LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093963.D

Aca On : 28 Mar 2017 1:04

Operator : SJ/MA

Sample = 12409-10

Misc :

ALS Vial : 25 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-BF032217.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 4.075 368 372 378 rBV 176007 205734 3.95% 0.569%
2 4.463 434 438 442 rBV 2133548 2181988 41.93% 6.030%
3 5.528 614 619 622 rBY 1566376 1490420 28.64% 4.119%
4 5.681 639 645 648 rBY 3450600 3777107 72.58% 10.438%
5 5.934 684 688 692 rBV 975480 956355 18.38% 2.643%
6 6.116 714 719 723 rVB 3080997 3230577 62.08% 8.928%
7 6.587 793 799 802 rBVY 2396579 2875075 55.25% 7.945%
8 6.898 845 852 855 rBV2 73296 105332 2.02% 0.291%
9 7.140 890 893 903 rVB 38204 56027 1.08% 0.155%
10 7.357 918 930 937 rBV5 59460 166654 3.20% 0.461%
11 7.439 939 944 948 rBVY 1344498 1338445 25.72% 3.699%
12 7.928 1021 1027 1030 rBvV3 60814 87200 1.68% 0.241%
13 8.039 1041 1046 1051 rVvB6 36129 66266 1.27% 0.183%
14 8.351 1094 1099 1104 rBv4 51349 83095 1.60% 0.230%

15 8.522 1122 1128 1132 rVB5 61763 126320 2.43% 0.349%

16 8.628 1139 1146 1151 rBV9 42375 108904 2.09% 0.301%
17 8.681 1152 1155 1157 rvv2 51450 59813 1.15% 0.165%
18 8.769 1161 1170 1173 rBV 4464472 5204040 100.00% 14.382%
19 8.916 1183 1195 1198 rBVS8 52825 144407 2.77% 0.399%

20 9.086 1221 1224 1227 rBV 76937 90827 1.75% 0.251%
21 9.169 1234 1238 1244 rVB5 79882 113189 2.18% 0.313%
22 9.222 1244 1247 1249 rBvV4 46524 57330 1.10% 0.158%
23 9.386 1270 1275 1277 rBvV4 63086 104571 2.01% 0.289%
24 9.510 1293 1296 1301 rBV5 32706 61001 1.17% 0.169%
25 9.586 1304 1309 1313 rVB2 1439066 1487224 28.58% 4_.110%
26 10.051 1384 1388 1391 rVB5 67879 91266 1.75% 0.252%
27 10.133 1399 1402 1406 rVB 86442 99364 1.91% 0.275%
28 10.298 1427 1430 1435 rBV2 66871 91425 1.76% 0.253%
29 10.345 1435 1438 1443 rVVv4 33041 54899 1.05% 0.152%

30 10.563 1465 1475 1478 rBV 2560897 3121806 59.99% 8.627%

31 11.257 1589 1593 1597 rVB4 42205 54396 1.05% 0.150%
32 11.410 1615 1619 1623 rVB 1424837 1392336 26.75% 3.848%
33 13.398 1950 1957 1960 rBV 3686502 4639868 89.16% 12.823%
34 14.127 2077 2081 2085 rVB 219335 215465 4.14% 0.595%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093963.D

Aca On : 28 Mar 2017 1:04

Operator : SJ/MA

Sample = 12409-10

Misc :

ALS Vial : 25 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.663 2167 2172 2176 rBV 1223854 1273580 24.47% 3.520%

36 16.298 2445 2450 2459 rVB 797645 972761 18.69% 2.688%

Sum of corrected areas: 36185067
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF032717\

BF093963.D

28 Mar 2017 1:04

SJ/MA

12409-10

25 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093963.D

Aca On : 28 Mar 2017 1:04

Operator : SJ/MA

Sample = 12409-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.08 4_.30 ng 205734 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 373 (4.081 min): BF093963.D (-368) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 T e
| 83.0 | 3.80 4.00 4.20 4.40
o L L1 1 m/z 59.00 60.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I L I UL
59.0 380 4.00 4.20 4.40
m/z 101.00 20.70%
31.0 83.0 93010‘1.0
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
380 4.00 420 440
5000 41.0 m/z 58.00 15.23%
31.0
69.0 87.0
15.0 51.0 98.0
S U SR IS SIS UL IULIL S SULI S WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R me e
43.0 3.80 4.00 4.20 4.40
m/z 41.05 8.00%
5000
101.0
o 150 om0 | %89 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093963.D

