LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\

Data File : BM015815.D

Aca On : 06 Jul 2018 23:12 Instrument :
Operator : SJ/JU BNA_M
Sample - J3790-02 ClientSampleld :
Misc - ZER-WC-L-01
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-BM070518 .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 5.810 422 429 451 rVB 1402045 2208753 17.73% 2.848%
2 7.457 699 709 733 rBV2 895863 1710295 13.73% 2.205%
3 7.834 765 773 795 rBVY 2805076 4623940 37.11% 5.962%
4 8.304 837 853 859 rBV 537353 939732 7.54% 1.212%
5 8.634 899 909 926 rVB 2379038 3923512 31.49% 5.059%
6 9.492 1047 1055 1076 rBvV 1919520 3370962 27 .05% 4_.347%
7 11.134 1326 1334 1348 rBV 674904 1157008 9.29% 1.492%
8 13.551 1735 1745 1765 rBV 4910957 7083569 56.85% 9.134%
9 14.369 1878 1884 1892 rBV 666715 1053123 8.45% 1.358%
10 14.833 1957 1963 1971 rVB 327675 486180 3.90% 0.627%

11 14.927 1971 1979 2024 rVB2 950301 1528364 12.27% 1.971%
12 15.310 2033 2044 2057 rBV 329556 543170 4_36% 0.700%
13 16.404 2222 2230 2244 rBV 4476172 6297122 50.54% 8.120%
14 16.604 2261 2264 2299 rVB 227062 377922 3.03% 0.487%
15 17.651 2434 2442 2452 rBV 1195316 1733311 13.91% 2.235%

16 18.492 2579 2585 2594 rBV 1263803 1740258 13.97% 2.244%
17 18.898 2645 2654 2716 rBV2 636662 2814140 22.59% 3.629%
18 19.680 2783 2787 2792 rVB 703576 812601 6.52% 1.048%
19 19.745 2792 2798 2814 rBV 1022968 1385258 11.12% 1.786%
20 19.880 2814 2821 2838 rVV 10744051 12459974 100.00% 16.067%

21 20.215 2869 2878 2920 rBV 8869420 10117631 81.20% 13.046%
22 20.962 3002 3005 3078 rBV5 93741 633128 5.08% 0.816%
23 21.421 3078 3083 3135 rVV 395105 1187168 9.53% 1.531%
24 21.756 3135 3140 3153 rVV 1114586 1658433 13.31% 2.139%
25 21.856 3153 3157 3230 rVvV 171483 1205104 9.67% 1.554%

26 22.309 3230 3234 3313 rVV2 195156 1234577 9.91% 1.592%
27 22.797 3313 3317 3405 rVvV 208876 760785 6.11% 0.981%

28 24.162 3542 3549 3626 rBV 538552 910678 7.31% 1.174%
29 24.644 3627 3631 4436 rVB2 158172 3594235 28.85% 4_.635%

Sum of corrected areas: 77550933
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM015815.D
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Abundance TIC: BM015815.D
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Abundance TIC: BM015815.D

o

14.37

le+07
8000000
6000000
4000000

2000000

21,76 24.16
ZMGﬂM%w6%M2¥O . N 24.64

S o = et ErE————— st L
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 unknown7.83 Concentration Rank 1

