LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083977.D
Aca On - 20 Dec 2015 4:03 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22Ie - 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 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-BF121815.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 3.813 148 151 155 rVvB 140716 203159 7 .55% 0.716%
2 4.384 198 201 204 rBvY 667404 833549 30.97% 2.938%
3 5.036 255 258 264 rBV 304967 471631 17.52% 1.662%
4 5.310 280 282 284 rVB 109087 107055 3.98% 0.377%
5 5.424 290 292 294 rBV 48034 87145 3.24% 0.307%
6 5.470 294 296 299 rVB 1840159 1866037 69.32% 6.576%
7 5.687 312 315 317 rVB2 48384 68687 2.55% 0.242%
8 5.779 320 323 325 rBV 24951 28433 1.06% 0.100%
9 6.499 383 386 388 rBVY 1714393 1887396 70.12% 6.652%
10 6.624 394 397 399 rBVY 2255172 2207722 82.02% 7.781%
11 6.682 399 402 405 rVB3 43612 67239 2.50% 0.237%

12 6.853 414 417 419 rBvV 326209 441618 16.41% 1.556%
13 6.922 420 423 426 rBV2 120571 128844 4._.79% 0.454%
14 7.002 428 430 433 rVV 1429305 1829834 67.98% 6.449%
15 7.104 437 439 442 rBvY 438966 494715 18.38% 1.744%

16 7.242 444 451 463 rBV3 48328 174952 6.50% 0.617%
17 7.413 463 466 468 rBV 1299601 1345970 50.00% 4.744%
18 7.550 474 478 482 rBY 56615 112502 4.18% 0.396%
19 7.676 488 489 494 rvVB2 14230 27058 1.01% 0.095%
20 7.802 498 500 502 rBvV 17368 29762 1.11% 0.105%

21 7.904 505 509 514 rBv4 97464 332811 12.36% 1.173%
22 8.042 519 521 523 rvVv 43190 39595 1.47% 0.140%
23 8.156 527 531 533 rvv2 1545548 1988454 73.87% 7.008%
24 8.202 533 535 538 rvB 127226 111122 4._.13% 0.392%
25 8.499 5568 561 565 rBv2 42026 68795 2.56% 0.242%

26 8.807 585 588 589 rBvV 383522 345338 12.83% 1.217%
27 8.842 589 591 594 rVB 219810 195311 7.26% 0.688%
28 8.945 597 600 603 rVvB 245101 285883 10.62% 1.008%
29 9.127 614 616 620 rBvV 30636 33359 1.24% 0.118%
30 9.207 620 623 626 rvvV 2459027 2691809 100.00% 9.487%

31 9.310 628 632 635 rBv 21235 31125 1.16% 0.110%
32 9.367 635 637 639 rBvV 141243 162635 6.04% 0.573%
33 9.413 639 641 643 rvv2 24551 38064 1.41% 0.134%
34 9.470 643 646 648 rVB 29938 49635 1.84% 0.175%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083977.D
Aca On - 20 Dec 2015 4:03 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22Ie - 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 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-BF121815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.539 650 652 654 rBvV3 24928 35126 1.30% 0.124%

36 9.699 664 666 668 rvB 179281 152048 5.65% 0.536%
37 9.745 668 670 672 rBvV 140788 119364 4.43% 0.421%