Aca On : 28 Mar 2017 1:04

Operator : SJ/MA

Sample = 12409-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.68 Concentration Rank 1

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

5.68 78.99 ng 3777110 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 645 (5.681 min): BF093963.D (-639) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || g0 *1% 400 "k 5k sky o
o TN .- B £ IR | N m/z 68.10 40.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL AN R R
540 560 5.80 6.00
2.0 510 m/z 134.00 32.92%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
540 560 580 6.00
5000 67.0 m/z 66.10 23.92%
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 #14006: 5-Aminoindole —rr e e
132.0 540 560 5.80 6.00
m/z 69.10 15.45%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093963.D

Aca On : 28 Mar 2017 1:04

Operator : SJ/MA

Sample = 12409-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.36 Concentration Rank 5

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

7.36 2.49 ng 166654 Naphthalene-d8 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvlene- 96 C7H12 001192-37-6 47
2 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 47
3 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 47
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 47
5 1-Octadecyne 250 C18H34 000629-89-0 40

Abundance Scan 930 (7.357 min): BF093963.D (-918) (-) m/z 81.05 100.00%
81.0
97.1
5000 41.0 55.0
69.0
0 m/z 97.10 68.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2830: Cyclohexane, methylene-
81.0
67.0
5000 54.0 96.0
39.0 7.00 7.20 7.40 7.60
27.0 m/z 96.00 42 .25%
0'”&%%'ﬁ“”'wh”“””P”LP”ﬁP”W'“W“”I”“P'”P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81.0
54.0 7.00 7.20 7.40 7.60
5000 96.0 m/z 55.00 40.90%
390 67.0
27.0
o 15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2856: Cyclopentene, 1,5-dimethyl- N BEEEE e
81.0 7.00 7.20 7.40 7.60
m/z 41.05 35.37%
5000
27.0 39.0 96.0
SO
Ot e e e e A N UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093963.D

Aca On : 28 Mar 2017 1:04

Operator : SJ/MA

Sample = 12409-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.13 3.38 ng 215465 Chrysene-di12 14.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 90

Difluorophenvl isothiocvanate 171

C6HI9N303
C7H3F2NS

-Pyridinol,

azolol5.4-dlpvrimidine.

.3.
.3.5-Triazine-2.4.6(1H.3H.5H)-t... 171
4-
i

2-phenyl-

5-chl... 171 C5H2CIN3S

171 C11HSONO

000827-16-7 47
141106-52-7 40
013316-08-0 38
1000253-54-5 28

m/z--> 20 40 60

Abundance Scan 2081 (14.127 min): BF093963.D (-2077) (-)
1711
5000
83.0
44.0 128.1
ol s34 ,|, 1050 | 1471 || 1940 2230 2521
R R e e L e w T R s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89317: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d...
171.0
5000
830 128.0
0 560 | 1010 209.0 252.0
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
171.0
5000
58.0 143.0
28.0
85.0 113.0
O e e e e e e e

80 100 120 140 160 180 200 220 240

Abundance #36985: 2,4-Difluorophenyl isothiocyanate e o S e atatias
171.0 13.80 14.00 14.20 14.40
m/z 128.10 14.19%
5000
63.0 113.0 139.0
0 \ M\“H“\‘\\ | Il |1 I
I o A B e A AEAmamEm sy B B e e

m/z 171.10 100.00%

13.80 14.00 14.20 14.40

m/z 83.00 23.21%

L
L

13. 80 14. 00 14 20 14.40

m/z 71.10 17.08%

%

13.80 14.00 14.20 14.40

m/z 44.05 16.24%

!
(

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240

13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032717\
Data File : BF093963.D

Acq On : 28 Mar 2017 1:04

Operator : SJ/MA

Sample : 12409-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.08 4.3 ng 205734 1 5.93 956355 20.0
unknown5.68 5.68 79.0 ng 3777110 1 5.93 956355 20.0
unknown? .36 7.36 2.5 ng 166654 2 7.44 1338450 20.0
1,3,5-Triazine-2,... 14.13 3.4 ng 215465 5 14.66 1273580 20.0
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