LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111516\
Data File : BF091170.D

Aca On : 15 Nov 2016 10:46

Operator : UM/SJ

Sample : H5643-01

Misc :

ALS Vial : 5 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-BF110316.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 1.744 3 5 29 rvVvB 3022342 8334191 100.00% 16.558%
2 2.030 29 30 33 rvv2 115690 162619 1.95% 0.323%
3 2.076 33 34 42 rVV 64053 96670 1.16% 0.192%
4 2.178 42 43 46 rVB 73411 84600 1.02% 0.168%
5 4.762 267 269 281 rBV 375965 564061 6.77% 1.121%

5.219 307 309 326 rBV 2276669 2564841 30.77% 5.096%
6.282 400 402 410 rBV 1535259 1715601 20.59% 3.408%
6.407 410 413 415 rBV 3419828 4462668 53.55% 8.866%
6.636 431 433 442 rVB 837921 957726 11.49% 1.903%
6.785 444 446 449 rBV 3255549 4044322 48.53% 8.035%

=
QO ~NO®

11 7.207 480 483 485 rBV 3185796 3337802 40.05% 6.631%
12 7.916 543 545 548 rBV 1051917 1320864 15.85% 2.624%
13 8.465 589 593 595 rVvB 95195 158242 1.90% 0.314%
14 9.002 637 640 642 rBV 5641085 5614921 67.37% 11.155%
15 9.402 673 675 682 rVB 94987 89041 1.07% 0.177%

16 9.665 696 698 701 rBV 1494494 1573207 18.88% 3.125%
17 10.465 765 768 770 rBV 3139586 4110117 49.32% 8.166%
18 11.151 825 828 830 rBV 1568492 1638002 19.65% 3.254%
19 12.739 964 967 969 rBV 5906901 6814848 81.77% 13.539%
20 13.780 1055 1058 1060 rBV 1323643 1534855 18.42% 3.049%

21 15.140 1175 1177 1180 rBV 894581 1155439 13.86% 2.296%

Sum of corrected areas: 50334637
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091170.D

Aca On : 15 Nov 2016 10:46

Operator : UM/SJ

Sample : H5643-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF091170.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091170.D

Aca On : 15 Nov 2016 10:46

Operator : UM/SJ

Sample : H5643-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 2,4-Dichloro-6-iodophenoxya... Concentration Rank 4

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

2.03 3.40 ng 162619 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dichloro-6-iodophenoxvacetic... 374 C10H9CI2103 1000281-36-6 90
2 4H-Oxazolol3".4":1.21azepinol5.4... 362 C17H19BrN202 1000276-61-6 58
3 6-Chloro-2-(3.4-dimethoxvphenvl) ... 375 C23H18CINO2 021923-47-7 35
4 N-T(4.6-Dimethoxvnaphthalen-1-vl... 375 C19H15CI2NO3 1000256-82-3 27
5 3,6-Dibromo-1,2:4,5-benzenetetra... 374 C10Br206 024848-78-0 25

Abundance Scan 30 (2.030 min): BF091170.D (-29) (-) m/z 375.00 100.00%
87 132 183, 1,223 249 287 31433
40
5000
180 200 220 240
0 m/z 248.80 99.56%
m/z--> 50 100 150 200 250 300 350
Abundance #149472: 2,4-Dichloro-6-iodophenoxyacetic acid,ethyl ester
311 339 374
36
59 139 174
5000 84 T T P T T T T T T
m 214 250 180 200 220 240
288 m/z 256.40 99.12%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
276
180 200 220 240
5000 347 m/z 152.10 98.23%
224
154 182
0 3 63 84104127 200 | 2T | 3035
miz-> 50 100 150 200 250 300 350 400
Abundance #150092: 6—Ch|or0—2—(3,4—dimethoxyphenyl) -4- phEHquUinoline L B T T[T T T T
375 1.80 2.00 220 2.40
m/z 372.60 97 .57%
5000
329
oL15 51 77100 126148170 203 227 254 289 h\349 \
m/z--> 50 100 150 2(')0 250 300 350 400 180 200 220 240

8270-BF1103

16.M Wed Nov 16 16:53:57 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091170.D

Aca On : 15 Nov 2016 10:46

Operator : UM/SJ

Sample : H5643-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 3 unknown2.08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.08 2.02 ng 96670 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-4-Bromochalcone 286 C15H11BroO 022966-09-2 20
2 1-Phenvl-3-m-bromophenvl-propenone 286 C15H11BrO 1000148-60-7 18
3 6.7-Dichloro-4b.10-ethenobenz(a)... 272 C16H10CI2 110190-25-5 14
4 2.5-Dimethvl-4.6-dibenzvl-pvridine 287 C21H21N 036063-39-5 14
5 Mercury(11) chloride 272 CI2Hg 007487-94-7 10
Abundance Scan 34 (2.076 min): BF091170.D (-33) (-) m/z 138.90 100.00%

