LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11619\

Data File : BM018589.D

Aca On - 16 Jan 2019 18:38 Instrument :

Operator : JU/SJ (B.‘,ll\:gﬁ’;ﬂSam ol

3‘?”‘0'6 : K1149-03 sw003-1901pl4-01
isc :

ALS Vial : 14 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-BM010919 .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 3.969 145 150 157 rBvY 364149 545668 2.38% 0.459%
2 5.340 375 383 389 rBVY 2634646 3917924 17.11% 3.296%
3 6.922 642 652 668 rBV2 1744216 3216368 14.05% 2.706%
4 7.281 705 713 724 rBVY 5229411 8345369 36.46% 7.020%
5 7.745 784 792 799 rBV 1444526 2281827 9.97% 1.919%
6 8.063 839 846 852 rBV 4467477 7246370 31.65% 6.096%
7 8.110 852 854 862 rVB 251585 336815 1.47% 0.283%
8 8.192 862 868 874 rBV 224530 361760 1.58% 0.304%
9 8.275 874 882 891 rVB 335910 589403 2.57% 0.496%
10 8.522 917 924 930 rBV 348056 585114 2.56% 0.492%

11 8.916 983 991 1002 rBV 3724442 6117540 26.72% 5.146%
12 10.022 1174 1179 1185 rBV2 154995 243268 1.06% 0.205%
13 10.539 1259 1267 1271 rBV 1956742 3328754 14.54% 2.800%
14 10.586 1271 1275 1283 rVB 2332958 3751413 16.39% 3.156%
15 10.710 1288 1296 1304 rVB 208798 406309 1.77% 0.342%

16 11.939 1498 1505 1512 rBV 213559 365284 1.60% 0.307%
17 12.204 1543 1550 1557 rBV 175218 280886 1.23% 0.236%
18 12.421 1578 1587 1595 rVB 196740 370883 1.62% 0.312%
19 13.010 1680 1687 1695 rBV 10194393 15167188 66.26% 12.759%
20 14.398 1916 1923 1929 rBV2 2857194 4475168 19.55% 3.764%

21 14.457 1929 1933 1941 rVB 308410 469215 2.05% 0.395%
22 14.792 1985 1990 1998 rBV 197191 319343 1.40% 0.269%
23 15.445 2095 2101 2110 rBV 236572 344270 1.50% 0.290%
24 15.892 2170 2177 2189 rBV 9000802 12389662 54.12% 10.422%
25 16.127 2211 2217 2225 rVB4 180678 342377 1.50% 0.288%

26 17.145 2384 2390 2395 rBV2 3809721 5344478 23.35% 4._.496%
27 17.186 2395 2397 2402 rVB 260038 308668 1.35% 0.260%
28 17.556 2455 2460 2465 rVB 258843 370385 1.62% 0.312%
29 17.903 2515 2519 2528 rBV3 125399 238503 1.04% 0.201%
30 18.033 2536 2541 2551 rBV 919280 1374941 6.01% 1.157%

31 19.203 2736 2740 2747 rVB2 196595 323707 1.41% 0.272%
32 19.315 2755 2759 2770 rBV2 591838 973233 4._.25% 0.819%
33 19.780 2832 2838 2843 rBV 18550443 22891943 100.00% 19.257%
34 21.033 3048 3051 3055 rBvV 258071 266833 1.17% 0.224%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018589.D

Aca On : 16 Jan 2019 18:38

Operator : JU/SJ

3?22'6 i K1149-03 SW003-190114-01
ALS Vial : 14 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.339 3098 3103 3111 rBV 4346612 5396827 23.58% 4._.540%
36 22.386 3279 3281 3289 rVB2 302312 416909 1.82% 0.351%

37 22.509 3298 3302 3308 rVB 783253 1023039 4_.47% 0.861%
38 23.615 3484 3490 3498 rVB 2186136 4150747 18.13% 3.492%

Sum of corrected areas: 118878391
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011619\

