LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 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-BF092815.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.051 252 255 261 rVB 86562 90418 3.44% 0.499%
2 5.463 289 291 294 rBV 335903 446739 16.98% 2.467%
3 6.503 380 382 392 rBV 315632 332112 12.62% 1.834%
4 6.651 392 395 397 rBV 697870 945197 35.93% 5.220%
5 6.811 407 409 412 rBV 28867 32123 1.22% 0.177%
6 6.880 414 415 418 rBV 322413 364115 13.84% 2.011%
7 7.040 427 429 431 rBV 1658331 1409077 53.56% 7.782%
8 7.452 462 465 467 rBV 1143198 1063923 40.44% 5.876%
9 7.852 498 500 504 rBvV2 20595 32667 1.24% 0.180%
10 8.172 526 528 530 rBV 614652 527336 20.05% 2.912%

11 8.297 537 539 543 rBvV2 82649 107742 4._.10% 0.595%
12 8.457 551 553 554 rBvV 34809 40086 1.52% 0.221%
13 8.492 554 556 558 rBvV 974664 1098999 41.77% 6.070%
14 9.257 620 623 625 rBV 1731548 2315232 88.01% 12.787%
15 9.292 625 626 630 rvv 85686 129860 4.94% 0.717%

16 9.372 630 633 635 rvB2 108272 144544 5.49% 0.798%
17 9.646 655 657 661 rVvB 144522 143803 5.47% 0.794%
18 9.932 679 682 684 rBvV 789740 682955 25.96% 3.772%

19 10.263 710 711 714 rBV2 26075 30624 1.16% 0.169%
20 10.355 717 719 721 rVB 34771 51174 1.95% 0.283%
21 10.480 728 730 732 rBV 22313 26890 1.02% 0.149%
22 10.583 737 739 742 rBV 46902 61485 2.34% 0.340%

23 10.720 749 751 754 rBV 996552 1002740 38.12% 5.538%
24 10.789 755 757 760 rvVv 76863 124141 4.72% 0.686%
25 10.835 760 761 766 rvB2 61386 103323 3.93% 0.571%

26 11.200 791 793 799 rVB4 26480 60205 2.29% 0.333%
27 11.292 799 801 802 rBv2 185103 172137 6.54% 0.951%
28 11.349 805 806 810 rBV 41238 33905 1.29% 0.187%

29 11.418 810 812 815 rBV 521356 666315 25.33% 3.680%
30 11.601 826 828 831 rBV 225590 333742 12.69% 1.843%

31 11.715 836 838 841 rVvB 27542 35620 1.35% 0.197%
32 11.966 857 860 862 rBvV 266890 370034 14.07% 2.044%
33 12.035 864 866 869 rvB2 34531 51668 1.96% 0.285%
34 12.652 918 920 923 rBv4 23580 55956 2.13% 0.309%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.755 926 929 932 rVvV 99450 164167 6.24% 0.907%

36 12.835 934 936 939 rvB2 124600 124630 4.74% 0.688%

37 12.915 940 943 947 rVB2 40590 73663 2.80% 0.407%
38 13.018 949 0952 955 rBV 2569396 2630760 100.00% 14.529%
39 13.544 996 998 1000 rVvB 92209 88320 3.36% 0.488%
40 13.589 1000 1002 1003 rBV 33210 40595 1.54% 0.224%

41 13.932 1029 1032 1037 rVB 68110 143741 5.46% 0.794%
42 14.069 1040 1044 1051 rBV 607440 735763 27.97% 4.064%

43 14.241 1056 1059 1067 rvVvB2 24118 71404 2.71% 0.394%
44 14.538 1083 1085 1092 rVB2 20804 38686 1.47% 0.214%
45 14.847 1110 1112 1115 rvVv 23046 32741 1.24% 0.181%
46 14.927 1117 1119 1121 rVB 60709 69223 2.63% 0.382%
47 15.532 1169 1172 1182 rVB 346691 519827 19.76% 2.871%
48 16.538 1257 1260 1266 rVB 21579 49999 1.90% 0.276%
49 17.167 1311 1315 1329 rVB2 56475 199550 7 .59% 1.102%
50 17.567 1345 1350 1356 rBV6 10356 36507 1.39% 0.202%
Sum of corrected areas: 18106463
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF100215\