38 9.825 672 677 679 rvV 35144 43378 1.61% 0.153%
39 9.882 679 682 684 rvVv 710247 707878 26.30% 2.495%
40 9.916 684 685 687 rVvB 41530 32662 1.21% 0.115%
41 10.088 698 700 702 rBV 42495 42248 1.57% 0.149%
42 10.316 719 720 724 rBV 30276 60485 2.25% 0.213%
43 10.430 728 730 733 rVB 72168 84891 3.15% 0.299%
44 10.625 745 747 749 rBV 56877 61535 2.29% 0.217%
45 10.670 749 751 754 rvv2 1356146 1735187 64.46% 6.115%
46 10.716 754 755 756 rvV 62596 45694 1.70% 0.161%
47 10.751 756 758 760 rvVv 454082 424170 15.76% 1.495%
48 10.796 760 762 765 rvB2 44890 71859 2.67% 0.253%
49 10.922 771 773 776 rBV2 12540 31952 1.19% 0.113%
50 11.253 799 802 804 rBvV2 17390 31054 1.15% 0.109%
51 11.368 810 812 814 rBV 589758 539133 20.03% 1.900%
52 11.653 835 837 842 rVB 56262 58508 2.17% 0.206%
53 11.939 860 862 865 rBvV 552303 519046 19.28% 1.829%
54 12.419 901 904 905 rBV 28917 27270 1.01% 0.096%

55 12.614 915 921 926 rBv4 53489 141031 5.24% 0.497%

56 12.728 929 931 933 rBV 44278 42365 1.57% 0.149%
57 12.774 933 935 937 rBV 101341 100631 3.74% 0.355%
58 12.956 948 951 952 rBV 2014586 2245372 83.41% 7.913%
59 12.991 952 954 960 rVB 405190 504684 18.75% 1.779%

60 13.185 968 971 974 rBV 27925 37696 1.40% 0.133%
61 13.482 995 997 998 rBV 64181 60054 2.23% 0.212%
62 13.516 998 1000 1004 rvVvB4 17808 42082 1.56% 0.148%
63 13.677 1012 1014 1017 rBV 25862 32276 1.20% 0.114%
64 13.859 1027 1030 1032 rBV 20264 29948 1.11% 0.106%

65 13.917 1032 1035 1040 rBV 295341 364939 13.56% 1.286%

66 13.997 1040 1042 1045 rVB 337454 401707 14.92% 1.416%
67 14.477 1081 1084 1086 rBV 18711 27424 1.02% 0.097%
68 14.534 1086 1089 1093 rBv4 12687 31281 1.16% 0.110%
69 14.751 1105 1108 1112 rBV 133449 223344 8.30% 0.787%
70 15.437 1165 1168 1173 rBV 259319 414220 15.39% 1.460%

71 15.722 1190 1193 1197 rBV 29199 64740 2.41% 0.228%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 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-BF121815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 28374526
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122015\

BF083977.D

20 Dec 2015 4:03

UM/SsJ

G4838-02 C121515-LIQUID-POPH
28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF083977.D
6.62

5.47
6.50

7.00
7.41

4.38

L Js,

4% 5.6978

0
Time-->

500

6.00

6.50

Abundance

2000000

8.
1500000

1000000

500000

8.
8.0

TIC: BF083977.D

12.96

16
10.67

0.88
11.37 11.94

10.75 1

12-4?5&%1

8.81

94
20 @1
8.50

20.09100430100%0 op 1104 1165

{9*@@54 5

0%
Time--> 800

12.50

8.50 9. OO 9. 50 10.00 10.50 11.00 11.50 12.00

Abundance

2000000

1500000

1000000

500000

13.66

13492

TIC: BF083977.D

15.44
14.75

14483 A\

15.72

14.

