LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05 Instrument :
Operator : SJ/MA BNA_F

Sample - 13159-01 ClientSampleld :
Misc - MW-3-20170515
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 5.113 536 540 556 rBV 88039 175886 5.05% 0.758%
2 5.742 643 647 679 rBV 514158 1260906 36.23% 5.431%
3 7.319 911 915 930 rBV 286522 696733 20.02% 3.001%
4 7.431 930 934 952 rVB 1611751 2436748 70.02% 10.495%
5 7.766 987 991 1002 rVB 481179 576748 16.57% 2.484%
6 8.007 1026 1032 1048 rBvV 1737009 2159802 62.06% 9.302%
7 8.672 1139 1145 1170 rBVY 1187784 1759543 50.56% 7.578%
8 9.783 1330 1334 1353 rBVY 558884 785738 22.58% 3.384%
9 11.560 1630 1636 1650 rBVY 2657049 3479951 100.00% 14.988%
10 12.260 1750 1755 1763 rBvV 56349 92070 2.65% 0.397%

11 12.619 1811 1816 1827 rBV2 626174 892674 25.65% 3.845%
12 13.918 2031 2037 2049 rBV 1297937 1973669 56.72% 8.501%
13 14.224 2085 2089 2092 rBV 35712 45841 1.32% 0.197%
14 15.018 2219 2224 2237 rBV 513661 741535 21.31% 3.194%
15 15.977 2381 2387 2393 rBvV2 115199 174459 5.01% 0.751%

16 17.065 2567 2572 2578 rBV 76459 111193 3.20% 0.479%
17 17.342 2613 2619 2631 rBV 2102114 2677228 76.93% 11.531%
18 17.830 2687 2702 2716 rVB5 47357 213289 6.13% 0.919%
19 18.577 2826 2829 2839 rBV5 17545 36390 1.05% 0.157%
20 18.695 2844 2849 2862 rBV 457467 663368 19.06% 2.857%

21 18.918 2878 2887 2901 rBV3 104999 395101 11.35% 1.702%
22 19.689 3009 3018 3026 rBV3 89581 246081 7.07% 1.060%
23 20.318 3119 3125 3130 rBV 106607 201467 5.79% 0.868%
24 20.371 3130 3134 3144 rVV 235491 360613 10.36% 1.553%
25 20.630 3173 3178 3190 rBV 61058 195630 5.62% 0.843%

26 20.942 3224 3231 3240 rBV2 65387 158089 4._.54% 0.681%
27 21.083 3248 3255 3261 rVB4 29985 66909 1.92% 0.288%
28 21.265 3279 3286 3293 rBV6 26584 67312 1.93% 0.290%
29 21.677 3348 3356 3364 rBV3 50605 134555 3.87% 0.580%
30 22.524 3492 3500 3510 rVB6 33611 103596 2.98% 0.446%

31 23.300 3621 3632 3644 rVB5 104474 334946 9.63% 1.443%

Sum of corrected areas: 23218070
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF095224.D
2500000

2000000

8.01
7.43

1500000
8.67

1000000

5.74 7.77
7.31

500000

511

ol
L LA o o o e e o e e e e e e e e e ML e e s e s e T T
8.50 9.00

T T T T T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: BF095224.D

2500000 1156

I I
7.50 8.00

I I
6.50 7.00

2000000

1500000
13.92

1000000

12.62
9.78 15.02

500000

15.98

12.26 14.22

14.50  15.00 15.50  16.00 16.50

0 e e L o o e e A H mi s e s s o o e ey s e

™ =
Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BF095224.D

2500000

17.34
2000000

1500000
1000000
500000 18.69

20.37
17.07 18.92 19.69 zo.ﬁz 20.63 20. , 23.30
L 17.83 18 _5& A N Hog o7 21.68 22.52 A

