LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM122018\
Data File : BM0O18342.D
Aca On - 20 Dec 2018 22:23 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6386-03 P001-SS016-0006-02
ALS Vial : 13 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM121518 .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 3.111 34 38 49 rBV 409608 506412 1.65% 0.577%
2 5.134 375 382 395 rBY 2898514 4211568 13.76% 4.802%
3 6.705 638 649 662 rBY 2746520 4471196 14.61% 5.098%
4 7.034 697 705 715 rBVY 3041281 4566868 14.92% 5.207%
5 7.487 776 782 790 rVB 554443 855035 2.79% 0.975%

7.799 828 835 847 rVB 2229914 3460911 11.31% 3.946%
8.646 972 979 989 rBV 1615314 2653730 8.67% 3.026%
1244 1252 1263 rVB 611857 1026537 3.35% 1.170%
12.751 1670 1677 1685 rBV 2969526 4350344 14.22% 4._.960%
13.616 1815 1824 1834 rBV2 225127 426235 1.39% 0.486%

QOO ~NO®
=
o
N
a1
=

11 14.145 1908 1914 1922 rVB3 718179 1140357 3.73% 1.300%
12 15.657 2165 2171 2178 rBV 2248704 3308282 10.81% 3.772%
13 16.916 2379 2385 2390 rBV 788267 1184396 3.87% 1.350%
14 17.769 2525 2530 2535 rBV 225646 359002 1.17% 0.409%
15 17.827 2536 2540 2549 rVvVv 692390 991762 3.24% 1.131%

16 19.569 2831 2836 2843 rVB 3169224 3846207 12.57% 4 _.385%
17 19.857 2881 2885 2887 rBv2 310741 427205 1.40% 0.487%
18 20.851 3045 3054 3074 rVB 7373298 30600853 100.00% 34.889%
19 21.139 3098 3103 3111 rBV 1114463 1896362 6.20% 2.162%
20 21.474 3157 3160 3164 rVB 291065 324039 1.06% 0.369%

21 21.721 3198 3202 3203 rBV 1417746 1746457 5.71% 1.991%
22 21.739 3203 3205 3214 rVB 1964897 2190518 7.16% 2.497%
23 22.386 3311 3315 3319 rVB 527467 712346 2.33% 0.812%
24 22.645 3355 3359 3363 rVV 1199170 1590481 5.20% 1.813%
25 22.692 3363 3367 3375 rVB 832501 1264789 4._.13% 1.442%

26 23.298 3466 3470 3480 rVB 812968 1549317 5.06% 1.766%
27 23.480 3497 3501 3509 rVB 920745 1469145 4._80% 1.675%

28 23.786 3549 3553 3560 rVB 734625 1260913 4.12% 1.438%
29 29.303 4485 4491 4505 rVB6 1478227 5318292 17.38% 6.064%

Sum of corrected areas: 87709559
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM018342.D
8000000

6000000

4000000
5. 13 6. 70

2000000 8.65

3.11 7.49 A 10.25

A

o—++———1trTrr-- ettt

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018342.D
8000000

6000000

4000000 1957

12.75

15.66
2000000

14.15
13.62

O e e e e R TR T R R T T T T T T e e T

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018342.D
8000000{ 2085

6000000
4000000
2000000

22.64 29.3
2P.69 23.28.48)3 79

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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-Butanone, 3-hydroxy- Concentration Rank 12

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

3.11 11.85 ng 506412 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-hvdroxv- 88 C4H802 000513-86-0 78
2 2-Propanone. 1l-methoxv- 88 C4H802 005878-19-3 9
3 Methoxvacetic acid. pentvl ester 160 C8H1603 168920-35-2 9
4 Methoxvacetic acid. hexvl ester 174 C9H1803 145747-16-6 9
5 4-Penten-2-ol 86 C5H100 000625-31-0 9

Abundance Scan 38 (3.111 min): BM018342.D (-34) (-) m/z 45.05 100.00%
48.0
5000 j\L
88.1 AESAsaESanennS
300 320  3.40
Obrrrrrrrrehec 823 | 2820 L1 L4300 73.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2008: 2-Butanone, 3-hydroxy-
45.0
5000 LA DAL L

