LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\

Data File : BF081282.D

Acqg On : 29 Aug 2015 20:56 Instrument :

Operator : UM/I1Z E?Afs el
- _ lentosampleld :

3?22'6 : 63488-01 IDW-GW-08272015

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 height area % max. total
1 4.549 244 246 255 rvVB 198377 296195 15.79% 1.698%
2 5.040 286 289 291 rBVY 564086 722253 38.49% 4.141%
3 5.394 318 320 324 rVvv 48002 49971 2.66% 0.286%
4 6.137 382 385 387 rBVY 418920 484169 25.80% 2.776%
5 6.240 392 394 397 rVV 917303 1263543 67.34% 7.244%
6 6.480 413 415 417 rBV 431625 369915 19.72% 2.121%
7 6.640 426 429 431 rBV 1078622 1248480 66.54% 7.157%
8 6.903 448 452 457 rVB2 12467 22594 1.20% 0.130%
9 7.052 462 465 467 rVvV 868029 980996 52.28% 5.624%
10 7.155 471 474 475 rVV 18653 19156 1.02% 0.110%
11 7.189 475 477 479 rVV 18266 20305 1.08% 0.116%
12 7.246 479 482 485 rVvV 11862 19344 1.03% 0.111%
13 7.532 503 507 508 rBv2 25177 49327 2.63% 0.283%
14 7.555 508 509 511 rVvB 39447 28862 1.54% 0.165%
15 7.692 519 521 525 rBvV2 78486 85790 4_57% 0.492%
16 7.772 525 528 530 rvvV 400641 467192 24.90% 2.678%
17 7.943 541 543 546 rVB 37803 38697 2.06% 0.222%
18 8.115 556 558 560 rBv 185034 162017 8.64% 0.929%
19 8.160 560 562 564 rvv 50193 56570 3.02% 0.324%
20 8.366 578 580 583 rvv 45048 50543 2.69% 0.290%
21 8.480 586 590 592 rvv3 11219 19245 1.03% 0.110%
22 8.526 592 594 597 rvv2 36621 50092 2.67% 0.287%
23 8.732 606 612 615 rBv2 100814 167166 8.91% 0.958%
24 8.800 615 618 620 rBV 14738 22675 1.21% 0.130%
25 8.858 620 623 625 rvB 1310743 1876266 100.00% 10.757%
26 8.983 632 634 638 rvB2 51328 61704 3.29% 0.354%
27 9.246 655 657 660 rBV 87647 118015 6.29% 0.677%
28 9.349 664 666 669 rvB 16271 20210 1.08% 0.116%
29 9.406 669 671 673 rBv2 15628 29159 1.55% 0.167%
30 9.509 678 680 683 rBY 590340 525048 27.98% 3.010%
31 9.555 683 684 686 rvv 39105 41303 2.20% 0.237%
32 9.658 690 693 694 rBvV2 12637 18890 1.01% 0.108%
33 9.681 694 695 697 rvv 76779 59997 3.20% 0.344%
34 9.749 699 701 704 rBvV2 37279 53098 2.83% 0.304%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\

Data File : BF081282.D

Acqg On : 29 Aug 2015 20:56 Instrument :

Operator : UM/I1Z E?Afs el
- _ lentosampleld :

3?22'6 : 63488-01 IDW-GW-08272015

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.886 710 713 714 rBV 50315 45846 2.44% 0.263%
36 9.921 714 716 717 rVvV 36243 53608 2.86% 0.307%
37 9.955 717 719 721 rVvV 235905 297692 15.87% 1.707%
38 9.989 721 722 723 rVV 27075 18953 1.01% 0.109%
39 10.069 726 729 731 rBv4 10758 22332 1.19% 0.128%
40 10.172 736 738 741 rBV 107705 95257 5.08% 0.546%

41 10.241 741 744 746 rVB 214029 213590 11.38% 1.224%
42 10.298 746 749 751 rBV 1080803 1121984 59.80% 6.432%
43 10.366 751 755 757 rvv2 67872 132314 7.05% 0.759%
44 10.401 757 758 760 rvVv 116383 105445 5.62% 0.605%

