LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator =: SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 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-BF020116.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 4.179 180 183 189 rBvV 348619 513063 1.24% 0.346%
2 4.887 240 245 247 rBVY 2900702 5405408 13.05% 3.646%
3 5.310 279 282 284 rBVY 4747442 5218889 12.60% 3.520%
4 6.350 370 373 381 rBVY 3135336 5149871 12.44% 3.474%
5 6.476 381 384 386 rBVY 4575096 5681989 13.72% 3.832%
6 6.693 401 403 406 rBV 1132036 1237204 2.99% 0.834%
7 6.853 415 417 420 rVB 4405767 4226658 10.21% 2.851%
8 7.265 450 453 455 rBVY 2580017 4062246 9.81% 2.740%
9 7.299 455 456 459 rvVB 507419 427796 1.03% 0.289%
10 7.527 473 476 482 rBV 6026425 7989131 19.29% 5.389%

11 7.676 486 489 490 rvv 400770 607648 1.47% 0.410%
12 7.733 490 494 496 rVV2 1204776 2190003 5.29% 1.477%
13 7.790 496 499 501 rVvv2 661959 1044241 2.52% 0.704%
14 7.848 501 504 507 rvv3 665245 1545808 3.73% 1.043%
15 7.916 507 510 511 rvV 6009389 11093439 26.79% 7.482%

16 7.985 514 516 517 rvV 2175995 2959697 7.15% 1.996%
17 8.065 517 523 525 rVV 14567652 41414218 100.00% 27.933%
18 8.133 525 529 532 rvv4 591650 1354446 3.27% 0.914%
19 8.248 537 539 545 rBv2 201166 488265 1.18% 0.329%
20 8.522 560 563 565 rBvV 339782 470474 1.14% 0.317%

21 8.625 569 572 575 rBv2 276737 566860 1.37% 0.382%
22 8.762 578 584 586 rvv2 6870851 12365861 29.86% 8.341%
23 8.808 586 588 591 rvB2 565617 761201 1.84% 0.513%
24 8.876 591 594 597 rBV 2631823 2812926 6.79% 1.897%
25 9.070 607 611 613 rBVY 6098920 6931796 16.74% 4._.675%

26 9.139 613 617 618 rvv3 277537 505033 1.22% 0.341%
27 9.208 621 623 625 rvVv 310979 414160 1.00% 0.279%
28 9.402 635 640 642 rvVv 467919 615269 1.49% 0.415%
29 9.459 643 645 650 rBv 305314 454240 1.10% 0.306%
30 9.733 666 669 671 rvB 1705581 1653403 3.99% 1.115%

31 10.522 735 738 740 rVvB2 3188232 4111985 9.93% 2.773%
32 11.219 796 799 800 rBV 1182021 1666429 4.02% 1.124%
33 12.808 935 938 939 rBV 4999598 5917137 14.29% 3.991%
34 13.722 1015 1018 1024 rBV2 435758 707294 1.71% 0.477%

8270-BF020116.M Wed Feb 03 13:23:26 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator =: SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 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-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.814 1024 1026 1027 rBV 975886 946470 2.29% 0.638%
36 13.848 1027 1029 1031 rVB 1086450 1327297 3.20% 0.895%
37 14.157 1054 1056 1063 rVB 813156 1327006 3.20% 0.895%

38 15.220 1147 1149 1152 rBV 683686 947683 2.29% 0.639%
39 16.145 1226 1230 1237 rBV 593205 1147880 2.77% 0.774%

Sum of corrected areas: 148260424
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF020216\

BF084765.D

3 Feb 2016 1:36

SJ/1Z

H1287-01

19 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF084765.D

5.31

6.48

Or——
Time-->

4.18 A
£ —p——

Abundance
1.4e+07| 806

1.2e+07

le+07
8000000
6000000

4000000

2000000| |

0 7

TIC: BF084765.D

8.76

10.52

11.22

12.81

13-

Time--> 8.00

N
LI B S B RN DU B B B BN BN BN S S R B SR BN S N B SR R B R

9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

13.50

Abundance
1.4e+07

1.2e+07

le+07
8000000
6000000
4000000

2000000 5

0

TIC: BF084765.D

14.16 15.22 16.15

Time--> 14.