Time-->

18.00 18.50

16.00 16.50 17.00 17.50

00 14.50 15. OO 15.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4._.38 37.75 ng 833549 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 201 (4.384 min): BF083977.D (-198) (-) m/z 83.10 100.00%
55 83
5000
43 98
4.00 420 4.40 4.60 4.80
0 ...,....,....,..??Ll:‘..‘.‘?I.'..-.?l..??,...7?,.:..,....,.... m/z 55.10  79.21%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NI SRR SRR SRR
29 98 4.00 4.20 4.40 4.60 4.80
m/z 98.10 34 .36%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55
43 AR SRR SRR SRR
4.00 420 4.40 4.60 4.80
5000 m/z 43.10 28 .30%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- T
5 83 4.00 420 4.40 4.60 4.80
m/z 39.10 22 .96%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A S N VA —
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.04 21.36 ng 471631 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 258 (5.036 min): BF083977.D (-255) (-) m/z 43.10 100.00%
43
59
5000
101
480 5.00 5.20 5.40
I||. 51 .I.|. 8|3 y 0
S R R SR AN AR ARARA RARRA RARAN AARAN LALA RALRS SRS RARRY m/z 59.10 68.13%
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
5000 R LN I UL I
59 480 500 520 5.40
m/z 101.10 25.99%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
480 500 520 540
5000 18 m/z 58.10 16.68%
28
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 A
59 480 5.00 5.20 5.40
m/z 41.10 10.29%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Sear

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

Sample : 64838-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

ch

Compound Report

> Z:\HPCHEM1\BNA F\METHODS\8270-BF121815.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.62 Concentration Rank 1

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

6.62 99.98 ng 2207720 1,4-Dichlorobenzene-d4 6.85
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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 397 (6.624 min): BF083977.D (-394) (-) m/z 132.00 100.00%
5000 68
40 *® 620 640 6.60 6.80 7.00
54 . . . .
o L8 NS~ m/z 68.10 39.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA R R R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.31%
0 ‘ L1 H 1L 1
W""I"'W""I"”I""I"'I""I'”'I""
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 25.93%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- LI N L L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.19%
5000 63 g
31 101 112
0.,..‘..‘,..58.‘“‘.‘?2‘ ‘19.2.,‘.‘.1‘.,..« T S L
m/z--> 20 40 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 20

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

6.68 3.05 ng 67239 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 022250-74-4 95
2 Benzene. 1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 95
3 Benzene. 1.1"-(1l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 72
4 Benzene. l-propenvl- 118 C9H10 000637-50-3 70
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70

Abundance Scan 402 (6.682 min): BF083977.D (-399) (-) m/z 117.10 100.00%
147
105
5000 91
3 51 65 77 5o oko 650 700 |
o R S e m/z 118.10 93.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8708: Bicyclo[4.2.0]octa-1,3,5-triene, 3-methyl-
118
5000
o 91 6.40 6.60 6.80 7.00
0
‘ 51 g3 47 133‘ m/z 105.10 58.78%
Ouuulu‘uuu‘i‘ “M\\“ |”i“|||“l||‘|||l‘||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
6.40 6.60 6.80 7.00
5000 m/z 91.10 41.20%
91
7 25163 77 103
0'}ﬁ"”l'”'l”"ﬁ"W"”I'”'I”""""”I'”'I”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71148: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117 6.40 6.60 6.80 7.00
m/z 115.00 41.19%
5000
91
0 28 39 51 ‘ﬁ5 8 ‘k 1ﬁ3 | ds1_147 177 191 207 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 1-Hexanol, 2-ethyl- Concentration Rank 12

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

6.92 5.84 ng 128844 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 53
3 dI-2-Ethvlhexvl chloroformate 192 C9H17Cl102 024468-13-1 53
4 2-Decene. 5-methvl-. (2)- 154 C11H22 074645-86-6 50
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 45

Abundance Scan 423 (6.922 min): BF083977.D (-420) (-) m/z 57.10 100.00%
5000
41
70 83
| | 98 1, 6.60 6.80 7.00 7.20
0 e m/z 41.10 35.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13212: 1-Hexanol, 2-ethyl-
57
5000
29 41 6.60 6.80 7.00 7.20
70 83 m/z 43.05 27 .09%
o5 Mol o B
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.60 6.80 7.00 7.20
5000 m/z 55.10 26.98%
70
0 45 83 o1 117 129 171
miz--> 20 40 60 80 100 120 140 160
Abundance #50875: dI-2-Ethylhexyl chloroformate
57 6.60 6.80 7.00 7.20
m/z 70.10 21.57%
5000 0
41
il
0...1.5|.‘.‘..‘l‘...l‘l‘..”..l‘luuug‘lg..l]l-zulu...|....|....|
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Indene Concentration Rank 4