45 10.435 760 761 764 rvVB2 24032 27395 1.46% 0.157%
46 10.526 764 769 771 rBV2 272441 419092 22.34% 2.403%
47 10.652 778 780 782 rVvv3 14816 27311 1.46% 0.157%
48 10.686 782 783 787 rVB2 51586 86088 4_59% 0.494%
49 10.846 794 797 798 rBV 174958 239775 12.78% 1.375%
50 10.881 798 800 802 rvv3 53996 81875 4_36% 0.469%
51 10.983 806 809 811 rBV 389782 544695 29.03% 3.123%
52 11.121 819 821 823 rBVvV2 24241 27238 1.45% 0.156%
53 11.166 823 825 826 rvVv 135164 123978 6.61% 0.711%
54 11.189 826 827 830 rvv2 22128 36948 1.97% 0.212%
55 11.235 830 831 834 rvv2 22147 33447 1.78% 0.192%
56 11.292 834 836 839 rvB2 39701 55984 2.98% 0.321%
57 11.464 849 851 854 rBV 63229 74265 3.96% 0.426%
58 11.544 854 858 863 rvv2 258410 344820 18.38% 1.977%
59 11.658 866 868 869 rvB 25267 31437 1.68% 0.180%
60 11.761 874 877 878 rBvV 29884 28221 1.50% 0.162%
61 11.795 878 880 882 rVvB 34746 36659 1.95% 0.210%
62 11.875 885 887 889 rvB 39964 41007 2.19% 0.235%
63 11.978 893 896 901 rvB2 27181 40240 2.14% 0.231%
64 12.058 901 903 904 rBV 15646 19819 1.06% 0.114%
65 12.241 913 919 922 rBV3 51343 108962 5.81% 0.625%
66 12.321 924 926 928 rvV 67798 75293 4.01% 0.432%
67 12.355 928 929 932 rVvV 23378 34170 1.82% 0.196%
68 12.458 936 938 939 rvv 21460 22317 1.19% 0.128%
69 12.492 939 941 942 rvv2 18168 19643 1.05% 0.113%

70 12.561 944 947 950 rVV 1248792 1493705 79.61% 8.563%
71 12.618 950 952 955 rvB2 17082 22297 1.19% 0.128%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/1Z

3?22 le 63488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.789 965 967 971 rBv4 25508 38087 2.03% 0.218%
73 12.972 980 983 985 rVvB 20435 23726 1.26% 0.136%
74 13.098 992 994 996 rBV 10868 20831 1.11% 0.119%
75 13.155 996 999 1001 rvv 212305 224575 11.97% 1.287%
76 13.235 1004 1006 1011 rVB3 15451 21469 1.14% 0.123%
77 13.315 1011 1013 1015 rBV 13869 21712 1.16% 0.124%

78 13.475 1025 1027 1031 rBV2 122499 158869 8.47% 0.911%
79 13.589 1035 1037 1041 rVB 538540 492226 26.23% 2.822%
80 14.458 1111 1113 1115 rBV 329340 319418 17.02% 1.831%

81 14.675 1129 1132 1135 rVB3 10769 23259 1.24% 0.133%

82 14.915 1150 1153 1155 rBV 344871 355651 18.96% 2.039%

83 15.361 1190 1192 1195 rBV2 25223 40750 2.17% 0.234%
Sum of corrected areas: 17443062
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081282.D

1200000
6.64
1000000

6.24
7.05
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600000 5.04

6.1 6.48
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200000 8.11
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Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081282.D
8186 12.56

1200000
10.30

1000000
800000
600000 951 13.59

400000

200000
8.7 9.25

38,53 B.AE % Joga %gg

O A e e e e e e e e e e
Time--> 8.50 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 TIC: BF081282.D

S and A A

1200000
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800000
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200000
15.36
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Time--> 15.00 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:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4_.55 16.01 ng 296195 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 246 (4.549 min): BF081282.D (-244) (-) m/z 43.10 100.00%
a3
59
5000
s o i 420 440 460 480
o SERMRSEENENEENSESISESASY P 1 RSB/ F11 RSESESSSESESENL.SS M m/z 59.10 56.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR LN AR AR
59 420 440 460 480
m/z 58.10 15.15%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480
5000 m/z 101.10 13.82%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R B b mama e o
59 420 4.40 4.60 4.80
m/z 41.10 9.36%
5000
a1 101
15 31 ‘ 53 69 83
0"w"'w'”'W"“whh'w'm‘b"“w"'w“"w"'w"'w IR L L R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 3 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 15

