LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample = 13345-01

Misc :

ALS Vial : 3 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-BF050217 .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 5.113 536 540 554 rBV 101802 233973 8.52% 0.843%
2 5.713 638 642 670 rBY 1130126 2517654 91.69% 9.074%
3 7.295 907 911 926 rBVY 1317124 2345986 85.44% 8.456%
4 7.413 926 931 941 rVB 1684305 2661060 96.91% 9.591%
5 7.742 983 987 1000 rVB 452425 544833 19.84% 1.964%
6 7.983 1023 1028 1043 rVB 1481853 1830441 66.66% 6.597%
7 8.648 1136 1141 1167 rBV 961673 1544635 56.25% 5.567%
8 9.013 1198 1203 1214 rVB2 25272 50055 1.82% 0.180%
9 9.766 1326 1331 1347 rBV 471779 738161 26.88% 2.661%
10 11.536 1626 1632 1648 rBVY 2003452 2745832 100.00% 9.897%

11 12.236 1746 1751 1761 rBV 472701 714276 26.01% 2.574%
12 12.595 1807 1812 1824 rBV2 598528 906727 33.02% 3.268%

13 13.424 1950 1953 1959 rBV 48347 60096 2.19% 0.217%
14 13.789 2007 2015 2020 rBv4 15279 31626 1.15% 0.114%
15 13.895 2028 2033 2046 rBV 1026631 1723459 62.77% 6.212%
16 14.201 2081 2085 2088 rBV 66597 82063 2.99% 0.296%
17 14.260 2092 2095 2103 rVB7 17775 35836 1.31% 0.129%
18 14.518 2134 2139 2145 rBVS8 13745 32358 1.18% 0.117%
19 14.630 2151 2158 2159 rBV5 18167 31394 1.14% 0.113%
20 14.930 2205 2209 2214 rBV 36150 43752 1.59% 0.158%

21 15.001 2215 2221 2238 rVB2 573950 883407 32.17% 3.184%
22 15.489 2300 2304 2312 rBV3 47745 86878 3.16% 0.313%
23 15.965 2379 2385 2399 rBV 317606 462913 16.86% 1.668%
24 16.165 2413 2419 2424 rBV4 59278 113418 4._.13% 0.409%

25 16.859 2532 2537 2541 rBV2 46919 59711 2.17% 0.215%
26 16.912 2541 2546 2547 rBV3 23878 32741 1.19% 0.118%
27 16.936 2547 2550 2556 rVB2 40869 65098 2.37% 0.235%

28 17.053 2561 2570 2584 rBV 523397 939624 34.22% 3.387%
29 17.324 2610 2616 2626 rBV 2124247 2552705 92.97% 9.201%
30 18.559 2821 2826 2836 rBV3 148277 461896 16.82% 1.665%

31 18.677 2842 2846 2861 rVB 585226 956558 34.84% 3.448%
32 19.465 2974 2980 2981 rBV2 89248 122141 4._.45% 0.440%
33 19.789 3032 3035 3040 rVB 46432 44000 1.60% 0.159%
34 20.071 3080 3083 3087 rBv4 20526 33226 1.21% 0.120%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample = 13345-01

Misc :

ALS Vial : 3 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.159 3092 3098 3104 rVvVv 133439 264797 9.64% 0.954%

36 20.353 3128 3131 3141 rBV2 326018 526741 19.18% 1.899%
37 20.465 3145 3150 3163 rVB10 98677 302670 11.02% 1.091%
38 20.783 3198 3204 3213 rVB3 92460 204691 7.45% 0.738%
39 21.106 3252 3259 3272 rVB4 85389 253435 9.23% 0.913%
40 21.500 3321 3326 3337 rVB4 65782 185247 6.75% 0.668%

41 22.353 3466 3471 3482 rVB3 45096 124904 4 _55% 0.450%
42 23.124 3594 3602 3610 rVB7 63600 193717 7.05% 0.698%

Sum of corrected areas: 27744735
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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\BF052517\

BF095425.D

25 May 2017 16:07

SJ/MA

13345-01

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF095425.D

5.71

5.11
N\

7.41

y

7.98
8.65

7.74

L\ 9.01
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Time--> 2.00

T
2.50

T T
3.00 3.50

T T
4.00 4.50

5.00

T
5.50 6.00 6.50

T
7.00

I I
7.50 8.00 8.50 9.00

Abundance

2000000

1500000

1000000

500000

TIC: BF095425.D
11.54

13.89

12.59

9.77 12.24

13,{42 13.

