LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22 Instrument :

Operator : UM/1Z ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : 64347-02 cwc-7-2015p1109
isc :

ALS Vial : 8 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-BF110715.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 5.001 251 255 267 rVB 2225368 3607933 47.84% 4.848%
2 5.424 289 292 295 rBVY 5347091 5921973 78.53% 7.957%
3 6.464 380 383 385 rVB 5306622 7368583 97.71% 9.901%
4 6.590 391 394 396 rBY 6339750 7011218 92.97% 9.420%
5 6.819 411 414 416 rBV 1311951 1410589 18.71% 1.895%
6 6.979 425 428 430 rBVY 3947833 5114242 67.82% 6.872%
7 7.379 460 463 465 rBVY 3882044 4120628 54.64% 5.537%
8 8.099 524 526 529 rBY 1868370 1832757 24.30% 2.463%
9 9.185 618 621 623 rBY 8029086 7411710 98.28% 9.959%
10 9.573 653 655 658 rBY 1353896 1161342 15.40% 1.560%

11 9.859 677 680 682 rBV 2501571 2275447 30.17% 3.057%
12 10.270 714 716 718 rBV 87950 114851 1.52% 0.154%
13 10.648 746 749 751 rBV 5002541 5024471 66.63% 6.751%
14 10.773 758 760 765 rVB 161352 194813 2.58% 0.262%
15 11.219 798 799 801 rBV2 144296 146681 1.95% 0.197%

16 11.333 807 809 813 rvB 1711117 2499191 33.14% 3.358%
17 11.413 813 816 817 rBv2 123826 154974 2.06% 0.208%
18 11.573 827 830 835 rBv3 152762 276431 3.67% 0.371%
19 11.653 835 837 839 rBvV 110781 127354 1.69% 0.171%
20 11.882 854 857 858 rBv2 251616 277330 3.68% 0.373%

21 11.951 861 863 866 rvv2 105101 154122 2.04% 0.207%
22 12.054 870 872 876 rvV 88252 99326 1.32% 0.133%
23 12.134 876 879 883 rvB2 225332 263724 3.50% 0.354%
24 12.385 899 901 905 rBV3 38203 102490 1.36% 0.138%
25 12.545 913 915 917 rBV 577201 494794 6.56% 0.665%

26 12.659 923 925 927 rBV2 63395 94142 1.25% 0.126%
27 12.774 932 935 937 rBV 507661 528340 7.01% 0.710%
28 12.819 938 939 943 rvB2 74648 93051 1.23% 0.125%

29 12.934 946 949 951 rVB 7222310 7541216 100.00% 10.133%
30 13.208 971 973 977 rBV3 68944 110105 1.46% 0.148%

31 13.482 995 997 998 rBV 111215 104476 1.39% 0.140%
32 13.711 1015 1017 1019 rBV2 119168 163653 2.17% 0.220%
33 13.757 1019 1021 1025 rVB 262640 270155 3.58% 0.363%
34 13.837 1025 1028 1032 rBV2 351493 541367 7.18% 0.727%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22 Instrument :

Operator : UM/1Z gmgigamleM'

353"“0 le : 64347-02 cwc-7-2015p1109
isc :

ALS Vial : 8 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.974 1037 1040 1045 rVvv2 2034012 2731680 36.22% 3.670%

36 14.168 1055 1057 1062 rVB3 100339 161294 2.14% 0.217%
37 14.259 1063 1065 1070 rBV2 106570 145671 1.93% 0.196%
38 14.351 1070 1073 1075 rBV 359048 466627 6.19% 0.627%
39 14.385 1075 1076 1080 rVB 222764 260658 3.46% 0.350%
40 14.602 1093 1095 1098 rVB 792840 755182 10.01% 1.015%

41 14.854 1115 1117 1120 rBV2 159865 206924 2.74% 0.278%
42 14.957 1124 1126 1128 rBVY 183250 214878 2.85% 0.289%
43 15.002 1128 1130 1135 rVB 132604 299751 3.97% 0.403%
44 15.105 1138 1139 1141 rBV 74894 107842 1.43% 0.145%
45 15.242 1148 1151 1153 rVB 222802 339522 4_50% 0.456%

46 15.288 1153 1155 1158 rVB 73692 106311 1.41% 0.143%
47 15.345 1158 1160 1163 rBV 122057 191381 2.54% 0.257%
48 15.414 1163 1166 1169 rBV 1288634 1544450 20.48% 2.075%
49 15.882 1205 1207 1209 rBV 54101 81184 1.08% 0.109%
50 16.785 1283 1286 1291 rVB2 51989 106296 1.41% 0.143%