300 320 3.40
m/z 88.10 13.80%

88.0
Ottt e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2020: 2-Propanone, 1-methoxy-
45.0
e
300 320 3.40
5000 m/z 42.10 10.24%
15.0
AL s
Ot e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29736: Methoxyacetic acid, pentyl ester
45.0 3.00 3.20 3.40

m/z 44_.05 3.55%

5000
70.0
Il \“ 102.0 130.0

Y O . . — ]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown7.03 Concentration Rank 2

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

7.03 106.82 ng 4566870 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 704 (7.028 min): BM018342.D (-697) (-) m/z 132.00 100.00%
13R.0
5000 68.0
96.0 IS UL L
40.1 1150 2070 6.60 6.80 7.00 7.20 7.40
o} : R e T m/z 68.05 49 _.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SREDE RS LA RS R

6.60 6.80 7.00 7.20 7.40
m/z 66.00 33.08%

31.0 51.0
ol T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
A as B L
970 6.60 6.80 7.00 7.20 7.40
5000 ’ m/z 134.00 32.94%
310 g0 0
) S N A R S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- e REamE R B
132.0 6.60 6.80 7.00 7.20 7.40

m/z 69.05 21.83%

5000 A
63.0 104.0 J
0 15.0 39 0 m L 79'0 Lt | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 660 6.80 700 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM122018\
Data File : BM018342.D

Aca On : 20 Dec 2018 22:23

Operator : JU/SJ

Sample : J6386-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 4 13-Borabicyclo[7.3.0]tridec... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.77 6.06 ng 359002 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Borabicvclol7.3.01tridecane. ... 236 C15H29BO 1000156-41-7 96
2 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 93
3 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 74
4 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 72
5 Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 64
Abundance Scan 2530 (17.769 min): BM018342.D (-2525) (-) m/z 55.10 100.00%
111 236.2 17.40 17.60 17.80 18.00
871 1930 - : : :
o 20 20T 3849 /7 69.05  59.53%
m/z--> 100 150 200 250 300 350
Abundance #79886 13-Borabicyclo[7.3.0]tridecane, 13-propoxy-, (2)- ...

s

5000 B e e o N Emes
6.0 17.40 17.60 17.80 18.00
194.0 m/z 41.10 56.80%
F240 1640 236.0
o! ) |
e

m/z--> 150 200 250 300 350
Abundance #90865. Hexadecenoic acid, Z-11-
53.0
T
17.40 17.60 17.80 18.00
5000 m/z 83.10 37.17%
83.0
‘ n I Jﬂ 1'6 1138016501020 230
0...‘,‘ IR 1 FATS fmi i — ——— T
m/z--> 50 100 150 200 250 300 350
Abundance #151535: 15-Tetracosenoic acid, methyl ester, (2)- e B o
55.0 17.40 17.60 17.80 18.00
m/z 97.10 31.23%
” 1 JA‘)’W
111.0
| ‘\ |, 13801650  207.0 349.0
ol —ub 1 b i oty L —
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.83 16.75 ng 991762 Phenanthrene-d10 16.92
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 I-Tyrosinol 167 C9H13NO2 1000131-27-0 18
Abundance Scan 2540 (17.827 min): BM018342.D (-2536) (-) m/z 73.10 100.00%
5000 “-~M“J_¢,,AAj\\AW._,,N‘N_AA
129.1
15711852213.2 2563 PR e
101.1 : : . 17.60 17.80 18.00 18.20
o P O N L. 2830 352 757 60.00 73.39%
m/z--> 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid
430
73.0
5000 LRI BRI SURELN BRI B
17. 60 17. 80 18 00 18 20
m/z 41.05 64 .38%
. 1010 129 0 1710 2130 25<|3.0
m/z--> 50 100' - '150' ' "260' ' "250' ' "360' ' "350'
Abundance #65562: Tridecanoic acid
430 | 730
17.|60 17.|80 18.|00 18.|20
5000 m/z 43.10 63.96%
129.0 10 2140
Lo | |
0! |”"|H|'H| ‘lku‘uiu‘l”'uu|‘|||'|||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid e e L
43.0 73.0 17.60 17.80 18.00 18.20
m/z 55.05 60.61%
5000 129.0
199.0 2420
101.0 1570
0! \III \\H h‘\n\l ||‘i‘|i|‘||| ——— ——— L
m/z--> 50 50 200 250 300 350 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Cyclopentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.86 4.51 ng 427205 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 81
3 Cvclohexadecane 224 C16H32 000295-65-8 78
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 76
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 74

