LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091078.D

Aca On : 8 Nov 2016 12:22

Operator : UM/SJ

Sample : H5536-04

Misc :

ALS Vial : 4 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 1.755 4 6 51 rVvB 3777379 10545398 100.00% 19.329%
2 4.796 270 272 279 rBV 321769 412977 3.92% 0.757%
3 5.253 309 312 314 rBVY 1700239 2474557 23.47% 4 .536%
4 6.304 402 404 411 rBV 978012 1628029 15.44% 2.984%
5 6.430 412 415 417 rBV 4548017 4515920 42.82% 8.277%

6.659 433 435 439 rBV 1206313 1145695 10.86% 2.100%
6.819 446 449 451 rVV 4586592 4818127 45.69% 8.831%
7.230 482 485 488 rBV 3174688 3524582 33.42% 6.460%
7.950 545 548 550 rBV 1406975 1575111 14.94% 2.887%
9.025 639 642 645 rBV 5264651 6581454 62.41% 12.063%

=
QO ~NO®

11 9.425 674 677 679 rBvV 128113 116365 1.10% 0.213%
12 9.699 698 701 703 rBV 1784496 1867907 17.71% 3.424%
13 10.488 767 770 772 rBV 3848274 4099355 38.87% 7.514%
14 11.173 828 830 833 rBV 2057842 1784912 16.93% 3.272%
15 12.762 966 969 972 rBV 5187036 6281355 59.56% 11.513%

16 13.665 1046 1048 1055 rVB 123066 151296 1.43% 0.277%
17 13.802 1058 1060 1063 rBV 1576915 1540469 14.61% 2.824%
18 14.580 1125 1128 1132 rBV2 86962 217382 2.06% 0.398%
19 14.660 1132 1135 1137 rVvVv2 81855 139341 1.32% 0.255%
20 15.174 1178 1180 1183 rBV 785369 1137493 10.79%% 2.085%

Sum of corrected areas: 54557725
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BF091078.D

Aca On : 8 Nov 2016 12:22
Operator : UM/SJ

Sample : H5536-04

Misc :

ALS Vial : 4

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

Z:\HPCHEMI\BNA F\DATA\BF110816\

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

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

40000001176

3000000

2000000

1000000

TIC: BF091078.D

4.80

A

5.25

6.43

6.30

6.66

6.82

7.23

O————
Time--> 2.00

2.50 3.00

3.50

4.00

I
4.50 5.00

5.50

Abundance
5000000

4000000

3000000

2000000

7.95

1000000

9]02

9.70

TIC: BF091078.D

10.49

11.17

12

~

Time--> 8.00

Ot

9.50

10.50 11.00

10.00

11.50

12.00

12.50

T
13.00 13.50

Abundance
5000000

4000000

3000000

2000000

13.80

1000000

B.6

TIC: BF091078.D

oM

Time--> 14.00 14.50

15.00

15.50

16.00

16.50 17.

00

17.50

18.00

18.50

19.00

8270-BF110316.M Wed Nov 09 15:42:55 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091078.D

Aca On : 8 Nov 2016 12:22

Operator : UM/SJ

Sample : H5536-04

Misc :

ALS Vial : 4 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.80 7.21 ng 412977 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
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 272 (4.796 min): BF091078.D (-270) (-) m/z 43.10 100.00%
43
59
5000
1o o b Ak e
83 : : : : :
o...,....,....,..??','.-...,??~.'.,...‘??....,.~...,...:,|....,. m/z 59.10 59.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 4.60 4.80 5.00 5.20
m/z 101.10 17.97%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 5.00 5.20
5000 m/z 58.05 15.89%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- BERREEEEEE S e
50 440 4.60 4.80 5.00 5.20
m/z 41.10 8.57%
5000
41
0 "'I""I"'H“M""IJ”"I?%lli""l??"l"qe'l'"'J""I' BRI R LN IR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20

8270-BF110316.M Wed Nov 09 15:42:56 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091078.D

Aca On : 8 Nov 2016 12:22

Operator : UM/SJ

Sample : H5536-04

Misc :

ALS Vial : 4 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 unknown6.43 Concentration Rank 3