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

7.83 98.41 ng 4623940 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 772 (7.828 min): BM015815.D (-765) (-) m/z 132.00 100.00%
132.0
5000 68.1
40 o1 o |7 780 Tk 850 8%
0 : B A m/z 68.10 43.88%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 USRI RS L IR
7.40 7.60 7.80 8.00 8.20
70.0 m/z 66.10 35.50%
310 g0
0 'J"Il'h'l“ ”'Jl“"'\"l}§9" I AL SN DU DU
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.81%
69.0
39.0
. salo 89.0 105.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 21.17%
74.0
5000 98.0 116.0
0||||||||‘|‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0|||||| e
m/z--> 40 60 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknownl14.83 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.83 6.36 ng 486180 Acenaphthene-d10 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-2-methyl- 102 C5H10S 001795-09-1 22
2 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 18
3 3-cis-Methoxv-5-cis-methvl-1R-cv... 144 C8H1602 059013-92-2 18
4 1.2.4-Trithiolane. 3.5-bis(l1-met... 208 C8H16S3 054934-99-5 16
5 Benzonitrile, 4-[1-hydroxy-4-(me... 219 C12H13NOS 097369-82-9 10
Abundance Scan 1962 (14.827 min): BM015815.D (-1957) (-) m/z 55.05 100.00%
58.0
87.0
5000
39/0 151.9 208.0
120.0
71,0 105.0 14.60 14.80 15.00 15.20
(o} ' m/z 87.00 63.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4276: Thiophene, tetrahydro-2-methyl-
87.0
45.0
5000{ 27.0 R AL SRR S B
102.0 14.60 14.80 15.00 15.20
GT-O m/z 41.10 45.61%
0. “.‘”.‘W.“.”.Hl“l‘.‘l“.“. = ..|“....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29.0
" 1460 14.80 15.00 15.20
5000 87.0 m/z 88.00 38.32%
59.0
e R S L UL L UL L IS B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20132: 3-cis-Methoxy-5-cis-methyl-1R-cyclohexanol O EaE e ERRa
41.0 87.0 14.60 14.80 15.00 15.20
58.0 m/z 59.00 36.63%
5000
126.0
111.0 ‘
0: '| |||||||||||||||||||||1|4|4.|O||||||||||||||||| ./\IIIIIIIII S P —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 unknownl5.31 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.31 7.11 ng 543170 Acenaphthene-d10 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 38
2 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 38
3 trans-0-Dithiane-4.5-diol 152 C4H802S2 014193-38-5 35
4 Dibutvl methoxv phosphine. sulfide 208 C9H210PS 098958-59-9 27
5 Ethane, isothiocyanato- 87 C3H5NS 000542-85-8 14
Abundance Scan 2044 (15.310 min): BM015815.D (-2033) (-) m/z 55.05 100.00%
.0
5000
208.0
15.00 15.20 15.40 15.60
o} m/z 152.00 77 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24403: 1,2,5-Trithiepane
152.0 /\
5000 60.0 A
8.0 15.00 15.20 1540 15.60
106.0 124.0 m/z 87.00 72.74%
27.0 ‘ : ‘
P T I N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
152.0
15.00 15.20 15.40 15.60
5000 60.0 670 m/z 41.05 57 .62%
270 106.0 124.0
e R S S SR WA B B B B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24396: trans-O-Dithiane-4,5-diol R B B A
152.0 15.00 15.20 15.40 15.60
108.0 m/z 59.00 50.11%
5000 44.0
200 870
‘ ‘ 134.0
0...Eﬁ?.iN.UH:NML...Lnh.“.ﬂ... S NN 4 N S D
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 2(3H)-Benzothiazolone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.60 4_.36 ng 377922 Phenanthrene-d10 17.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 95
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
3 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 68
4 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 46
5 4-Methoxyformanilide 151 C8H9NO2 023896-88-0 38
Abundance Scan 2263 (16.598 min): BM015815.D (-2261) (-) m/z 151.00 100.00%
96.0 151.0
123.0
5000
69.0
45.0 2070 16.20 16.40 16.60 16.80 17.00
o R e S e e m/z 96.00 88 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23618: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000
16.20 16.40 16.60 16.80 17.00
69.0 m/z 123.00 66 .72%
28.0 45.0 '
120 "7 ) L, M [TARE 1 Il |
e Y U I S L S S B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151.0
16.20 16.40 16.60 16.80 17.00
5000 96.0 1230 m/z 69.00 25.87%
270 450 690
e Y U I I S S S BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23621: 1,2-Benzisothiazol-3(2H)-one e B e
151.0 16.20 16.40 16.60 16.80 17.00
m/z 45.00 14 _.68%
5000
96.0
50.0 69.0 123.0
0....|....‘l.‘.“..‘l‘..“.l‘l‘....|.l..|“....|..l.|....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.49 20.08 ng 1740260 Phenanthrene-d10 17.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 2585 (18.492 min): BM015815.D (-2579) (-) m/z 43.05 100.00%

43.0 73.0

5000

—
.

18.20 18.40 18.60 18.80

0 m/z 41.05 95.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LN L L L L L LB
18. 20 18 40 18. 60 18 80
1290 256.0 m/z 73.00 85.38%
970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
o AR ey
18.20 18.40 18.60 18.80
5000 256.0 m/z 60.00 81.47%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0 18.20 18.40 18.60 18.80
43.0 m/z 55.10 77 .34%
5000 129.0