BF082025.D

3 Oct 2015 16:57

umsiz

G3859-02

45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082025.D

5.46
5.05

7.04

7.45
8.49

5=
Time-->

4.00 4.50

5.00 5.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082025.D

9.26

10.72

N a N A &
T T T [ T T T T [ T T T T [ T T T T | T T T T | T T T T

13989 13.93\ 1424 1454 14493

0=
Time-->

10.00

9.00 9.50 10.50 11.00 11.50 12.00 12.50 13.00

13.50 14.00 14.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082025.D

15.53

17.17

16.54 17.57

05—
Time-->

19.00 19.50

18.00 18.50

17.00 17.50

15.50 16.00 16.50

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.05 4.97 ng 90418 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 Acetone 58 C3H60 000067-64-1 9
4 t-Butvl ethvl ether 102 C6H140 1000118-18-4 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 255 (5.051 min): BF082025.D (-252) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IRREE RARRE RAREE RN L
| 83.0 | 4.80 5.00 5.20 5.40
ot e m/z 59.10 60.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR UL UL UL R
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 19.13%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 5.00 520 540
5000 m/z 58.10 17.56%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #208: Acetone R B s s
43.0 480 5.00 5.20 5.40
m/z 41.10 8.82%
5000
58.0
15.0
27.0
0"'l'm'|"“\"“W¢"'w"'|'“'|"“|"'w""w"'|' ""w"'w"'w"'wﬂ'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.65 Concentration Rank 2

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

6.65 51.92 ng 945197 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 395 (6.651 min): BF082025.D (-392) (-) m/z 132.00 100.00%
132.0
5000
68.1
201 ” 96.1 ‘ 6.40 6.60 6.80 7.00
0...4&.:w:d..“...ﬂ...|”'.,H..,n..,.n.,.”.,.” m/z 134.00 33.85%
m/z--> 40 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S AR L
6.40 6.60 6.80 7.00
310 510 m/z 68.10 29.43%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 19.23%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132.0 6.40 6.60 6.80 7.00
m/z 96.10 11.87%
5000
105.0
oL 80 70O ) | | 15001780  206.0222.0
m/z--> 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\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 4 2-Propanone, 1l-phenoxy- Concentration Rank 11

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

8.30 4.09 ng 107742 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. l-phenoxv- 150 C9H1002 000621-87-4 74
2 Phenol. 2-ethvl- 122 C8H100 000090-00-6 43
3 Phenol. 4-butvl- 150 C10H140 001638-22-8 38
4 2-Methvl-1-hepten-3-vne 108 C8H12 017669-40-8 38
5 D-Verbenone 150 C10H140 018309-32-5 37

Abundance Scan 539 (8.297 min): BF082025.D (-537) (-) m/z 77.10 100.00%
7711 107.1
43.1
5000
65.0 T3b 550 540 sko
O rrepreerprrrrerre e m/z 107.10 88.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23331: 2-Propanone, 1-phenoxy-
43.0 77.0
5000 1010 150.0
8.00 8.20 8.40 8.60
150 4 ‘ 650 00 m/z 43.10 67.46%
) S ST S RS OO TN | N S | ...1.2.2.'9.,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107.0
800 820 840 860
0
5000 1920 m/z 150.10 64 .75%
77.0
150 27.0 390510 g5 91.0
L R R R AR SR AR KRR R R SRS LA LALAN LA AN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22622: Phenol, 4-butyl- UMD Hh SV S
107.0 8.00 8.20 8.40 8.60
m/z 79.10 42 .34%
5000
150.0
oL, 150 27.0 390 510 650 70 910 || 12101330
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Phenoxypropan-2-ol Concentration Rank 3

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

8.49 41.68 ng 1099000 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenoxvpropan-2-ol 152 C9H1202 000770-35-4 93
2 1-Propanol. 3-phenoxv- 152 C9H1202 006180-61-6 87
3 1-Propanol. 2-phenoxv- 152 C9H1202 004169-04-4 64
4 Ethanol. 2-phenoxv- 138 C8H1002 000122-99-6 59
5 Benzene, (1-methylpropoxy)- 150 C10H140 010574-17-1 50

