.07% 7 .508%
9 7.510 916 922 925 rVV 134895 128614 3.17% 0.417%
10 8.145 1025 1030 1033 rBV 1362217 1124564 27.75% 3.650%
11 8.222 1036 1043 1045 rBV 201216 207230 5.11% 0.673%
12 8.316 1057 1059 1061 rVB 63899 45751 1.13% 0.149%
13 8.810 1140 1143 1149 rVB 144424 116125 2.87% 0.377%
14 8.874 1149 1154 1156 rBV 55873 50793 1.25% 0.165%

15 9.221 1207 1213 1216 rVB 3975132 4053144 100.00% 13.157%

16 9.610 1275 1279 1282 rVB 266504 203034 5.01% 0.659%
17 9.674 1286 1290 1295 rBV 131916 132948 3.28% 0.432%
18 9.904 1322 1329 1332 rBV 1286165 1285399 31.71% 4.173%
19 10.057 1350 1355 1358 rBV 179797 143035 3.53% 0.464%
20 10.216 1378 1382 1387 rVB 52749 48137 1.19% 0.156%

21 10.316 1393 1399 1403 rBV 154458 170161 4._.20% 0.552%
22 10.439 1414 1420 1427 rVB3 73369 100971 2.49% 0.328%

23 10.498 1427 1430 1431 rBV 72288 70306 1.73% 0.228%
24 10.510 1431 1432 1434 rVV 97203 91790 2.26% 0.298%
25 10.527 1434 1435 1439 rVV2 133257 134790 3.33% 0.438%
26 10.557 1439 1440 1446 rVB 48403 40580 1.00% 0.132%
27 10.692 1454 1463 1466 rBV 2160720 2350940 58.00% 7.631%
28 10.792 1478 1480 1489 rVB3 44725 64866 1.60% 0.211%
29 10.874 1489 1494 1504 rBV2 120700 184252 4 _55% 0.598%
30 10.998 1507 1515 1518 rBV5 36276 68530 1.69% 0.222%
31 11.339 1570 1573 1575 rBV 100556 80600 1.99% 0.262%
32 11.386 1578 1581 1585 rVV 1420009 1231428 30.38% 3.997%
33 11.433 1585 1589 1592 rvv4 59480 85576 2.11% 0.278%
34 11.504 1596 1601 1605 rBv4 31739 50522 1.25% 0.164%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099073.D
Aca On : 4 Oct 2017 18:11 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22'6 : 15526-01 QNWP8-MW30S-GW
ALS Vial : 9 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-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.592 1612 1616 1618 rBvV4 32131 43834 1.08% 0.142%
36 11.615 1618 1620 1622 rVB 54951 46525 1.15% 0.151%
37 11.762 1643 1645 1649 rVB2 57070 49675 1.23% 0.161%
38 11.862 1660 1662 1666 rVB 53089 45616 1.13% 0.148%
39 11.910 1666 1670 1673 rBvV4 58496 72274 1.78% 0.235%
40 11.998 1681 1685 1689 rVB3 74517 90818 2.24% 0.295%
41 12.080 1696 1699 1703 rBV5 41780 44922 1.11% 0.146%
42 12.351 1742 1745 1747 rVB 71912 57284 1.41% 0.186%
43 12.598 1784 1787 1791 rBV 67027 65765 1.62% 0.213%
44 12.974 1846 1851 1854 rBV2 3344944 3675676 90.69% 11.932%
45 13.856 1998 2001 2008 rBV3 42006 50220 1.24% 0.163%

46 14.027 2026 2030 2033 rBV 983730 902718 22.27% 2.930%
47 15.498 2275 2280 2288 rVB 596909 727029 17 .94% 2.360%

48 15.939 2350 2355 2362 rVB3 32113 52337 1.29% 0.170%
49 16.445 2437 2441 2447 rVB2 27606 44866 1.11% 0.146%
Sum of corrected areas: 30806223
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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\BF100417\

BF099073.D

4 Oct 2017 18:11

SJ/JU

15526-01 QNWP8-MW30S-GW
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099073.D

6.63 7.02

7.43
5.48

6.49
6.86

5.08 751

0

Time-->

5.50

6.00

6.50

7.00

7.50

™1
2.50

3.00

3.50

4.00

T
4.50 5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0!

Time--> 8.00

8.