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

7.69 3.67 ng 85790 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 015356-70-4 91
2 Menthol 156 C10H200 001490-04-6 91
3 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 002216-51-5 86
4 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 000089-78-1 86
5 Cyclohexanol, 1-methyl-4-(1-meth... 156 C10H200 021129-27-1 68

Abundance Scan 521 (7.692 min): BF081282.D (-519) (-) m/z 71.10 100.00%
il
81
41 55 %
5000
123
i 109 138 7.40 7.60 7.80 8.00
o M m/z 81.10 82.53%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27084: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph...
s o
5000 AL S
123 7.40 7.60 7.80 8.00
109 138 m/z 95.10 75.47%
0 15 H ‘\‘M ‘ 63 ‘\ \\‘ M\ 1 “ | 155
R A AR SRS ARARA RALAA LS RRARA RSN ARRS AN AR SRRAN AAAR SRS RN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
7 /\ J\
- b A A
M 7.40 7.60 7.80 8.00
5000 55 m/z 41.05 68.51%
29 123 138
109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27080: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, [1R-(1.... B
7 81 7.40 7.60 7.80 8.00
95 m/z 55.10 67.92%
41
5000 s
27 138
123
| 310
NN PR3 RPN AR - RV b caincand
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 4 2-Cyclohexen-1-one, 2-methy... Concentration Rank 8

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

8.11 6.94 ng 162017 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclohexen-1-one, 2-methyl-5-(... 150 C10H140 000099-49-0 94
2 2-Cyclohexen-1-one, 2-methyl-5-(... 150 C10H140 006485-40-1 93
3 2-Cyclohexen-1-one, 2-methyl-5-(... 150 C10H140 002244-16-8 91
4 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 47
5 Fomepizole 82 C4H6N2 007554-65-6 43

Abundance Scan 558 (8.115 min): BF081282.D (-556) (-) m/z 82.10 100.00%
8p
54
5000
39 93 108 i
AP
67 7.80 8.00 8.20 8.40
ol 122 135 120 m/z 54.10 65.35%k
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22811: 2-Cyclohexen-1-one, 2-methyl-5-(1-methylethenyl)-
82
108
5000 = 93 N R S RS LR
7.80 8.00 8.20 8.40
39 ‘ 150 m/z 39.10 36.87%
135
0 ”I'”'I”?ZP"LM'”Iwhll”?KP'Jﬂ‘h”‘lh'l”“JP"ﬁ%?”l'm'l”"P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82
7.80 8.00 8.20 8.40
5000 54 m/z 108.10 31.17%
39 93 108
oL 15 2 67 122 135 150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22839: 2-Cyclohexen-1-one, 2-methyl-5-(1-methylethenyl)-,... R e
82 7.80 8.00 8.20 8.40
m/z 93.10 30.97%
54
5000 39
27 93 108
‘ (A || 121 135 180
0“V“W““M“W““N“W“meﬂ““mh'“WPHWH“V“WH“L“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 5 Eugenol Concentration Rank 10

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

8.73 6.37 ng 167166 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eugenol 164 C10H1202 000097-53-0 98
2 Phenol, 2-methoxy-4-(1-propenyl)... 164 C10H1202 005932-68-3 97
3 Phenol, 2-methoxy-4-(1-propenyl)... 164 C10H1202 005912-86-7 97
4 Phenol, 2-methoxy-4-(1-propenyl)- 164 C10H1202 000097-54-1 96
5 Phenol, 2-methoxy-3-(2-propenyl)- 164 C10H1202 001941-12-4 96

Abundance Scan 612 (8.732 min): BF081282.D (-606) (-) m/z 164.10 100.00%
164
43 55