14294 41906314

15.00
15.97

15.49 16.17

(e
Time-->  9.50

10.00

10.50 11.00 11.50

12.00 12.50

13.00 13.50  14.00

14.50

16.00 16.50

15.00 15.50

Abundance

2000000

1500000

1000000

500000

17.05

TIC: BF095425.D

17,32

18.68

185 20.16 £0.47 20.78 21.11 21.50

19.47 19 79,

L

0

Time-->

17.00

20.50 21.00 21.50

19.00 19.50 20.00

17.50 18.00  18.50

23.00 23.50 24.00

22.00 22.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9

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

5.11 8.59 ng 233973 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 3-Hexanol 102 C6H140 000623-37-0 28

Abundance Scan 539 (5.107 min): BF095425.D (-536) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T R
480 5.00 5.20 5.40
83.0
Ol SEOWL 880 | h/z 59.10  65.26%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L UL L
59.0 480 500 520 540
m/z 101.10 22.62%
31.0 83.0 93010‘1.0
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.25%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40
m/z 41.00 10.38%
5000
101.0
o 150 om0 | %89 g0 g0
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\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.41 Concentration Rank 1

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

7.41 97.68 ng 2661060 1,4-Dichlorobenzene-d4 7.74
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 931 (7.413 min): BF095425.D (-926) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SRS S RS R
40.0 540 J 7.00 7.20 7.40 7.60 7.80
0 ..:'.,:|-.|.'.8,1-9..!,-:.1.1‘?-?.. I — m/z 68.05 37.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AU S I L
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.67%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 21.92%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 .38%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.97 10.48 ng 462913 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2386 (15.971 min): BF095425.D (-2379) (-) m/z 73.00 100.00%

15.60 15.80 16.00 16.20

73.0
5000 :

0 m/z 60.00 90.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 2560 T TT T T [T T T T[T TTT T
15 60 15. 80 16. OO 16.20
97.0 m/z 43.10 79.18%
|| ‘ 157.0 185.0
]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
A RN BEmaE B
3.0 15.60 15.80 16.00 16.20
5000 43. 129.0 m/z 57.10 75.40%
185.0
97.0 228.0
157.0
oSNNS 1 L) 11 WP M A AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid LS m e MM
43.0 73.0 15.60 15.80 16.00 16.20
m/z 149.10 72 .50%
5000 129.0
0 .1.5.(,). ‘a‘. . W . .“l“ :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20

8270-BF050217.M Fri May 26 15:19:52 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.17 2.57 ng 113418 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethoxv-4-hvdroxvcinnamald... 208 C11H1204 087345-53-7 94
2 Coumarin. 7.8-dihvdro-7-hvdroxv-... 208 C10H805 1000263-13-6 64
3 Benzolclcinnoline. 4.7-dimethvl- 208 C14H12N2 020684-54-2 52
4 _beta.-Asarone 208 C12H1603 005273-86-9 46
5 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 46

Abundance Scan 2420 (16.171 min): BF095425.D (-2413) (-) m/z 208.10 100.00%
208.1
5000 1371 1650
15.80 16.00 16.20 16.40
0 m/z 165.00 46 .69%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000
165'01 80.0 15.80 16.00 16.20 16.40
39.0 65.0 91.0 ”903310 : m/z 137.05 38.84Y%
ob— "‘IH | \I \\‘\\ H ”‘l“. l‘ul \\. .‘”ﬁ MI : \;\ .‘. IHI‘I ; l“l‘ SR || R—
m/z--> 80 100 120 140 160 180 200 220
Abundance
208.0
15.80 16.00 16.20 16.40
5000 m/z 177.10 34 .39%
gLo 1090 1370 193.0
51.0
33.0 g6.0
G L S S L UL UL S S S B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67822: Benzo[c]cinnoline, 4,7-dimethy!- SN W - T
208.0 15. 80 16. oo 16. 20 16 40
m/z 180.00 33.21%
165.0
5000
180.0
39.0 1040 1390 H
S S N N S| S N 7| W—
m/z--> 40 80 100 120 140 160 180 200 220 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.05 19.65 ng 939624 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2569 (17.048 min): BF095425.D (-2561) (-) m/z 43.10 100.00%

43. 73.0
5000 .