Data File : BM018589.D

Aca On : 16 Jan 2019 18:38

Operator : JU/SJ

ﬁ?ggle i K1149-03 SW003-190114-01
ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM018589.D
1.5e+07
1e+07
7.28
5000000 8.06
8.92
5.34
6.92 7.75 ﬁp
o 3.97 f\ | faagrs.s2 10.02 0.71
" e | e — A — e e e e
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018589.D
19,78
1.5e+07
13.01
5000000 17.14
14.40
18.03 49532 J
C1.942.2102.42 - .4614.79 1544 ]| 16.13 1§19 17.5617.9 19"
e B I e
Time--> 12.00 1250 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: BM018589.D
1.5e+07
1e+07
5000000 21.34
23.61
1
21.03 22, A_A
O S e o B e I o R o
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM010919.M Wed Jan 23 16:01:59 2019 Page: 3



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

Library Search Compound Report

= Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011619\
: BMO18589.D

: 16 Jan 2019 18:38

: JU/SJ

: K1149-03

SW003-190114-01

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 unknown7.28 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.28 73.15 ng 8345370 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine

2 (BE)-3-Chloro-2-methyvl-2-pentenal

3 Tranvlcvpromine-propionvl

4 Benzene.

1.3.5

-trifluoro-

132 C4H2CIFN2
132 C6HOCIO
189 C12H15NO
132 C6H3F3

5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12

1000146-10-7 35
031357-76-3 17
1000123-86-3 12
000372-38-3 9
028749-81-7 9

Abundance Scan 713 (7.281 min): BM018589.D (-705) (-) m/z 132.00 100.00%
132
5000 68
© s || %ios 1 198 20 700 7.20 7.40 7.60
ol SN A m/z 68.10 37.08%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
1
69
104
5000 LA L L L L L L L LB
7.00 7.20 7.40 7.60
0
31 51 m/z 134.00 32.38%
9
o R
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
R
7.00 7.20 7.40 7.60
5000 67 m/z 66.10 24.49%
41 53 97 117
o
ol el bl b0 L
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e
57 132 7.00 7.20 7.40 7.60
24 m/z 69.05 15.49%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018589.D

Aca On : 16 Jan 2019 18:38

Operator : JU/SJ

ﬁ?ggle i K1149-03 SW003-190114-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Indane Concentration Rank 8

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

8.11 2.95 ng 336815 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 83
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 64
5 Benzene, (chloromethyl)ethenyl- 152 C9HoClI 030030-25-2 59

Abundance Scan 854 (8.110 min): BM018589.D (-852) (-) m/z 117.10 100.00%
117
5000 /b\
91 n- NS SRS RS R
39 51 63 77 103 207 7.80 8.00 8.20 8.40
0! R e LA B m/z 118.10 60.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Indane
117
5000 S AR AR RARSE AR

7.80 8.00 8.20 8.40
m/z 115.10 28.19%

91
oL 15 27 39 51 63 77 1" 103
- I T T T I T T I T T I T T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8690: Benzene, cyclopropyl-
117 /\

7.80 8.00 8.20 8.40
5000 a1 m/z 91.10 18.02%

,7 39 51 65 78 | 103
T Y A | —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8706: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117

7.80 8.00 8.20 8.40
m/z 116.10 7.67%

5000 g1
39
27 | 5 6% 78 | 103
R

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018589.D

Aca On : 16 Jan 2019 18:38

Operator : JU/SJ

ﬁ?ggle i K1149-03 SW003-190114-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Indene Concentration Rank 3

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

8.27 5.17 ng 589403 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 95
3 Benzene. 1.2-propadienvl- 116 C9OH8 002327-99-3 91
4 Benzene.l-ethvnvl-2-methvl- 116 C9H8 000766-47-2 90
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 90

Abundance Scan 881 (8.269 min): BM018589.D (-874) (-) m/z 115.10 100.00%
115
5000
9 50 T o N g |12 "800 8.20 840 860
o) MM SO X BSOS M| m/z 116.10 92.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8166: Indene
116
5000 UREBE AR SRS RN