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

7.10 22.40 ng 494715 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 Benzene.l-ethvnvIl-2-methvl- 116 CO9H8 000766-47-2 91
4 Benzene. 1l-ethvnvl-4-methvl- 116 C9H8 000766-97-2 90
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 83

Abundance Scan 439 (7.104 min): BF083977.D (-437) (-) m/z 115.10 100.00%
5000
29 50 » 8|9 s 100 680 7.00 7.20 740
Ol e 0 el e et 28 A Tm/z 116.10 88.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8166: Indene
116
5000 R U L TR I
6.80 7.00 7.20 7.40
- m/z 89.10 13.18%
o2l (B 0t T mel
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
115
6.80 7.00 7.20 7.40
5000 m/z 63.10 12.19%
o 27 39 51563 74 8 98 100
miz--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8174: Benzene,1-ethynyl-2-methyl-
115 6.80 7.00 7.20 7.40
m/z 117.10 8.76%
5000
63 89
39
o233 st [ ™ | e |
m/z--> 25 35 4b 55 eb fo 85 do 160 1io 150 6.80 7.00 7.20 7.40

8270-BF121815.M Mon Dec 21 18:07:54 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Heptanoic acid Concentration Rank 11

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

7.24 7.92 ng 174952 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 86
2 Hexanoic acid 116 C6H1202 000142-62-1 59
3 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 50
4 Pentanoic acid 102 C5H1002 000109-52-4 47
5 Octanoic Acid 144 C8H1602 000124-07-2 42

Abundance Scan 451 (7.242 min): BF083977.D (-444) (-) m/z 60.00 100.00%
60
73
5000 M
87 NI S BN SN
| ‘l 54 | | 101 143 7.00 7.20 7.40 7.60
Ol prrrr el il L Sy Tm/z 73.10 59.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12980: Heptanoic acid
60
5000 73
41 7.00 7.20 7.40 7.60
87 m/z 41.10 38.82%
21 “ 4 101
obods sl e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60
7.00 7.20 7.40 7.60
5000 - a1 73 m/z 55.10 32.08%
87
53 80 99
G R R R AR RS AR ARARS NARRS RARAN LRSS RSN SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4193: Butanoic acid, 3-methyl-
60 7.00 7.20 7.40 7.60
m/z 43.10 30.52%
5000 a1
27
87
0 A = O I 4 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 700 7.20 7.40 7.60

8270-BF121815.M Mon Dec 21 18:07:55 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 12 Octanoic Acid Concentration Rank 17

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

7.90 3.35 ng 332811 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 87
2 Pentanoic acid 102 C5H1002 000109-52-4 50
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 40
5 D-Galactose, 6-deoxy- 164 C6H1205 003615-37-0 38

Abundance Scan 509 (7.904 min): BF083977.D (-505) (-) m/z 60.10 100.00%
6p
73
5000 43
85 101 PN . SN DY U
1l sy ||| | | 129 7.60 7.80 8.00 8.20
0..,....,....,....,....,'.'.-. L ....,.!.' A - ..'..,.'...,.'...';....,....,.. m/z 73.10 76.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19986: Octanoic Acid
60
73
5000
43 7.60 7.80 8.00 8.20
85 101 15 m/z 43.10 41 .83%
0"P%?'P'JJP"'I“L'?}JM"“'“'h'I'jmlg?“lk'“I'j“l'}?Z"'W%%?W"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
760 7.80 8.00 820
5000 73 m/z 41.10 41 .22%
29 41
o 50 87 101
B RS AARRS RRRRNRAREN RARAN REALE RN RRRRS RARSN RARAE LRALN LRARN LARES SRS RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7850: Hexanoic acid R
60 7.60 7.80 8.00 8.20
m/z 55.10 38.31%
5000 27 a 73
‘ ‘ 87
0..|.”.|.¢.|.”.|.ﬂ”?}jﬁ h'”W'l'W"JW"'}ﬁ%"I}Eﬁl'”'I'”'I"”I" U A SRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20