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

6.43 78.83 ng 4515920 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 415 (6.430 min): BF091078.D (-412) (-) m/z 132.00 100.00%
32
5000 68
6 TrrrJrrrr|yprrrr|yrrrr|rrr
40 _ 54 | 75 104 6.00 6.20 6.40 6.60 6.80
Obrrprrrrprrer e Hi ??:.n.' BNV S Ml .S | m/z 68.10 43.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L I I R
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.86%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 27 .90%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine s B B e
132 6.00 6.20 6.40 6.60 6.80
o7 m/z 69.10 17.24%
5000 0
31 52
0 4 ‘ o0 | 7\8 86 ! 105 1:!-6 |
m/z--> 10 20 30 40 55 éo 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091078.D

Aca On : 8 Nov 2016 12:22

Operator : UM/SJ

Sample : H5536-04

Misc :

ALS Vial : 4 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 5 Phthalic acid, bis(7-methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.58 3.82 ng 217382 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 87
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 43
3 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-19-0 35
4 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 35
5 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 35
Abundance Scan 1128 (14.580 min): BF091078.D (-1125) (-) m/z 149.00 100.00%
149
57
5000
85
127 LI B BRI UL B
3 04 167 195 203 14.20 14.40 14.60 14.80
0! l‘““'v—l'r"‘v—v“-r'v—v—v—v—ﬁ—v—v—rl—ﬁ—v—v—v—ﬁ—v— m/Z 57-10 58-74%
m/z--> 50 100 150 200 250 300 350
Abundance #159999: Phthalic acid, bis(7-methyloctyl) ester
149
000 4y 7 14.20 14.40 14.60 14.80
o7 | 160 m/z 71.10 51.17%
ol I‘\,‘h‘,h‘f’f‘, I S - LA
m/z--> 50 100 150 200 250 300 350
Abundance
149
14.20 14.40 14.60 14.80
5000 m/z 43.10 48 .50%
70
0 41 93 112 167 205223
m/z--> 50 100 150 200 250 300 350
Abundance #145660: 1,2-Benzenedicarboxylic acid, butyl decyl ester RS e e
149 14.20 14.40 14.60 14.80
m/z 55.10 30.64%
5000
iy 223
ol15 | M u 76 g7 121 | 167 205 289307 363
m/z--> 50 160 150 200 250 300 350 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091078.D

Aca On : 8 Nov 2016 12:22

Operator : UM/SJ

Sample : H5536-04

Misc :

ALS Vial : 4 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 1,2-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.66 2.45 ng 139341 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. de... 390 C24H3804 025724-58-7 59
2 1.2-Benzenedicarboxvlic acid. is... 418 C26H4204 001330-96-7 59
3 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 53
4 1.2-Benzenedicarboxvlic acid. bi... 334 C20H3004 000146-50-9 53
5 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 47
Abundance Scan 1135 (14.660 min): BF091078.D (-1132) (-) m/z 149.00 100.00%
149
5000
127 " 14.40 14.60 14.80 15.00
167 293
0 ,....,l‘...l!\,. ” Aondddd, A JO7 03 215 23 4310 30230
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154184: 1,2-Benzenedicarboxylic acid, decyl hexyl ester
149
5000 L I BRI B IR
14.40 14.60 14.80 15.00
m/z 71.10 28.70%
0 43 69 85 104197 167 238 251 307
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance
149
" 14.40 14.60 14.80 15.00
5000 m/z 57.10 26 .68%
ol ot > .83 10412 167 261 279 307
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145664: 1,2-Benzenedicarboxylic acid, butyl 8-methylnonyl... BN RE e
149 14.40 14.60 14.80 15.00
m/z 69.10 24 .04%
5000
41 57 223
ol ] , .85 104121 167 205 307
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
Data File : BF091078.D

Acq On : 8 Nov 2016 12:22

Operator : UM/SJ

Sample : H5536-04

Misc :

ALS Vial : 4 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-Pentanone, 4-hy... 4.80 7.2 ng 412977 1 6.66 1145700 20.0
unknown6 .43 6.43 78.8 ng 4515920 1 6.66 1145700 20.0
Phthalic acid, bi... 14.58 3.8 ng 217382 6 15.19 1137490 20.0
1,2-Benzenedicarb... 14.66 2.5 ng 139341 6 15.19 1137490 20.0
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