LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 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-BF063016.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 1.747 13 14 30 rvB 557926 1226805 6.13% 2.551%
2 5.256 319 321 327 rBV 138583 214906 1.07% 0.447%
3 6.307 411 413 420 rBV 209689 304673 1.52% 0.633%
4 6.422 420 423 426 rVB2 263794 310414 1.55% 0.645%
5 6.639 440 442 444 rBV 418452 345345 1.72% 0.718%
6 6.719 447 449 454 rBV2 134043 285258 1.42% 0.593%
7 7.930 553 555 557 rBV 511421 495902 2.48% 1.031%
8 8.696 620 622 625 rvVv 321076 407910 2.04% 0.848%
9 9.005 647 649 651 rBV 320420 260530 1.30% 0.542%
10 9.679 705 708 712 rBV2 348036 453578 2.26% 0.943%

11 11.154 834 837 839 rBvV 318838 356963 1.78% 0.742%
12 11.702 883 885 888 rvB3 335166 428418 2.14% 0.891%
13 12.491 951 954 956 rBV 460474 492527 2.46% 1.024%
14 12.731 972 975 978 rvB2 281020 368404 1.84% 0.766%
15 13.211 1015 1017 1020 rVvVv 377150 459163 2.29% 0.955%

16 13.291 1021 1024 1026 rBV 1462819 1322898 6.61% 2.750%
17 13.634 1051 1054 1056 rBV 228997 293998 1.47% 0.611%
18 13.840 1064 1072 1074 rBV 6156509 20026080 100.00% 41.635%
19 13.908 1076 1078 1079 rBV 152521 212648 1.06% 0.442%
20 13.954 1079 1082 1086 rBV 403713 899794 4._.49% 1.871%

21 14.091 1089 1094 1096 rBV2 246826 873283 4_36% 1.816%
22 14.160 1096 1100 1101 rBV 340266 519194 2.59% 1.079%
23 14.194 1101 1103 1104 rVB 236560 243840 1.22% 0.507%
24 14.228 1104 1106 1107 rBV 285589 293786 1.47% 0.611%
25 14.262 1107 1109 1110 rBV2 165236 269475 1.35% 0.560%

26 14.308 1110 1113 1116 rVB2 275250 554903 2.77% 1.154%
27 14.400 1116 1121 1123 rBV2 1189310 3230349 16.13% 6.716%
28 14.445 1123 1125 1127 rVV 2668701 3351304 16.73% 6.967%
29 14.480 1127 1128 1131 rVV 510800 789321 3.94% 1.641%
30 14.560 1133 1135 1137 rVB 396216 690075 3.45% 1.435%

31 14.685 1144 1146 1147 rVB2 376358 464178 2.32% 0.965%
32 14.731 1148 1150 1152 rVB 293946 442475 2.21% 0.920%
33 14.994 1170 1173 1179 rVB 1465297 2391441 11.94% 4.972%
34 15.154 1185 1187 1192 rVB2 213441 382252 1.91% 0.795%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 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-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.371 1203 1206 1210 rVB 141217 377699 1.89% 0.785%
36 15.714 1232 1236 1239 rBV 731315 1229532 6.14% 2.556%

37 16.663 1316 1319 1324 rVB 104142 203567 1.02% 0.423%
38 17.268 1366 1372 1385 rVB 987614 2626410 13.11% 5.460%

Sum of corrected areas: 48099298
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF071816\

BF089096.D

18 Jul 2016 22:11

UmM/sJ

H4046-20

16 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF089096.D

1.75

5.26

6.64
6.38.42 "i572

OF=—=
Time-->

2.00 2.50

3.00

3.50

4.00

I
4.50 5.00

5.50

6.00

6.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF089096.D

9.68

13.29

Of——
Time-->

11.50

9.50 10.00 10.50 11.00

12.00

12.50

13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

Or——

TIC: BF089096.D

16.66

Time-->

17.50

16.00 16.50 17.00

14.00 14.50

15.00 15.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2 1-Hexanol, 2-ethyl- Concentration Rank 11

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

6.72 16.52 ng 285258 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 53
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 53
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 47