I N R e e e e e e e e RS

Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 11

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

5.11 6.10 ng 175886 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 539 (5.107 min): BF095224.D (-536) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I S U LN R
| 83.0 | 4.80 5.00 5.20 5.40
ottt e m/z 59.00 57.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
0
150 a0 1010 m/z 101.00 20.78%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
31.0 59.0
480 500 520 540
5000 m/z 58.00 15.31%
41.0
o 50.0 73.0 87.0 102.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2294: 1,2-Butanediol e e
31.0 59.0 480 5.00 5.20 5.40
m/z 41.05 8.40%
5000
41.0
SR A A Y 0 Y S Y S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40

8270-BF050217.M Fri May 19 16:38:54 2017 Page: 3



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF051817\

BF095224.D

18 May 2017 16:05
SJ/MA

13159-01

3 Sample Multiplier

= C:\DATABASENNIST1

S

1.L

TIC Integration Parameters: LSCINT.P

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

MW-3-20170515

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 unknown7.43 Concentration Rank 1

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

7.43 84 .50 ng 2436750 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzeneethanamine. .alpha.-methv... 223 C16H17N 002980-02-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 934 (7.431 min): BF095224.D (-930) (-) m/z 131.95 100.00%
131.9
5000 68.0 fk
96.0 R A S L
40.0 54.0 J 7.00 7.20 7.40 7.60 7.80
0 ,:|-.|.'.8,1-9..!,-:.1.1“?-?.. I — m/z 68.05 37.40%
m/z--> 40 0 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
=000 i T T e T
410 o . m/z 134.00  32.49%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
B0 750 720 740 780 780
5000 ' m/z 65.95 22.73%
31.0 51.0
L B S L WL W S L WL
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 69.10 14 .77%
74.0
5000 98.0 116.0
0: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-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:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 13
R.T. EstConc Area Relative to ISTD R.T.
15.98 4.71 ng 174459 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 20
Abundance Scan 2387 (15.977 min): BF095224.D (-2381) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1
97.1 149.0 213.2
185.0 256.2 15.60 15.80 16.00 16.20
o} m/z 43.05 73.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 A UL DR SRR R B
83.0 1560 1580 1600 16.20
‘ 1570 1gso 2130 2560 | M/Z 60.00  72.37%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
15.|60 15.I80 16.|00 16.|20 '
5000 m/z 57.05 64.07%
129.0
97.0 171.0 214.0
0 ’ 152.0 195.0
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid R R T
73.0 15.60 15.80 16.00 16.20
43.0 m/z 41.05 63.06%
5000 129.0
185.0 228.0
N |
OIII‘I\III‘H‘I\‘HIII‘HI\ M‘\ |“|‘|||‘||||1|6|6||0|||||‘||||||||||||||| T A R R
miz--> 20 80 100 120 140 160 180 200 220 240 260 15. 60 15. 80 16. 00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.07 3.35 ng 111193 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 25
Abundance Scan 2573 (17.071 min): BF095224.D (-2567) (-) m/z 72.95 100.00%
430 1 130
129.1
5000

16.80 17.00 17.20 17.40
m/z 60.00 90.69%

O.HP”.H”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

43.0 | 73.0

5000

16.80 17.00 17.20 17.40
m/z 57.00 87.03%

241.0

284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
BN REEE R EA S R S
16.80 17.00 17.20 17.40
5000 129.0 m/z 55.00 82.90%
970 199.0 2420
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid A EEaEE RS
73.0 16.80 17.00 17.20 17.40
43.0 m/z 43.00 82.25%
5000 129.0

15.0
R EREE mEm 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:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.83 6.43 ng 213289 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Octacosane 394 C28H58 000630-02-4 78
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 72
5 Heptadecane 240 C17H36 000629-78-7 59
Abundance Scan 2702 (17.830 min): BF095224.D (-2687) (-) m/z 57.05 100.00%
57.0
5000
99.1 R U SN SO SR
| | | 155 1 17.60 17.80 18.00 18.20
0 ...P,.n. e — m/z 71.05 61.33%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
17.60 17.80 18.00 18.20
99.0 m/z 43.05 55.85%
oL 210 \ || 1410 1830 225.0 266.0296.0
m/z--> 50 160 1%0 200 2%0 360 3%0 '
Abundance
57.0
" 17.60 17.80 18.00 18.20
5000 m/z 85.05 47 .71%
99.0
oL 27.0 1410 183.0 2250 267.0 309.0  365.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #209566: Octacosane
57.0 17.60 17.80 18.00 18.20
m/z 55.00 26.23%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> % 1& 1m 2m 250 3& 3% ' ﬂmﬂmmmmm