00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 3-Hexen-2-one Concentration Rank 14

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

4.18 8.29 ng 513063 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 183 (4.179 min): BF084765.D (-180) (-) m/z 55.10 100.00%
54.1 3.1
5000 43.1
98.0
3.80 4.00 4.20 4.40 4.60
71.0
o...,”..,”..,”.Jﬂu..pl:.F?Q.r”..,m..,”.u,”.. m/z 83.10 97.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one
83.0
55.0
43.0
5000 NARSENARE SR SRR
29.0 3.80 4.00 4.20 4.40 4.60
9.0 m/z 43.10 48.62%
L e
L o a2 e e e,
I [ I [ I I I I I |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rﬁ
3.80 4.00 4.20 4.40 4.60
5000 43.0 m/z 98.05 33.40%
29.0 98.0
67.0 75.0
S S S UL SRS SR I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- i )
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 28.46%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"w't'w'*Jw"Wl"W“le"JM"'w”l'w"'ﬁ"" ENARSENARE SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 87.38 ng 5405410 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 245 (4.887 min): BF084765.D (-240) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 — e ——
4.60 4.80 5.00 5.20
o...,....,....,....','.'...,..~.'.|,....7,1:1...f‘§:9.,....~,|....,1.1.“?-.1,.. m/z 59.10 61.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL UL L I
59.0 460 480 500 5.20
m/z 101.10 20.84%
. ‘7'3‘1‘.0 B | 83.0 101.0
U UL SULIUL SURIMLE IV IR I UL UL AL B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
460 4.80 500 520
5000 m/z 58.10 15.93%
41.0
29.0 101.0
0"'|""w"'|""w"ﬁqp'“|""??R'|'§qp T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R E N EEman
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.63%
57.0
5000
20.0 101.0
ol B0 1 L. 730 830
miz--> 0 20 30 40 50 60 70 80 90 100 110 120 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.48 Concentration Rank 2

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

6.48 91.85 ng 5681990 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 384 (6.476 min): BF084765.D (-381) (-) m/z 132.00 100.00%
13%.
5000 68.1
96.1 P SARRE AR RN RN
400 541 ‘ 6.20 6.40 6.60 6.80
o....,...::'!...,:.l..,:.ln',..7:5.",0....,..!.,?1??:?.1.1.7.-?.... M m/z 68.10 37.53%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR LR
6.20 6.40 6.60 6.80
210 510 m/z 134.00 34 .65%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.10 24.19%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- S
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.72%
5000
63.0 81.0
mz-> "'3'0' S 'ic')c')' 'iic')' 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Bicyclo[2.2_.1]heptan-2-0l, ... Concentration Rank 7

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

7.53 53.99 ng 7989130 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-ol. 1.3.3... 154 C10H180 001632-73-1 91
2 Fenchol. exo- 154 C10H180 022627-95-8 91
3 Bi-2-cvclohexen-1-vi 162 C12H18 001541-20-4 38
4 Cvclopentanecarboxvlic acid. 2-m... 140 C8H1202 110550-98-6 38
5 Bicyclo[2.2.1]heptan-2-o0l, 1,3,3... 154 C10H180 002217-02-9 38

Abundance Scan 476 (7.527 min): BF084765.D (-473) (-) m/z 81.05 100.00%
.0

5000

111 7.20 7.40 7.60 7.80

139.1155.1

0 m/z 80.10 50.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25634: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!-
81.0
5000 41.0 AT T T A