Abundance Scan 449 (6.719 min): BF089096.D (-447) (-) m/z 57.10 100.00%
sl
5000 41
70 83
%8 11, 6.40 6.60 6.80 7.00
m/z 41.10 40.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41 IR SR RS AR
29 6.40 6.60 6.80 7.00
70 m/z 43.10 31.95%
'”I}?W'“'P'“I”'W'”'P'”I”'W'”'"?ﬁ”'ﬁ+%'P'“ LA RARA AR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
640 6.60 6.80 7.00
5000 m/z 55.10 27.31%
41
29 70
g3 %8 119 161
ER I AL N KRR RARE) AR AL NARAA RS LARA) RALL LA LARAN SAL LAY LAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether R EE e e
-1 6.40 6.60 6.80 7.00
m/z 56.05 21.24%
70
5000
83 112
‘ 98
"'v%?w"xt'“'h““"” “'“"”"J"'"”I”"P"'"”I”'%Q%'W'”'I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 Phthalic anhydride Concentration Rank 12

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

8.70 16.45 ng 407910 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 90
3 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
4 1H-1soindole-1.3(2H)-dione. 2-(Ch... 177 C9H7NO3 000118-29-6 78
5 Phthalamic acid 165 C8H7NO3 000088-97-1 74

Abundance Scan 622 (8.696 min): BF089096.D (-620) (-) m/z 104.00 100.00%
76 104
5000 50 [\_
33 o |l s 148 840 860 8.80 9.00
”P”W'”W””I”Jﬁ”ﬁ'”ﬁmul””P”W'hW””P”'P”W”'h”” m/z 76.10 86.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23152: Phthalic anhydride
76 104
5000 50 L I L L I
148 840 8.60 8.80 9.00
a8 m/z 50.10 41.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
104
76
8.40 8.60 8.80 9.00
5000 50 m/z 74.10 19.75%
148
26 38 61 85
Wwwmmmwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 A
Abundance #14488: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione ARRE RS B
76 o 8.40 8.60 8.80 9.00
104 m/z 75.10 11.25%
50
5000
38 132
2 | 6 || s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.70 24.00 ng 428418 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 22
Abundance Scan 885 (11.702 min): BF089096.D (-883) (-) m/z 73.05 100.00%
43 o 78
5000
129
9 115 213 T 1R 11en 1900
143157171185, 99 227 541 256 11.40 11.60 11.80 12.00
(o} m/z 43.10 85.29%
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 L B BRI BN B
11.40 11.60 11. 80 12.00
m/z 60.00 82.91%
1Ji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1140 11,60 11.80 12.00
5000 129 m/z 41.10 72.61%
29 87
101115 143157171185199 242
15 21377g
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid i
60 73 11.40 11.60 11.80 12.00
43 m/z 55.10 68.88%
5000 129
29
15 oh 214
T } ‘ 143157 ‘ 185
Il‘lll‘l‘l\llulml‘lhIH ‘H|“||||||||||||||||||||||||||||| A ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 6 1,2-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.56 36.11 ng 690075 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 446 C28H4604 000089-16-7 80
2 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 58
3 Phthalic acid. isohexvl pent-4-e... 318 C19H2604 1000360-46-4 53
4 Phthalic acid. butvl tetradecvl ... 418 C26H4204 1000308-91-3 53
5 Phthalic acid, heptyl 3-methylbu... 334 C20H3004 1000356-80-8 53
Abundance Scan 1135 (14.560 min): BF089096.D (-1133) (-) m/z 149.00 100.00%
149
5000
97 127 167 293 14.20 14.40 14.60 14.80
ok, ll || J e 191212231250 2757 820 381 "m/z 71.10  27.27%
m/z--> 100 150 200 250 300 350
Abundance #226447. 1,2-Benzenedicarboxylic acid, bis(8-methylnonyl) ...
149
5000 LA DML BN I B
57 14.20 14.40 14.60 14.80
85 m/z 43.10 22 .08%
167 307
2 \‘ \‘ | h domar || e 289"
m/z--> 50 100 150 200 250 300 350
Abundance
149
14.20 14.40 14.60 14.80
5000 m/z 85.10 19.39%
43 11
127 167
PN O N e N - N
m/z--> 50 100 150 200 250 300 350
Abundance #159711: Phthalic acid, isohexyl pent-4-enyl ester R e EEaE L
149 14.20 14.40 14.60 14.80
m/z 57.10 18.06%
5000
o8 8°
233
Pt weraes T
m/z--> 50 100 150 200 250 300 350 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 7 Phthalic acid, 2-ethylhexyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.69 24.29 ng 464178 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-ethvlhexvl hexv... 362 C22H3404 1000309-02-5 83
2 Phthalic acid. heptvl 2-propvlpe... 376 C23H3604 1000377-92-3 80
3 Phthalic acid. 6-ethvl-3-octvl h... 390 C24H3804 1000315-17-6 80
4 Phthalic acid. 6-ethvl-3-octvl h... 404 C25H4004 1000315-17-7 80
5 Phthalic acid, pentyl 2-propylpe... 348 C21H3204 1000377-92-1 80
Abundance Scan 1146 (14.685 min): BF089096.D (-1144) (-) m/z 149.00 100.00%
149
5000

