LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087455.D

Aca On 27 May 2016 22:02

Operator : UM/SJ

Sample : H3242-01

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-BF052316.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 1.633 3 4 39 rVvB 3043252 5753507 100.00% 14.767%
2 4.741 274 276 289 rBV 44636 159224 2.77% 0.409%
3 5.382 330 332 348 rBV 880948 1802596 31.33% 4.627%
4 7.027 474 476 483 rBV 484432 1168255 20.31% 2.999%
5 7.130 483 485 492 rVvV 1981009 3516866 61.13% 9.027%
6 7.485 514 516 527 rBV 599459 859289 14.94% 2.205%
7 7.713 534 536 552 rVB 1921365 3152365 54.79% 8.091%
8 8.365 590 593 594 rBV 49093 62315 1.08% 0.160%
9 8.399 594 596 609 rVV 1823149 2743096 47 .68% 7.041%
10 8.742 624 626 628 rBV 67478 89465 1.55% 0.230%
11 8.788 628 630 640 rVB 90838 173806 3.02% 0.446%
12 9.028 649 651 654 rVB3 39491 67516 1.17% 0.173%
13 9.142 657 661 664 rvv2 90825 218380 3.80% 0.561%
14 9.210 664 667 670 rvv 47990 61744 1.07% 0.158%
15 9.279 670 673 677 rVB2 25289 58041 1.01% 0.149%

16 9.519 692 694 700 rBv2 780858 1386282 24.09% 3.558%
17 9.599 700 701 705 rvv2 71620 132687 2.31% 0.341%
18 10.708 795 798 805 rvB 32423 62550 1.09% 0.161%
19 10.845 807 810 816 rBV 58668 95132 1.65% 0.244%
20 11.291 846 849 852 rBV 3028280 4825192 83.87% 12.385%

21 11.999 908 911 918 rVB 76990 157816 2.74% 0.405%
22 12.342 938 941 944 rBV 964948 1278640 22.22% 3.282%
23 12.399 944 946 952 rVB 130734 204085 3.55% 0.524%
24 13.177 1012 1014 1016 rVvVv 55361 71804 1.25% 0.184%
25 13.634 1051 1054 1068 rBV 2019006 3026688 52.61% 7.768%

26 13.954 1079 1082 1087 rVB 57415 94545 1.64% 0.243%
27 14.742 1148 1151 1161 rVB 906548 1320917 22.96% 3.390%
28 15.737 1234 1238 1245 rBV3 71296 153816 2.67% 0.395%
29 16.937 1341 1343 1346 rVB 169682 198927 3.46% 0.511%
30 17.097 1354 1357 1360 rBV 3108722 4161473 72.33% 10.681%

31 17.234 1366 1369 1371 rVB 62471 90685 1.58% 0.233%

32 18.446 1473 1475 1487 rBV 802549 1107414 19.25% 2.842%
33 20.114 1619 1621 1627 rBV2 375596 706102 12.27% 1.812%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087455.D

Aca On 27 May 2016 22:02

Operator : UM/SJ

Sample : H3242-01

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 38961220
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087455.D

Aca On 27 May 2016 22:02

Operator : UM/SJ

Sample : H3242-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087455.D
30000004|63

2500000
7.13 7.71

2000000 . 8.40
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Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF087455.D
3000000 11,29

T T 1 T
6.00 6.50 7.00 7.50

2500000

13.63
2000000

1500000
1000000 12.34 14.74
9.52

500000

2g [9.60 101984 | 12.00 140 13.18 13.95 15.74

oip 0 Do A
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Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BFO87455.D
3000000 17110

2500000
2000000
1500000
1000000 18.45

500000 20.11
16.94

7.23
e L e T i

Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 2050 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087455.D

Aca On 27 May 2016 22:02

Operator : UM/SJ

Sample : H3242-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 3.71 ng 159224 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Propvlamine 59 C3HSN 000107-10-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 276 (4.741 min): BF087455.D (-274) (-) m/z 43.00 100.00%
43
5000 %9 ‘—L
o o “l’l 4.40 460 480 500
o} B | PO SV | L.+ N g HE— m/z 59.10 51.83%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL I LR B
59 440 460 480 500
m/z 101.10 15.12%
o263 a8 | 88 o3 0
mz-> 20 30 40 50 60 70 8 9 100 110
Abundance
59
" 4.40 460 480 500
5000 m/z 58.10 15.04%
86
46 54 69 101
S S L S SO UL SIS SR LI
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide
43 4.40 4.60 4.80 5.00
m/z 41.10 9.58%
5000 59
73
101
0 28 38 |l 54 67 79 86
m/z--> 20 30 40 50 60 70 80 9 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087455.D

Aca On 27 May 2016 22:02

Operator : UM/SJ

Sample : H3242-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown7.13 Concentration Rank 2

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

7.13 81.86 ng 3516870 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Indazole. 4-methvl- 132 C8H8N2 1000316-00-9 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22

Abundance Scan 485 (7.130 min): BF087455.D (-483) (-) m/z 132.00 100.00%
68 Ak
5000
——
6 104 6.80 7.00 7.20 7.40
o....,...!!'!...-" Al ':-.,..f.‘?,..l.,.'...,.1.1.5.,...., - m/z 68.10  53.30%
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A R R LA
6.80 7.00 7.20 7.40
21 70 m/z 66.10 37.67%
A . A S T
m/z--> 30 40 éo 60 75 80 90 100 110 120 130 140
Abundance
132
69 104 6.80 7.00 7.20 7.40
5000 m/z 134.00 31.42%
31 35 44
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14498: 1H-Indazole, 4-methyl- R R ERa
132 6.80 7.00 7.20 7.40
m/z 69.05 23.26%
5000
40
77 104
51
0....,....‘l‘.‘l..}‘l.??,??..,..ll,....,....,:‘.‘..,....,.... I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087455.D

