LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106342.D

Aca On 12 Jun 2018 14:14 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie : J3429-01 10X i

ALS Vial : 7 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.584 549 552 556 rBV 324612 260140 8.91% 1.724%
2 6.584 718 722 727 rBV 346839 289585 9.92% 1.920%
3 6.737 744 748 751 rBV 344791 286258 9.80% 1.898%
4 6.972 784 788 791 rVB 1170104 969335 33.20% 6.425%
5 7.125 810 814 817 rBV 311220 241409 8.27% 1.600%
6 7.525 879 882 885 rBV 233411 172682 5.91% 1.145%
7 8.254 1002 1006 1009 rBV 1467282 1221843 41.84% 8.099%
8 9.325 1184 1188 1191 rBV 420933 327477 11.21% 2.171%
9 9.719 1252 1255 1259 rBV 32183 30600 1.05% 0.203%
10 10.013 1301 1305 1309 rBVY 1387937 1201834 41.16% 7.967%
11 10.419 1370 1374 1377 rVB2 27062 35520 1.22% 0.235%

12 10.795 1435 1438 1443 rBV 152777 125044 4.28% 0.829%
13 11.501 1554 1558 1561 rBV 1339013 1082274 37.06% 7.174%

14 11.948 1631 1634 1639 rBV 25422 30030 1.03% 0.199%
15 12.525 1729 1732 1734 rBV 40508 36351 1.24% 0.241%
16 13.083 1823 1827 1830 rBV 375975 348563 11.94% 2.311%
17 13.189 1842 1845 1848 rVB 118333 91209 3.12% 0.605%
18 13.730 1935 1937 1939 rBV 44815 35238 1.21% 0.234%

19 14.160 2006 2010 2013 rBV 1298284 1211751 41.50% 8.032%
20 15.560 2245 2248 2252 rBV 221943 292269 10.01% 1.937%

21 15.671 2264 2267 2270 rBV2 272993 318994 10.92% 2.114%
22 15.718 2270 2275 2281 rVB 888854 1260821 43.18% 8.358%
23 15.871 2298 2301 2307 rVB2 443825 573086 19.63% 3.799%
24 16.477 2399 2404 2411 rVB 866385 1723652 59.03% 11.425%
25 16.948 2478 2484 2494 rVB 1470507 2920072 100.00% 19.356%

Sum of corrected areas: 15086037
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106342.D

Aca On : 12 Jun 2018 14:14

Operator : JU/SJ

Sample : J3429-01 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106342.D

2000000

1500000
6.97

1000000

500000
5.58 6.586.74 7.12

—— — T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF106342.D

2000000
1500000 8.25 10.01 11.50

1000000

500000 9.32 13.08

10.80 1250 13.19
9;\72 11.95 :

10.42

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF106342.D

-
13.00

16,95

2000000 16.48

1500000

1000000

500000

O r———
Time--> 13.50

T T I
15.00 15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106342.D

Aca On : 12 Jun 2018 14:14

Operator : JU/SJ

Sample : J3429-01 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 4

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

6.74 5.91 ng 286258 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 749 (6.743 min): BF106342.D (-744) (-) m/z 132.00 100.00%
32
5000 68
40 % 1 0s 6.40 6.60 6.80 7.00
54 75 1 . . . .
Ot e QA 8 e Tm/z 68.00  36.71%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR S LR
6.40 6.60 6.80 7.00
78 m/z 134.00 33.76%
31 35 ,, 51
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 21.03%
33 44 o g7 105
o 51 60 8 g6 115
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine A
132 6.40 6.60 6.80 7.00
o7 m/z 69.00 14 .29%
5000 0
31 52
M % 7B ss | 105 M6
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106342.D

Aca On : 12 Jun 2018 14:14

Operator : JU/SJ

Sample : J3429-01 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 5

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

9.32 5.45 ng 327477 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-fluoro- 172 C12H9F 000321-60-8 96
2 1.1"-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 93
3 5-Hvdroxv-2-phenvlpvrimidine 172 C10H8N20 066739-85-3 47
4 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 42
5 DL-Norleucine, N-propoxycarbonyl... 357 C20H39NO4 1000339-03-3 37

Abundance Scan 1187 (9.319 min): BF106342.D (-1184) (-) m/z 172.10 100.00%
112
5000

9.00 9.20 9.40 9.60

39 51 63 75 8 g4 107 120 133 146 457

) S S NP e & VYRR L m/z 171.10 33.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39867: 1,1'-Biphenyl, 2-fluoro-
172
5000 LI L L L L L L BB L |

9.00 9.20 9.40 9.60
m/z 170.10 22 .63%

14 57 39 51 63 75 85 94 107 120 133 146 157

Ol Pl e A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
172
R
9.00 9.20 9.40 9.60
5000 m/z 173.10 12.88%
73 85
0 28 39 51 63 94 105 120 133 151
e L T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39713: 5-Hydroxy-2-phenylpyrimidine B e ma
172 9.00 9.20 9.40 9.60
m/z 85.00 9.04%
5000 104
. 4251 63 78 | 16 145
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106342.D