57 14.40 14.60 14.80 15.00
83 104 167 307
oL Ly B2 | RTA85 207225 262279 N 348 Tz 150.00  10.26%

m/z--> 50 100 150 200 250 300 350
Abundance #192015: Phthalic acid, 2-ethylhexyl hexyl ester
149
5000 LA L L L L L LB L
14.40 14.60 14.80 15.00
m/z 57.10 8.07%
43 70
26 ", 1 10412 | 167 238%% a79
L e L e e e B e
m/z--> 50 100 150 200 250 300 350
Abundance
149
A mma B
14.40 14.60 14.80 15.00
5000 m/z 43.10 7.70%
20 °7 84 11213 167 2477%°
e e B T B LA e o
m/z--> 50 100 150 200 250 300 350
Abundance #207737: Phthalic acid, 6-ethyl-3-octyl hexyl ester Al Eama s B
149 14.40 14.60 14.80 15.00
m/z 70.10 7.30%
5000
43 65 85104123 | 167 233251 289307
—— T T
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF063016.-M Tue Jul 19 16:46:43 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 8 Phthalic acid, octyl 2-prop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.73 23.15 ng 442475 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. octvl 2-propvlpen... 390 C24H3804 1000377-92-4 72
2 Phthalic acid. heptvl tridec-2-v... 442 C28H4204 1000315-44-0 72
3 Phthalic acid. dodecvl 2-fluorop... 428 C26H33F04 1000356-15-1 72
4 Phthalic acid. 2-ethvlbutvl hept... 348 C21H3204 1000356-89-2 72
5 Phthalic acid, hept-3-yl isohexy... 348 C21H3204 1000356-98-9 72
Abundance Scan 1150 (14.731 min): BF089096.D (-1148) (-) m/z 149.00 100.00%
149
5000
43 14.40 14.60 14.80 15.00
71 104 167
Ol rrrretb el ettt s22 e e 23, 219 247265 293 333 "m/z 43.10  11.83%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #207722: Phthalic acid, octyl 2-propylpenty! ester
149
5000 L L BN B I
14.40 14.60 14.80 15.00
m/z 57.10 10.90%
29  °7 84 11213 1§7 261279
miz-> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149
14.40 14.60 14.80 15.00
5000 m/z 150.00 9.65%
57
29 77 95 132 | 167 247
mﬁﬂw@wﬁwﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #221671: Phthalic acid, dodecyl 2-fluoropheny! ester R ma e S
149 14.40 14.60 14.80 15.00
m/z 41.10 8.63%
5000
57
29 | , 8 }12 132 | 160 215 243 317
miz-> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9 Phthalic acid, hept-4-yl pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.99 125.12 ng 2391440 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-4-vl pentvl ... 334 C20H3004 1000356-78-5 80
2 Phthalic acid. decvl 2.2-dichlor... 402 C20H28CI1204 1000356-93-1 72
3 Phthalic acid. hept-3-vl nonvl e... 390 C24H3804 1000356-99-3 72
4 1.2-Benzenedicarboxvlic acid. di... 334 C20H3004 000084-75-3 72
5 Phthalic acid, hept-4-yl nonyl e... 390 C24H3804 1000356-79-0 72
Abundance Scan 1173 (14.994 min): BF089096.D (-1170) (-) m/z 149.00 100.00%
149
5000 «_/\r g C ’ \
43 14.60 14.80 15.00 15.20 15.40
71
O prrrhrb el | 167 198217 243261279 307 334 | 77 150.00  10.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #172472: Phthalic acid, hept-4-yl pentyl ester
149
5000 AL SR AN B
14,60 14.80 15.00 15.20 15.40
m/z 43.10 9.40%
43 71 104121 | 167 2}9237
miz-> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149
1460 14.80 15.00 15.20 15.40
5000 m/z 41.10 7.19%
245
20 55 76 97 121 263 589
wﬁm@mﬁm@wﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #207683: Phthalic acid, hept-3-yl nonyl ester B s R
149 14.60 14.80 15.00 15.20 15.40
m/z 57.10 6.94%
29 57 76 98 123 | 167 2752?3
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 10 Didecyl phthalate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.37 19.76 ng 377699 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Didecvl phthalate 446 C28H4604 000084-77-5 86
2 Phthalic acid. octvl 2-propvlpen... 390 C24H3804 1000377-92-4 80