51 17.197 1319 1322 1325 rVB2 41273 92444 1.23% 0.124%

Sum of corrected areas: 74425574
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF111015\
BF082874.D
10 Nov 2015 17:22

z

G4347-02

- UM/

8

TIC Library :
TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

C:\DATABASENNISTO2.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

CWC-7-20151109

Abundance : .

undance TIC: BF082874.D

6.59
6000000
5.42 6.46
4000000 6.98  7.38
5.00
2000000 8.10
6.82
o=rrr— -t -

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082874.D

8000000 olis

12.93
6000000
10.65
4000000
9.86 13.97
2000000 11.33
9.57
12.542.77 1418896/
1027 |10.77 11231 4m5B5-EBREAL 315 g2,

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance : .

undance TIC: BF082874.D

6000000

4000000

2000000{ 15 41

15.88 16.79  17.20
O e e e e e e B B e e B e ]

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22

Operator : UM/I1Z

ﬁ?ggle i 64347-02 CWC-7-20151109
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 51.16 ng 3607930 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 255 (5.001 min): BF082874.D (-251) (-) m/z 43.10 100.00%
431
59.1
5000
o k0 ik 5ho Sk 50
83.1 : : : : :
o...,....,....,....',':...,..~!.|,...7.?-.1...,.~...,....~,|....,....,....,....,...., m/z 59.10 63.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a0 B0 sby S5 510
0
150 4, 1010 m/z 101.10 22.03%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.10 16.10%
20.0 101.0
ol 20 73.0 85.0
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R A RmaEE L
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000 41.0
o T O =Y 1260 1420 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22

Operator : UM/I1Z

ﬁ?ggle i 64347-02 CWC-7-20151109
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.59 Concentration Rank 1

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

6.59 99.41 ng 7011220 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 394 (6.590 min): BF082874.D (-391) (-) m/z 132.10 100.00%
13p.1
5000 68.1
w01 %1 J 550 o0 650 6B TH0
1541 . . . .
0 NP7 N .2 | N — m/z 68.10 47.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AN AR N R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 34.72%
O'I"hﬁul'H'I'l”'M""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.10 28.76%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #13917: Benzene, 1,2,4-trifluoro- LI L L L L L L BB
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.60%
5000 630 810
31.0 112.0
o S R = N Y VL N — S 0 § S —
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF111015\

BF082874.D

10 Nov 2015 17:22

Ums1z

64347-02 CWC-7-20151109
8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
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 1-Tetradecene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.57 2.21 ng 276431 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 97
2 2-Tetradecene. (BE)- 196 C14H28 035953-53-8 95
3 Cvclododecane 168 C12H24 000294-62-2 95
4 Cvclotetradecane 196 C14H28 000295-17-0 90
5 1-Pentadecanol 228 C15H320 000629-76-5 87

Abundance Scan 830 (11.573 min): BF082874.D (-827) (-) m/z 55.10 100.00%
1
5000
1120 11140 11,60 11.80
0! m/z 43.10 83.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53614: 1-Tetradecene
43.0
83.0
5000 U SR B B SR B
ob.0 umnmnmum
. m/ 69.10 72.98Y%
270 68 125.0 z 1
oo L L P00 o 1960
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
1120 1140 11.60 11.80
5000 29.0 0.0 m/z 41.10 72.61%
97.0
1120 1400 1680 1960
Ot A e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #34708: Cyclododecane T
55.0 11.20 11.40 11.60 11.80
83.0 m/z 83.10 71.11%
5000
23.0 111.0
NN N O
0...,ﬂ”.,... .Lt.ph.l, S i — M S
m/z--> 80 100 120 140 160 180 200 umnmnmum
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22

Operator : UM/I1Z

ﬁ?ggle i 64347-02 CWC-7-20151109
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.22 ng 277330 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 857 (11.882 min): BF082874.D (-854) (-) m/z 73.05 100.00%
431 730
5000 129.1
97.1 213.2
157.2° 1851 256.3 11.60 11.80 12.00 12.20
0 m/z 43.10 86.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43.0 730
5000 129.0 I Ea e  BERREmE
nmnmnmnm
m/z 59.95 84.58%
0 “ "‘I‘;"'Hlul"‘l‘;"‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.60 11.80 12.00 12.20
5000 m/z 57.10 79.89Y%
129.0
256.0
O o Lo o
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #65562: Tridecanoic acid R A
430 | 730 11.60 11.80 12.00 12.20
: m/z 55.10 70.05%
5000
129.0
I
bl LS50 L L 320 | amso | e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20