7.20 7.40 7.60 7.80
m/z 43.10  38.24%

57.0 H 111.0
oo L T O amorseo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
43.0
7.20 7.40 7.60 7.80
5000 m/z 41.10 35.57%
111.0
o 65.0 139.0155. 0
L o o R LELALEL I i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30630: Bi-2-cyclohexen-1-yl
81.0 7.20 7.40 7.60 7.80
m/z 69.10 27 .39%
5000
27.0 53.0
o ‘ Jo ol 105.0 128.0145.0162.0
L o o e o B L B o
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 cis-.beta.-Terpineol Concentration Rank 19

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

7.68 4_.11 ng 607648 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-.beta.-Terpineol 154 C10H180 007299-40-3 53
2 2-Cvclohexen-1-ol. 1-methvl-4-(1... 154 C10H180 029803-81-4 50
3 Terpineol. cis-.beta.- 154 C10H180 007299-41-4 49
4 2-Cvclohexen-1-ol. 1-methvl-4-(1... 154 C10H180 029803-82-5 49
5 7-Exo-ethyl-5-methyl-6,8-dioxabi... 154 C9H1402 062255-25-8 46

Abundance Scan 489 (7.676 min): BF084765.D (-486) (-) m/z 43.10 100.00%
43.1
5000 8L.1
55.0 9.1 139.1
93.0 1111
251 1541 7.40 7.60 7.80 8.00
o.,....,....i.-:'..,I:'::'!,..':|u|...Lh!h-:.,'!‘!h'.,..~.-.~':|:...,{."..,..!.;....,.:..,.. m/z 81.10 47.48%
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25446: cis-.beta.-Terpineol
43.0
5000 i 7%'%07&)8%LT
580 %80 1m0 . m/z 55.05 38.61%
ol .‘a‘l‘, —~ .‘ﬁ%ﬂ R RaREaES ,‘. e ,1.2.5..0, — .‘,.. - .1,§?.'(.), -
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
7.40 7.60 7.80 8.00
5000 93.0 m/z 41.10 36.10%
79.0 111.0 139.0
27.0 55.0 570
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25461: Terpineol, cis-.beta.-
43.0 7.40 7.60 7.80 8.00
m/z 139.10 35.53%
71.0
5000
55.0 93.0
111.0
139.0
0.,”..“..w..”,.”.,”..“..ﬁ%ﬁ.,”.w..”,.”.}ﬁ§2...w..”}§ﬁ9,”
m/iz--> 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\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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[2.2_.1]heptan-2-one,... Concentration Rank 11

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

7.73 14.80 ng 2190000 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-48-2 97
2 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 021368-68-3 96
3 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-49-3 96
4 Camphor 152 C10H160 000076-22-2 94
5 Tricyclo[2.2.1.0(2,6)]heptan-3-0... 152 C10H160 062560-53-6 49

Abundance Scan 494 (7.733 min): BF084765.D (-490) (-) m/z 95.05 100.00%
94.0
81.1
41.1
5000
55.1 69.1 108.1
| | 152.1 T Th 75 ot
137.1 : : : :
o..,....,....,....;:-...,u'.-:.~,..-.!,...'.'I!...,.L!-.,....l....lﬁ?'.l.,...-.,....,.|'...,. m/z 81.10 63.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24208: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
41.0 P
5000 550 690 108.0 L—.—.—r
7.40 7.60 7.80 8.00
270 ‘ 152.0 m/z 41.10 51.29%
b 30 L L L oo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41.0 95.0
81.0
7.40 7.60 7.80 8.00
5000 55.0 69.0 m/z 108.10 37.11%
270 108.0
152.0
15.0 137.0
R R R R AL R RN LR KA RS LA RS LA LA LA LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24211: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)-
93.0 7.40 7.60 7.80 8.00
81.0 m/z 55.10 34.79%
5000 108.0
410 550 69.0 152.0
27.0
o XMl A PO O Y A0
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\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 |Isoborneol Concentration Rank 5