8270-BF050217.M Fri May 19 16:38:57 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.92 11.91 ng 395101 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2887 (18.918 min): BF095224.D (-2878) (-) m/z 57.05 100.00%
57.0
- ‘M_AA\——JV
18,60 18.80 19.00 19.20
0 m/z 71.10 78.51%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 NV AN SRR
18.60 18.80 19.00 19.20
99.0 m/z 43.05 61.80%
o0 ‘ Ll M0 1830 250 2810 3370 3940
m/z--> §0 160 1%0 260 250 360 3%0 '
Abundance
57.0
18,60 18.80 19.00 19.20
5000 m/z 85.05 57 .14%
99.0
0 1410 1830 239050 3080 3520
m/z--> §0 160 1%0 260 250 300 3%0 '
Abundance #215181: 2-methyloctacosane e LS Sam M e
57.0 18.60 18.80 19.00 19.20
m/z 41.10 24 .40%
5000
99.0
o 2@0& M‘L | || j 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 3&1,0 ' 18.|60 18.|80 19.'00 19.'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.32 11.17 ng 201467 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane. l-iodo- 380 C18H371 000629-93-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3125 (20.318 min): BF095224.D (-3119) (-) m/z 57.10 100.00%
57.1
J o 20.00 20.20 20.40 20.60
141.1 1832 . . . .
o....,J.-|..1|.l...,.. s m/z 71.10 71.38%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 UMD ABVUNRES
20.00 20.20 20.40 20.60
99.0 m/z 85.05 54.18%
oL 270, ‘ | H | A0 1830 2250 2670 3090 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
20.00 20.20 20.40 20.60
5000 m/z 43.05 46.13%
99.0
27,0 141.0 1830 225.0 266.0296.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane e R B RAREmEa
57.0 20.00 20.20 20.40 20.60
m/z 99.10 19.24%
5000
99.0
oL 20 J ;\ | }410 1830 2250 2810  337.0  394.0
m/z--> 50 100 150 260 250 300 350 ' 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 unknown20.63 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.63 10.85 ng 195630 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(2-ThiazolvDpvrrolidine-1-thi... 213 C8H11N3S2 036241-35-7 10
2 Acetamide. N-(3.4-dichlorophenvl... 219 C8H7CI2N0O2 086412-49-9 10
3 trans(2-ChlorovinvDmethvildichlo... 174 C3H5CI3Si 079629-94-0 10
4 N-(2-Chloroethvl) endothalimide 229 C10H12CINO3 1000290-21-1 9
5 Carbamic acid, (4-chlorophenyl)-... 213 C10H12CINO2 002239-92-1 9
Abundance Scan 3178 (20.630 min): BF095224.D (-3173) (-) m/z 43.10 100.00%
431
810 145.0
213.2
5000 2552 3083
. 381.4414.4 IIIllllllllllllllllllll
20.40 20.60 20.80 21.00
o} m/z 55.10 74 .76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #72070: N-(2-Thiazolyl)pyrrolidine-1-thia carboxamide
218.0
180.0
5000 72.0 1140 R AR B SR R
20.40 20.60 20.80 21.00
m/z 81.00 73.16%
410‘ L
0...H|“hl. ] “‘J“.lé}lp....l.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
1610 " 20.40 20.60 20.80 21.00
5000 m/z 95.10 67.26%
90.0 124.0 203.0
O e T T e S S T B e m ST
m/z--> 50 100 150 200 250 300 350 400