Aca On 27 May 2016 22:02

Operator : UM/SJ

Sample : H3242-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 5 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7

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

8.79 2.51 ng 173806 Naphthalene-d8 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 o-Cvmene 134 C10H14 000527-84-4 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91

Abundance Scan 630 (8.788 min): BF087455.D (-628) (-) m/z 119.10 100.00%
119
5000 134
91
39 51ggps 77 84 | 103 8.40 860 8.80 9.00 9.20
o W Uty .. S PR 1| S | m/z 134.10 41.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
8.40 8.60 8.80 9.00 9.20
91 m/z 91.10 16.68%
)15 21 % Slgg 6 77 108 || 107 |,
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
8.40 8.60 8.80 9.00 9.20
5000 m/z 120.05 10.46%
134
91
. 27 41 515865 77 103 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 8.40 8.60 8.80 9.00 9.20
m/z 77.00 8.63%
134
5000
91
o 15 27 4l S1sg65 77 | 98105115 || 127 |,
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 150 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087455.D

Aca On 27 May 2016 22:02

Operator : UM/SJ

Sample : H3242-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 6 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 6

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

9.14 3.15 ng 218380 Naphthalene-d8 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
2 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 93
3 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 93
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 87
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 87

Abundance Scan 661 (9.142 min): BF087455.D (-657) (-) m/z 119.05 100.00%
119
5000 134
91 105
39 51 65 7|7 ol 148 8.80 9.00 9.20 9.40
Obrrprrrr el e ety il bl etpilhc ke | M/Z 134.10 0 37.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-

5000
8.80 9.00 9.20 9.40

m/z 91.10 26.27%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
8.80 9.00 9.20 9.40
5000 m/z 105.10 24.16%
91 134

i
15 27 39 51 65 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-

8.80 9.00 9.20 9.40
m/z 115.10 14 .62%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087455.D

Aca On 27 May 2016 22:02

Operator : UM/SJ

Sample : H3242-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.74 2.33 ng 153816 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
2 Pentadecanoic acid 242 C15H3002 001002-84-2 41
3 Didodecvl phthalate 502 C32H5404 002432-90-8 38
4 Tetradecanoic acid 228 C14H2802 000544-63-8 38
5 Phthalic acid, 2-cyclohexylethyl... 318 C19H2604 1000309-08-5 35
Abundance Scan 1238 (15.737 min): BF087455.D (-1234) (-) m/z 149.00 100.00%
1
43 19
60
73
5000
97 115129 TTTTTTT T TR T T T T T T
171 191 213 256 15.40 15.60 15.80 16.00
0 L e b et | m/z 43.10  78.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 1R DU DI BN SRS
mmmmmmmm
m/z 41.10 72 .60%

213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

15. 40 15. 60 15. 80 16.00

5000 129 m/z 60.00 65.92%
29 87
115 | 143 199 242
101 157171185
oL 15 213726

e S
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #235532: Didodecy! phthalate R e B aana

149 15.40 15.60 15.80 16.00

m/z 57.05 60.10%

57
5000
. ‘ {les 104 133 | 167

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087455.D

Aca On 27 May 2016 22:02

Operator : UM/SJ

Sample : H3242-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Butyl citrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.94 3.59ng 198927  Chrysene-d12 18.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 80

1000353-59-6 78
1000324-15-6 78

2 Adipic acid. 2-decvl isobutvyl ester 342 C20H3804
3 Adipic acid. isobutvl 2-pentvl e... 272 C15H2804

4 Adipic acid. 2.4-dimethvlpent-3-... 300 C17H3204 1000349-77-6 64
5 Adipic acid, butyl pent-4-en-2-y... 270 C15H2604 1000354-11-9 64
Abundance Scan 1343 (16.937 min): BF087455.D (-1341) (-) m/z 185.10 100.00%
129 185
5000 57
111 e S L
3L 87 147, o 013 259 16.60 16.80 17.00 17.20
oty il e ot RO L &S L m/z 129.00 87.23%
miz--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000 L IS L LB BB L |
16.60 16.80 17.00 17.20
2 259 m/z 57.10 46.36%
g7 111 157
oLl e 8 7| 18 213231 | 287 361
i e e e e e T e
miz--> 50 100 150 200 250 300 350
Abundance
129
185 16.60 16.80 17.00 17.20
5000 m/z 41.10 43.01%
57 111
29 83 156 203 269
Ob—— e e e e T e e T
miz--> 50 100 150 200 250 300 350
Abundance #120852: Adipic acid, isobutyl 2-pentyl ester R R
129 16.60 16.80 17.00 17.20
m/z 56.10 21.89%
185
5000
57
111
s [ [l w
oY N v S T e
miz--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052716\
Data File : BF087455.D

Acq On 27 May 2016 22:02

Operator : UM/SJ

Sample - H3242-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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]
2-Pentanone, 4-hy... 4.74 3.7 ng 159224 1 7.48 859289 20.0
unknown7 .13 7.13 81.9 ng 3516870 1 7.48 859289 20.0
Benzene, 1,2,4,5-._.. 8.79 2.5 ng 173806 2 9.52 1386280 20.0
Benzene, 4-ethyl-_._. 9.14 3.1 ng 218380 2 9.52 1386280 20.0
n-Hexadecanoic acid 15.74 2.3 ng 153816 4 14.74 1320920 20.0
Butyl citrate 16.94 3.6 ng 198927 5 18.45 1107410 20.0
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