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

7.92 74.96 ng 11093400 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoborneol 154 C10H180 000124-76-5 91
2 Bicvclol2.2.1Theptan-2-ol. 1.7.7... 154 C10H180 000464-45-9 91
3 Borneol 154 C10H180 010385-78-1 90
4 Borneol 154 C10H180 000507-70-0 83
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 59

Abundance Scan 510 (7.916 min): BF084765.D (-507) (-) m/z 95.10 100.00%
04.1
5000 A/\\/ﬂ
411 551 67,0 1101 k0 8o0 abo
R PR Y T O <% Wl a1 L0 780 800 020 ;
Orrrrprrrr e et e e e m/z 110.10 15.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25408: Isoborneol
95.0
5000
41.0 7.60 7.80 8.00 8.20
27.0 55.0 6 110.0 m/z 41.10 13.86%
doso || ,\,,,,,\,\,,,,,,\,‘,,733 1220750 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
7.60 7.80 8.00 8.20
5000 m/z 55.10 11.27%
41.0
27.0 0 110.0
o 67.0 79.0 1220 1390 1540
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25392: Borneol
95.0 7.60 7.80 8.00 8.20
m/z 67.05 10.51%
5000
41.0
55.0 67.0 110.0
S O O .- M 30
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 p-menth-1-en-8-ol Concentration Rank 1

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

8.06 279.85 ng 41414200 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-menth-1-en-8-ol 154 C10H180 1000157-89-9 86
2 p-menth-1-en-8-ol 154 C10H180 1000151-92-4 59
3 3-Cvclohexene-1-methanol. .alpha... 154 C10H180 000098-55-5 46
4 1.4-Cvclohexadiene. 1-methvl-4-(... 136 C10H16 000099-85-4 43
5 Bicyclo[2.2.1]hept-2-ene, 1,7,7-. 136 C10H16 000464-17-5 42

Abundance Scan 523 (8.065 min): BF084765.D (-517) (-) m/z 59.10 100.00%
5d.1
93.1
5000 81.0 1211
43.1 136.2 SN L
| | || I || 107.1 7.80 8.00 8.20 8.40
o N PN Y R RN N —— m/z 93.10 62.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25440: p-menth-1-en-8-ol
59.0
93.0
5000
43.0 810 1210 o0 7.80 8.00 820 8.40
310 ‘ m/z 121.10 51.05%
O'W"”I'”JJ”'WL'”Ijﬂ'i”“Wt'xh”"'jh }??ﬁ"ﬁ'”'l”'uP"ﬁ§§fﬁ”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
780 800 820 8.40
5000 43.0 93.0 m/z 81.05 42 .01%
81.0 121.0 136.0
27.0
0 107.0 154.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25701: 3-Cyclohexene-1-methanol, .alpha.,.alpha.4-trimethyl-
59.0 7.80 8.00 8.20 8.40
93.0 121.0 136.0 m/z 136.15 25.83%
5000 43.0 810
107.0
0"|%?'9v?1”?'“'|k"w'hk'i'“'H"J“"" “h' "'W""I“"I"m“"'ﬁéﬁ'PP' RN RSN IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Bicyclo[3.1.1]hept-3-en-2-0... Concentration Rank 13

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

8.13 9.15 ng 1354450 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Thept-3-en-2-one. 4... 150 C10H140 000080-57-9 94
2 Bicvclol3.1.1Thept-3-en-2-one. 4... 150 C10H140 001196-01-6 91
3 Bicvclol3.1.1Thept-2-en-6-one. 2... 150 C10H140 000473-06-3 52
4 1.3-Cvclopentadiene. 5.5-dimethv... 122 C9H14 1000162-25-6 43
5 Benzenemethanol, .alpha.-propyl- 150 C10H140 000614-14-2 35