Abundance Scan 2886 (19.863 min): BM018342.D (-2881) (-) m/z 69.10 100.00%

1

3

5000
39j0 10,60 19.80 20.00 20.20
297.0328.4 361.9 401.1
o— m/z 55.10 93.35%
miz--> 50 100 150 200 250 300 350 400
Abundance #63051: Cyclopentadecane
55.0
5000 970 LIS L L L LB L B
19.60 19.80 20.00 20.20
1 m/z 43.10 89.61%
210.0
LT O OO
miz--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester
43.0
e
83.0 19.60 19.80 20.00 20.20
5000 m/z 57.10 88.91%
21.0
530 2080 2500 979

Lid,

-

m/z--> 50 100 150 200 250 300 350 400
Abundance #72491: Cyclohexadecane L T e
55.0 19.60 19.80 20.00 20.20
m/z 83.10 88.28%
97.0
5000
39.0 224.0
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Cyclodisilazane-2,2,4,4-tet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.85 322.73 ng 30600900 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodisilazane-2.2.4.4-tetramin... 440 C10H40N12Si4 034665-55-9 59
2 5Alpha-cvano-3-methoxvmethvlenec... 439 C30H49NO 021157-23-3 46
3 Androstall7-16-blfuran-5"-imine.... 439 C29H45N02 1000196-04-8 7
4 2.3-Pvridinedicarboxvlic acid. 1... 439 C27H21NO5 088078-86-8 5
5 Acetamide, 2,2,2-trifluoro-N-(5,... 439 C21H20F3NO6 086436-46-6 3
Abundance Scan 3054 (20.851 min): BM018342.D (-3045) (-) m/z 439.10 100.00%
439.1
5000 ~////\\\
57.1
97.1 219.1 362.1 e
“ BMII %n 317.1 516.2 20.60 20.80 21.00 21.20
oL ALy VIS WSS NN SN m/z 440.10 41.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #163095: Cyclodisilazane-2,2,4,4-tetramine, N,N,N',N-tetr...
31.0 439.0
5000 LA SURSUL BN UL U
878.0 20.60 20.80 21.00 21.20
m/z 57.10 33.23%
oL L 2030 210 3190| |
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #163091: 5Alpha-cyano-3-methoxymethylenecholestane, (E)-
439.0
20,60 20.80 21.00 21.20
5000 m/z 43.10 25.44%
97.0
284.0
55.0
bl 1490, 2250, [ 19260 3020, |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #163090: Androsta[17-16-b]furan-5-imine, 4-methylene-3-m... L T s B
439.0 20.60 20.80 21.00 21.20
m/z 71.10 23.78%
5000 /\U-A-av-/kv\-w‘--~A\
55.0 271.0
oLt bl 0 220101028007 [ SO0 3691 | aee L
m/z--> 50 100 150 200 250 300 350 400 450 500 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.47 3.42 ng 324039 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 93
3 1.19-Eicosadiene 278 C20H38 014811-95-1 93
4 16-Heptadecenal 252 C17H320 1000144-57-9 83
5 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 70
Abundance Scan 3159 (21.468 min): BM018342.D (-3157) (-) m/z 82.10 100.00%
43, 82.1
5000
3239 S9A8 21,20 21.40 2160 21.80
433.2 : : :
obrrrd b 47525183 n/z 57.10  96.92%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99459: Oxirane, hexadecyl-
43.0 82.0
5000 UL IS SN BRI SR
21.20 21.40 21.60 21.80
240 m/z 43.10 81.61%
o " 166.0208.0250.0
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99447: Octadecanal
43.0 82.0
21,20 21.40 2160 21.80
5000 m/z 69.10 80.02%
24.0
Gl"J'J e '|1“LJ’f'“%%ﬁq'%2??f{"|" BN UL SULELEL S ~JNAwdMJ\/\M\MLMWN/\\NMN
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105306: 1,19-Eicosadiene R EEEEE RS
58.0 21.20 21.40 21.60 21.80
m/z 83.10 70.33%
6.0
5000
0l15.0 113701800 250.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 21120 21,40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.72 18.42 ng 1746460 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heptacosane 380 C27H56 000593-49-7 89
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 3202 (21.721 min): BM018342.D (-3198) (-) m/z 57.10 100.00%