Abundance Scan 556 (8.492 min): BF082025.D (-554) (-) m/z 94.05 100.00%
94.0
5000
77.1
108.1 152.1 L e e e
ﬁl 65.1 | | 1211 1371 | 8.20 840 8.60 8.80
0'WH“V“w'“#*“m“h'MWH“M“'HLWH*V'“PVW'“G““V“'V' m/z 77.10 24.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24780: 1-Phenoxypropan-2-ol
94.0
5000 "'I'ﬁr'l""l""l""
8.20 8.40 8.60 8.80
45.0 77.0 108.0 152.0 m/z 152.10 20.49%
o O %0 | 1210 1370
m/z--> 10 20 30 45 éo éo 70 80 90 100 110 120 130 140 150 160
Abundance
94.0
820 840 860 880
5000 m/z 78.10 17 .45%
310 450 77.0 108.0 152.0
o 59.0 121.0133.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A
Abundance #24792: 1-Propanol, 2-phenoxy- R REE ERREE R EAN Lo

94.0 8.20 8.40 8.60 8.80
m/z 108.05 17.13%

5000

77.0 121.0 152.0
180 310 510 650 I doro | 1330

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Metacetamol Concentration Rank 10

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

9.37 4.23 ng 144544 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Metacetamol 151 C8H9NO2 000621-42-1 53
2 p-Isopropoxvaniline 151 C9H13NO 007664-66-6 42
3 Butanamide. N-acetvl-N-(4-hvdrox... 221 C12H15NO3 1000107-08-7 42
4 2-Cyclopenten-1-one. 3.5.5-trime... 124 C8H120 024156-95-4 38
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 38

Abundance Scan 633 (9.372 min): BF082025.D (-630) (-) m/z 43.10 100.00%
43.1 109.1
151.1
5000
oat 0.00 9.20 9.40 9.60 9.80
169.2 : : : : :
I .-,| T R 2 m/z 109.10  89.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23671: Metacetamol
109.0
5000: 151.0 L LI e e e
9.00 9.20 9.40 9.60 9.80
43.0 m/z 151.10 59.78%
80.0
o 15.0 | 630 |
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 260 250
Abundance
109.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 19.14%
80.0 151.0
o 27.0 53.0
m/z--> ﬁo Jo éo éo 160 150 150 160 180 260 250
Abundance #69974: Butanamide, N-acetyl-N-(4-hydroxypheny!l)- R R RS
109.0 9.00 9.20 9.40 9.60 9.80
m/z 69.10 17.53%
5000 151.0
43.0
26,0 . 0 910 | 1280 | 192.0 2210
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 260 250 9. bo 9.20 9. 40 9. %o 9. éo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Benzenesulfonamide, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.79 3.73 ng 124141 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7H9NO2S 000070-55-3 96
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 91
3 Tolbutamide 270 C12H18N203S 000064-77-7 91
4 N-p-toluenesulfonvl-l-threonine.... 363 C18H21NO5S 1000130-34-4 90
5 Dibenzyl phosphite 262 C14H1503P 017176-77-1 43
Abundance Scan 757 (10.789 min): BF082025.D (-755) (-) m/z 91.10 100.00%
91.1
65.1
UV SN AU BN
39.1 10.40 10.60 10.80 11.00 11.20
Obrrr bbb .,.’.i.l.ff.‘?.l.‘,“.‘...,...-.,.... e M7z 171.10  37.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37051: Benzenesulfonamide, 4-methyl-
91.0
5000
65.0 171.0 10.40 10.60 10.80 11.00 11.20
39.0 \ m/z 155.00 34 .64%
o.up.npﬂ.ﬂ”ﬂ.H.i”,fﬁggu.u..”..“.”..”..””,””P.”P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
10.40 10.60 10.80 11.00 11.20
5000 171.0 m/z 65.10 28.95%
65.0
o 410 139.0 196.0 226.0 258.0 316.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100179: Tolbutamide R e o
91.0 10.40 10.60 10.80 11.00 11.20
m/z 107.10 21.71%
5000
41.0 990 155.0 AA/\AM
0150”‘| H ‘L..,Jl.‘..‘ ..‘l.‘,.“...,.... N .1.?.7.0... N — o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Dodecane, 1l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.83 3.10 ng 103323 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. l-iodo- 296 C12H251 004292-19-7 64
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
3 Octacosane 394 C28H58 000630-02-4 64
4 Eicosane 282 C20H42 000112-95-8 59
5 Decane, 1-bromo-2-methyl- 234 C11H23Br 127839-47-8 53
Abundance Scan 761 (10.835 min): BF082025.D (-760) (-) m/z 57.10 100.00%
57.1
5000
6.0 151.0 U BN B B A
I T 10.60 10.80 11.00 11.20
ol b g e m/z 43.10 65.69%
m/z--> 50 100 150 200 250 300 350
Abundance #114972: Dodecane, 1-iodo-
57.0
5000 RN SR SR S B
10.60 10.80 11.00 11.20
m/z 71.10 56.21%
270 ‘ 99.0 1550
0.‘J.‘.‘l“.‘l‘.“.‘lu‘.‘..|.‘..1.97'0.... —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.10 39.89%
99.0 154.0
ob i bl 1 1830 2390 2810
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane e s mae s
57.0 10.60 10.80 11.00 11.20
m/z 41.10 31.85%
5000
99.0
0 27,0 ] | |y, 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 10,60 10.80 11.00 11.20