8.00 8.20 8.40 8.60
m/z 63.10 13.96%

63 89
27 39 50 74 109
O e e R e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8172: Benzene, 1-propynyl-
115
8.00 820 8.40 8.60
5000 m/z 89.10 13.35%
27 39 51 6 74 89 o000
O e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8173: Benzene, 1,2-propadienyl-
115 8.00 8.20 8.40 8.60
m/z 121.00 9.35%
5000
39
51 63 89
1527 I I - Al
0 ”.,....,.”.,....,”..,....,“..,....P...,....P...,...q....,. T TR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018589.D

Aca On : 16 Jan 2019 18:38

Operator : JU/SJ

ﬁ?ggle i K1149-03 SW003-190114-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzo[b]thiophene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.71 2.44 ng 406309 Naphthalene-d8 10.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene 134 C8H6S 000095-15-8 94
2 2-Benzothiophene # 134 C8H6S 000270-82-6 91
3 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 91
4 Cvclopentalblthiapvran 134 C8H6S 000271-17-0 87
5 Thiepino[3,2-e]isobenzofuran-1,3... 260 C14H1203S 055044-57-0 72
Abundance Scan 1296 (10.710 min): BM018589.D (-1288) (-) m/z 134.00 100.00%
134
5000
5 63 82 108 o8 10.40 10.60 10.80 11.00
Obrrrriptr et probtoprebrr b e e e e rereese || m/z. 8900 11.21%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14744: Benzo[b]thiophene
134
5000

10.40 10.60 10.80 11.00
m/z 135.00 9.05%

67 89
A0 O e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14747: 2-Benzothiophene #
134
L e R e RARa
10.40 10.60 10.80 11.00
5000 m/z 90.10 8.19%
89
45 63 | 108
Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14748: Cyclopenta[c]thiapyran
134 10.40 10.60 10.80 11.00
m/z 62.95 5.89%
5000
45 63 h 108
O T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018589.D

Aca On : 16 Jan 2019 18:38

Operator : JU/SJ

ﬁ?ggle i K1149-03 SW003-190114-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.19 ng 365284 Naphthalene-d8 10.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 96
2 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 64
3 Stvrene 104 C8HS8 000100-42-5 60
4 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 53
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 52
Abundance Scan 1505 (11.939 min): BM018589.D (-1498) (-) m/z 132.10 100.00%
104 132
5000 78 ]\_
51 S G —
63
39 89 11.60 11.80 12.00 12.20
o! A A 2% m/z 104.10 96.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14058: 1H-Inden-1-one, 2,3-dihydro-
104 132
5000 LA SR U
51 -8 11.60 11.80 12.00 12.20
m/z 103.10 53.54%
27 39 | O3 89 I 115
0 I'“'WM"'P' Y SR LR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14054: 2H-Inden-2-one, 1,3-dihydro-
104
11.60 11.80 12.00 12.20
5000 132 m/z 78.00 39.16%
78
51
0 27 3\9 1] 6\3 \“ 89 1 ‘ 115
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4759: Styrene
104 11.60 11.80 12.00 12.20
m/z 77.05 29.96%
5000 8
51
0 '}?I??'??""??"'I'gg' i U LI DRI UL B S LA R BRI U
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BM010919.M Wed Jan 23 16:02:03 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018589.D

Aca On : 16 Jan 2019 18:38

Operator : JU/SJ

ﬁ?ggle i K1149-03 SW003-190114-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.03 5.15 ng 1374940 Phenanthrene-d10 17.14
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 2541 (18.033 min): BM018589.D (-2536) (-) m/z 73.05 100.00%
43 78 q
5000 129
213
157171185 I B B L B R B
143 199 285 17.80 18.00 18.20 18.40
(o} m/z 43.05 92.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 78
5
5000 29 256 LR BRI LN BN B
17.80 18.00 18.20 18.40
213 m/z 60.00 82.87%
. L 143157171185, 5o
m/z--> "55"20"60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
78
435 " 17.80 18.00 18.20 18.40
5000 29 129 m/z 41.10 79.00%
143157 214
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid e A AR
78 17.80 18.00 18.20 18.40
43 m/z 55.05 73.00%
5000
29
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 Ifso 1&50 1&50 18MO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018589.D

