LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 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_G\METHODS\8270-BG041316.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 2.914 11 13 21 rvB2 20895 33938 1.14% 0.222%
2 5.299 413 419 427 rVB 34577 56201 1.88% 0.367%
3 5.763 491 498 510 rVB 378941 633456 21.19% 4.137%
4 7.356 762 769 778 rBVY 276284 473160 15.83% 3.090%
5 7.743 825 835 846 rBVY 645301 1118021 37.40% 7.301%
6 8.219 908 916 922 rBvV 114116 203819 6.82% 1.331%
7 8.542 964 971 979 rBvY 529272 932639 31.20% 6.090%
8 9.383 1106 1114 1122 rBV 483255 876646 29.32% 5.725%
9 9.465 1122 1128 1137 rVB2 20875 35820 1.20% 0.234%
10 10.446 1288 1295 1300 rBV 40151 75678 2.53% 0.494%

11 11.034 1388 1395 1399 rBV 178334 327840 10.97% 2.141%
12 11.081 1399 1403 1411 rVB 152168 281616 9.42% 1.839%

13 11.786 1515 1523 1528 rBV4 22656 44033 1.47% 0.288%
14 12.667 1666 1673 1681 rBV 19932 35615 1.19% 0.233%
15 12.884 1702 1710 1717 rBV 16398 32558 1.09% 0.213%

16 13.454 1794 1807 1814 rBV 1329763 2102991 70.34% 13.733%
17 14.823 2030 2040 2046 rBvV2 277216 462055 15.46% 3.017%

18 14.882 2046 2050 2057 rVB 36757 55251 1.85% 0.361%
19 15.211 2101 2106 2112 rBV2 28472 49919 1.67% 0.326%
20 15.863 2211 2217 2222 rVB 28411 45534 1.52% 0.297%
21 16.298 2281 2291 2299 rBV 962139 1510201 50.52% 9.862%
22 16.380 2300 2305 2312 rVB2 29071 48594 1.63% 0.317%
23 17.297 2457 2461 2465 rBV3 30788 47978 1.60% 0.313%
24 17.350 2466 2470 2475 rVB6 17643 31020 1.04% 0.203%
25 17.555 2498 2505 2510 rBV2 352138 565221 18.91% 3.691%
26 17.597 2510 2512 2518 rVB 44513 57406 1.92% 0.375%
27 17.949 2568 2572 2578 rVB 64917 95936 3.21% 0.626%
28 18.102 2594 2598 2603 rVB2 18878 30048 1.01% 0.196%
29 18.425 2649 2653 2658 rBV3 45621 68608 2.29% 0.448%
30 18.537 2668 2672 2677 rBvV4 18506 33691 1.13% 0.220%
31 19.682 2863 2867 2874 rBV3 66081 117193 3.92% 0.765%
32 19.953 2909 2913 2919 rVB2 49965 80048 2.68% 0.523%
33 20.146 2940 2946 2953 rVB 2199174 2989542 100.00% 19.522%
34 20.934 3078 3080 3084 rVB 43528 37670 1.26% 0.246%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 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 - 0 Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.433 3162 3165 3166 rBV3 43611 48233 1.61% 0.315%
36 21.827 3226 3232 3241 rVB 412327 712519 23.83% 4._.653%
37 22.015 3261 3264 3269 rVB 53691 77309 2.59% 0.505%
38 22.644 3368 3371 3379 rVB2 47609 81808 2.74% 0.534%
39 23.366 3490 3494 3500 rVB2 37607 68519 2.29% 0.447%

40 25.158 3789 3799 3817 rVB3 233837 735132 24 .59% 4.801%

Sum of corrected areas: 15313466
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI1\BNA_G\DATA\BG041416\
: BG021646.D

: 14 Apr 2016 9:32

: UM/SJ

: H2418-01

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

2.91

TIC: BG021646.D

7.74
8.54 9.38

5.76

% 1038
8.22 :
5.30 46 10.45 11,79

0

M A
LI L L L N L I L L L L L L I I L L L L L L L B

I I
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

2000000

1500000

1000000

500000

TIC: BG021646.D
20115

13.45

16.30

14.82

126288 | 4%8&521 15.86

0
Time-->

N
L e e S B N B B B U N D U N D B N B B B N B B D e B B O I O N B N B O L B B B

12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

Abundance

2000000

1500000

1000000

500000

TIC: BG021646.D

21.83

25.16

43 22 01 22.64 2337

04
Time--> 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .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 Ethane, 1,2,2-trichloro-1,1... Concentration Rank 7