Abundance #41195: trans(2-Chlorovinyl)methyldichlorosilane e EREaEmamE
16110 20.40 20.60 20.80 21.00
m/z 145.00 65.39%
5000 113.0
63.0
OZIG\'IOIII“IMI\* IJI\ILII‘IHJIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 Pyrene, hexadecahydro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.08 3.71 ng 66909 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 50
2 2(3H)-Naphthalenone. 4.4a.5.6.7.... 218 C15H220 019598-45-9 49
3 3.4-2H-Coumarin. 4.4.5.6.8-penta... 218 C14H1802 1000129-70-7 38
4 D-Norandrostan-16-one. (5.alpha.)- 260 C18H280 032319-06-5 38
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 35
Abundance Scan 3255 (21.083 min): BF095224.D (-3248) (-) m/z 218.20 100.00%
218.2
5000
107.1123.1
38.9 550 81.0 149.1 189.1
20.80 21.00 21.20 21.40
0 m/z 107 .05 34.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75966: Pyrene, hexadecahydro-
218.0
41.0
5000 67.0 175.0 20.80 21.00 21.20 21.40
9.0 135.0 m/z 123.10 34.49%
119.0
o e 1500 | a0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
218.0
161.0
20.80 21.00 21.20 21.40
5000 m/z 109.05 28.46%
41.0
91.0
67.0 1210 1450 189.0
O
m/z--> 25 45 éo éo 160 150 150 1éo 1é0 260 250
Abundance #75806: 3,4-2H-Coumarin, 4,4,5,6,8-pentamethyl- T T
218.0 20.80 21.00 21.20 21.40
189.0 m/z 149.10 26.87%
173.0
5000
115.0
40 gso 0 ‘ 145.0 ‘
o] — I‘\I o I\l\ " M . .“;‘. |“" . WI .‘H”:‘. Iml\ul . .W‘. il : .‘H‘. - "I .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 unknown21.27 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.27 3.73 ng 67312 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2-(8-auinolinvlithio)-... 301 C13H11N502S 329780-80-5 17
2 Pvrrolol2.3-blindole. 1.2.3.3a.8... 174 C11H14N2 055255-88-4 16
3 2-Methvl-5-methoxvtrvptamine 204 C12H16N20 003143-97-3 16
4 5-Methyl-5.8-dihvdro-1.4-naphtho... 174 C11H1002 086759-40-2 12
5 N-(6-Methoxy-4-methyl-quinazolin... 380 C18H16N604 1000275-15-0 10
Abundance Scan 3287 (21.271 min): BF095224.D (-3279) (-) m/z 174.05 100.00%
1741
43.0
5000
g85.0 119.0
269.2
°|7-° | 410.3 21.00 21.20 21.40 21.60
0 i e T S o m/z 43.05 61.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145188: Acetamide, 2-(8-quinolinyithio)-N-(4-amino-3-fura...
174.0
5000 RIS BN BURIRA SR
129.0 21.00 21.20 21.40 21.60
271.0 m/z 187.10 49 .92%
0 4:?:‘) Ll “‘8%'0“‘ “ " L ‘\ i | 2290 (W 30%[0
m/z--> 56 160 1%0 260 2éo 360 3%0 460
Abundance
174.0
130.0
21.00 21.20 21.40 21.60
5000 m/z 57.00 44 . 70%
77.0
44.0
mz-> 50 100 150 200 250 300 350 400
Abundance #64006: 2-Methyl-5-methoxytryptamine R B A
174.0 21.00 21.20 21.40 21.60
m/z 161.10 40.67%
5000
204.0
131.0
39.0 \771'0u P T [
m/z--> 56 160 150 260 250 360 350 460 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.68 7.46 ng 134555 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 3357 (21.683 min): BF095224.D (-3348) (-) m/z 57.10 100.00%