8270-BF092815.M Mon Oct 05 18:36:59 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 2-Propanol, 1-chloro-, phos... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.29 5.17 ng 172137 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro-. phosphate... 326 C9H18CI1304P 013674-84-5 90
2 Triisopropvlphosphate 224 C9H2104P 000513-02-0 23
3 Sarin 140 C4H10FO02P 000107-44-8 23
4 2-Heptvl methvlphosphonofluoridate 196 C8H18F02P 000674-95-3 10
5 Allyl Isothiocyanate 99 C4H5NS 000057-06-7 9
Abundance Scan 801 (11.292 min): BF082025.D (-799) (-) m/z 125.00 100.00%
99.0 125.0
41.1
5000 157.0  201.0
71, L |20 277.0 11,00 11.20 11,40 11.60
0 bbbt bt bbb | M7z 99.00 98 74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131042: 2-Propanol, 1-chloro-, phosphate (3:1)
99.0 125.0
41.0
5000 U SUMILE BULIL I S
1570 5010 2770 1100 11.20 11.40 11.60
m/z 41.10 77 .50%
s g | =m0 M 313.0
m/z--> 20 Jo éo 80 100 120 140 160 1§0 200 220 240 260 280 300 320
Abundance
99.0
125.0 11,00 11.20 11.40 11.60
5000 m/z 201.00 43.22%
43.0
o 69.0 1670 5090
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #17443: Sarin ||||llll|lll,l\|llll|llll
9d.0 11.00 11.20 11.40 11.60

m/z 157.00 42 _.38%

5000
125.0

410 g7,

N ———— s e LA

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11.20 11.40 11.60

8270-BF092815.M Mon Oct 05 18:37:00 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Caffeine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.60 10.02 ng 333742 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 98
2 N-(4-Methoxvphenvl)-2-hvdroxvimi... 194 C9H10N203 1000143-61-3 38
3 2H-1-Benzopvran-2-one. 3.5.7-tri... 194 C9H605 022065-07-2 38
4 Stilbene. .alpha.-methvl-. (BE)- 194 C15H14 000833-81-8 38
5 9-Acridinamine 194 C13H10N2 000090-45-9 35
Abundance Scan 828 (11.601 min): BF082025.D (-826) (-) m/z 194.10 100.00%
194.1
551 109.1
5000 820
4011 1371 165.1 11/20 11.40 1160 11.80 12.00
0 i o m/z 109.10 63.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52317: Caffeine
194.0
109.0
5000 55.0 AU AR L SRR S
82.0 11.20 11.40 11.60 11.80 12.00
m/z 55.10 56.89%
150 400 137.0 165.0 |
0||‘|||l||k‘::l”l||‘l‘||i‘|||‘|||l‘||||||l“|||||||‘|||||||‘|||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44.0 122.0  149.0 194.0
630 1y 11.20 11.40 11.60 11.80 12.00
5000 ' 95.0 m/z 67.10 51.55%
177.0
G T S SO UL UL L LI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52488: 2H-1-Benzopyran-2-one, 3,5,7-trihydroxy- T T e e
194.0 11.20 11.40 11.60 11.80 12.00
m/z 82.05 37.77%
69.0
5000 110.0 166.0 L
53.0 138.0
38,0
Ok e |....|.9.2..?| i I" e .“. - P A R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00