8270-BF121815.M Mon Dec 21 18:07:56 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 13 10-Methylnonadecane Concentration Rank 16

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

9.37 4.60 ng 162635 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 50
2 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 47
3 Tridecane 184 C13H28 000629-50-5 38
4 Ethanol. 2-(hexvloxv)- 146 C8H1802 000112-25-4 35
5 Hexyl octyl ether 214 C14H300 017071-54-4 35

Abundance Scan 637 (9.367 min): BF083977.D (-635) (-) m/z 71.10 100.00%
43 7 1
5000
9.00 9.20 9.40 9.60 9.80
o} m/z 43.10 85.01%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107656: 10-Methylnonadecane
57
43 71
85
5000 SARERRARRE AR AR
9.00 9.20 9.40 9.60 9.80
- 99 154 m/z 57.10 80.55%
113
S I i W N 4
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
1 9.00 9.20 9.40 9.60 9.80
5000 85 m/z 85.10 66 .22%
29 140
o 9 112195 169
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45540: Tridecane
43 57 9.00 9.20 9.40 9.60 9.80
m/z 41.10 51.50%
5000 n
29 85
ol | s s
miz-> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 9.00 920 9.40 9.60 9.80

8270-BF121815.M Mon Dec 21 18:07:57 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121815.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Methoxyacetic acid, 3-tride... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.75 15.74 ng 424170 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 3-tridecvl e... 272 C16H3203 1000282-04-6 59
2 Methoxvacetic acid. 2-pentvl ester 160 C8H1603 1000282-69-2 43
3 2-(2-Hexvloxvethoxv)ethanol 190 C10H2203 000112-59-4 43
4 1-Nonene. 4.6.8-trimethvl- 168 C12H24 054410-98-9 35
5 2-Bromononane 206 C9H19Br 002216-35-5 27
Abundance Scan 758 (10.751 min): BF083977.D (-756) (-) m/z 45.10 100.00%
45 71
57
85
5000
o7 124 10.40 10.60 10.80 11.00
141
o 0 s Pt 201 Thyz 71.10  83.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101781: Methoxyacetic acid, 3-tridecy! ester
45
57
5000
29 71 10.40 10.60 10.80 11.00
85 m/z 43.05 81.72%
0 \‘ I H‘ u‘\ \Mw ‘\ | ?‘9\ 1}3 127 141 155 169 1§3 215
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
45
10.40 10.60 10.80 11.00
5000 71 m/z 57.05 73.55%
29 89
o 56 101 117 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48957: 2-(2-Hexyloxyethoxy)ethanol
43 10.40 10.60 10.80 11.00
m/z 85.10 54.18%
5000
85
29 57
0 15 M‘\ \‘H H‘\m 6\%” HM\ 191 113 129 143 159 191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00

8270-BF121815.M Mon Dec 21 18:07:57 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 15 Pentaethylene glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 19.25 ng 519046 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol 238 C10H2206 004792-15-8 52
2 Hexaaol 282 C12H2607 002615-15-8 50
3 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 47
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 46
5 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 35

Abundance Scan 862 (11.939 min): BF083977.D (-860) (-) m/z 45.10 100.00%

45

5000 71 g9

%

124
103 141155 171 187201 11.60 11.80 12.00 12.20

0 m/z 43.10 52.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80591: Pentaethylene glycol
45
5000
11.60 11.80 12.00 12.20
89 m/z 71.05 45_41%
31
ol 17 | 59 73 ﬂ 103 119133 149163177 195 219
R Ammm oo T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
11.60 11.80 12.00 12.20
5000 m/z 89.10 42 .07%
89
o 2 %9 73 | 103119133147 163177 195200 239 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59730: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- )
45 11.60 11.80 12.00 12.20

m/z 57.05 41 _.50%

5000

F

0 ‘H“ ‘J 3119 144 163
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

8270-BF121815.M Mon Dec 21 18:07:58 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