5000

A
LI L I I

8.40 8.60 8.80 9.00

0 m/z 43.10 72 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #31518: Eugenol
164
5000 LA L L L L L LB |
149 8.40 8.60 8.80 9.00
77 g1 103 45131 m/z 55.05  71.69%
p® T | 0T WU
o.q}?“mwnnmuwhhpuw”Jm”.M”.m.nnhnqﬂi“mwnnpk.”
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
164
R e e R R e S REaRs
8.40 8.60 8.80 9.00
5000 m/z 77.10 65.79%
149
77 91 103 131
55 65 121
ol 15 27 39
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #31685: Phenol, 2-methoxy-4-(1-propenyl)-, (2)-
164 8.40 8.60 8.80 9.00
m/z 71.10 61.59%
5000 77 149
55 91 103 131
121
2 P % |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 6 Tributyl phosphate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.17 3.63 ng 95257 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 90
2 Phosphoric acid, trioctyl ester 434 C24H5104P 001806-54-8 42
3 Bis(2-ethylhexyl)hydrogen phosphate 322 C16H3504P 000298-07-7 38
4 3-Hydroxy-2,3,4,4-tetramethyl-pe... 202 C11H2203 1000194-64-5 28
5 2,5-Pyrrolidinedione 99 C4H5N02 000123-56-8 9
Abundance Scan 738 (10.172 min): BF081282.D (-736) (-) m/z 99.00 100.00%
99
5000
RS 580 1000 1020 1040
O e e e B T e e e e i B e m/z 57.10 17.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #97591: Tributyl phosphate
[ WWM
5000{ og SRR AR R TN R
9.80 10.00 10.20 10.40
57 155 m/z 41.10 16.16%
‘ 125 211
Ol“‘llhllllJ|‘|‘||||1|8?||‘||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
99
9.80 10.00 10.20 1040
5000 m/z 155.10 13.96%
57
oL 29 125 153 181 21 323 435
m/z--> 50 100 150 200 250 300 350 400
Abundance #128800: Bis(2-ethylhexyl)hydrogen phosphate
99 9.80 10.00 10.20 10.40
m/z 125.00 7.46%
5000
57
oL Dl hesssaman s bl
m/z--> 50 100 150 200 250 300 350 400 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 7 Cyclopentaneacetic acid, 3-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.24 8.14 ng 213590 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentaneacetic acid, 3-oxo0-2... 226 C13H2203 024851-98-7 64
2 2,6-Dimethyl-6-nitro-2-hepten-4-one 185 C9H15N03 073583-56-9 43
3 Isocitronellol 156 C10H200 018479-52-2 40
4 Cyclopentane, l-ethyl-1-methyl- 112 C8H16 016747-50-5 38
5 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 38
Abundance Scan 744 (10.241 min): BF081282.D (-741) (-) m/z 83.10 100.00%
5000
10.00 10.20 10.40 10.60
of m/z 153.20 27.40%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73604: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, methyl este
83
5000
10.00 10.20 10.40 10.60
4 55 193 m/z 82.10 23.25%
m/z--> ﬁo 40 80 160 150 150 1éo 180 260 220
Abundance
83
10.00 10.20 10.40 10.60
5000 m/z 55.10 23.08%
55
2 4
o 67 99 110 123 138 185
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26932: Isocitronellol R
83 10.00 10.20 10.40 10.60
m/z 156.10 21.63%
5000 »
41
2
ol % 109 123 133 196 a
mz-> 20 40 60 8|O 100 12'0 140 1('30 180 200 220 10.00 10.20 10.40 10.60

8270-BF081715.M Mon Aug 31 14:46:24 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 8 unknownl0.37 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.37 4.86 ng 132314 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 4-(4-hydroxypheny... 209 C10H11NO4 062558-67-2 32
2 4-Phenyl-morpholine-2,6-dione 191 C10H9NO3 056956-66-2 27
3 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 25
4 1H-Pyrrolo[3,4-c]pyridine-1,3,(2... 191 C9HIN302 298688-32-1 22
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 18
Abundance Scan 755 (10.366 min): BF081282.D (-751) (-) m/z 91.10 100.00%
5000
10.00 10.20 10.40 10.60
0 m/z 191.20 76.01%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #62095: Butanoic acid, 4-(4-hydroxyphenylamino)-4-oxo-
191
109
W]
5000 55 RUSNBUNSER UL UL
135 10.00 10.20 10.40 10.60
o 79 ‘ m/z 43.10 72 .09%
65 163
o O W A - ]
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
91
101 10.00 10.20 10.40 10.60
5000 m/z 83.10 65.34%
119
77
104
o 42 5, 65 134 146 163
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191 10.00 10.20 10.40 10.60
109 m/z 41.10 64.05%
5000 82 g5
136
‘ ‘ 123 162
0....|... \‘\ H\‘ ‘llll‘lll||||H|||||||‘l||||||||||||| R B R
m/z--> 40 100 120 140 160 180 200 10.00 10.20 10.40 10.60