16.80 17.00 17.20 17.40

0 m/z 73.00 98.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
16.80 17.00 17.20 17.40
m/z 57.10 90.76%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
R ERE R EEE s R
16.80 17.00 17.20 17.40
5000 129.0 m/z 60.00 76 .55%
97.0 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid B A mEEEReSLTo o
43.0 73.0 16.80 17.00 17.20 17.40
‘ m/z 55.10 68.80%
5000
129.0
214.0
bdge |
o ,.a..‘,‘.‘..“.“ - "l‘...“,‘...a,....,.... S B R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1-Dodecanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.56 9.66 ng 461896 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 72
2 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 64
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 58
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 53
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 52
Abundance Scan 2826 (18.559 min): BF095425.D (-2821) (-) m/z 57.05 100.00%
57.0

i

5000
1'1 Trrrrryprrrryprrrryrrror[r
69.1 18.20 18.40 18.60 18.80
Ottt m/z 43.10 71.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 LA L L L L L L L L B B
18.20 18.40 18.60 18.80
m/z 71.10 64.27%
0 ‘w\‘ H‘ 11070 224.0280.0
T R R e R RARRERRESaaas s a s a s
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
T T T T
18.20 18.40 18.60 18.80
5000 m/z 55.00 48_.38%
0 111.0 168.0 AN/\J\A\WM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate R B .
57.0 18.20 18.40 18.60 18.80
m/z 83.10 47 .66%
5000
1.0
ob J 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
= B UL A R e A EEREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexacosane Concentration Rank 15

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

19.47 2.55 ng 122141 Chrysene-di12 18.68

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Docosane 310 C22H46 000629-97-0 90
5 Nonacosane 408 C29H60 000630-03-5 90

Abundance Scan 2981 (19.471 min): BF095425.D (-2974) (-) m/z 57.10 100.00%
51.1
o 719120 1940 1060 10580
141.1 197 1 . . . .
0...,....“,."..-‘-' bt 2 | M/Z 71.10 75.76%
miz--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LN L L L L L L
19,20 19.40 19,60 19.80
990 m/z 43.10 70.45%
oL Ll M h\\m }4}0 1830 2250 267.0 309.0 367.0
S : e
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
S
19.20 19.40 19.60 19.80
5000 m/z 85.10 55.30%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
e T o M Sl et A1
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane R BREaE
57.0 19.20 19.40 19.60 19.80
m/z 99.05 20.25%
5000
99.0
o ||| 10 183.0 225.0 267.0 309.0 3650
...,....,....,.. e e LM Mt
miz--> 100 150 200 250 300 350 400 19,20 19.40 19,60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.16 10.05 ng 264797 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3098 (20.159 min): BF095425.D (-3092) (-) m/z 57.10 100.00%
57.1
85.0
5000
NN SRR B
141 2169 1 281.1 3421 19.80 20.00 20.20 20.40
o....|,. ﬂlll Ay 2322252 2Shr | Sl m/z 71.10 76.30%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 RARRUVARSUABAA AR
mmmmmmmm
0.0 130 m/z 43.05 60.87%
ol L L | [ 1410169.0197.0225.0253.0 296.0
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
57.0
g5.0 19,80 20.00 20.20 20.40
5000 m/z 85.05 57.38%
113.0
o 141.0169.0197.0225.0253.0281.0309.0 338-0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane LI L L L B L B
57.0 19.80 20.00 20.20 20.40
m/z 99.10 21.04%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1;0 19. 80 20. oo 20 20 20 40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 _.beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.47 11.49 ng 302670 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 98
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 95
3 17-(1.5-Dimethvlhexv)-10.13-dim... 414 C29H500 1000210-86-9 64
4 Cholest-7-en-3-ol. 4.4-dimethvl-... 414 C29H500 006384-28-7 15
5 Benzoic acid, 4-[(2-hydroxybenzy... 255 C15H13NO3 058469-81-1 14
Abundance Scan 3151 (20.471 min): BF095425.D (-3145) (-) m/z 43.05 100.00%
43.0 105.1 145.1
213.2
5000
178.1 255.2 829.4 414.5
381.3 HSRUNASR BN SUNSA SR
20.20 20.40 20.60 20.80
0! m/z 105.10 90.33%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000 LR R BRI SULRUSN UL
810 145.0 20.'20 20.'40 20.I60 20.|80
213.0 414.0 m/z 145.10 88.14%
78.0 777 255.0 3290 4o
04— ‘: ‘: \I\ |H" Hl‘ ‘\l\“wl 89. )
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
20.20 20.40 20.60 20.80
5000 81.0 m/z 107.10 83.88%
414.0
145.0 213.0 303.0
178.0 255.0 3819
0 113.0 | 342.0
miz--> 0 55 160 1%0 260 2%0 360 3éo 460
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . R e RRRES BEm s L
43.0 20.20 20.40 20.60 20.80
81.0 m/z 95.05 81.95%
5000
0 "L“ HSR AR BN SUNLSA S
miz--> 0 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.78 7.77 ng 204691 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3204 (20.783 min): BF095425.D (-3198) (-) m/z 57.10 100.00%

