LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088013.D

Aca On : 14 Jun 2016 22:25

Operator : UM/SJ

Sample : H3489-03 5X

Misc :

ALS Vial : 14 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-BF060716.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 1.724 11 12 21 rVB 76722 162729 3.93% 1.158%
2 1.850 21 23 79 rVB 1931498 4145904 100.00% 29.500%
3 4.250 230 233 237 rBV 52616 63539 1.53% 0.452%
4 4.924 290 292 295 rBV 185776 178913 4.32% 1.273%
5 5.359 328 330 333 rBV 372604 442137 10.66% 3.146%
6 6.410 420 422 424 rBV 626583 574410 13.85% 4._.087%
7 6.547 431 434 436 rBV 633949 610743 14.73% 4 .346%
8 6.776 452 454 457 rVB 557036 587906 14.18% 4.183%
9 6.936 466 468 470 rvVB 683156 551420 13.30% 3.924%
10 7.062 476 479 481 rBvV2 35157 48620 1.17% 0.346%
11 7.222 490 493 498 rvv3 17584 50044 1.21% 0.356%

12 7.348 501 504 506 rvv 340375 411704 9.93% 2.929%
13 8.068 565 567 570 rBvV 955265 808220 19.49% 5.751%
14 9.142 659 661 664 rBvY 660203 763134 18.41% 5.430%
15 9.542 692 696 698 rBvV 155987 150764 3.64% 1.073%

16 9.828 718 721 723 rBV 713741 825030 19.90% 5.870%
17 10.605 787 789 791 rBV 87000 78233 1.89% 0.557%
18 10.731 799 800 805 rvB 31699 51620 1.25% 0.367%
19 11.302 848 850 854 rBvV 759940 731006 17.63% 5.201%
20 12.514 954 956 958 rBV 177512 153869 3.71% 1.095%

21 12.742 973 976 977 rBV 128239 141000 3.40% 1.003%
22 12.891 986 989 991 rVB 603288 633528 15.28% 4._.508%
23 13.794 1066 1068 1071 rBV3 29342 47619 1.15% 0.339%
24 13.931 1078 1080 1082 rBV 545702 814181 19.64% 5.793%
25 14.708 1146 1148 1153 rVB 54481 109155 2.63% 0.777%

26 14.880 1161 1163 1165 rBV 48526 73083 1.76% 0.520%
27 14.948 1167 1169 1173 rVB2 90103 200875 4._.85% 1.429%
28 15.348 1201 1204 1209 rVB 481244 644490 15.55% 4_.586%

Sum of corrected areas: 14053876
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088013.D

Aca On : 14 Jun 2016 22:25

Operator : UM/SJ

Sample : H3489-03 5X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.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: BF088013.D
1|85
1500000
1000000
6.94
.46.55
6.46 6.78
500000
5.36 7.35
1.7 4.92
4.25 7.067.2
O IR o e o e e e e o T L B e e o e e e IR e e e o B A NN B M Sy s s
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088013.D
1500000
1000000 8.07
11.30
914 9.83 12.89
500000
12.51
9.54 12.74
106673
b e e e e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088013.D
1500000
1000000
13.93 15.35
500000
14.714485
13.7
Oo—r——1 T 1T ——— ——— ——— — ——— — ——— ———
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088013.D

Aca On 14 Jun 2016 22:25

Operator : UM/SJ

Sample : H3489-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 3 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4.25 2.16 ng 63539 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 80

Abundance Scan 233 (4.250 min): BF088013.D (-230) (-) m/z 83.10 100.00%
55 83
5000 23 o8
|| | 400 420 440 460
Y I M. PO TN N m/z 55.10 85.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 URRRE UL A R L
29 98 4.00 420 4.40 4.60
m/z 98.10 37.29%
0 \‘\‘ 37\‘\\\ 49\ ‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
a1 400 420 440 460
5000 m/z 43.00 34 .50%
27 98
15 69
O "'I'%4"I"'??" "|§?"| "??I' "'?%" T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one R R Rmaas ma
83 4.00 420 4.40 4.60
55 m/z 39.10 23.87%
5000 43
98
29
. 23 ] a7l|| 49| 638 77 | o |
miz--> 10 20 30 40 50 60 70 80 90 100 400 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088013.D

Aca On 14 Jun 2016 22:25

Operator : UM/SJ

Sample : H3489-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 6.09 ng 178913 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 292 (4.924 min): BF088013.D (-290) (-) m/z 43.10 100.00%
43
59
5000
T T abo 5h0 520
83 : : : :
o...,....,....,....-,'::..‘??.':I,....,....,.~...,...:,....,....,....,....,...., m/z 59.10 61.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR RN A
4.60 4.80 5.00 5.20
59 101 m/z 101.10 21.44%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520
5000 M m/z 58.00 16.60%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #213: Acetone R e R
43 4.60 4.80 5.00 5.20
m/z 41.10 8.89%
5000
58
15 o
0“'wﬂw'mﬁ““Wh“l““V'HVH'V“W'“W“'W““l““v'“w“'l AR AR AR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088013.D