%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 20 18 40 18. 60 18 80

8270-BMO070518_.M Mon Jul 09 14:53:01 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Hexanedioic acid, bis(2-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.90 32.47 ng 2814140 Phenanthrene-d10 17.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 50
2 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 50
3 Butvl citrate 360 C18H3207 000077-94-1 49
4 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 40
5 Butanedioic acid, 2,3-dimethyl-,... 258 C14H2604 057983-29-6 40
Abundance Scan 2654 (18.898 min): BM015815.D (-2645) (-) m/z 128.95 100.00%
128.9
185.1 %
5000 41.1
87.0
56. 18.60 18.80 19.00 19.20
ob— .M | | \ 09 L | esroasee 4718510 52.67%
m/z--> 50 100 150 200 250 300 350
Abundance #93158: Hexanedioic acid, bis(2-methylpropyl) ester
129.0
57.0
5000 LR AR RN S
185.0 18.60 18.80 19.00 19.20
29.0 101 m/z 41.10 41.91%
156.0
o4y 1 ITII ...‘.l...24.3'0....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance
129.0
185.0 18.60 18.80 19.00 19.20
5000 57.0 m/z 57.10 32.45%
29.0 101.0
e L "1?50" T — 2 rrr T
m/z--> 50 100 150 200 250 300 350
Abundance #144807: Butyl citrate
185.0 18.60 18.80 19.00 19.20
129.0 m/z 43.05 25.24%
5000
41.0 259.0
N 157.0 | 2130 287.0 361.0
LU N B N N SR B RN B RN SR BN B B A B B B B N B B N B N N B B N E B N B B N R —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.74 16.71 ng 1385260 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86

Abundance Scan 2797 (19.739 min): BM015815.D (-2792) (-) m/z 43.05 100.00%

19. 40 19. 60 19. 80 20. 00

43.0
73.0
5000

(o} m/z 41.10 83.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43.0
5000

19.40 19.60 19.80 20.00
m/z 73.00 74.43%

. . 1. -
18. 0‘ \ ) “ . 213.0
R R R ERREE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
284.0

o

73.0 : B REEE RS LR RS
19. 40 19. 60 19. 80 20.00
m/z 60.00 72.63%
5000 1290
98.0
185.0 241.0
18.0 157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 19.40 19.60 19.80 20.00

m/z 55.10 71.37%

5000

O}QR“WM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.96 7.64 ng 633128 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eilcosane 282 C20H42 000112-95-8 89
3 Nonadecane 268 C19H40 000629-92-5 89
4 Nonadecane 268 C19H40 000629-92-5 83
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 3005 (20.962 min): BM015815.D (-3002) (-) m/z 57.10 100.00%

1

5000

20.60 20.80 21.00 21.20

113114111701 209.0 5531 282.0

(o} m/z 43.10 91.66%
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57.0
5000 LA L L L L L L
85.0 20.60 20.80 21.00 21.20
29.0 m/z 71.10 62.32%
o | ‘L || A130141.0160.0107.0225.0253.0 282.0
A B L s e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A e e
20.60 20.80 21.00 21.20
5000 85.0 m/z 41.05 44 . 42%
29.0
o 113.0141.0169.0197.0 225.0 253.0 282.0
T B e L e
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane R AR EEEEE T
57.0 20.60 20.80 21.00 21.20
m/z 85.10 39.25%
5000 85.0
29.0
o ‘ ‘ | ‘411? 0141 0169.0197.02250 268.0
... — T e e & et
m/z--> 50 100 150 200 250 300 350 20 60 20 80 21. OO 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 5-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.42 14.32 ng 1187170 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 1-Octadecene 252 C18H36 000112-88-9 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 81
Abundance Scan 3083 (21.421 min): BM015815.D (-3078) (-) m/z 43.10 100.00%
431
R SUNIIR B SO B
25.1 207.0 21.20 21.40 21.60 21.80
ol ih i }li fro 1 2BLO 3410 431247510 L7, 57.05  89.72%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)-
55.0
5000 LRI SULRULE BN UL B
21/20 21.40 21.60 21.80
m/z 55.05 69.550
0.--“-‘-‘.‘ h \\\M \%39018202230 B
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
83.0 R SUNIE B SRR
21.20 21.40 21.60 21.80
5000 m/z 41.10 61.79%
- assnat o LJM
O e e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #155622: 1-Heptacosanol N B B !
43, 21.20 21.40 21.60 21.80
m/z 69.10 49.72%
97.0
5000

%

Ml N “39018202240 281.03220 3780

ol bl A Ry 37 18202240 28103220 sttt SRR

m/z--> 0 50 100 150 200 250 300 350 400 450 21. 20 21. 40 21. 60 21. 80

8270-BMO70518 .M Mon Jul 09 14:53:04 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.86 14.53 ng 1205100 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Heneicosane 296 C21H44 000629-94-7 93
3 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3158 (21.862 min): BM015815.D (-3153) (-) m/z 57.10 100.00%
57.1
5000