Aca On : 16 Jan 2019 18:38

Operator : JU/SJ

ﬁ?ggle i K1149-03 SW003-190114-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

8270-BM010919.M Wed Jan 23 16:02:05 2019

TIC Library :
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.32 3.61 ng 973233 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2760 (19.321 min): BM018589.D (-2755) (-) m/z 73.00 100.00%
VTc I
5000 mﬁﬂymm_*ﬁﬂ,m“}L\~v,,m~_v,«A;
19.00 19.20 19.40 19.60
0 m/z 43.05 98.24Y%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129 USRNSSR IR B
19.00 19.20 19.40 19.60
9 185 oa 284 m/z 60.00 75.59%
o 15 " .l15.7 | I2].'3 L I 265 \
m/z--> 50 100 1éo 260 250 360 3éo
Abundance #75071: Tetradecanoic acid
73
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—r
43 19.00 19.20 19.40 19.60
5000 m/z 41.10 75.38%
129
185 228
\ L |
oL J.\,uL JLALMIHI‘Iﬁﬁll‘IIIII —
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R EE mE
ile] 19.00 19.20 19.40 19.60
m/z 57.10 72.03%
73
129
97
. B A R TR
m/z--> 5'0 1(')0 150 200 251,0 300 35'30 19.'00 19.'20 19.'40 19.|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018589.D

Aca On : 16 Jan 2019 18:38

Operator : JU/SJ

ﬁ?ggle i K1149-03 SW003-190114-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 2,6,10,14,18,22-Tetracosahe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.51 4.93 ng 1023040 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
2 Saualene 410 C30H50 007683-64-9 91
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 78
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 3302 (22.509 min): BM018589.D (-3298) (-) m/z 69.10 100.00%
69
5000 J
41 I I I
9 137 22120 22.40 22.60 22.80
oL b il o I J61 207231260 299 341367 403 476 | 7" 8105  49.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
60
5000 IR BABSURBN U
nmnmnmnm
a4l m/z 41.10 26.64%
o | L j L h ﬁ49175203231 273299 341367 410
m/z--> éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #158504: Squalene
60
22120 22.40 22.60 22.80
s000] 4L m/z 95.10 13.70%
0 Ll 1 i ;61 191217 273299 341367 410
m/z--> §0 100 1éo 200 250 300 350 460 4%0
Abundance #70984: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- L I L N
69 22.20 22.40 22.60 22.80
m/z 68.10 12.15%
41
5000
93 136 /
bbbk ypirororeee S
m/z--> 50 100 150 200 250 300 350 400 450 2220 2240 2260 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO11619\

Data File : BM018589.D

Acq On : 16 Jan 2019 18:38

Operator : JU/SJ

3?22'6 i K1149-03 SW003-190114-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
Quant Title : 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]
unknown7 .28 7.28 73.2 ng 8345370 1 7.75 2281830 20.0
Indane 8.11 3.0 ng 336815 1 7.75 2281830 20.0
Indene 8.27 5.2 ng 589403 1 7.75 2281830 20.0
Benzo[b]thiophene 10.71 2.4 ng 406309 2 10.54 3328750 20.0
1H-Inden-1-one, 2... 11.94 2.2 ng 365284 2 10.54 3328750 20.0
n-Hexadecanoic acid 18.03 5.2 ng 1374940 4 17.14 5344480 20.0
Octadecanoic acid 19.32 3.6 ng 973233 5 21.34 5396830 20.0
2,6,10,14,18,22-T... 22.51 4.9 ng 1023040 6 23.61 4150750 20.0
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