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

2.91 3.33 ng 33938 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane, 1,2,2-trichloro-1,1-difl... 168 C2HCI3F2 000354-21-2 64
2 Methane, dichloronitro- 129 CHCI2NO2 007119-89-3 43
3 Phosphoramidous difluoride 85 F2H2NP 025757-74-8 7
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 4
5 Trichloromethane 118 CHCI3 000067-66-3 4

Abundance Scan 12 (2.908 min): BG021646.D (-11) (-) 82.90 100.00%

83
5000 47

| | I 2.90 3.00 3.10 3.20 3.30
SNBSS U SSSSMMED § A S U m/z 84.90 72.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #34885: Ethane, 1,2,2-trichloro-1,1-difluoro-

83

5000 T AT
2.90 3.00 3.10 3.20 3.30

m/z 46.95 37 .64%
H\\

31 47
L 57 8 ] 133 149 168
T T T [ T e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
83

2.90 3.00 3.10 3.20 3.30

5000 m/z 43.00 21.21%
48
37 61
WW”TWWWWWW”TWWWWW”TWWWT
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #1569: Phosphoramidous difluoride R AARREREEELECE
85 2.90 3.00 3.10 3.20 3.30
m/z 48.00 16.30%
5000 69
47
31
e e — S St | i
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 290 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.30 5.51 ng 56201 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 419 (5.299 min): BG021646.D (-413) (-) m/z 43.00 100.00%
43
5000 59
5 | o 1‘|’1 500 520 540 560
R 1 . ST | RN+ RU m/z 59.00 49.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R N IR I
59 500 520 540 5.60
m/z 58.00 18.40%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
5.00 520 5.40 5.60
5000 m/z 101.00 15.61%
101
15 25 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester e Emma s E
43 5.00 520 5.40 5.60
m/z 41.00 8.94%
57
5000
29 101
15 |, o3y 51 ||| 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .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 unknown7.74 Concentration Rank 1

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

7.74 109.71 ng 1118020 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 834 (7.737 min): BG021646.D (-825) (-) m/z 132.00 100.00%
5000 68
96 rrrprrTTyTTTTTTTT T T T T
40 54 J 7.40 7.60 7.80 8.00
|.7:7, g | dsus | "m/z 68.00 46.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL I IR
7.40 7.60 7.80 8.00
31 51 78 m/z 134.00 31.59%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
7.40 760 7.80 8.00
5000 m/z 66.00 29.93%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 7.40 7.60 7.80 8.00
24 m/z 69.00 18.67%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. /AR 1 S ——
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .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 unknown9.46 Concentration Rank 6

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

9.46 3.51 ng 35820 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,3,... 152 C10H160 001195-79-5 46
2 L-Fenchone 152 C10H160 000126-21-6 46
3 Bicyclo[2.2.1]heptan-2-one, 1,3,... 152 C10H160 004695-62-9 43
4 Bicyclo[2.2.1]heptan-2-one, 1,3,... 152 C10H160 007787-20-4 38
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 27

Abundance Scan 1127 (9.459 min): BG021646.D (-1122) (-) m/z 81.00 100.00%
il
41
5000 69
57
01 101 115 152 9.20 9.40 9.60 9.80
m/z 41.00 63.72%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24123: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethy!-
81
69
5000 M
9.20 9.40 9.60 9.80
o7 152 m/z 73.00 62 .56%
e e 9L 109 123 137
m/z--> 0 10 20 30 4'0 50 60 7'0 80 90 100 110 120 130 140 150 160
Abundance
81
9.20 9.40 9.60 9.80
5000 69 m/z 88.00 56 .50%
41
152
4 15 % 53 o1 109 g53 137
wﬁwmmmrwﬁvﬁwﬁwﬁmﬁ
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24124: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl-
il 9.20 9.40 9.60 9.80
m/z 69.00 42 .88%
5000 69
41 152
‘ 53 “‘ 95 109 123 137
m/z--> 0 10 20 30 40 5'0 60 7'0 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316.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 6 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.45 4.62 ng 75678 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 96
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 021368-68-3 94
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-49-3 93
4 Camphor 152 C10H160 000076-22-2 72
5 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 003588-18-9 43
Abundance Scan 1296 (10.452 min): BG021646.D (-1288) (-) m/z 95.00 100.00%
95
81
41
5000 55 &9 108
152 DV A N A VN
| | ‘l |||| | || 137 10.20 10.40 10.60 10.80
S| | R A S m/z 81.00 77.21%