21.60 21.80 22.00 22.20

417.1 489.1

Ot m/z 43.10 94 .82%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0
5000 LN L L L LB L
21. 60 21. 80 22. OO 22. 20
9.0 m/z 71.10 70.15%
e T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
i BB m oM
21.60 21.80 22.00 22.20
5000 m/z 85.10 50.92%
99.0
5140 141.0183.0 2250  296.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107657: Hexadecane, 5-butyl- T O L
43. 21.60 21.80 22.00 22.20
m/z 41.10 35.53%
5000 5.0
126.0 225.0
o 1, | [ 169.0 | 2800
L I B A e A o o e R m R R R !
m/z--> 0 50 100 150 200 250 300 350 400 450 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Eicosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.31 14.89 ng 1234580 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 87
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 3234 (22.309 min): BM015815.D (-3230) (-) m/z 57.10 100.00%
57.1
5000
°0 22.00 22.20 22.40 22.60
169.1 209.0 281.0 : : : :
o A b, B0212000 2810 3240 3692 4301 4891 T390 g4 41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147095: Eicosane, 7-hexyl-
57.0
5000 AR AR RN

22. OO 22. 20 22. 40 22.60
m/z 71.05 62 .59%

F | ;14101820 5559 28103220

(oL 1 S A = L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
A
22.00 22.20 22.40 22.60
5000 m/z 85.10 42 _4T%
99.0
0 141.0 183.0 225.0 281.0 337.0 394.0
s e L e e e e A mam
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155179: Eicosane, 9-octyl- A o e
43.0 22.00 22.20 22.40 22.60
m/z 41.10 33.32%
5000 85.0
281.0
ob 127.0169.0 2380 | 33543650
m/z--> 50 100 150 200 250 300 350 400 450 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70618\
Data File : BM015815.D

Aca On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample : J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: RTEINT.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .64 78.94 ng 3594240 Perylene-d12 24 .16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
5 Nonacosane 408 C29H60 000630-03-5 87
Abundance Scan 3630 (24.639 min): BM015815.D (-3627) (-) m/z 57.10 100.00%
57.1
o ¢
2070 a0 24160 2450 25100
141.1 285.1 3551 417.1
-t l hmm et ML 0320 L7z 43,10 79.43%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
57.0
5000 L I B BRI B
mmmmmm%m
9.0 m/z 71.10 70.25%
miz--> 0 50 100 1éo 260 250 360 3éo 460 4%0 560
Abundance
57.0
" 24.40 24.60 24.80 25.00
5000 m/z 85.10 46.01%
99.0
o 141.0183.0 239.0 296.0
miz--> 0 55 160 1éo 200 250 360 3éo 460 4%0 560
Abundance #167081: Tetracosane, 11-decyl- e T T T
57.0 24.40 24.60 24.80 25.00
m/z 41.05 29 .54%
5000
9.0
0 ‘ ; 141.0183.02050  295.0337.0378.0420.0
miz--> 0 5'0 1(')0 1éo 2(')0 250 3(')0 350 400 4&1;0 5(')0 24. 40 24 60 24. 80 25 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO70618\
Data File : BM015815.D

Acq On : 06 Jul 2018 23:12

Operator : SJ/JU

Sample - J3790-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .83 7.83 98.4 ng 4623940 1 8.30 939732 20.0
unknownl14 .83 14.83 6.4 ng 486180 3 14.93 1528360 20.0
unknownl15.31 15.31 7.1 ng 543170 3 14.93 1528360 20.0
2(3H)-Benzothiazo... 16.60 4.4 ng 377922 4 17.65 1733310 20.0
n-Hexadecanoic acid 18.49 20.1 ng 1740260 4 17.65 1733310 20.0
Hexanedioic acid,... 18.90 32.5 ng 2814140 4 17.65 1733310 20.0
Octadecanoic acid 19.74 16.7 ng 1385260 5 21.76 1658430 20.0
Eicosane 20.96 7.6 ng 633128 5 21.76 1658430 20.0
5-Eicosene, (E)- 21.42 14.3 ng 1187170 5 21.76 1658430 20.0
Heneicosane 21.86 14.5 ng 1205100 5 21.76 1658430 20.0
Eicosane, 7-hexyl- 22.31 14.9 ng 1234580 5 21.76 1658430 20.0
Heneicosane 24 .64 78.9 ng 3594240 6 24.16 910678 20.0
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