TIC: BF099073.D

9|22

12.97

10.69

15 11.39

9.90

1M 4mbeap EAe10008 12.35 12.60
11.50

12.00

10.50 11.00 12.50 13.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

13.86

TIC: BF099073.D

14.03

15.50

15.94 16.44

Time-->

14.00

17.00 17.50 18.00 18.50 19.00

14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

ﬁ?ggle i 15526-01 ONWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.16 18.86 ng 756592 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.157 min): BF099073.D (-7) (-) m/z 73.05 100.00%
73.0
5000 430
55.1 87.0

220 230 240 2.50 2.60
Ol bt b et e || M/ 43.00  37.12%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000

2.20 2.30 2.40 2.50 2.60

43.0
550 87.0 m/z 55.10 26.46%
29.0 ‘
0 \‘ ‘ ‘\
,,,,,,,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 e e = ma———
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.05 24.78%
29.0
0 99.0 112.0 129.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- R B i Rmamsmrsas e

73.0 220 230 2.40 2.50 2.60
m/z 41.05 12 _.52%

5000 e o
43.0
27.0
150 || w \ |, 850 980 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

ﬁ?ggle i 15526-01 ONWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.08 7.63 ng 305858 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 509 (5.081 min): BF099073.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 U UL A R IR
| 83.0 | 480 500 5.20 5.40
S 1 SMRVMTH | MR SRR NS SN m/z 59.10 57.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.00 19.08%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 410 m/z 58.00 14 .65%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R e
43.0 4.80 500 5.20 5.40
m/z 41.00 8.32%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

ﬁ?ggle i 15526-01 ONWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.63 Concentration Rank 1

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

6.63 72.40 ng 2903650 1,4-Dichlorobenzene-d4 6.86
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF099073.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 ISEBE SRS SRS LA R
40.0 54.0 J 6.20 6.40 6.60 6.80 7.00
bt -|-|.'.8,19. TR m/z 68.10 39.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL A I I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.21%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .54%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.13%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | 1 SN
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

ﬁ?ggle i 15526-01 ONWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1H-Indazole, 7-methyl- Concentration Rank 7

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

7.51 2.29 ng 128614 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 90
2 Cinnamaldehvde. (E)- 132 C9H80 014371-10-9 90
3 Benzofuran., 2-methvl- 132 C9H80 004265-25-2 90
4 2-Propenal. 3-phenvl- 132 C9H80 000104-55-2 87
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 87

Abundance Scan 922 (7.510 min): BF099073.D (-916) (-) m/z 131.00 100.00%
131.0
5000
51.0 77.0 103.0
39.0 | 63.0 h 88.0 “ 7.20 7.40 7.60 7.80
v M M RSN Wt | MBS || N m/z 132.00 90.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132.0
5000 A T
7.20 7.40 7.60 7.80
510 77.0 104.0 m/z 103.00 20.88%
S Y S Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131.0
51.0
77.0 103.0 7.20 7.40 7.60 7.80
5000 m/z 104.00 19.81%
29.0
63.0
o 40.0 91.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14527: Benzofuran, 2-methyl- e 4
131.0 7.20 7.40 7.60 7.80

m/z 77.00 19.55%

5000

51.0 77.0
15.0 27.0 390 " 630 | 890 MIMO

o.w.“.“.”,”.w.”.“.”,m:w.”.“.”,”.w.“.“.”,“.w.”.“

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

ﬁ?ggle i 15526-01 ONWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1H-Benzimidazole, 5,6-dimet... Concentration Rank 5

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

8.22 3.69 ng 207230 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 5.6-dimethvl- 146 C9H10N2 000582-60-5 87
2 2-(2-Hvdroxvphenvl)buta-1.3-diene 146 C10H100 038865-47-3 86
3 2-Propvn-1-ol. 3-(4-methvlphenvl)- 146 C10H100 016017-24-6 83
4 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 72
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 72

Abundance Scan 1043 (8.222 min): BF099073.D (-1036) (-) m/z 146.10 100.00%
131.0 146.1
5000
115.0
39.0 51.0 630 77.0 910,03 | 7.80 8.00 8.20 8.40 8.60
Obrerrrrrprrrr ettt el | m/z 131.00 89.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22219: 1H-Benzimidazole, 5,6-dimethyl-
146.0
131.0
5000
7.80 8.00 8.20 8.40 8.60
910 m/z 145.10 70.33%
100 270 0510 80 770 *1° 10u0 1180 | |
LA s A At A Rt A At R NSRS AR LS A M MR RAS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131.0 146.0
7.80 8.00 8.20 8.40 8.60
5000 910 m/z 115.00 24.47%
51.0 77.0 115.0
65.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21577: 2-Propyn-1-ol, 3-(4-methylphenyl)-
131.0 146.0 7.80 8.00 8.20 8.40 8.60
m/z 117.10 18.85%
5000 115.0
8. 103.0
e bt b
o) S e} | N R S | AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