8270-BF110715.M Sat Nov 14 23:09:35 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22

Operator : UM/I1Z

ﬁ?ggle i 64347-02 CWC-7-20151109
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.13 2.11 ng 263724 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
2 2-Phenvlnaphthalene 204 C16H12 035465-71-5 53
3 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 45
4 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 38
5 9,10-di(Chloromethyl)anthracene 274 Cl6H12CI2 010387-13-0 27
Abundance Scan 879 (12.134 min): BF082874.D (-876) (-) m/z 43.10 100.00%
431
204.1
5000
11.80 12.00 12.20 12.40
O m/z 204.10 68.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000
11.80 12.00 12.20 12.40
129.0 m/z 57.10 66.09%
256.0
m/z--> 25"25"65 80 100 120 140 160 180 200 220 240 260 280
Abundance
204.0
11,80 12.00 12.20 1240
5000 m/z 60.05 60.81%

101.0
0,280 51.0 76.0 126.0 150.0 176.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58976: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,15...
204.0 11.80 12.00 12.20 12.40

m/z 55.10 47 .25%

5000

101.0
126.0 152.0 176.0

’ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082874.D

Aca On : 10 Nov 2015 17:22

Operator : UM/I1Z

Sample : 6G4347-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 7 Trichloroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.96 ng 541367 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
3 1-Nonadecanol 284 C19H400 001454-84-8 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 91
Abundance Scan 1028 (13.837 min): BF082874.D (-1025) (-) m/z 57.10 100.00%
511 831
5000
139.1 13.60 13.80 14.00 14.20
A 168.1 197.2  239.1 n/z 43 .10 89 68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 RN SN DU BN SURE
13.60 13.80 14.00 14.20
m/z 83.10 83.67%
o 1390 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
' 13.60 13.80 14.00 14.20
5000 1110 m/z 55.10 82.49%
29.0

139.0 168.0  210.0 238.0 2660 295.0

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108955: 1-Nonadecanol R AN EEEa T S S
43.0 83.0 13.60 13.80 14.00 14.20
m/z 69.10  77.95%
- fvaMNHMJJVﬁ\Nd\wmmFMJvJ
0l.28:00 1), 1390 1680 196.0  238.0 266.0
e RaiaRaasay R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22

Operator : UM/I1Z

ﬁ?ggle i 64347-02 CWC-7-20151109
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 8 Didodecyl phthalate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.35 3.42 ng 466627 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Didodecvl phthalate 502 C32H5404 002432-90-8 72
2 Phthalic acid. heptvl octvl ester 376 C23H3604 088216-58-4 72
3 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 72
4 1.2-Benzenedicarboxvlic acid. di... 362 C22H3404 003648-21-3 64
5 1,2-Benzenedicarboxylic acid, is... 418 C26H4204 001330-96-7 64
Abundance Scan 1073 (14.351 min): BF082874.D (-1070) (-) m/z 149.00 100.00%
149.0
5000
e 14.00 14.20 14.40 14.60
85.1 : : : :
oA 48% 211 | | 1022 231y 26522932 ss01 m/z 57.10 17.94%
m/z--> 50 100 150 200 250 300 350
Abundance #168807: Didodecy! phthalate
149.0
57.0
5000 RN UL UL BV I
14.00 14.20 14.40 14.60
m/z 43.10 12.94%
“‘ 104.0
ob——lbdpip vt L
m/z--> 50 100 150 200 250 300 350
Abundance
149.0
14.00 14.20 14.40 14.60
5000 m/z 41.10 10.34%
) 200 570 040 176.0 265.0 376.0
m/z--> 50 100 150 200 250 300 350
Abundance #105075: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)... R e EEaE L
149.0 14.00 14.20 14.40 14.60
m/z 150.10 8.71%
5000
57.0 223.0
ol | 1040 1185.0 279.0
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22

Operator : UM/I1Z

ﬁ?ggle i 64347-02 CWC-7-20151109
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 9 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.85 2.68 ng 206924 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 80
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 64
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53
Abundance Scan 1117 (14.854 min): BF082874.D (-1115) (-) m/z 69.10 100.00%
69.1
5000 \MN/\/\J\M
| 001 1491 1450 14130 15,00 15,20
253 2 . . . .
oL 3300 4 4 '[1..".".[ WOl 2852 . m/z 81.10 50.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 LI UL UL L
14.60 14.80 15.00 15.20
1370 m/z 41.10 24 .93%
0 290’ _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> §o 100 150 200 250 300 350 400
Abundance
69.0
" 14:60 14.80 15.00 15,20
5000 m/z 149.10 16.30%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #76960: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethy!-
69.0 14.60 14.80 15.00 15.20
m/z 95.10 15.64%
5000 AvWNf\,AfAVNJJ\AfVAJWJV\AJk
136.0
027\\\9 H‘J JHOS Oh h 175.0 23':"0
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22