Abundance Scan 529 (8.133 min): BF084765.D (-525) (-) m/z 107.05 100.00%
107.1
91.1
391 135.1
5000 ' 791
55.1
67.1
150.1
1221 7.80 8.00 8.20 8.40
o} m/z 91.10 76.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22798: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-
107.0 135.0
91.0 150.0
5000
27 0 79.0 7.80 8.00 8.20 8.40
‘ 550670 122.0 m/z 135.10 57.70%
0 'I""I""‘ ...‘ : \‘\ : \“\‘ ..l,....,m‘l.,.‘.‘l.,..‘.‘.,.‘...,..l.,....‘,‘....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
107.0
ot0 1350 Tho 50 sh 50
5000 29.0 m/z 80.05 52 .65%
39.0 i 150.0
27.0 55.0 67.0 122.0
ol..15.0
R R R R AR R KRR AR KRN LAY LA LN LR LAY RARAS AL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22800: Bicyclo[3.1.1]hept-2-en-6-one, 2,7,7-trimethyl-
107.0 7.80 8.00 8.20 8.40
m/z 39.10 51.99%
91.0
5000 150.0
790 :
270 ‘ ‘ 122.0 150 ¢
0 "I""I""I""“H ”\H\ T \H ‘ ‘ ‘l... l‘l‘|||||‘=|‘|||||||||||||‘|||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 3-Methyl-4-isopropylphenol Concentration Rank 20

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

8.62 3.83 ng 566860 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-isopropviphenol 150 C10H140 003228-02-2 76
2 Benzenemethanol. 4-(l1l-methvlethvl)- 150 C10H140 000536-60-7 76
3 Cvclohexene. 2-ethenvl-1.3.3-tri... 150 C11H18 005293-90-3 72
4 4-Hvdroxv-3-methvlacetophenone 150 C9H1002 000876-02-8 70
5 4-Hydroxy-2-methylacetophenone 150 C9H1002 000875-59-2 70

Abundance Scan 572 (8.625 min): BF084765.D (-569) (-) m/z 135.05 100.00%
136.1
5000
790 1051
43.1
59.1 | ||| | 1511 2070 8.20 840 860 880 9.00
o} IS T] Y il e 2070 0 Th/z 150.10 38.71%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #22654. 3-Methyl-4-isopropylphenol
135.0
5000
8.20 840 860 880 9.00
910 m/z 79.05 27 .44%
39.0 66.0 107.0 151.0
0'%qq"'w"“'l'“'\"t'|”'“l"'“""l"“l""l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
8.20 840 860 880 9.00
5000 105.0 m/z 91.05 25.85%
79.0 '
410 gh0 151.0
e L U S S WL I L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22909: Cyclohexene, 2-ethenyl-1,3,3-trimethyl- e AR RS S
135.0 8.20 840 860 880 9.00
m/z 105.05 24 .63%
5000 93.0
41.0
o
A wo MIE Y
m/z--> 2'0 40 80 100 12'0 140 160 180 200 8.20 840 8.60 8.80 9.00

8270-BF020116.-M Wed Feb 03 13:23:33 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Terpin Hydrate Concentration Rank 4

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

8.76 83.56 ng 12365900 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terpin Hvdrate 172 C10H2002 002451-01-6 91
2 Cvclohexanemethanol. 4-hvdroxy-.... 172 C10H2002 000080-53-5 91
3 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 60
4 Furan. 2-ethvl- 96 C6H80 003208-16-0 49
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 47

Abundance Scan 584 (8.762 min): BF084765.D (-578) (-) m/z 81.10 100.00%
81.1
431 590
5000 96.0
139.1 AR ”'”'”'“
108.1 1951 8.40 8.60 8.80 9.00
0..,....,....,....','....,.'!|:-.,...|“,|...'.'!'!..,.'.l.'.,...!,'....,..-..,....|,....1,‘L.3f‘..1,... m/z 59.05 59.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #37188: Terpin Hydrate
81.0
430 590 %00
5000 ' T ""I""I""I""I'
8.40 8.60 8.80 9.00
139.0 m/z 43.10 56.11%
obaso 30 1L L e 00 | asao
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81.0
590 8.40 8.60 8.80 9.00
5000 43.0 96.0 m/z 96.05  44.12%