57.1

99.0 e e s s
155.2 207.1 283.0 20. 40 20 60 20. 80 21. 00 21. 20

(o} m/z 71.10 74 .78%

m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0

5000 R EEEEsmEmmE e
2040 20 60 2080 21. OO 21. 20

m/z 85.05 54 .35%

99.0 141.0
oLy 20 gm0 gsesa0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

20. 40 20 60 20. 80 21. 00 21. 20

5000 m/z 43.10 47.29%
99.0
o 27,0 1410 1830 2250 2810 337.0  394.0
A L A e e
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane M RERaEEREE s s
57.0 20.40 20.60 20.80 21.00 21.20

m/z 55.10 20.49%

5000

270| | J J | | 110 1830 2250 267.0 300.0 352.0

e e e R e T

m/z--> 50 100 150 200 250 300 350 20. 40 20 60 20. 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown21.11 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2111 9.62ng 253435  perylene-di2 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Isobutenal methviphenvihvdrazone 174 C11H14N2 066400-94-0 47

.2-Dihvdro-1.3-dimethvl-2-oxoaqu... 174 C10H10N20 003149-25-5 38
201 C8H15NO03Si 002097-18-9 38
3-2H-Ouinolin-2-one. 3.3.4.7-t... 189 C12H15NO 1000129-70-4 38

11
21
3 2.8.9-Trioxa-5-aza-1-silabicvclo...
4 2
5B

D

nzenamine, 2-methyl-5-(4H-1,2,... 174 C9H10N4

1000362-62-2 38

Abundance Scan 3260 (21.112 min): BF095425.D (-3252) (-) m/z 174.05 100.00%
174.1
5000
al 410.4
91.0 1339 227.1 269.1 ' 20.80 21.00 21.20 21.40
0 m/z 161.10 37.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #41038: Isobutenal methylphenylhydrazone
77.0 174.0
5000 LA L L L L L L L
39.0 20. 80 21. OO 21. 20 21. 40
m/z 187 .05 28.00%
] 2
0 IM\HHH\HH“H\H\l‘IIIIIIIIIIIIIIIIIIIIIII
m/z--> 150 200 250 300 350 400
Abundance
174.0
20.80 21.00 21.20 21.40
5000 m/z 43.10 26.11%
131.0
390 77.0
O e L o o o o e o e T L e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #62106: 2,8,9-Trioxa-5-aza-1-silabicyclo[3.3.3]undecane, 1... A e
174.0 20.80 21.00 21.20 21.40
m/z 159.00 22_.77%
5000
Obr—— N,N...“....,h.n.,.... — T
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40

8270-BF050217.M Fri May 26 15:19:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
2150 7.03ng 185247  perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pentacosane 352 C25H52 000629-99-2 91

2 Hentriacontane 437 C31H64 000630-04-6 90
3 Triacontane 422 C30H62 000638-68-6 90
4 QOctacosane 394 C28H58 000630-02-4 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 87
Abundance Scan 3326 (21.500 min): BF095425.D (-3321) (-) m/z 57.10 100.00%
511
5000 | l
183.1 21.20 21.40 21.60 21.80
oL~ d, -||-'|l--1-'|-~ b2 W7z 71.10 77.72%
m/z--> 50 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 LA L L L L L LB LB |
21.20 21.40 21.60 21.80
m/z 85.10 62.98%
o Ly h\‘J 141.0 1830 2250 267.0 3090 3520
m/z--> 50 150 200 250 300 350 400 '
Abundance
57.0
2120 21.40 21.60 21.80
5000 m/z 43.05 48.60%
99.0
0 141.0 183. 0 225.0 267 0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #219831: Triacontane T o o U EICNE
57.0 21.20 21.40 21.60 21.80
m/z 99.05 21.77%
5000
99.0
ol d i | | 1410 1830 2250 267.0 309.0 351.0  422.0
m/z--> 50 100 150 200 250 300 350 400 ! 21.20 21.40 21.60 21.80