Operator : UM/I1Z

ﬁ?ggle i 64347-02 CWC-7-20151109
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 10 1,2-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.78 ng 214878 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. is... 418 C26H4204 001330-96-7 86
2 1.2-Benzenedicarboxvlic acid. de... 390 C24H3804 025724-58-7 78
3 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 72
4 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 72
5 Dibutyl phthalate 278 C16H2204 000084-74-2 59
Abundance Scan 1126 (14.957 min): BF082874.D (-1124) (-) m/z 149.00 100.00%
149.0
5000
Bl 7 14.60 14.80 15.00 15.20
' .0127.2 : : :
o 10400272 ) 1631 zop1 2534 2082 g RGP R oy
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #160008: 1,2-Benzenedicarboxylic acid, isodecyl octyl ester
149.0
5000 R AL UL SULRLE UL B
14.60 14.80 15.00 15.20
m/z 57.10 13.94%
Omomﬂoﬁun%mno 176.0 279.0 307.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149.0
14,60 14.80 15.00 15.20
5000 m/z 41.10 12.66%
0 i - M - dvad J_A/\//\/\/\/\A//L\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134729: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ... AR BT S
149.0 14.60 14.80 15.00 15.20
m/z 71.10 11.64%
>0 Ax/Aﬁwﬁﬂ~f“J\x\jL¥/\w/\N/
410 700 223.0
0 [ L L 112 0 178.0 ‘ \
miz-> 20 40 60 80 160 150 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\

Data File : BF082874.D

Aca On : 10 Nov 2015 17:22

Operator : UM/I1Z

ﬁ?ggle i 64347-02 CWC-7-20151109
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 11 1,2-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.24 4.40 ng 339522 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 50
2 Phthalic acid. heptvl octvl ester 376 C23H3604 088216-58-4 50
3 1.2-Benzenedicarboxvlic acid. de... 418 C26H4204 000119-07-3 50
4 1.2-Benzenedicarboxvlic acid. di... 250 C14H1804 000131-16-8 39
5 1,2-Benzenedicarboxylic acid, di... 306 C18H2604 000131-18-0 39
Abundance Scan 1151 (15.242 min): BF082874.D (-1148) (-) m/z 149.00 100.00%
149.0
5000
43.1 293.2 15.00 15.20 15.40 15.60
Ol B2t | 18112202 258103298 | 7z 150.00  9.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134729: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149.0
5000 LRI FURRLE B I S
15.00 15.20 15.40 15.60
20.0 2230 m/z 43.10 8.25%
0::MH‘l‘:‘u:ll-luzuouuluuuul‘uu‘.uu||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
" 15.00 15,20 15.40 15.60
5000 m/z 55.10 5.63%
o 57.0 104.0 265.0 376.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #160004: 1,2-Benzenedicarboxylic acid, decyl octyl ester RS e e
149.0 15.00 15.20 15.40 15.60
m/z 41.10 4.73%
5000
43.0
o4 HJJ760 120 | 2030 2190 418.0
T U s TTTTTTTT T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111015\

Data File : BF082874.D

Acg On : 10 Nov 2015 17:22

Operator : UM/1Z

3?22'6 i 64347-02 CWC-7-20151109
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 5.00 51.2 ng 3607930 1 6.82 1410590 20.0
unknown6 .59 6.59 99.4 ng 7011220 1 6.82 1410590 20.0
1-Tetradecene 11.57 2.2 ng 276431 4 11.33 2499190 20.0
Pentadecanoic acid 11.88 2.2 ng 277330 4 11.33 2499190 20.0
n-Hexadecanoic acid 12.13 2.1 ng 263724 4 11.33 2499190 20.0
Trichloroacetic a... 13.84 4.0 ng 541367 5 13.97 2731680 20.0
Didodecyl phthalate 14.35 3.4 ng 466627 5 13.97 2731680 20.0
Squalene 14.85 2.7 ng 206924 6 15.41 1544450 20.0
1,2-Benzenedicarb... 14.96 2.8 ng 214878 6 15.41 1544450 20.0
1,2-Benzenedicarb... 15.24 4.4 ng 339522 6 15.41 1544450 20.0
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