8270-BF092815.M Mon Oct 05 18:37:00 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.97 11.11 ng 370034 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Undecanoic acid 186 C11H2202 000112-37-8 76
Abundance Scan 860 (11.966 min): BF082025.D (-857) (-) m/z 73.05 100.00%
431 | 730
5000 129.1
' 157.1 2132
- 1852 256.3 11.60 11.80 12.00 12.20
([ m/z 60.00 89.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 N SR A AR R
umumnmnm
97.0 m/z 43.10 82.23%
‘ 157.0 185.0
0 Illll‘l“‘i‘\‘”ﬂlull
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12.00 1220
5000 129.0 m/z 57.05 76 .96%
171.0
97.0 214.0
0'“I”'W'”'P'”I”'W”'W'“'ﬁpﬁ"“ AR SRS BRARE SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid B,
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 72.34%
5000 129.0 vﬁ~A\_ﬁlv&dvﬁA\\’\wa_—\fff\
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 '

8270-BF092815.M Mon Oct 05 18:37:01 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 n-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.75 4_.46 ng 164167 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Undecanoic acid 186 C11H2202 000112-37-8 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 929 (12.755 min): BF082025.D (-926) (-) m/z 73.00 100.00%
43.1 .0
5000 _ANNVVNMvvﬁpfj\\A\,\.va_g,,
12.40 12.60 12.80 13.00
0! m/z 57.10 91.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37193: n-Decanoic acid
60.0
5000 129.0 AR U SUNERE
12.40 12.60 12.80 13.00
29.0 87.0 m/z 60.00 90.65%
0 |||||‘|‘||U|‘||Hl“‘|‘ﬁ‘|‘||”‘l‘||J‘l‘uu‘l‘ul||‘|| ‘“” :I|-|722|.0|||| R L R IRRRREREERT R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
12.40 12.60 12.80 13.00
0
5000 1200 m/z 43.10 88.28%
185.0
97.0
o 18.0 157.0 228.0 v\_,J,_ANJ\A/\N/\VAJI\_\PN,\,,/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid AR e o
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.10 76.82%
5000 129.0
171.0
97.0 214.0
0! !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1£4o 1260 12%0 1350 '

8270-BF092815.M Mon Oct 05 18:37:01 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Hexadecanoic acid, butyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.83 3.39 ng 124630 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 80
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 46
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 43
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 37

Abundance Scan 936 (12.835 min): BF082025.D (-934) (-) m/z 56.10 100.00%
56.1
5000
257.3 I B B B
| 83.1 129.1 157.1 185.1 213.1 12.|60 12.|80 13.|00 13.|20
Ol m/z 57.10 57 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 LRI UL B BRI B
nmnmmmmw
29.0 m/z 43.10 37.43%
83 0 129.0 257.0
0 [l h H \M Wl ‘ 157. O 1850 2130 ‘ \‘ 2830 312 0
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56.0
1260 12.80 13.00 13.20
5000 m/z 41.10 35.20%
29.0
0 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
R I R R RN LA L S S RS LA LA RSN LRSS RS R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester Bl BAmaE B
57.0 12.60 12.80 13.00 13.20
m/z 55.10 29.56%
- MMW
239.0
29.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 T 12. 60 12. 80 13. 00 13 20

8270-BF092815.M Mon Oct 05 18:37:02 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :

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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.91 2.00 ng 73663 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 59
2 4H-Pvrazolol5.1-cl1-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 50
3 2H.8H-Benzoll1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 50
4 Indole.6-methvl-2-(2-thienvl)- 213 C13H11NS 296245-70-0 49
5 2-Trifluoromethyl-5-hydroxyquino... 213 C10OH6F3NO 041958-06-9 49
Abundance Scan 943 (12.915 min): BF082025.D (-940) (-) m/z 213.10 100.00%
218.1
5000
43.1 83.1 119.1 L By o e o
| J I | | | 14111601 1811 || 2411 12.60 12.80 13.00 13.20
Ouuul" ||||I |I| || I||||I I!'i.'.'..'..'.'.'.'I'qululluuuu'lluuluuluu m/z 83_10 21_10%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #75159: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 USSR UL AL IR
12:60 12.80 13.00 13.20
119.0 m/z 43.10 20.32%
0 9L0 | 1360 230.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
213.0
1260 12.80 13.00 13.20
5000 m/z 214.20 17.39%
119.0
146.0
400 640 95.0 169.0 186.0
- e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-bldipyran-2-one, 8,8-dimethy!- R R RN
213.0 12.60 12.80 13.00 13.20
m/z 228.20 16.31%
5000
185.0
63.0 6.0 128.0 ,
r--rrr e e e = e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12/60 12.80 13.00 13.20

8270-BF092815.M Mon Oct 05 18:37:03 2015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 n-Butyl myristate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.54 2.40 ng 88320 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl mvristate 284 C18H3602 000110-36-1 52
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 43
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
4 2-Chloro-2-methvlnonane 176 Cl1l0H21cClI 004325-50-2 32
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32
Abundance Scan 998 (13.544 min): BF082025.D (-996) (-) m/z 56.10 100.00%
56.1
5000
129.1 T T
3.1 1574 1851, o 2412 2853 1320 13140 1360 1380
Oty ; ' m/z 57.10 58.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #108844: n-Butyl myristate
56.0
5000 R DR DU R
229.0 1320 13140 1360 1380
m/ 43.10 39.66%
o R AP Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
13.20 13.40 13.60 13.80
5000 m/z 55.10 33.76%
280 129.0
. 285.0
o 82.0 157.0 185.0 513 9 241.0 311.0 340.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #17592: Urea, N,N-di-2-propeny!l- R A R
56.0 13.20 13.40 13.60 13.80
m/z 41.10 32.70%
5000
30.0
0 m‘ ‘ 1l 85041101400
m/z--> m&eommmmmmmmmnmmm%w&mﬁo anmnmnm

8270-BF092815.M Mon Oct 05 18:37:03 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.91 ng 143741 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 92
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 1ll1-Tricosene 322 C23H46 052078-56-5 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 1032 (13.932 min): BF082025.D (-1029) (-) m/z 57.10 100.00%

57.1 83.1

5000

:

154.1 1892 213.1237.2 13.60 13.80 14.00 14.20
m/z 55.10 98.06%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53622: Cyclotetradecane

55.0
83.0

;

5000 LA L L L L L L
13.60 13.80 14.00 14.20
111.0 m/z 43.10 86.85%
139.0 168.0 196.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
69.0 R s i e TR
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 86.12%
125.0

153.0 196.0 224.0

%

R A A R A LA LA A LA LA AL AR AL M AL A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene A ERmmaE R
430 13.60 13.80 14.00 14.20
m/z 97.10 79.57%
5000 83.0
111.0
o || | 1400 168.0 196.0 224.0  266.0 204.0 322.0
R N s e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

8270-BF092815.M Mon Oct 05 18:37:04 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Squalene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.93 2.66 ng 69223 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 83
4 1.5.9-Decatriene., 2.3.5.8-tetram... 192 C14H24 230646-72-7 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 1119 (14.927 min): BF082025.D (-1117) (-) m/z 69.10 100.00%
69.1
5000 _vdxﬂ._\ANNANAL_,~_~,\_,V_-
1371 L AU DU SR SURRE
07. 203.1 14.60 14.80 15.00 15.20
ol J,'l.- Lholy dyaraaost et 477 81.10  53.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 L AR DU SR SURRE
14.60 14.80 15.00 15.20
1370 m/z 41.10 22 .49%
o 290k““ _107.07/7" 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14,60 14.80 15.00 15.20
5000 m/z 95.10 14.66%
.0
0 299 1610 2030 273.0 341.0 410.0 /\M/\ML/\W
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- LN LI AL B B
69.0 14.60 14.80 15.00 15.20
m/z 137.05 12 .54%
- /\J/W
29.0
123.0
0 'klel EMlhﬂ'“‘|}7?ql" LR LR UL RN B L AR DU SR SURE
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082025.D