517.1
5000

7.1 e ————
141.2 1839 21.40 21.60 21.80 22.00
1]y 142 2302 2051337.237724153 4891 oS 10 g6 48

Ot A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 50 LA L L L L L B LB L |
: 21.40 21.60 21.80 22.00
m/z 43.10 62 .44%
o I [7[01600 2250 29503370
L o o o o R T o o e e o o e L o o o R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane
57.0
R RRRRE R R e E Ry
21.40 21.60 21.80 22.00
5000 m/z 85.10 61.49%
9.0
o5y LI 1410 183.0 225.0 267.0 311.0  367.0 410.0
I B o o e B e o o B B ML i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane B
57.0 21.40 21.60 21.80 22.00
m/z 55.10 30.87%
5000 ﬂw\~vJ\W*ﬂﬁj4~vav~ﬂvf“\
9.0
o ‘ 1 141.0183.0 225.0 267.0 323.0 380.0
L o o o e B T B e e o B e o e e e R e R RRRRE R R e E Ry
m/z--> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM122018\
Data File : BM018342.D

Aca On : 20 Dec 2018 22:23

Operator : JU/SJ

Sample : J6386-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 10 1,2-Dodecanediol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.74 23.10 ng 2190520 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dodecanediol 202 C12H2602 001119-87-5 59
2 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 50
3 7-Tetradecanol 214 C14H300 003981-79-1 47
4 Cvclopentane. 1.1.3.4-tetramethv... 126 C9H18 020309-77-7 47
5 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 38

Abundance Scan 3205 (21.739 min): BM018342.D (-3203) (-) m/z 83.10 100.00%
83.1
5000 J&
T T o120 720 2150 200
167.1208.1 281.1 : : . .
oA A LA Ly 20 202 20003183395, 4153 4890 nzz 97.10  87.64%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #57273: 1,2-Dodecanediol
55.0 97.0
5000 U DR B B BN
171.0 2140 21,60 21.80 22.00 |
m/z 69.10 80.18%
15.
Ot L WL S WL SN WL LA SR S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #53670: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph...
55.0
97.0 21.40 21.60 21.80 22.00
5000 m/z 55.10 64.16%
‘ 167.0
Oy LI"M'I”"I"'W""I'”'I""I”"I"'W
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #65752: 7-Tetradecanol R A REER R
69.0 21.40 21.60 21.80 22.00
m/z 111.10 47 .86%
5000
29. 11 0
mz-> 0 50 100 150 200 250 300 350 400 450 2140 21.60 21.80 22.00

8270-BM121518_.M Fri Dec 21 16:19:31 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Tetradecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

22.39 9.20 ng 712346 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
5 Pentadecanal- 226 C15H300 002765-11-9 87

Abundance Scan 3316 (22.392 min): BM018342.D (-3311) (-) m/z 82.10 100.00%

1
43.1]

-

5000
24.1 208.1 I TTTT I TTTT I TTTT I TTTrT I L
. 65.1 2530 2971 3551 416.0 4610 22.00 22.20 22.40 22.60 22.80

m/z 57.10 92.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64480: Tetradecanal

.