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 ®
81
5000 55 69 108
10.20 10.40 10.60 10.80
27 ‘ 152 m/z 41.00 66.07%
..,.1..5.,...‘a‘,....ﬁl‘...,‘:‘la.,..‘ali...‘.‘l.a.. ‘.‘ll‘.,....l....,l.z.:?.,..1.:‘3.7,....,.‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 95
81
10.20 10.40 10.60 10.80
5000 55 69 m/z 108.00 50.90%
27 108
152
15 137
Wmmﬁmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24210: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)- AT e A RRE
95 10.20 10.40 10.60 10.80
m/z 55.00 48 .99%
81
5000 41 69 108
55 152
R Y O
U NN Y Y YT .0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .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 unknownll.79 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.79 2.69 ng 44033 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 45
2 Heptanoic acid 130 C7H1402 000111-14-8 42
3 5-Hexenoic acid 114 C6H1002 001577-22-6 37
4 _beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 33
5 Hexanoic acid 116 C6H1202 000142-62-1 28
Abundance Scan 1524 (11.792 min): BG021646.D (-1515) (-) m/z 60.00 100.00%
6o
73
5000 41
115 L
51 87 98 129 11040 11.60 11.80 12.00 12.20

m/z 73.00 74 .13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #28744: Nonanoic acid
60 73
41
5000
29 11.40 11.60 11.80 12.00 12.20
H 87 o3 115 59 m/z 57.00 54.27%
..P%?q..hp”.JhakF%lh‘.”whd..“Hj.“.Nhh.”,.“.,“.J“..q..”,.ié?u.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
11.40 11.60 11.80 12.00 12.20
5000 73 m/z 55.00 45 .85%
41
7 87
15 51 01 193 130
wmmﬂwﬁﬂﬁwwwwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6992: 5-Hexenoic acid
60 11.40 11.60 11.80 12.00 12.20
41 m/z 41.00 43.74%
5000
‘ 3 % 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .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 n-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.43 2.43 ng 68608 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 68
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Tridecane 184 C13H28 000629-50-5 53
Abundance Scan 2654 (18.431 min): BG021646.D (-2649) (-) m/z 43.00 100.00%
73
57
5000
97 129 213
171 192 RN SRR BN BN B
116 | 1431°7 227 256 g1 18.20 18.40 18.60 18.80

m/z 73.00 87.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #37192: n-Decanoic acid
60
41
5000 129 LA L L L L L L B L
> 18 20 18. 40 18. 60 18 80
m/z 60.00 73.70%
LTt il
| 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a3 3
51 18.20 18.40 18.60 18.80
5000 m/z 57.00 70.11%
29
129
87 115 171 214
101 143157 | 185
Tﬁwwmwmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid A BAR T B S
43 18.20 18.40 18.60 18.80
m/z 41.00 68.36%
60
5000

256
|, \“ Wil gﬁ 115 \ 143157171185199213227242 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 20 18. 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .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 11 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.68 4_.15 ng 117193 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 Tridecanoic acid 214 C13H2602 000638-53-9 62
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Tridecane 184 C13H28 000629-50-5 25
Abundance Scan 2867 (19.682 min): BG021646.D (-2863) (-) m/z 43.00 100.00%
43 73
5000
1940 19.60 19.80 20.00
S 4 m/z 73.00 87.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid
43
73 284
5000 LI UL B UL UL
19. 40 19. 60 19. 80 20. 00
m/z 57.00 79.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 1940 19.60 19.80 20.00
5000 129 m/z 60.00 78.62%
29 185 228
87 115
59 149 166 199213
mmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid T
73 19.40 19.60 19.80 20.00
43 m/z 41.00 76.00%
5000 129
171
I Py
IIIIIH\ H\h‘ll‘lllm‘ . |"""|""1§6'""""'""|""|"" .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1940 1960 1980 2000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.95 2.25 ng 80048 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 60
2 2,4(1H,3H)-Pyrimidinedione, 1,3-... 228 C9H16N203Si 089447-84-7 47
3 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 46
4 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 43
5 Indole,6-methyl-2-(2-thienyl)- 213 C13H11INS 296245-70-0 43
Abundance Scan 2913 (19.953 min): BG021646.D (-2909) (-) m/z 213.00 100.00%
213
5000
194
435 gy o WO 18 228 19560 1680 20,00 2020
135 . : . )
1t UL A8 7 194.00  31.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75158: Phenol, 4,4'-(1-methylethylidene)bis-
2
5000
228 19.60 19.80 20.00 20.20

m/z 202.00 20.88%

135 151165 183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
213

19.60 19.80 20.00 20.20
5000 m/z 57.05 20.37%
42 713
27 | 59 100114128142156170184198 | 228