8270-BF081715.M Mon Aug 31 14:46:26 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 9 Bicyclo[2.2_.1]heptane, 1,7,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.40 3.87 ng 105445 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptane, 1,7,7-tri... 138 C10H18 000464-15-3 87
2 Cyclohexanol, 5-methyl-2-(1-meth... 198 C12H2202 016409-45-3 83
3 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 002778-68-9 81
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 81
5 Cyclohexane, 2-chloro-4-methyl-1... 174 C10H19ClI 016052-42-9 80
Abundance Scan 758 (10.401 min): BF081282.D (-757) (-) m/z 95.10 100.00%
95
81
5000
10.00 10.20 10.40 10.60 10.80
o} m/z 81.10 64 .74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16367: Bicyclo[2.2.1]heptane, 1,7,7-trimethyl-
95
5000 1010 10130 1040 1060 1080
41 81 . . . . .
55 67 ‘ 123 138 m/z 55.10  43.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
43
81 AR B SRR SN
10.00 10.20 10.40 10.60 10.80
5000 m/z 41.10 33.42%
55 67 123 138
15 27 109
L S SO L S L B BRI B S WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16414: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, [1S-(1.al... L B S
95 10.00 10.20 10.40 10.60 10.80
81 m/z 123.10 32.73%
5000 41 67
138
% 123
a ‘ 109 ‘
o] .1‘.5| .U. .‘i“. I\;‘\lwl .“H‘. .Hk‘. .‘EM I .‘.“. ; |‘l.. l‘l L
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60 10.80

8270-BF081715.M Mon Aug 31 14:46:28 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 10 Isocitronellol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.53 15.39 ng 419092 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isocitronellol 156 C10H200 018479-52-2 53
2 1-l1sopropenyl-3,3-dimethyl-5-(3-... 220 C15H240 152481-77-1 50
3 Cyclopentane, l-ethyl-1-methyl- 112 C8H16 016747-50-5 50
4 2,6-Dimethyl-6-nitro-2-hepten-4-one 185 C9H15N03 073583-56-9 40
5 N-Methoxy-2-carbomenthyloxyaziri... 255 C14H25N03 060999-67-9 40
Abundance Scan 769 (10.526 min): BF081282.D (-764) (-) m/z 83.10 100.00%
83
5000
41 55
67 95 107 123 142153165 g 191 10.20 10.40 10.60 10.80
0 U m/z 55.10 25.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26932: Isocitronellol
83
5000 s SRR BN SN SRR
41 10,20 10.40 10.60 10.80
m/z 41.10 22 .42%
95
N 5 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83
10.20 10.40 10.60 10.80
5000 m/z 82.10 22.21%
a1 %% g 95 137
o 109 123 152164-177 205 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6627: Cyclopentane, 1-ethyl-1-methyl-
5 83 10.20 10.40 10.60 10.80
m/z 142.10 17.22%
5000 41
70
27
b b7
20 ) N PR | N | PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80

8270-BF081715.M Mon Aug 31 14:46:30 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 11 n-Decanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.69 3.16 ng 86088 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 53
2 Octanoic Acid 144 C8H1602 000124-07-2 50
3 Sedoheptulosan 192 C7H1206 000469-90-9 43
4 D-Glucose, 6-0-.alpha.-D-galacto... 342 C12H22011 000585-99-9 35
5 4-Propionyloxytridecane 256 C16H3202 1000245-62-6 22
Abundance Scan 783 (10.686 min): BF081282.D (-782) (-) m/z 60.00 100.00%
60 73
5000
129
98 111 143 171 185 10.40 10.60 10.80 11.00
o o L Tm/z 43.10 0 96.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37193: n-Decanoic acid
60 73
41
5000 129 SRR SR SUNILE U
10.40 10.60 10.80 11.00
29 87 e m/z 73.00 84 .19%
143
S LT T v - N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60
73 10.40 10.60 10.80 11.00
5000 43 m/z 41.10 80.08%
101
29 8 115
oL 15 127 144
LS AU FUALEL L LR SURLELELS WAL SARLLELA SR UL UU
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50715: Sedoheptulosan R B T R
60 10.40 10.60 10.80 11.00
m/z 57.10 75.93%
5000
a 73
43 102 119
ol .1?, . M .‘,“‘l‘ Ll .HU.‘, .”?‘.1.‘“,“. . ;‘I Illiillll@l |1|5|7| .1.7‘.4, . Il??l B
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00