ﬁ?ggle i 15526-01 ONWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Benzo[b]thiophene, 6-methyl- Concentration Rank 11

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

8.81 2.07 ng 116125 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 6-methvl- 148 C9HS8S 016587-47-6 91
2 Benzolblthiophene. 5-methvl- 148 C9HS8S 014315-14-1 91
3 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
4 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 91
5 3-Methylbenzothiophene 148 C9H8S 001455-18-1 91

Abundance Scan 1143 (8.810 min): BF099073.D (-1140) (-) m/z 147.00 100.00%
14¥.0
5000
39.0 51.0 63.0 740 ggpo 103.0 120.9 I 8.40 8.60 8.80 9.00 9.20
Obrprrrrprrr el ettt e e e pedee o poe e e m/z 148.00 78.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23297: Benzo[b]thiophene, 6-methyl-
148.0
5000 ""I""I"AI""I"
840 8.60 8.80 9.00 9.20
450 240 m/z 149.00 12.37%
. L 0T 890 1030 210454
iz B % A B 80 75 B 9 100 10 130 130 140 180
Abundance
147.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 120.90 6.39%
. 45.0 58.0 69.0 89.0 103.0 115.0 132.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23296: Benzo[b]thiophene, 2-methyl-
147.0 8.40 8.60 8.80 9.00 9.20
m/z 63.00 6.00%
5000

74.0 115.0
270 430 630 Th7 goo 1030030 45

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIAIIII IIIIIII

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 840 8.60 8.80 9.00 9.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

ﬁ?ggle i 15526-01 ONWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Naphthalene, 1,4-dimethyl- Concentration Rank 10

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

9.67 2.07 ng 132948 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 96
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 1289 (9.668 min): BF099073.D (-1286) (-) m/z 141.10 100.00%
141.1 156.1
5000
510 630 770 Hpoame "o sk sk 100
.0 °L.0 B 89.1 : : : :
ol 320 1020 m/z 156.10 89.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28497: Naphthalene, 1,4-dimethyl-
141.0 156.0
5000 AT T T T T
9.40 9.60 9.80 10.00
115.0 m/z 155.10 23.19%
. 39.0 510 630 770 g9 400 1280 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
141.0 156.0
9.40 9.60 9.80 10.00
5000 m/z 115.00 21.28%
115.0
128.0
15.0 27.0 39.0 51.0 630 760 4540,

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

Abundance #28478: Naphthalene, 1,5-dimethyl- ‘ ".‘/.\.,....,....,....,....
156.0 9.40 9.60 9.80 10.00
m/z 128.00 17.97%
141.0
5000
115.0
ol 150 27.0 39.0 51.0 63.0 7ﬂosgolozo ;180 |
R Lt Al ARAaa 12 Ea et L A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

ﬁ?ggle i 15526-01 ONWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9 Ethanone, 1-(2,3,4-trihydro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.06 2.23 ng 143035 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2.3.4-trihvdroxvphe... 168 C8H804 000528-21-2 53
2 Ethanone. 1-(2.4.6-trihvdroxvphe... 168 C8H804 000480-66-0 53
3 1-1sopropenvinaphthalene 168 C13H12 001855-47-6 52
4 2.4(1H.3H)-Pvrimidinedione. 5-(1... 168 C8H12N202 017432-97-2 42
5 Thieno[2,3-b]thiophene, 2-ethyl- 168 C8H8S2 005912-01-6 42
Abundance Scan 1356 (10.063 min): BF099073.D (-1350) (-) m/z 153.10 100.00%
158.1
5000 168.1
629 829 1150  139.0 9.80 10.00 10.20 10.40
e O Y N - et e il - m/z 168.10 36.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37244: Ethanone, 1-(2,3,4-trihydroxyphenyl)-
153.0
5000 168.0 T ----u----u----4°--[

9.80 10.00 10.20 10.40
m/z 152.10 33.81%

3.0
momo‘\ %ONPQMHW01%%wo

O o B I e B Al pua e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
153.0
9.80 10.00 10.20 10.40
5000 168.0 m/z 154.00 12.80%
43.0 69.0
o 27.0 83.0 97.0 111.0124.0 139.0
L o o o o e e B LA B A B B o B o o o B S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36895: 1-Isopropenylnaphthalene
158.0 9.80 10.00 10.20 10.40
m/z 165.10 12 _.34%
168.0
5000
300 630 830 1050 1060
o2 0 e S L
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