3 Phthalic acid. decvl nonvl ester 432 C27H4404 1000308-89-8 78
4 Phthalic acid. cvclohexvl isohex... 304 C18H2404 1000315-34-0 72
5 Phthalic acid, dodecyl pent-4-en... 402 C25H3804 1000360-47-1 72
Abundance Scan 1206 (15.371 min): BF089096.D (-1203) (-) m/z 149.00 100.00%
149
5000 ?F ﬂ
43
167 293 15.00 15.20 15.40 15.60
Oh et oy ST 120 13 188203 230 258276293 ap o US Y0 10 oy
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #226332: Didecyl phthalate
149
5000 A SRR UL R B
15.00 15.20 15.40 15.60
m/z 150.05 9.71%
miz-> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280 300 320
Abundance
149
15.00 15.20 15.40 15.60
5000 m/z 57.10 9.27%
4157 g4 112 13p | 167 261 279
Twwwmwwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #222788: Phthalic acid, decyl nonyl ester L B AT
149 15.00 15.20 15.40 15.60
m/z 71.10 6.97%
5000
43 293
27 |, 69 85 104 12 ‘ 167 275 ‘
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 11 Phthalic acid, 6-ethyl-3-oc... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.71 64.33 ng 1229530 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 6-ethvl-3-octvl h... 390 C24H3804 1000315-17-6 86
2 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 80
3 Phthalic acid. butvl 2-pentvl ester 292 C17H2404 1000315-47-6 72
4 Phthalic acid. pentvl 2-propvlpe... 348 C21H3204 1000377-92-1 72
5 Phthalic acid, butyl 2-propylpen... 334 C20H3004 1000377-92-0 72
Abundance Scan 1236 (15.714 min): BF089096.D (-1232) (-) m/z 149.00 100.00%
149
5000 /\,_A
PR T T T
43 15.40 15.60 15.80 16.00
71
Obprrr el BLAQA 123 | 107 193 230249267 289307 . m/z 150.00  9.78%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207737: Phthalic acid, 6-ethyl-3-octyl hexyl ester
149
15.40 15.60 15.80 16.00
m/z 43.10 9.43%
27 4% 6985104123 | 167 233251 289307
m>m%&%@mmmmmmmmmmﬁ'
Abundance
149
15.40 15.60 15.80 16.00
5000 m/z 57.10 7.57%
27 71 10413 | 167 275293 317335 \A\[\~\~@,\/\A/\J‘,A“ﬁ~f
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #137729: Phthalic acid, butyl 2-penty! ester R R maa
149 15.40 15.60 15.80 16.00
m/z 55.10 6.08%
5000 «V\\f\__\-\-/\$\Avwk_ﬁNﬁA\/
27 43 70 loar1 | 167 2052%3
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 12 Phthalic acid, hex-3-yl und... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.66 10.65 ng 203567 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hex-3-vl undecvl ... 404 C25H4004 1000356-96-2 86
2 Phthalic acid. decvl undecvl ester 460 C29H4804 1000308-91-9 86
3 Phthalic acid. hex-3-vl nonvl ester 376 C23H3604 1000356-96-0 80
4 Phthalic acid. pent-4-envl tetra... 430 C27H4204 1000360-47-3 72
5 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 72
Abundance Scan 1319 (16.663 min): BF089096.D (-1316) (-) m/z 149.00 100.00%
149
5000 J\w /\
T T
43 16.40 16.60 16.80 17.00
71
Obrrreflre el 228 || 107 191 222241261 282 321 1 “h77 43.10 10.31%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #213825: Phthalic acid, hex-3-yl undecyl ester
149
5000 LAY SRR BN B SUR
16.40 16,60 16,80 17.00
43 67 m/z 57.10 9.76%
27 |, 6984 104123 | 7| 251 303 321
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 350
Abundance
149
16,40 16.60 16.80 17.00
5000 m/z 150.00 9.54%
43
27 69 85 104 123 167 289 307322
TWTWWWWTWTWTWTWTWTWTWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200551: Phthalic acid, hex-3-yl nonyl ester B R
149 16.40 16.60 16.80 17.00
m/z 55.10 7.26%
5000
167
277 04123 | 251 2752?3
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 320 16,40 16,60 16,80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089096.D