8270-BF050217.M Fri May 26 15:19:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown22.35 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.35 4.74 ng 124904 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 47
2 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 47
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 43
4 1-Decanol. 2.2-dimethvl- 186 C12H260 002370-15-2 43
5 Tetrapentacontane 759 C54H110 005856-66-6 43
Abundance Scan 3470 (22.347 min): BF095425.D (-3466) (-) m/z 57.10 100.00%
5000 MMM_/\WMAN
1691 llllllllllllllllll
5.9 | 22?'9 2811-9 2200 22.20 2240 22.60
0 D m/z 71.10 99.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecy!
57.0
5000 AU SRR RS
99.0 22. oo 22. 20 22. 40 22.60
m/z 43.05 84 .90%
L0 ‘ ‘ h .\ 137. 0‘ ‘\ 205.0 402.0
T [rrrrfrrr T
m/z--> 50 200 250 300 350 400
Abundance
57.0
22.00 22.20 22.40 22.60
5000 m/z 69.05 44 .28%
27.0
o 97.0 141.0 197.0 243.0
mz-> 50 100 150 200 250 300 350 400
Abundance #48853: Dodecane, 3-methyl- R BE T o
57.0 22.00 22.20 22.40 22.60
m/z 85.10 41.83%
5000
27\0‘ ‘990 155.0
0::‘:‘: ‘:‘:::“:::: ——rT ——rT ——— —— —— : s S e o
m/z--> % 1& 1% 2m 250 3& 3% 4& nmnmnmnm '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095425.D

Aca On : 25 May 2017 16:07

Operator : SJ/MA

Sample : 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown23.12 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.12 7.36 ng 193717 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6S-2.3.8.8-Tetramethvltricvclol5... 204 Cl15H24 137235-48-4 42
2 3-Cvano-4-(2.2-dimethvlethenvl)-... 204 C12H16N20 1000298-85-4 38
3 Acetamide. N-T1-(4.6-dimethvl-2-.__. 248 C13H20N40 1000362-37-5 38
4 9-Methvltetracvclol7.3.1.0(2.7).... 204 C15H24 1000215-30-5 38
5 2-(4-Fluorophenoxy)nicotinic acid 233 C12H8FNO3 054629-13-9 35
Abundance Scan 3601 (23.118 min): BF095425.D (-3594) (-) m/z 189.10 100.00%
43. A

5000

91.0 1211

22.80 23.00 23.20 23.40

0 m/z 43.10 93.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64413: 6S-2,3,8,8-Tetramethyltricyclo[5.2.2.0(1,6)Jundec-...
189.0
5000 LA L L L L L LB B |
22.80 23.00 23.20 23.40
69.0 119.0 1479 m/z 175.20 46.04%
41.0 ‘ 91.0 ‘
I P P O 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
189.0
22.80 23.00 23.20 23.40
5000 m/z 190.15 43.41%
>80 148.0
29.0 80.0 104.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100474: Acetamide, N-[1-(4,6-dimethyl-2-pyrimidinyl)-3-pi... A. Tt ﬁ e EEaaa

189.0 22.80 23.00 23.20 23.40
m/z 121.05 41.08%

5000, 43.0
‘ 67.0 ‘ | 248.0
O et B7: .‘.‘..“a...,....l.e.glo W4 £ R N SN —1
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2280 23100 2320 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052517\
Data File : BF095425.D

Acq On : 25 May 2017 16:07

Operator : SJ/MA

Sample - 13345-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.11 8.6 ng 233973 1 7.74 544833 20.0
unknown7 .41 7.41 97.7 ng 2661060 1 7.74 544833 20.0
n-Hexadecanoic acid 15.97 10.5 ng 462913 4 15.00 883407 20.0
3,5-Dimethoxy-4-h... 16.17 2.6 ng 113418 4 15.00 883407 20.0
Octadecanoic acid 17.05 19.6 ng 939624 5 18.68 956558 20.0
1-Dodecanol, 2-oc... 18.56 9.7 ng 461896 5 18.68 956558 20.0
Hexacosane 19.47 2.5 ng 122141 5 18.68 956558 20.0
Heneicosane 20.16 10.1 ng 264797 6 20.35 526741 20.0
-beta.-Sitosterol 20.47 11.5 ng 302670 6 20.35 526741 20.0
Octadecane 20.78 7.8 ng 204691 6 20.35 526741 20.0
unknown21.11 21.11 9.6 ng 253435 6 20.35 526741 20.0
Pentacosane 21.50 7.0 ng 185247 6 20.35 526741 20.0
unknown22 .35 22.35 4.7 ng 124904 6 20.35 526741 20.0
unknown23.12 23.12 7.4 ng 193717 6 20.35 526741 20.0
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