5000 960 | BLNLIL L BN L L LB B
22.00 22.20 22.40 22.60 22.80
m/z 43.10 78.19%
168.0
0 212.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99459: Oxirane, hexadecyl-
43.0 82.0
R S R S R
22.00 22.20 22.40 22.60 22.80
5000 m/z 83.10 71.31%
24.0
0 166.0 208.0 250.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99447: Octadecanal A B R e
43.0 82.0 22.00 22.20 22.40 22.60 22.80
m/z 96.10 71.22%
5000

24.0 250.0
tlkl 194'0\1 |

o} e L A B A B e R s e A B S

T I T T I
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.64 20.53 ng 1590480 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 94
2 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3358 (22.639 min): BM018342.D (-3355) (-) m/z 57.10 100.00%
57.1
5000 | i
: U BRI BRI SN SR
141.2 22.40 22.60 22.80 23.00
oA L 23100 26n0m0 03851 az0s as0zszse | 00 g2 80
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147098: Docosane, 11-butyl-
57.0
5000 LN BN BN UL B
2240 22.60 22.80 23.00
8.0 m/z 43.10 61.19%
0 11410 21005550 3090 5660
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147102: Heneicosane, 11-pentyl-
43.0
" 22.40 22.60 22.80 23.00
5000 50 m/z 85.10 59.42%
224.0
. (om0 | 2 ammo
mz-> 0 55 100 1%0 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane L B e E e
22.40 22.60 22.80 23.00
m/z 41.10 24 .18%
5000
9.0
o 141.0183.0225.0  296.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 9-Tricosene, (2)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.69 16.33 ng 1264790 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 87
2 11-Tricosene 322 C23H46 052078-56-5 87
3 1-Docosene 308 C22H44 001599-67-3 74
4 1-Tetracosanol 354 C24H500 000506-51-4 58
5 Cyclopentane, 1,1"-[3-(2-cyclope... 304 C22H40 055255-85-1 52
Abundance Scan 3367 (22.692 min): BM018342.D (-3363) (-) m/z 83.10 100.00%
8d.
1 MLM
5000
T "72la0 260 2280 2300,
175.0 281.1 : : : :
ol AR g FIT 82 PR 8492 4159 4891 54911 nz5797.10  96.96%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129064: 9-Tricosene, (2)-
55.0
7.0
5000 L AN BN UGN U
22.40 22.60 22.80 23.00
0
200 3290 m/z 69.10 87.59%
ol b Ad 182.0224.0266.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129062: 11-Tricosene
43.0
22.40 22,60 22.80 23.00
5000 20 m/z 57.10 82.27%
0 ’ |140.0183.0 238.0280.0322.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121981: 1-Docosene R A AR BA R
55.0 22.40 22.60 22.80 23.00
m/z 55.10 80.30%
97.0
- \’\I\J/M
ol 1 | JH3901810 308.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.48 18.97 ng 1469150 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 96
2 1.19-Eicosadiene 278 C20H38 014811-95-1 94
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 Pentadecanal - 226 C15H300 002765-11-9 81
5 Tetradecanal 212 C14H280 000124-25-4 72
Abundance Scan 3501 (23.480 min): BM018342.D (-3497) (-) m/z 82.10 100.00%
434 82.1
5000
231 20 7340 7360 2380
191.0 . . . .
Ot AL 2571 2821 3342 390543114761 | nzz 5710 99.84%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107629: Oxirane, heptadecyl-
43.0 82.0

:

5000 LA L L L L L L LB
23.20 23.40 23.60 23.80
24.0 m/z 43.10 82.92%
o ' 166.0 222.0264.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105306: 1,19-Eicosadiene
53.0
A B
96.0 23.20 23.40 23.60 23.80
5000 m/z 96.10 76.70%
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99459: Oxirane, hexadecy!- A B
43.0 82.0 23.20 23.40 23.60 23.80

m/z 55.10 67 .25%

5000

:

24.0

166.0 208.0 250.0
L IR e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Tetratriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.79 16.28 ng 1260910 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 86
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 86
5 Triacontane 422 C30H62 000638-68-6 83

Abundance Scan 3554 (23.792 min): BM018342.D (-3549) (-) m/z 57.10 100.00%

51.