Sample : 64838-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 16 Cycloundecene, l1-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.61 5.23 ng 141031 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloundecene. 1l-methvl- 166 C12H22 088828-82-4 80
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 68
3 Bicvclol2.2.21octane. 2-methvl- 124 C9H16 000766-53-0 68
4 11.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 62
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 58

Abundance Scan 921 (12.614 min): BF083977.D (-915) (-) m/z 67.05 100.00%
67 81
I I I I

12.20 12.40 12.60 12.80 13.00
m/z 81.10 85.88%

150165

04
m/z--> 20 40 60
Abundance

80 100 120 140 160 180 200 220 240 260 280
#33309: Cycloundecene, 1-methyl-

1

95

3

5000 LA L L L L L L L
12.20 12.40 12.60 12.80 13.00
m/z 95.10 69 .45%
137151
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 67
81 12.20 12.40 12.60 12.80 13.00
5000 95 m/z 55.10 65.08%
109
. 123 149164178 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10365: Bicyclo[2.2.2]octane, 2-methyl- R .
7 81 95 12.20 12.40 12.60 12.80 13.00
10504 m/z 41.10 55.81%
B _,M—lﬂl
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00

8270-BF121815.M Mon Dec 21 18:07:59 2015

C121515-LIQUID-POPH
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

Sample : 64838-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 17 Hexadecanoic acid, butyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.77 5.01 ng 100631 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 80
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 50
4 7-Heptadecanol. 7-methvl- 270 C18H380 055723-93-8 38
5 3-Amino-2,2-dimethyl-1-propanol 103 C5H13NO 026734-09-8 27
Abundance Scan 935 (12.774 min): BF083977.D (-933) (-) m/z 56.10 100.00%

56
5000

12.40 12.60 12.80 13.00

01 m/z 57.10 60.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
12.40 12.60 12.80 13.00
29 257 m/z 41.10 47 .14%
o1 239
| H WL T 157 185 213 7 | gg3 312
Obrrrpeltrefr e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
L B S AT
12.40 12.60 12.80 13.00
5000 m/z 43.10 41 .99%
29 73
129
o 71137 157 185 213 2927 g1 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester AR REEEE Bt
57 12.40 12.60 12.80 13.00
m/z 55.10 40.31%
5000 4
{ 239 957
213 ‘ H
sl d Ly 2 a2 || e e AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13 00

8270-BF121815.M Mon Dec 21 18:08:00 2015

C121515-LIQUID-POPH
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 18 Octaethylene glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.92 18.17 ng 364939 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octaethvlene alvcol 370 C16H3409 1000289-34-2 87
2 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 86
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 83
4 Hexaaol 282 C12H2607 002615-15-8 83
5 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 78

Abundance Scan 1035 (13.917 min): BF083977.D (-1032) (-) m/z 45.10 100.00%

45

89

5000

I

103 133 --,-'-\ﬁ|........|....|
147 171185 215 13.60 13.80 14.00 14.20

o m/z 89.10 74 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148152: Octaethylene glycol
45
5000
89 13.60 13.80 14.00 14.20
m/z 43.10 44 .04%
59 133
o 28 | %973 | 103117133147 163177191 207201 251267283
R R L N RAREEAREEE SN RS as o E ey AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
B LA R R
13.60 13.80 14.00 14.20
5000 m/z 71.10 40.53%
89
29 59

73 | 103117133147 163

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130518: Heptaethylene glycol T T T
45 13.60 13.80 14.00 14.20
m/z 57.10 32.82%
5000
89
o2 9 73 | 103117133147 163177101 207221 239 267281
B e S  ER LS et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13.80 14.00 14.20