Aca On : 12 Jun 2018 14:14

Operator : JU/SJ

Sample : J3429-01 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl5.56 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.56 4.64 ng 292269 Perylene-d12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazol5.1-alisoquinoline-1.3-d... 456 C28H28N204 115684-13-4 23
2 Silane. diphenvldodecvloxv(2-met... 442 C27H4203Si 1000367-73-2 23
3 1-Aza-2-sila-5-boracvclopent-3-e... 365 C21H29BNPSi 107098-40-8 23
4 Noraporphin-7-one. 4.5.6.6a-tetr... 365 C21H19NO5 015358-01-7 9
5 7H-Dibenzo[de,g]Jquinolin-7-one, ... 365 C21H19NO5 015358-02-8 9
Abundance Scan 2248 (15.560 min): BF106342.D (—22456? ) m/z 365.30 100.00%
365
5000 123
229 414 15.20 15.40 15.60 15.80
oL, |' “' |m“ j\ fody, 229 260 202319341 | 3874 i Tio3 00 a1.71%
miz--> ‘50 100 150 200 250 300 350 400 450
Abundance #228462: Imidazo[5,1-alisoquinoline-1,3-dione, 10b-benzyl-...
365
5000 AR AR SRR R &
261 15.20 15.40 15.60 15.80
m/z 366.30 28.78%
o 65 9% 146 199217 | 2093 337 | 397 456
miz--> 50 100 150 200 250 300 350 400 450
Abundance
365
15.20 15.40 15.60 15.80
5000 m/z 159.10 28.26%
153
oL, 43 69 91 123 1772903 7579 321
miz--> 50 100 150 200 250 300 350 400 450
Abundance #193719: 1-Aza-2-sila-5-boracyclopent-3-ene, 1-(diphenylph... R BE T
365 15.20 15.40 15.60 15.80
m/z 69.10 23.26%
5000
99
336
0 2? | ﬁgh | \1?5\ \l 183 222246 274 308 |
mz> 50 '160' T e ok He e e | | 5% 1590 160 e "
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106342.D

Aca On : 12 Jun 2018 14:14

Operator : JU/SJ

Sample : J3429-01 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 28-Nor-17.beta.(H)-hopane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.48 27.34 ng 1723650 Perylene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 53
2 4-(3H-Imidazol4.5-blovridin-2-vl._.. 342 C15H18N8S 1000276-08-2 35
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 35
4 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 32
5 3-Fluoro-5-trifluoromethylbenzoi... 347 Cl4H6F5NO4 1000357-96-1 27
Abundance Scan 2404 (16.477 min): BF106342.D (-2399) (-) m/z 191.20 100.00%
191
o i __,A\_A,f\\_/\/\b&.—ﬂ__/\kf\/\
123
55 163 AR UL BN BN SUNRE
383 16.20 16.40 16.60 16.80
ol 217 245 273296320 353 408 436 n/z 177.20 46 09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 AR AN BN BN SUNE
109 16.20 16.40 16.60 16.80
135 398 m/z 81.10 43.57%
L B w0 g
0 .|....|”£“.“.‘.‘k.‘.”. |"....ll...|....|...\.‘|....|.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
16.20 16.40 16.60 16.80
5000 m/z 95.10 43.02%
151
oL B T B | mp meamae 32 M
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #190938: Anthracene, 9-dodecyltetradecahydro- A EEmEEEEE
191 16.20 16.40 16.60 16.80
95 m/z 123.10 32.79%
5000
i MMJ\
135
oL AL lt J Ly | 163) | 212236 264 303 330 3%
m/z--> 50 100 150 200 250 300 350 400 450 16.20 16,40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106342.D

Aca On : 12 Jun 2018 14:14

Operator : JU/SJ

Sample : J3429-01 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 _beta.-iso-Methyl ionone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.95 46.32 ng 2920070 Perylene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 64
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 50
3 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 43
4 1-Cvclohexene. 1.3.3-trimethvl-2_... 206 C14H220 1000197-08-4 42
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
Abundance Scan 2484 (16.948 min): BF106342.D (-2478) (-) m/z 191.20 100.00%
191
e ML
. w1 o a7 s 1660 1680 1700 1720
o} m/z 95.10 43.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 UM BRI UG
16.60 16.80 17.00 17.20
g5 135163 m/z 81.10 36.73%
69
oL ||||||||||\||£||| ‘ ‘....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16.60 16.80 17.00 17.20
5000 57 m/z 69.10 32.19%
29 81
L L L W L DL UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine L B o
191 16.60 16.80 17.00 17.20
m/z 123.10 24 .43%
136 164
18 51 77 '}?4\‘ l{ ||
m/z--> 50 100 150 200 250 300 350 400 ' 16,60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061218\
Data File : BF106342.D

Acq On : 12 Jun 2018 14:14

Operator : JU/SJ

Sample : J3429-01 10X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
unknown6 .74 6.74 5.9 ng 286258 1 6.97 969335 20.0
1,1"-Biphenyl, 2-__. 9.32 5.5 ng 327477 3 10.01 1201830 20.0
unknownl15.56 15.56 4.6 ng 292269 6 15.72 1260820 20.0
28-Nor-17 .beta.(H... 16.48 27.3 ng 1723650 6 15.72 1260820 20.0
-beta.-iso-Methyl... 16.95 46.3 ng 2920070 6 15.72 1260820 20.0
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