8270-BF081715.M Mon Aug 31 14:46:32 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 12 Benzyl Benzoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.85 8.80 ng 239775 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzyl Benzoate 212 C14H1202 000120-51-4 98
2 Benzoic acid N2-phenylhydrazide 212 C13H12N20 000532-96-7 45
3 Ethanone, 1,2-diphenyl- 196 C14H120 000451-40-1 38
4 Pentanediamide, N,N"-di-benzoyloxy- 370 C19H18N206 1000253-26-3 38
5 Ethanone, 2-bromo-1,2-diphenyl- 274 C14H11BrO 001484-50-0 38
Abundance Scan 797 (10.846 min): BF081282.D (-794) (-) m/z 105.10 100.00%
105
91
5000
77
2 %5 | RTINS  ptyeghy
Ol et eyt 292 T L L Tm/z 91.10 52.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64373: Benzyl Benzoate
105
5000 91 L L L B L L B
77 10.60 10.80 11.00 11.20
51 oo 212 m/z 77.05 30.30%
S O A A ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
10.60 10.80 11.00 11.20
5000 " m/z 212.10 16.62%
51 212
o 18 39 65 92 | 121133 149 166 181194
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53577: Ethanone, 1,2-diphenyl- Emm e B S
105 10.60 10.80 11.00 11.20

m/z 51.10 14 .06%
5000 77

51
2730 | 65 | S | 158139 150165 196

e e R

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF081715.M Mon Aug 31 14:46:33 2015 S Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081282.D

Acq On 29 Aug 2015 20:56

Operator : UM/I1Z

Sample - G3488-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 14 7-Acetyl-6-ethyl-1,1,4,4-te... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.17 4_.55 ng 123978 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Acetyl-6-ethyl-1,1,4,4-tetrame... 258 C18H260 000088-29-9 99
2 Cyclopenta[g]-2-benzopyran, 1,3,... 258 C18H260 001222-05-5 97
3 Galaxolide 2 258 C18H260 1000285-26-7 93
4 Galaxolide 1 258 C18H260 1000285-26-6 93
5 Benzenamine, 4-(5-chloro-2-benzo... 243 C14H10CINO 032432-30-7 47

Abundance Scan 825 (11.166 min): BF081282.D (-823) (-) m/z 243.20 100.00%
243
5000 213
41 57 77 91,5l15128 143157171 185195 | 0 | 28 10.80 11.00 11.20 1140
o m/z 213.20 37.33%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93459: 7-Acetyl-6-ethyl-1,1,4,4-tetramethyltetralin
243
5000 UL PSR AR B B
213 10.80 11.00 11.20 11.40
a1 258 m/z 244 .20 17 .53%
L i s | 2 | |
0|||||||‘|||||||||||||||| I\ ll |||”|||||l||||||||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
243
10.80 11.00 11.20 11.40
5000 m/z 258.20 13.84%
213 258
0 28 41 57 77 91 115128141 155 171 185198 228
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93453: Galaxolide 2 -
243 10.80 11.00 11.20 11.40
m/z 171.10 13.79%
5000
213 258
28 43 57 129143157171 1§7 L 2?8 \ A
miz-> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 10,80 11.00 11.20 1140

8270-BF081715.M Mon Aug 31 14:46:36 2015 S

IDW-GW-08272015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 15 unknownll.46 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.46 2.73 ng 74265 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Hexadecenal, 14-methyl-, (2)- 252 C17H320 060609-53-2 49
2 13-Octadecenal, (2)- 266 C18H340 058594-45-9 46
3 cis-11-Hexadecenal 238 C16H300 053939-28-9 43
4 1-Tridecene 182 C13H26 002437-56-1 38
5 1-Hexadecanol 242 C16H340 036653-82-4 38