8270-BF121815.M Mon Dec 21 18:08:01 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 19 1,4,7,10,13,16-Hexaoxacyclo... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.75 10.78 ng 223344 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 80
2 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 72
3 Hexaaol 282 C12H2607 002615-15-8 72
4 Octaethvlene alvcol 370 C16H3409 1000289-34-2 62
5 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 56
Abundance Scan 1108 (14.751 min): BF083977.D (-1105) (-) m/z 45.05 100.00%

89

5000

-

14.40 14.60 14.80 15.00

147 171 191207

0 m/z 89.10 83.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96457: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45
5000 89 -|--(\-|----|--------|-
14.40 14.60 14.80 15.00
28 59 73 133 m/z 43.10 44 _81%
ol o | 103117 159 17191005 221 264
R ARERARE RIS T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
R LR R
14.40 14.60 14.80 15.00
5000 m/z 71.10 41 .72%
89
29 59

73 | 103117133147 163

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107064: Hexagol B I e a
45 14.40 14.60 14.80 15.00
89 m/z 57.10 32.81%
5000
59 133
73
JRIELC: 0 “1?3119 149163177 209 252 283
P e e e e e T e e R e EEaE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

8270-BF121815.M Mon Dec 21 18:08:02 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\

Data File : BF083977.D

Aca On : 20 Dec 2015 4:03

Operator : UM/SJ

ﬁ?ggle : 64838-02 C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.13 ng 64740 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 72
2 Octaethvlene alvcol 370 C16H3409 1000289-34-2 64
3 Tetraethvlene alvcol monododecvl... 362 C20H4205 005274-68-0 64
4 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 64
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 64
Abundance Scan 1193 (15.722 min): BF083977.D (-1190) (-) m/z 45.10 100.00%
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Abundance #114007: 3,6,9,12,15-Pentaoxanonadecan-1-ol
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45
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Abundance #145595: Tetraethylene glycol monododecy! ether R R mEEE
45 15.40 15.60 15.80 16.00
m/z 87.00 33.76%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122015\

Data File : BF083977.D

Acq On : 20 Dec 2015 4:03 Instrument :
Operator : UM/SJ BNA_F

Sample - G4838-02 ClientSampleld :
Misc - C121515-LIQUID-POPH
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121815_.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]
3-Penten-2-one, 4... 4.38 37.8 ng 833549 1 6.85 441618 20.0
2-Pentanone, 4-hy... 5.04 21.4 ng 471631 1 6.85 441618 20.0
unknown6 .62 6.62 100.0 ng 2207720 1 6.85 441618 20.0
Bicyclo[4.2.0]oct. .. 6.68 3.0 ng 67239 1 6.85 441618 20.0
1-Hexanol, 2-ethyl- 6.92 5.8 ng 128844 1 6.85 441618 20.0
Indene 7.10 22.4 ng 494715 1 6.85 441618 20.0
Heptanoic acid 7.24 7.9 ng 174952 1 6.85 441618 20.0
Octanoic Acid 7.90 3.4 ng 332811 2 8.13 1988450 20.0
10-Methylnonadecane 9.37 4.6 ng 162635 3 9.88 707878 20.0
Methoxyacetic aci... 10.75 15.7 ng 424170 4 11.37 539133 20.0
Pentaethylene glycol 11.94 19.3 ng 519046 4 11.37 539133 20.0
Cycloundecene, 1-... 12.61 5.2 ng 141031 4 11.37 539133 20.0
Hexadecanoic acid... 12.77 5.0 ng 100631 5 14.00 401707 20.0
Octaethylene glycol 13.92 18.2 ng 364939 5 14.00 401707 20.0
1,4,7,10,13,16-He... 14.75 10.8 ng 223344 6 15.44 414220 20.0
3,6,9,12,15-Penta... 15.72 3.1 ng 64740 6 15.44 414220 20.0
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