Sample = 15526-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9H-Fluorene, 9-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.53 2.10 ng 134790 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene. 9-methvl- 180 C14H12 002523-37-7 87
2 9H-Fluorene. 3-methvl- 180 C14H12 002523-39-9 87
3 9H-Fluorene. 2-methvl- 180 C14H12 001430-97-3 87
4 Thiazolol5.4-dlpvrimidine. 5-(Cet... 180 C7H8N4S 019835-21-3 64
5 Borane, methyldiphenyl- 180 C13H13B 059073-99-3 64

Abundance Scan 1435 (10.527 min): BF099073.D (-1434) (-) m/z 165.10 100.00%
165.1
5000 180.1
89.0 10.20 10.40 10.60 10.80
. 69.5 113.0 139.1
P 01X W T e/ AU m/z 180.10 48.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45775: 9H-Fluorene, 9-methyl-
165.0
180.0
5000
10.20 10.40 10.60 10.80
89.0 m/z 178.00 15.30%
0 41.0 63\0 \‘ i \‘\ 11\50 13\90 I ‘\‘ I ‘
mz-> 20 40 60 80 100 120 140 160 180
Abundance
165.0 180.0
10.20 10.40 10.60 10.80
5000 m/z 179.10 13.11%
39.0 63.0 89.0 115.0128.0 1510
mz-> 20 40 60 80 100 120 140 160 180
Abundance #45772: 9H-Fluorene, 2-methyl-
165.0 180.0 10.20 10.40 10.60 10.80
m/z 166.00 10.75%
5000
89.0
240 390 630 | 11501280 , 1510 | “\\
m/z--> 20 40 i 80 100 120 140 160 180 10.20 10.40 10.60 10.80

8270-BF092317.M Thu Oct 05 15:31:48 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099073.D

Aca On : 4 Oct 2017 18:11

Operator : SJ/JU

ﬁ?ggle i 15526-01 ONWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Anthracene, 9,10-dihydro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.99 ng 184252 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9.10-dihvdro- 180 C14H12 000613-31-0 95
2 Phenanthrene. 9.10-dihvdro- 180 C14H12 000776-35-2 93
3 (B)-Stilbene 180 C14H12 000103-30-0 90
4 Phenanthrene. 1.2-dihvdro- 180 C14H12 056179-83-0 90
5 cis-Stilbene 180 C14H12 000645-49-8 81
Abundance Scan 1493 (10.868 min): BF099073.D (-1489) (-) m/z 180.10 100.00%
1
5000
10.60 10.80 11.00 11.20
0! m/z 179.10 97.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45793: Anthracene, 9,10-dihydro-
179.0
5000
10.60 10.80 11.00 11.20
m/z 178.10 66.86%
89.0 152.0 ‘
) SN N A N S NN U |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
180.0
10.60 10.80 11.00 11.20
5000 165.0 m/z 165.00 39.22%
89.0
63.0
. 150 390 1150 134 ¢199-0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45767: (E)-Stilbene
180.0 10.60 10.80 11.00 11.20
m/z 170.10 36.57%
5000 165.0
89.0
0 27.0 5:!-\.0 \69-0“\” \‘\ | 115'0 139.0 L. I H‘
m/z--> 20 40 60 8 100 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BF092317.M Thu Oct 05 15:31:48 2017 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100417\

Data File : BF099073.D

Acg On : 4 Oct 2017 18:11

Operator : SJ/JU

3?22'6 i 15526-01 QNWP8-MW30S-GW
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.16 18.9 ng 756592 1 6.86 802147 20.0
2-Pentanone, 4-hy... 5.08 7.6 ng 305858 1 6.86 802147 20.0
unknown6 .63 6.63 72.4 ng 2903650 1 6.86 802147 20.0
1H-Indazole, 7-me... 7.51 2.3 ng 128614 2 8.15 1124560 20.0
1H-Benzimidazole, . .. 8.22 3.7 ng 207230 2 8.15 1124560 20.0
Benzo[b]thiophene. .. 8.81 2.1 ng 116125 2 8.15 1124560 20.0
Naphthalene, 1,4-_.. 9.67 2.1 ng 132948 3 9.90 1285400 20.0
Ethanone, 1-(2,3,... 10.06 2.2 ng 143035 3 9.90 1285400 20.0
9H-Fluorene, 9-me... 10.53 2.1 ng 134790 3 9.90 1285400 20.0
Anthracene, 9,10-... 10.87 3.0 ng 184252 4 11.39 1231430 20.0
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