Abundance Scan 851 (11.464 min): BF081282.D (-849) (-) m/z 55.10 100.00%

5000

s

11.20 11.40 11.60 11.80
m/z 41.10  81.24%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89763: 8-Hexadecenal, 14-methyl-, (2)-

s

5000

11.20 11,40 11.60 11.80
m/z 43.10 62.60%

5
149163177191205 234 252

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

55
A
a 11.20 11.40 11.60 11.80
5000 69 m/z 69.10 49.35%
83 o
111

o 27 135149 166 181195200223 248 266

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
I I I I

Abundance #81207: cis-11-Hexadecenal e e
11.20 11.40 11.60 11.80

m/z 83.10 43.63%

5000

-

135149163177 195 220 238
Shdad e e ditamtech:
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80

8270-BF081715.M Mon Aug 31 14:46:38 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 16 unknownl2.24 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.24 4.00 ng 108962 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, oxime 113 C6H11NO 000100-64-1 38
2 Thiazole, 2,5-dimethyl- 113 C5H7NS 004175-66-0 38
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 30
4 2-Butene, l-isothiocyanato- 113 C5H7NS 002253-93-2 30
5 2-Pentenoic acid, 4-methyl- 114 C6H1002 010321-71-8 30

Abundance Scan 919 (12.241 min): BF081282.D (-913) (-) m/z 113.10 100.00%

41 113

5000

12.00 12.20 12.40 12.60
m/z 69.05 95.60%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

o

Abundance #6754: Cyclohexanone, oxime
41
113
27 s -
5000 LANLINLIL B L L L LB
08 12.00 12.20 12.40 12.60
m/z 41.10 85.24%
Gl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
71 113
I R S RAREREE
12.00 12.20 12.40 12.60
5000 m/z 55.10 57.35%
39
59
98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3289: 1-Pentene, 2,3-dimethyl- R B A B
41 69 12.00 12.20 12.40 12.60
m/z 43.10 38.81%
55
5000
27 83
‘ ‘ 98
e O P 3 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12. 20 12. 40 12 60

8270-BF081715.M Mon Aug 31 14:46:41 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 17 Tridecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.32 3.06 ng 75293 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 926 (12.321 min): BF081282.D (-924) (-) m/z 43.10 100.00%
57
73
5000 129
85 97 S
115 | 143 157171 18 199 241 12.00 12.20 12.40 12.60
o} m/z 57.10 83.39Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 SRR SRR BN RS
29 nmnmnmnm
214 m/z 60.00 82.98%
143 157
0 I .‘l ; .‘i‘.‘. 'HM‘ ; ‘l‘.‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
43 12.00 12.20 12.40 12.60
5000 129 m/z 55.10 75.82%
29 85 . 185 228
. M5 143157171 | 109,515
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46617: Undecanoic acid R EaEE e R
60 73 12.00 12.20 12.40 12.60
43 m/z 73.05 73.72%
50001 o9
129 143
7 115
obolbes ,“1”\‘,‘;\‘ MHI”MI\”” w‘ | T | N WL A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 18 Ethanol, 2-butoxy-, phospha... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.16 9.12 ng 224575 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 90
2 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 47
3 2,5-Hexanediol 118 C6H1402 002935-44-6 43
4 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 22
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 22

Abundance Scan 999 (13.155 min): BF081282.D (-996) (-) m/z 57.10 100.00%
57
5000 85 105
[ o1, o 1580 13.00 1320 1340
ol bl b L e A+ m/z 45.05  70.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155890: Ethanol, 2-butoxy-, phosphate (3:1)
57
85 125
5000 RN AR
153 9 12.80 13.00 13.20 13.40
- Jm 227 299 m/z 56.10 65.42%
ol il 05|y HM s P g 35 a0
m/z--> §0 160 1%0 260 250 360 3%0 460
Abundance
27 56 85
12.80 13.00 13.20 13.40
5000 m/z 85.10 43.67%
113
L L L L WL L L UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #8540: 2,5-Hexanediol
45 12.80 13.00 13.20 13.40
m/z 125.00 36.12%
85
5000
m/z--> 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082915\