1

i

5000
155.1 197.1 281.0 21.40 21.60 21.80 22.00
0! . m/z 71.10 73.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LA L L L L L L L

21. 40 21 60 21. 80 22. 00
99.0 m/z 85.05 56.61%

SRR RN NStk T R—
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R e SO
21.40 21.60 21.80 22.00
5000 m/z 43.05 49.19%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
— T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane N B A EEREE Ea S
57.0 21.40 21.60 21.80 22.00
m/z 99.10 26.91%
5000
99.0
o ||| 10 183.0 225.0 267.0 309.0 3650
,,, T
m/z--> 100 150 200 250 300 350 400 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.52 5.75 ng 103596 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Triacontane 422 C30H62 000638-68-6 72
4 Pentacosane 352 C25H52 000629-99-2 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 64
Abundance Scan 3499 (22.518 min): BF095224.D (-3492) (-) m/z 57.05 100.00%
57.0
i 7220 2240 2260 7280
o...-.,l..~""J““"'..2??.‘9..,....,....,....,...., m/z 71.10 73.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 UM BARRAARAR ARSI

22 20 22. 40 22 60 22.80
m/z 43.05 51.48%

99.0
[ }410 183.0 225.0 2670 309.0 380.0

Ol.s.q‘..‘ “ ‘.‘“‘., T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R e B
22.20 22.40 22.60 22.80
5000 m/z 85.10 51.36%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
— T T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane I A RERREEEEE
57.0 22.20 22.40 22.60 22.80
m/z 113.00 21.68%
5000
99.0
o [ )| ) 1410 183.0 2250 267.0 3090 3510 4220
A A A e e e LA R e
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80

8270-BF050217.M Fri May 19 16:39:02 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051817\

Data File : BF095224.D

Aca On : 18 May 2017 16:05

Operator : SJ/MA

ﬁ?ggle i 13159-01 MW-3-20170515
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 16 5-Isopropylidene-6-methylde... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.30 18.58 ng 334946 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Isopropvlidene-6-methvldeca-3.... 204 C14H200 1000197-84-7 62
2 6S5-2.3.8.8-Tetramethvltricvclol5... 204 C15H24 137235-48-4 50
3 Benzeneacetic acid. .alpha.-meth... 234 C10H9F303 020445-31-2 32
4 1H-T1.410xazinol4.3-all1l.31benzi... 189 C10H11N30 1000362-54-6 27
5 9-Methyltetracyclo[7.3.1.0(2.7).... 204 C15H24 1000215-30-5 25
Abundance Scan 3632 (23.300 min): BF095224.D (-3621) (-) m/z 189.15 100.00%
5000
2|6|2-1 452.3 23.00 23.20 23.40 23.60
oy e m/z 43.00 50.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64213: 5-1sopropylidene-6-methyldeca-3,6,9-trien-2-one
43.0 189.0
119.0
5000 NSNS ISR SRR
770 23.00 23.20 23.40 23.60
m/z 80.95 41.05%
ol b fdli i ﬁgwlﬂ....,..”,....,....,....“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
189.0
23.00 23.20 23.40 23.60
5000 m/z 175.10 38.94%
69.0 119.0
e L L WL LA UL WL B WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #88610: Benzeneacetic acid, .alpha.-methoxy-.alpha.-(trifl...
189.0 23.00 23.20 23.40 23.60
m/z 119.05 38.56%
5000 105.0
69.
0 J#"L? }l“'L}??.?“" T ?%4Tq U DAL DAL UL U
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051817\

Data File : BF095224.D

Acq On : 18 May 2017 16:05

Operator : SJ/MA

3?22'6 i 13159-01 MW-3-20170515
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 6.1 ng 175886 1 7.77 576748 20.0
unknown7 .43 7.43 84.5 ng 2436750 1 7.77 576748 20.0
n-Hexadecanoic acid 15.98 4.7 ng 174459 4 15.02 741535 20.0
Octadecanoic acid 17.07 3.4 ng 111193 5 18.69 663368 20.0
Heneicosane 17.83 6.4 ng 213289 5 18.69 663368 20.0
Octacosane 18.92 11.9 ng 395101 5 18.69 663368 20.0
2-methyloctacosane 20.32 11.2 ng 201467 6 20.37 360613 20.0
unknown20.63 20.63 10.9 ng 195630 6 20.37 360613 20.0
Pyrene, hexadecah... 21.08 3.7 ng 66909 6 20.37 360613 20.0
unknown21 .27 21.27 3.7 ng 67312 6 20.37 360613 20.0
Eicosane 21.68 7.5 ng 134555 6 20.37 360613 20.0
Heptacosane 22.52 5.8 ng 103596 6 20.37 360613 20.0
5-1sopropylidene-... 23.30 18.6 ng 334946 6 20.37 360613 20.0
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