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- R R RREEEEa
213 19.60 19.80 20.00 20.20

m/z 165.00 18.12%

5000

185 228

28 51 69 92 114128443157171
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.60 19.80 20.00 20.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_G\DATA\BG041416\
BG021646.D

14 Apr 2016 9:32

UM/SJ

H2418-01

26 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.01 2.17 ng 77309 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
2 Tridecane, l1-i1odo- 310 C13H271 035599-77-0 80
3 Octacosane 394 C28H58 000630-02-4 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 3263 (22.009 min): BG021646.D (-3261) (-) m/z 57.00 100.00%
57
5000 85 ““”AVNV’wﬂ“v~j\\def\wfw,mym
119141 154184 235 263 21'60 21.80 22.00 22.20 22.40
- 164 5,206 25 m/z 43.00 64.17%
m'z--> 50 100 150 200 250 300 350 400
Abundance #107669: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 85 BB AR B
21'60 21.80 22.00 22.20 22.40
29 113 m/z 71.00 62 .50%
169 197
iy .‘- il | Lo 2er
mz--> 50 100 150 200 250 300 350 400
Abundance
57
21,60 21.80 22.00 22.20 22.40
5000 85 m/z 85.05 43 .25%
28
113 155 183 310
mz--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane T
57 21.60 21.80 22.00 22.20 22.40
m/z 41.00 26.61%
5000 85
29
‘ ‘ | (112 141 169 197 225 253 281 309 337 365 394
mz--> 50 100 1% 200 250 300 350 400 21'60 21.80 22.00 22.20 22.40

8270-BG041316.

M Fri Apr 15 16:55:27 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .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 14 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.64 2.30 ng 81808 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 78
4 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 72
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 72
Abundance Scan 3370 (22.638 min): BG021646.D (-3368) (-) m/z 57.00 100.00%
57
5000 ”/A\W"\”M”«“m/\\MN\/\wMNWJV
207 ol 5515 oolan 9ainn |
113137160183 *} ' 230253 ogq 2240 2260 2280 2300
m/z 43.00 75.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99476: Nonadecane
57
85
5000 LRI SRR UL UL I
22. 40 22 60 22. 80 23. oo
29 m/z 71.00 67.68%
e 110141 169 107 268
m/z--> éo 100 1éo 260 250 300 3%0 460
Abundance
57
2040 2260 2280 23.00
5000 g5 m/z 85.00 52.03%
29 113
141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance #167081: Tetracosane, 11-decyl- EEEE BRI
57 22.40 22.60 22.80 23.00
m/z 41.00 27 .09%
5000 85
| l || 13141 169 107 205 253 295 337 g4 303 420
m/z--> éo 160 1éo 260 250 360 3%0 460 2240 2260 2280 2300
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021646.D

Acq On : 14 Apr 2016 9:32

Operator : UM/SJ

Sample : H2418-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316_.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]
Ethane, 1,2,2-tri... 2.91 3.3 ng 33938 1 8.22 203819 20.0
2-Pentanone, 4-hy... 5.30 5.5 ng 56201 1 8.22 203819 20.0
unknown7 .74 7.74 109.7 ng 1118020 1 8.22 203819 20.0
unknown9 .46 9.46 3.5 ng 35820 1 8.22 203819 20.0
Bicyclo[2.2.1]hep... 10.45 4.6 ng 75678 2 11.03 327840 20.0
unknownl11.79 11.79 2.7 ng 44033 2 11.03 327840 20.0
n-Decanoic acid 18.43 2.4 ng 68608 4 17.56 565221 20.0
Octadecanoic acid 19.68 4.2 ng 117193 4 17.56 565221 20.0
Phenol, 4,4"-(1-m... 19.95 2.3 ng 80048 5 21.83 712519 20.0
Hexadecane, 2,6,1... 22.01 2.2 ng 77309 5 21.83 712519 20.0
Nonadecane 22.64 2.3 ng 81808 5 21.83 712519 20.0
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