=

9 158 175 198 215230 249964 287

5000
43
S S B
1.80 2.00 220 2.40
o) m/z 197.80 92.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109674: trans-4-Bromochalcone

207 286
102

77

5000

1.80 2.00 220 240
m/z 188.40 90.97%

o 243258
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
286
B L
207 1.80 2.00 2.20 2.40
0
5000 77102 130 m/z 286.90 90.31%
51 178
155 243258

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #101687: 6,7-Dichloro-4b,10-ethenobenz(a)azulene o
2 1.80 2.00 220 240

m/z 229.70 88.99%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.80 2.00 220 240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091170.D

Aca On : 15 Nov 2016 10:46

Operator : UM/SJ

Sample : H5643-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.76 11.78 ng 564061 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 269 (4.762 min): BF091170.D (-267) (-) m/z 43.10 100.00%
43
59
5000
ot 440 460 480 500
83 :
0..w..”|.”.|”??m:.w?%h|.”.|”..“H.w..d|L”.|. m/z 59.10 59.30%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR LR

440 4.60 4.80 5.00
59 m/z 101.10 18.48%

101
0 21 37| 53 ‘ 67 77 83 o1
T B e B B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
T
4.40 4.60 4.80 5.00
5000 m/z 58.10 16.68%
41
53 73 86
o) MRS 1714 ML M. I FANEEME  SSS -  ENESE E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 _J
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester EEEEEEEEa RSy e
43 4.40 4.60 4.80 5.00
m/z 41.10 8.56%
57
5000
29 101
o 15 Y 51 73 83 95
e e e e e e e .,....,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091170.D

Aca On : 15 Nov 2016 10:46

Operator : UM/SJ

Sample : H5643-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.41 Concentration Rank 2

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

6.41 93.19 ng 4462670 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 413 (6.407 min): BF091170.D (-410) (-) m/z 132.00 100.00%
5000
68
% 6.00 6.20 'éh%’ 6.60 6.80
40 54 : : : : :
o [ L Weus .+ m/z 68.10 35.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RS LR UL
6.00 6.20 640 6.60 6.80
31 51 78 m/z 134.00 35.05%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.05 22.55%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.10 14 .38%
5000 og M°
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 189 S |
m/z--> 40 60 80 100 120 140 160 180 6.00 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091170.D

Aca On : 15 Nov 2016 10:46

Operator : UM/SJ

Sample : H5643-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 6 unknown8.46 Concentration Rank 5

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

8.46 2.40 ng 158242 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasta-5.7.22-trien-3-o0l. (3.... 410 C29H460 000481-19-6 10
2 17-Androstanone. 3-(3.4-dimethvl... 392 C28H400 1000197-51-6 9
3 Phenol. 4.47-methvlenebisl2.6-bi... 424 C29H4402 000118-82-1 9
4 22-Desoxvcarpesterol 546 C37H5403 040129-53-1 9
5 2,4-Diamino-6,7-bis[4-chlorobenz... 410 C20H16CI2N6 049647-21-4 9

Abundance Scan 593 (8.465 min): BF091170.D (-589) (-) m/z 73.10 100.00%
73
185
342 420
5000 162 )| 220247 280 g0 " 0367
40 820 840 860 8.80
o m/z 185.20 59.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158493: Stigmasta-5,7,22-trien-3-ol, (3.beta.)-
377 410
5000 R UL AL L
253 351 8.|20 8.|40 8.%0 8.|80
m/z 174.00 59.10%
0 ....|....|....|....|....|M.‘£‘..|....‘|“...ﬁ‘”|“...
m/z--> 50 100 150 200 250 300 350 400
Abundance
392
820 840 860 8.80
5000 m/z 193.10 56.34%
119
146
oL 28 55 8 187 11233 271 37(335359
miz-> 50 100 150 200 250 300 350 400
Abundance #160952: Phenol, 4,4'-methylenebis[2,6-bis(1,1-dimethylethyl) e e
409 8.20 8.40 8.60 8.80
m/z 177.20 55.68%
5000
57 367
219
oL 20| | 01 119 147169 197 | 243 309 337 L L
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 350 4(')0 8.|20 8.|40 8.%0 8.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111516\
Data File : BF091170.D

Acq On : 15 Nov 2016 10:46

Operator : UM/SJ

Sample - H5643-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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]
2,4-Dichloro-6-io. .. 2.03 3.4 ng 162619 1 6.64 957726 20.0
unknown?2 .08 2.08 2.0 ng 96670 1 6.64 957726 20.0
2-Pentanone, 4-hy... 4.76 11.8 ng 564061 1 6.64 957726 20.0
unknown6 .41 6.41 93.2 ng 4462670 1 6.64 957726 20.0
unknown8 .46 8.46 2.4 ng 158242 2 7.92 1320860 20.0
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