139.0
108.0 121.0 154.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2829: Cyclohexene, 3-methyl- R e S R e
81.0 8.40 8.60 8.80 9.00
m/z 55.10 25.14%
5000
550 680 96.0
270 39.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00

8270-BF020116.-M Wed Feb 03 13:23:34 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown8.81 Concentration Rank 17

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

8.81 5.14 ng 761201 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 3-ethvl- 112 C6H8S 001795-01-3 46
2 3-Hexen-2-one. 5-methvl- 112 C7H120 005166-53-0 43
3 Sorbic Acid 112 C6H802 000110-44-1 43
4 3-Hexene-2.5-dione 112 C6H802 004436-75-3 38
5 Benzene, 1-fluoro-4-methoxy- 126 C7H7FO 000459-60-9 25

Abundance Scan 588 (8.808 min): BF084765.D (-586) (-) m/z 97.10 100.00%
43.1 97.1 112.1
83.1
5000
69.1
56.1
8.40 8.60 8.80 9.00 9.20
o 1521 170.2 m/z 112.10  91.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6262: Thiophene, 3-ethyl-
97.0
5000 112.0
8.40 8.60 8.80 9.00 9.20
45.0 m/z 43.10 82.77%
o 70 | 580710840 |
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
8.40 8.60 8.80 9.00 9.20
5000 970 m/z 83.10 64 .70%
69.0 ' 112.0
27.0 ‘
56.0 82.0
L L S A UL R B UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #6186: Sorbic Acid
97.0 8.40 8.60 8.80 9.00 9.20
1120 m/z 111.10 49.57%
67.0
5000 41.0
27.0
0 .1.4'.0| i ‘l“. -‘N-‘ Iﬁﬁ'ipl ‘.M. .?“]l..(.).‘.‘l — \I\ e
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20

8270-BF020116.-M Wed Feb 03 13:23:34 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 14 Cyclohexanemethanol, 4-hydr... Concentration Rank 8

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

8.88 34.03 ng 2812930 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. 4-hvdroxv-.... 172 C10H2002 000080-53-5 90
2 4-Octene-2.7-diol. 2.7-dimethvl-... 172 C10H2002 1000151-60-8 47
3 Octanal. 7-hvdroxv-3.7-dimethvl- 172 C10H2002 000107-75-5 40
4 1-Butanol. 3-methoxv-. acetate 146 C7H1403 004435-53-4 37
5 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 35

Abundance Scan 594 (8.876 min): BF084765.D (-591) (-) m/z 59.10 100.00%
5d.1
43.1 81.0
5000
8.60 8.80 9.00 9.20
o} m/z 81.05 68.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #37348: Cyclohexanemethanol, 4-hydroxy-.alpha.,.alpha.,4-t...
59.0
43.0
5000 8L0 960 L L L AL I
8.60 8.80 9.00 9.20
970 139.0 m/z 43.10 67 .28%
- 111.0
0 --.---‘-‘.‘----‘.‘- seegell el ﬂl..,.u.‘.,...i,....,l.%?.'?....‘,....1,“??;.0,...1.7,.2.-9.,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
59.0
43.0 81.0 8.60 8.80 9.00 9.20
5000 ' 96.0 m/z 96.10 34 .52%
27.0 121.0 139.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #37266: Octanal, 7-hydroxy-3,7-dimethyl- S
59.0 8.60 8.80 9.00 9.20
m/z 71.10 27 .63%
5000 43.0
g1.0 950
o 20 e ke 10800 B2 asr0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.60 8.80 9.00 9.20

8270-BF020116.-M Wed Feb 03 13:23:35 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1,2-Ethanediol, 1,2-dimyrte... Concentration Rank 16