-

5000
9.1 L o B B B B BB
] JI 1412 5111 2811 23.40 23.60 23.80 24.00 24.20
(-8 I L, 2L 2811 34313854 4301 8031 U711 90560
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167078: Tetratriacontane
57.0
5000 | BLNLIL L BN L L LB B
23.40 23.60 23.80 24.00 24.20
0.0 m/z 85.10 65.24%
o159 || 1#1-0183.0225.0267.0 311.0  367.0 410.0
B Ll e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
I I I I I

23.40 23.60 23.80 24.00 24.20
m/z 43.10 58.20%

5000

141.0183.0 225.0

296.0

-

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155178: Octacosane A B R e
23.40 23.60 23.80 24.00 24.20
m/z 55.10 27 .49%
9.0
0 141.0183.0225.0 281.0 337.0 394.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.40 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018342.D

Aca On - 20 Dec 2018 22:23

Operator : JU/SJ

ﬁ?ggle i J6386-03 P001-55016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown29.30 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
29.30 68.65 ng 5318290 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenepropanol. .alpha.-e... 308 C20H3602 000515-03-7 38
2 9.19-Cvclolanost-24-en-3-0l. ace... 468 C32H5202 124094-10-6 37
3 1-Naphthalenepropanol. .alpha.-e... 306 C20H3402 003650-30-4 37
4 2.4.4-Trimethvl-3-hvdroxvmethvl-._... 222 C15H260 1000144-10-5 35
5 C(14a)-Homo-27-nor-14_beta.-gamm... 428 C30H520 024739-08-0 35
Abundance Scan 4490 (29.297 min): BM018342.D (-4485) (-) m/z 93.10 100.00%
1
s000{ 41 A~F~A~Nv\,»—\~,vw~v//[\\\\\
2000 2020
bty 293 "m/z 69.10 88.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121932: 1-Naphthalenepropanoal, .alpha.-ethenyldecahydro-2...
28.0
137.0
5000 1910 257.0 L L SR
29.00 29.20
m/z 95.10 83.11%
Unnas
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166208: 9,19-Cyclolanost-24-en-3-ol, acetate
R PN S
29.00 29.20
5000 m/z 81.10 82.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #120912: 1-Naphthalenepropanol, .alpha.-ethenyldecahydro-5... L e e LA e e
81.0 29.00 29.20
m/z 68.10 79.97%
5000
TS.O 189.0 257.0
Oy w""w"'l“"'“?OQQ“ LRI S LI WL I USRS S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 29.00 29.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\
Data File : BM0O18342.D
Acq On : 20 Dec 2018 22:23 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le : J6386-03 P001-SS016-0006-02
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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-Butanone, 3-hyd... 3.11 11.9 ng 506412 1 7.49 855035 20.0
unknown7 .03 7.03 106.8 ng 4566870 1 7.49 855035 20.0
13-Borabicyclo[7.... 17.77 6.1 ng 359002 4 16.92 1184400 20.0
n-Hexadecanoic acid 17.83 16.8 ng 991762 4 16.92 1184400 20.0
Cyclopentadecane 19.86 4.5 ng 427205 5 21.14 1896360 20.0
Cyclodisilazane-2... 20.85 322.7 ng 30600900 5 21.14 1896360 20.0
Oxirane, hexadecyl- 21.47 3.4 ng 324039 5 21.14 1896360 20.0
Heneicosane, 11-(... 21.72 18.4 ng 1746460 5 21.14 1896360 20.0
1,2-Dodecanediol 21.74 23.1 ng 2190520 5 21.14 1896360 20.0
Tetradecanal 22.39 9.2 ng 712346 6 23.30 1549320 20.0
Docosane, 11-butyl- 22 .64 20.5 ng 1590480 6 23.30 1549320 20.0
9-Tricosene, (2)- 22.69 16.3 ng 1264790 6 23.30 1549320 20.0
Oxirane, heptadecyl- 23.48 19.0 ng 1469150 6 23.30 1549320 20.0
Tetratriacontane 23.79 16.3 ng 1260910 6 23.30 1549320 20.0
unknown29 .30 29.30 68.7 ng 5318290 6 23.30 1549320 20.0
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