Aca On : 3 Oct 2015 16:57

Operator : UM/I1Z

Sample : 63859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownl7.17 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.17 7.68 ng 199550 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.22-Stiamastadiene-3-one 410 C29H460 020817-72-5 12
2 Cvclohexene. 1-methvl-4-(1.5.9-t... 272 C20H32 056248-11-4 10
3 2.6-Octadien-1-one. 3.7-dimethvl... 228 C16H200 075697-95-9 9
4 Falcarinol 244 C17H240 081203-57-8 9
5 22-Stigmasten-3-one 412 C29H480 004736-95-2 9
Abundance Scan 1315 (17.167 min): BF082025.D (-1311) (-) m/z 55.10 100.00%
54.1
97.1
5000
3002 3513 4124 1670 17.00 17.20 17.40
0 m/z 81.05 65.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158484: 4,22-Stigmastadiene-3-one
55.0
5000 LRSI PR SRR B I
95.0 16.80 17.00 17.20 17.40
147.0 271.0 m/z 83.10 58.97%
: 410.0
0 —— IH \‘\ ‘H H‘u \‘H‘ \“\ ‘“ \\‘\ \}870 229 O‘I\ \‘l‘\ - Ellzlol : |3I6\7I(? — l\ :
m/z--> 50 200 250 300 350 400
Abundance
81.0
41.0 16.80 17.00 17.20 17.40
5000 149.0 m/z 97.10 56.96%
111.0 272.0
-
m/z--> 50 100 150 200 250 300 350 400
Abundance #75221: 2,6-Octadien-1-one, 3,7-dimethyl-1-phenyl-, (E)-
105.0 16.80 17.00 17.20 17.40
m/z 69.10 51.43%
5000{ 41.0 159.0 »dybd/wvxﬁANﬂﬁ/\\\VVVVvaJJﬁ\/V
228.0
0..L|J.J.5‘.P.“|M“““l:”950..{.. e .
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100215\
Data File : BF082025.D

Acq On : 3 Oct 2015 16:57

Operator : UM/1Z

Sample - G3859-02

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 5.0 ng 90418 1 6.88 364115 20.0
unknown6 .65 6.65 51.9 ng 945197 1 6.88 364115 20.0
2-Propanone, 1-ph... 8.30 4.1 ng 107742 2 8.17 527336 20.0
1-Phenoxypropan-2-ol 8.49 41.7 ng 1099000 2 8.17 527336 20.0
Metacetamol 9.37 4.2 ng 144544 3 9.93 682955 20.0
Benzenesulfonamid... 10.79 3.7 ng 124141 4 11.42 666315 20.0
Dodecane, 1-iodo- 10.83 3.1 ng 103323 4 11.42 666315 20.0
2-Propanol, 1-chl... 11.29 5.2 ng 172137 4 11.42 666315 20.0
Caffeine 11.60 10.0 ng 333742 4 11.42 666315 20.0
n-Hexadecanoic acid 11.97 11.1 ng 370034 4 11.42 666315 20.0
n-Decanoic acid 12.75 4.5 ng 164167 5 14.07 735763 20.0
Hexadecanoic acid... 12.83 3.4 ng 124630 5 14.07 735763 20.0
Phenol, 4,4"-(1-m... 12.91 2.0 ng 73663 5 14.07 735763 20.0
n-Butyl myristate 13.54 2.4 ng 88320 5 14.07 735763 20.0
Cyclotetradecane 13.93 3.9 ng 143741 5 14.07 735763 20.0
Squalene 14.93 2.7 ng 69223 6 15.53 519827 20.0
unknownl7.17 17.17 7.7 ng 199550 6 15.53 519827 20.0
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