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

9.14 6.11 ng 505033 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Ethanediol. 1.2-dimvrtenvl- 302 C20H3002 1000160-38-0 50
2 Bicvclol3.1.1Thept-3-en-2-o0l. 4.... 152 C10H160 000473-67-6 46
3 Acetaldehvde. (3.3-dimethvlcvclo... 152 C10H160 026532-25-2 38
4 2-Cvclohexen-1-ol. 2-methvl-5-(1... 152 C10H160 001197-06-4 27
5 Benzenamine, 3-ethoxy- 137 C8H11NO 000621-33-0 25

Abundance Scan 617 (9.139 min): BF084765.D (-613) (-) m/z 59.10 100.00%
5d.1 109.1
5000
137.1
172.1 8.80 9.00 9.20 9.40
o} m/z 109.10 95.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #118773: 1,2-Ethanediol, 1,2-dimyrtenyl-
109.0
5000 RS AR RS AR B
410 152.0 880 9.00 9.20 940
73.0 m/z 43.10 72.78%
orrerrbelbotk \“,,U\, “--.‘l--‘-.---‘- 1850 21502410 2690 3020
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0 109.0
810 8.80 9.00 9.20 9.40
5000 ' m/z 79.10 64 .37%
134.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24190: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E)-
109.0 8.80 9.00 9.20 9.40
m/z 93.10 43.02%
41.0
5000 69.0 152.0
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.80 9.00 9.20 9.40

8270-BF020116.-M Wed Feb 03 13:23:36 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Vanillin Concentration Rank 18

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

9.21 5.01 ng 414160 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 96
3 3-Hvdroxv-4-methoxvmandelic acid 198 C9H1005 003695-24-7 87
4 4-Hvdroxv-2-methoxvbenaldehvde 152 C8H803 018278-34-7 60
5 Benzaldehyde, 4-(methylthio)- 152 C8H80S 003446-89-7 49

Abundance Scan 623 (9.208 min): BF084765.D (-621) (-) m/z 151.00 100.00%
154.0
5000 81.1
—rrr‘v—v-rv—
178.1 8.80 9.00 9.20 9.40 9.60
0 m/z 152.10 98.15%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #24644: Vanillin
151.0
5000 — T
81.0 109.0 8.80 9.00 9.20 9.40 9.60
270 : m/z 81.10 45 .34%
Obrr |.“.“. .“‘,‘. .“H“. |‘M‘" . .Hﬂ‘. e l‘ . IJ%SIOI "I L S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
151.0
8.80 9.00 9.20 9.40 9.60
5000 81.0 m/z 109.00 26.31%
53.0
29.0 109.0
0% }?-PI' LELEL SURLELELS SRR SR WAL B }?§'?" LR LRI DU S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #55305: 3-Hydroxy-4-methoxymandelic acid R R EEEN REE e e
151.0 8.80 9.00 9.20 9.40 9.60
m/z 53.10 24 .79%
5000
81.0
53.0 ‘ 109.0
ol lasso L a0
m/z--> 200 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF020116.-M Wed Feb 03 13:23:36 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Bromoacetic acid, octadecyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.72  10.66 ng 707294  Chrysene-di2 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Bromoacetic acid. octadecvl ester 390 C20H39Br02  018992-03-5 91
2 1-Octadecanol 270 C18H380 000112-92-5 91

3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 90

Abundance Scan 1018 (13.722 min): BF084765.D (-1015) (-) m/z 57.10 100.00%

5f.1 83.1
5000
13.40 13.60 13.80 14.00
1391 1681 2011 271.1 : : : '
0 - Fer282, 2 m/z 55.10 99.84%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester
43.0
69.0
97.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
13.40 13.60 13.80 14.00
21.0 m/z 83.10 89.15%
1530 1810  224.0 250.0
04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 83.0
e AR e
13.40 13.60 13.80 14.00
5000 1110 m/z 43.10 87.75%

