LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103229.D

Aca On : 26 Feb 2018 20:38

Operator : SJ/JU

Sample : J1691-33 2X

Misc :

ALS Vial : 10 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-BF022218.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 5.087 507 510 517 rBV 21460 24613 1.94% 0.168%
2 5.486 575 578 597 rBY 1027151 1103986 87.03% 7 .556%
3 6.498 747 750 762 rBV 985067 1089884 85.92% 7.459%
4 6.639 771 774 781 rBV 1294858 1087811 85.76% 7 .445%
5 6.869 810 813 819 rBVY 1115062 992516 78.24% 6.793%
6 7.028 836 840 848 rBV 987909 858522 67.68% 5.876%
7 7.392 897 902 905 rBV4 9783 15748 1.24% 0.108%
8 7.433 905 909 919 rvVv 669924 641026 50.53% 4_.387%
9 7.510 919 922 926 rVB5 12584 17552 1.38% 0.120%
10 7.786 966 969 976 rBV7Y 16029 24026 1.89% 0.164%
11 8.127 1024 1027 1028 rBvV2 22923 18642 1.47% 0.128%
12 8.157 1028 1032 1038 rVV 1351645 1268484 100.00% 8.682%
13 8.204 1038 1040 1043 rvv3 35144 39188 3.09% 0.268%
14 8.233 1043 1045 1048 rvVvB2 16961 16352 1.29% 0.112%
15 8.351 1063 1065 1068 rBV 46204 36928 2.91% 0.253%
16 8.427 1073 1078 1080 rBV5 19109 25367 2.00% 0.174%
17 8.451 1080 1082 1085 rVB3 19567 17314 1.36% 0.119%
18 8.498 1088 1090 1094 rBV5 8320 14899 1.17% 0.102%
19 8.563 1099 1101 1103 rBV 28482 21821 1.72% 0.149%
20 8.592 1103 1106 1108 rBvV2 34274 30948 2.44% 0.212%
21 8.610 1108 1109 1114 rVB2 28307 26559 2.09% 0.182%
22 8.657 1114 1117 1119 rBV 31643 24998 1.97% 0.171%
23 8.686 1119 1122 1124 rBvV2 58373 57533 4 .54% 0.394%
24 8.710 1124 1126 1128 rVV 44348 33910 2.67% 0.232%
25 8.733 1128 1130 1134 rVB3 38111 39849 3.14% 0.273%
26 8.780 1134 1138 1139 rBv4 16150 23405 1.85% 0.160%
27 8.898 1155 1158 1160 rVB3 30354 28198 2.22% 0.193%
28 8.927 1160 1163 1166 rBvV2 22362 26564 2.09% 0.182%
29 9.027 1176 1180 1183 rBV5 27515 40226 3.17% 0.275%
30 9.104 1191 1193 1197 rVB5 15109 16998 1.34% 0.116%
31 9.145 1197 1200 1201 rBvV2 36590 35854 2.83% 0.245%
32 9.163 1201 1203 1210 rVB3 42209 44284 3.49% 0.303%
33 9.227 1210 1214 1220 rBvV 1239999 1092350 86.11% 7.476%
34 9.304 1223 1227 1230 rVB2 88183 93430 7.37% 0.639%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103229.D

Aca On : 26 Feb 2018 20:38

Operator : SJ/JU

Sample : J1691-33 2X

Misc :

ALS Vial : 10 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.616 1276 1280 1283 rBvV2 128838 140644 11.09% 0.963%

36 9.774 1304 1307 1309 rBVvV2 57122 53876 4._.25% 0.369%
37 9.816 1312 1314 1319 rVB2 54252 69802 5.50% 0.478%
38 9.910 1327 1330 1334 rVB2 1271975 1122467 88.49% 7.682%
39 10.151 1369 1371 1374 rVB3 17617 17108 1.35% 0.117%
40 10.327 1394 1401 1403 rBV4 48139 64821 5.11% 0.444%
41 10.545 1436 1438 1441 rVB2 20516 18791 1.48% 0.129%

42 10.621 1448 1451 1457 rVB 274319 239418 18.87% 1.639%
43 10.704 1461 1465 1476 rVV 473861 492559 38.83% 3.371%

44 10.804 1480 1482 1488 rVB3 32163 46028 3.63% 0.315%
45 11.251 1555 1558 1560 rBVY 23089 19738 1.56% 0.135%
46 11.280 1560 1563 1565 rVV3 22749 19874 1.57% 0.136%
47 11.404 1580 1584 1587 rBV 1050309 1003125 79.08% 6.866%
48 11.551 1607 1609 1615 rBV7 10884 14259 1.12% 0.098%
49 11.627 1620 1622 1625 rBV4 13890 17876 1.41% 0.122%
50 11.915 1668 1671 1673 rBV3 35446 41000 3.23% 0.281%
51 12.615 1788 1790 1794 rBV 77703 74269 5.85% 0.508%
52 12.851 1827 1830 1832 rBV 82849 78263 6.17% 0.536%