Aca On 18 Jul 2016 22:11

Operator : UM/SJ

Sample : H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 13 unknownl7.27 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.27 137.42 ng 2626410 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 tri(2-Ethvlhexvl) trimellitate 546 C33H5406 003319-31-1 49
2 I21(1.4Anthracenol21(2.6)ovridi... 305 C23H15N 106727-24-6 38

3 2H-Furol2.3-Hlchromen-2-one. 8.9... 305 C19H15N03 1000271-14-0 23
4 Furol2.3-Hlcoumarine. 6-methvl-1... 305 C19H15NO3 298684-60-3 23
5 Furo[2,3-H]coumarine, 6-methyl-1... 305 C19H15NO3 1000270-15-3 23

Abundance Scan 1372 (17.268 min): BF089096.D (-1366) (-) m/z 305.20 100.00%
305
57
5000 J 193 J/\k
83 113 MMM M S SR S
“ 148 17.00 17.20 17.40 17.60
417
ol L | pot 260282 | | 355 T 1 hz7 7 57.10  53.25%
miz--> 50 100 150 200 250 300 350 400
Abundance #238919: tri(2-Ethylhexyl) trimellitate
305
57
5000 LIS L L L L L L L
193 17.00 17.20 17.40 17.60
g3 113 m/z 193.00 44 _87%
148
2 | \‘ | 223 260 | | B
. T T S~ T T
miz--> 50 100 150 200 250 300 350 400
Abundance
305
e
17.00 17.20 17.40 17.60
5000 m/z 71.10 37 .34%
152
39 63 87 126 178200 224 254278
e
miz--> 50 100 150 200 250 300 350 400
Abundance #148840: 2H-Furo[2,3-H]chromen-2-one, 8,9-dihydro-4-methyl... SRR R
305 17.00 17.20 17.40 17.60
m/z 70.10 31.09%
5000
65 9l 248
39 115138 204 276
.E‘*,Jw.i‘.-J-.hJu,iU.*.u.l* R 3 B N A S e
miz--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF063016.-M Tue Jul 19 16:46:48 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071816\
Data File : BF089096.D

Acq On 18 Jul 2016 22:11

Operator : UM/SJ

Sample - H4046-20

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
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]
1-Hexanol, 2-ethyl- 6.72 16.5 ng 285258 1 6.64 345345 20.0
Phthalic anhydride 8.70 16.4 ng 407910 2 7.93 495902 20.0
n-Hexadecanoic acid 11.70 24.0 ng 428418 4 11.15 356963 20.0
1,2-Benzenedicarb... 14.56 36.1 ng 690075 6 15.15 382252 20.0
Phthalic acid, 2-... 14.69 24 .3 ng 464178 6 15.15 382252 20.0
Phthalic acid, oc... 14.73 23.1 ng 442475 6 15.15 382252 20.0
Phthalic acid, he... 14.99 125.1 ng 2391440 6 15.15 382252 20.0
Didecyl phthalate 15.37 19.8 ng 377699 6 15.15 382252 20.0
Phthalic acid, 6-... 15.71 64.3 ng 1229530 6 15.15 382252 20.0
Phthalic acid, he... 16.66 10.7 ng 203567 6 15.15 382252 20.0

6

unknownl17 .27 17.27 137.4 ng 2626410 15.15 382252 20.0
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