Data File : BF081282.D

Acq On : 29 Aug 2015 20:56

Operator : UM/I1Z

3?22 le G3488-01 IDW-GW-08272015
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 19 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.48 6.46 ng 158869 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heptadecanol 256 C17H360 001454-85-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 1027 (13.475 min): BF081282.D (-1025) (-) m/z 57.10 100.00%
g7
83
41
5000
111
| 139 13.'20 13.'40 13.|60 13.|80
Ot m/z 55.10 90.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 R IR SRR BN I
29 13.20 13.40 13.60 13.80
15 m/z 43.10 86.76%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
% g3
13.'20 13.'40 13.|60 13.|80
5000 m/z 83.10 67.61%
- 111

139154 182 210 238

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene B
41 13.20 13.40 13.60 13.80
m/z 69.10 62.28%
5000
) ‘ | 266 DU W
S RARaNaE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081282.D

Acq On 29 Aug 2015 20:56

Operator : UM/I1Z

Sample - G3488-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 20 Squalene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.46 17.96 ng 319418  Perylene-diz 14.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91

3 7,11-Dimethyldodeca-2,6,10-trien. ..
4 3-Cyclohexene-1-carboxaldehyde, ...

208 C14H240
192 C13H200

125529-10-4 72
052475-89-5 64

IDW-GW-08272015

5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 52
Abundance Scan 1113 (14.458 min): BF081282.D (-1111) (-) m/z 69.10 100.00%
69
5000
41
95 e e e e R
149 14.20 14.40 14.60 14.80
175
Y .".". s s | m/z 81.10 53.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 LI L L L B L L L L B
14.20 14.40 14.60 14.80
95 m/z 41.10 26.26%
b T e a7 27a 2 s ser a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
T T e e
14.20 14.40 14.60 14.80
5000 m/z 95.10 14 .15%
41
% 121 149
0 175 203 231 273 299 341 367 410
T e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol e A BAEEREa
69 14.20 14.40 14.60 14.80
m/z 68.10 12.20%
5000
41
95 137
oL, J ldag | e S | —
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80

8270-BF081715.M Mon Aug 31 14:46:51 2015 S Page: 22



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\

Data File : BF081282.D

Acqg On : 29 Aug 2015 20:56 Instrument :

Operator : UM/I1Z gﬁA{s el
- _ lentosampleld :

3?22'6 : 63488-01 IDW-GW-08272015

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 4.55 16.0 ng 296195 1 6.48 369915 20.0
Cyclohexanol, 5-m... 7.69 3.7 ng 85790 2 7.77 467192 20.0
2-Cyclohexen-1-on. .. 8.11 6.9 ng 162017 2 7.77 467192 20.0
Eugenol 8.73 6.4 ng 167166 3 9.51 525048 20.0
Tributyl phosphate 10.17 3.6 ng 95257 3 9.51 525048 20.0
Cyclopentaneaceti... 10.24 8.1 ng 213590 3 9.51 525048 20.0
unknown10.37 10.37 4.9 ng 132314 4 10.98 544695 20.0
Bicyclo[2.2.1]hep... 10.40 3.9 ng 105445 4 10.98 544695 20.0
Isocitronellol 10.53 15.4 ng 419092 4 10.98 544695 20.0
n-Decanoic acid 10.69 3.2 ng 86088 4 10.98 544695 20.0
Benzyl Benzoate 10.85 8.8 ng 239775 4 10.98 544695 20.0
7-Acetyl-6-ethyl-__.. 11.17 4.5 ng 123978 4 10.98 544695 20.0
unknownll .46 11.46 2.7 ng 74265 4 10.98 544695 20.0
unknownl12 .24 12.24 4.0 ng 108962 4 10.98 544695 20.0
Tridecanoic acid 12.32 3.1 ng 75293 5 13.59 492226 20.0
Ethanol, 2-butoxy... 13.16 9.1 ng 224575 5 13.59 492226 20.0
1-Docosene 13.48 6.5 ng 158869 5 13.59 492226 20.0
Squalene 14 .46 18.0 ng 319418 6 14.92 355651 20.0
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