53 12.980 1849 1852 1856 rBV 775921 734921 57 .94% 5.030%
54 14.051 2030 2034 2037 rBV 861628 836244 65.92% 5.723%
55 15.551 2286 2289 2294 rVB 466319 575918 45.40% 3.942%

Sum of corrected areas: 14610786
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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\BF022618\

- BF103229.D

- 26 Feb 2018 20:38

- SJ/JU

- J1691-33 2X

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF103229.D

6.64

5.49 6.50

5.09
oD

6.87

7.03

7.43

78851 7.79

0
Time-->

5.00

5.50

6.00

6.50

7.00 7.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF103229.D

11.40

12.98

Time-->

10.50 11.00 11.50 12.00 12.50

13.00

13.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF103229.D

Time-->

14.00 14.50 15.00

15.50

16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103229.D

Aca On : 26 Feb 2018 20:38

Operator : SJ/JU

Sample : J1691-33 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknown6.64 Concentration Rank 1

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

6.64 21.92 ng 1087810 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF103229.D (-771) (-) m/z 132.00 100.00%
5000 68
—
40 | 75 6 o4 6.40 6.60 6.80 7.00
o..,....,....,...:l'!.‘.‘?,:!..6?...|....,..f??,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.00 41.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 B RS S LR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 31.77%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 27.72%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 69.00 15.78%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF022618\
BF103229.D

26 Feb 2018 20:38

SJ/JU

J1691-33 2X

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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

Concentration Rank 4

Peak Number

3 Dimethyl phthalate

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

9.62 2.51 ng 140644 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl phthalate 194 C10H1004 000131-11-3 53
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 49
3 4-Pvrimidinamine. 2-methoxv-6-(t... 193 C6H6F3N30 054824-10-1 38
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 15

Abundance Scan 1281 (9.622 min): BF103229.D (-1276) (-) m/z 163.00 100.00%
143
57
5000
43
193 ka9 RN Gk 10000
133 9.40 9.60 9.80 10.00
3 IR ||'- - "‘ || .|.| o 20 M7 | a7r § 20T 5700 52.38%
m/z--> 20 40 100 120 140 160 180 200
Abundance #55705. Dimethyl phthalate
163
5000 RIS LS UL IR
9.40 9.60 9.80 10.00
50 7 m/z 43.00 32.36%
. 39 | 65 HM 92104 150 135 49 | 176 1%
m/z--> 20 45 60 80 160 120 1&0 160 180 200
Abundance
193
69
83 123 137 R U L RN
a1 109 9.40 9.60 9.80 10.00
5000 55 95 m/z 71.00 30.86%
29
0 152 165 179 208
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #55535: 4-Pyrimidinamine, 2-methoxy-6-(trifluoromethyl)- L L
163 193 9.40 9.60 9.80 10.00
04 m/z 77.00 22.03%
5000
67
43 174
0 ]‘-5 2\9 H‘H‘ m‘ “\‘ ‘8‘1 \‘\ 199 124 13‘614\.7 ‘
m/z--> 20 40 60 80 100 150 140 1('30 15';0 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103229.D

Aca On : 26 Feb 2018 20:38

Operator : SJ/JU

Sample : J1691-33 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.62 4.27 ng 239418 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 2-Pvrazoline-3-carbonitrile. 1-b._.. 199 C11H9N30 067872-68-8 50
3 Benzeneacetic acid. .alpha.-oxo-... 178 C10H1003 001603-79-8 50
4 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 50
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
Abundance Scan 1451 (10.621 min): BF103229.D (-1448) (-) m/z 104.95 100.00%
105
77
5000 182
51
152 10.40 10.60 10.80 11.00
ol 2 834 89 | 115126137 T 165 207 “nsz 76.95  62.72%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105
77 182
5000 AU SR SR I
51 10.40 10.60 10.80 11.00
m/z 182.00 43.18%
27 39 | 63 | 126 152 \
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105
R AN SR SR U
77 10.40 10.60 10.80 11.00
5000 m/z 50.95 26.25%
51
. 40 64 93 199
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #43625: Benzeneacetic acid, .alpha.-oxo-, ethyl ester R e e e R
105 10.40 10.60 10.80 11.00
m/z 50.00 9.22%
5000 4
51
29
0 | 39 J 63 | 91 | 122 135 150 164 178 \
miz-> 20 40 60 80 100 120 140 160 180 200 10,40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103229.D

Acq On : 26 Feb 2018 20:38

Operator : SJ/JU

Sample - J1691-33 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
Quant Title : 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 .64 6.64 21.9 ng 1087810 1 6.87 992516 20.0
Dimethyl phthalate 9.62 2.5 ng 140644 3 9.91 1122470 20.0
Benzophenone 10.62 4.3 ng 239418 3 9.91 1122470 20.0
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