Aca On 14 Jun 2016 22:25

Operator : UM/SJ

Sample : H3489-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 5 unknown6.55 Concentration Rank 2

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

6.55 20.78 ng 610743 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 434 (6.547 min): BF088013.D (-431) (-) m/z 132.00 100.00%
5000
68
96 rrrrrTTyTTTrT T T T T T T
40 54 7 g7 1 105 6.20 6.40 6.60 6.80
o B B o o m/z 134.00 33.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS SN
6.20 6.40 6.60 6.80
2 51 78 m/z 68.10 31.87%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
S AARAE AR RAARERARRR N
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 19.97%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S L B i e L B
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 12.45%
5000 og 0
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? O | R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088013.D

Aca On 14 Jun 2016 22:25

Operator : UM/SJ

Sample : H3489-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 7 Phthalic acid, bis(7-methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.71 3.39 ng 109155 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 83
2 Phthalic acid. hexadecvl 3-methv... 460 C29H4804 1000356-81-7 59
3 Phthalic acid. 3-methvlbutvl non... 502 C32H5404 1000356-82-0 59
4 Phthalic acid. octvl tridec-2-vn... 456 C29H4404 1000315-44-1 59
5 2,4,7-Trioxabicyclo[4.4.0]dec-9-... 374 C23H3404 1000161-14-6 47
Abundance Scan 1148 (14.708 min): BF088013.D (-1146) (-) m/z 149.00 100.00%
149
5000 57
85
J J 127 14.40 14.60 14.80 15.00
256 293316 : : : :
ol bl B0 | | 189 218 25 T8 m/z 57.10 42.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149
000 43 7 14.40 14.60 14.80 15.00
m/z 71.10 41 .59%
‘ ‘ R 203
0.“..‘”.‘1‘.“.“‘..‘ l.ﬂ.'?.G.l.... ....‘l....l....l....
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
14.40 14.60 14.80 15.00
5000 m/z 43.10 31.89%
43 & 237
o 104125 176 391
m/z--> 50 100 150 200 250 300 350 400
Abundance #235546: Phthalic acid, 3-methylbutyl nonadecy! ester R e R RR B
149 14.40 14.60 14.80 15.00
m/z 85.10 28.76%
5000
71
43 237
0 L‘ U 19‘7 123 ‘ -176 ] ‘ 267 433
m/z--> 50 100 150 200 250 300 350 400 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088013.D

Aca On 14 Jun 2016 22:25

Operator : UM/SJ

Sample : H3489-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 8 Phthalic acid, 4-methylpent... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.88 2.27 ng 73083 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 4-methvlpent-2-vl... 376 C23H3604 1000356-87-9 59
2 Phthalic acid. 4-methvlpent-2-vl... 404 C25H4004 1000356-88-1 53
3 Phthalic acid. di(hex-3-vl) ester 334 C20H3004 1000356-96-7 50
4 1.2-Benzenedicarboxvlic acid. bi... 334 C20H3004 000146-50-9 50
5 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 50
Abundance Scan 1163 (14.880 min): BF088013.D (-1161) (-) m/z 149.00 100.00%
149
5000
57
85 LA SRR B B B
3 o5 127 167186203 235 274293313 337 14.60 14.80 15.00 15.20

ol e o e e e et || Mz 57.10  27.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #200634: Phthalic acid, 4-methylpent-2-y| nonyl ester
149
5000 LA L L L L LN
14.60 14.80 15.00 15.20
43 m/z 71.10 22 .50%
85 167
oL | 65 | 104123 | 251 275293
A Raa R Al BAA Eaaa s B L e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149
B A RRREE R
14.60 14.80 15.00 15.20
5000 m/z 43.10 22.26%
B e 167 321
0 67 104 123 251 303
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #172455: Phthalic acid, di(hex-3-yl) ester B A RRREE R
149 14.60 14.80 15.00 15.20
m/z 55.10 16.20%
5000
167
43
0 " 65 84104122 | 233251
A maa AR AR Ta s aa Lo L S R At R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
Data File : BF088013.D

Acq On : 14 Jun 2016 22:25

Operator : UM/SJ

Sample - H3489-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_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]
3-Penten-2-one, 4... 4.25 2.2 ng 63539 1 6.78 587906 20.0
2-Pentanone, 4-hy... 4.92 6.1 ng 178913 1 6.78 587906 20.0
unknown6 .55 6.55 20.8 ng 610743 1 6.78 587906 20.0
Phthalic acid, bi... 14.71 3.4 ng 109155 6 15.35 644490 20.0
Phthalic acid, 4-... 14.88 2.3 ng 73083 6 15.35 644490 20.0
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