139.0 1680 196.0 224.0 252.0

4H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecy! ester R B R
43. 13.40 13.60 13.80 14.00

830 m/z 97.10 80.65%

5000
111.0

139.0 168.0 196.0

»

241.0
B R EREEmE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084765.D

Aca On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknownl14.16 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.16 20.00 ng 1327010 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.7-Dihvdro-5H-pvrrolol2.1-cll1.... 153 C6H7N302 1000296-76-1 38
2 3-Amino-4-hvdroxvbenzoic acid 153 C7H7NO3 001571-72-8 35
3 2.4.5-Trihvdroxvphenvl-p-chlorob... 278 C14H11C104 015485-68-4 35
4 Benzene. 1-fluoro-3-isothiocvanato- 153 C7H4FNS 000404-72-8 35
5 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 35

Abundance Scan 1056 (14.157 min): BF084765.D (-1054) (-) m/z 153.00 100.00%
158.0
5000 91.1 243.1
120.1
272.1 13.80 14.00 14.20 14.40
2151
0 ...,....5'..".--.,'1-| '-,..'-.!,.~...l!!-...,.. : .l.??,l..l.. b 282 Tm/z 91.10  43.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25123: 6,7-Dihydro-5H-pyrrolo[2,1-c][1,2,4]triazole-3-car...
153.0
5000 U R
13.80 14.00 14.20 14.40
410 125.0 m/z 243.10 38.62%
68.0 96.0 ‘
Ob e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
153.0
13.80 14.00 14.20 14.40
5000 m/z 120.10 22 .25%
108.0
280 530 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104924: 2,4,5-Trihydroxyphenyl-p-chlorobenzylketone R amaa s A S RRRRA N
153.0 13.80 14.00 14.20 14.40
m/z 165.00 20.01%
5000
89.0 125.0
o e b ] 2490 2780 IS | S
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40

8270-BF020116.-M Wed Feb 03 13:23:38 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020216\
Data File : BF084765.D

Acq On : 3 Feb 2016 1:36

Operator : SJ/1Z

Sample : H1287-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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-Hexen-2-one 4.18 8.3 ng 513063 1 6.69 1237200 20.0
2-Pentanone, 4-hy... 4.89 87.4 ng 5405410 1 6.69 1237200 20.0
unknown6 .48 6.48 91.8 ng 5681990 1 6.69 1237200 20.0
Bicyclo[2.2.1]hep... 7.53 54_.0 ng 7989130 2 7.98 2959700 20.0
cis-_.beta.-Terpineol 7.68 4.1 ng 607648 2 7.98 2959700 20.0
Bicyclo[2.2.1]hep... 7.73 14.8 ng 2190000 2 7.98 2959700 20.0
Isoborneol 7.92 75.0 ng 11093400 2 7.98 2959700 20.0
p-menth-1-en-8-ol 8.06 279.9 ng 41414200 2 7.98 2959700 20.0
Bicyclo[3.1.1]hep... 8.13 9.2 ng 1354450 2 7.98 2959700 20.0
3-Methyl-4-isopro... 8.62 3.8 ng 566860 2 7.98 2959700 20.0
Terpin Hydrate 8.76 83.6 ng 12365900 2 7.98 2959700 20.0
unknown8 .81 8.81 5.1 ng 761201 2 7.98 2959700 20.0
Cyclohexanemethan. .. 8.88 34.0 ng 2812930 3 9.73 1653400 20.0
1,2-Ethanediol, 1... 9.14 6.1 ng 505033 3 9.73 1653400 20.0
Vanillin 9.21 5.0 ng 414160 3 9.73 1653400 20.0
Bromoacetic acid,... 13.72 10.7 ng 707294 5 13.85 1327300 20.0
unknownl4 .16 14.16 20.0 ng 1327010 5 13.85 1327300 20.0

8270-BF020116.M Wed Feb 03 13:23:38 2016 Page: 21



