LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM120518\

Data File : BM017909.D

Aca On : 04 Dec 2018 19:10 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : J5761-01 AU-06-112918

ALS Vial : 7 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-BM111218 .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 4.769 296 303 311 rBV 146382 218752 2.98% 0.281%
2 5.210 371 378 390 rBVY 3654545 5310036 72.39% 6.822%
3 6.775 636 644 658 rBY 3256799 5592008 76.24% 7.184%
4 7.122 696 703 714 rBVY 3849912 5844630 79.68% 7 .509%
5 7.581 772 781 789 rBVY 1099780 1744358 23.78% 2.241%
6 7.893 827 834 843 rVB 2738529 4474021 60.99% 5.748%
7 8.740 969 978 995 rBVY 1952963 3476209 47 .39% 4 .466%
8 10.351 1241 1252 1259 rBV 1260485 2223139 30.31% 2.856%
9 12.839 1668 1675 1684 rBV 4183523 6144760 83.77% 7.894%
10 13.692 1815 1820 1828 rBvV 256384 435085 5.93% 0.559%

11 14.227 1902 1911 1919 rvVv2 1559361 2422122 33.02% 3.112%
12 14.363 1930 1934 1942 rVB 50673 77348 1.05% 0.099%
13 15.727 2160 2166 2175 rBV 2997770 4429649 60.39% 5.691%
14 15.980 2201 2209 2217 rBV 97007 224387 3.06% 0.288%
15 16.804 2346 2349 2359 rVB2 66417 111471 1.52% 0.143%

16 16.986 2374 2380 2384 rBV 1730630 2386769 32.54% 3.066%
17 17.027 2384 2387 2393 rVB 217634 302808 4._.13% 0.389%
18 17.539 2471 2474 2481 rVB7 58766 80681 1.10% 0.104%
19 17.668 2491 2496 2501 rBV 1703775 2042735 27.85% 2.624%
20 17.898 2530 2535 2544 rBV 841459 1206284 16.45% 1.550%

21 18.821 2687 2692 2694 rBV 4111669 5055714 68.92% 6.495%
22 18.851 2694 2697 2708 rVB2 5118228 7335210 100.00% 9.424%
23 18.986 2716 2720 2726 rBV 849580 966458 13.18% 1.242%
24 19.057 2727 2732 2737 rVV 577094 921082 12.56% 1.183%
25 19.109 2738 2741 2747 rVB 453479 568959 7.76% 0.731%

26 19.186 2750 2754 2767 rVV2 342345 499976 6.82% 0.642%
27 19.415 2790 2793 2798 rVB 408195 527250 7.19% 0.677%
28 19.633 2825 2830 2836 rVB 4790188 5964500 81.31% 7.663%
29 20.915 3044 3048 3055 rBvV 800401 1036363 14.13% 1.331%
30 21.192 3090 3095 3099 rBV 2165761 2980262 40.63% 3.829%

31 22.721 3352 3355 3361 rBV3 372435 570495 7.78% 0.733%
32 23.380 3461 3467 3473 rBV2 1471758 2662687 36.30% 3.421%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM120518\

Data File : BMO17909.D

Aca On : 04 Dec 2018 19:10

Operator : JU/SJ

ﬁ?ggle i J5761-01 AU-06-112918
ALS Vial : 7 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM111218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 77836208
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM120518\

Data File : BMO17909.D

Aca On - 04 Dec 2018 19:10

Operator : JU/SJ

ﬁ?ggle i J5761-01 AU-06-112918
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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: BM017909.D

5000000

7.12
4000000 501

6.77
3000000 789

2000000 8.74

758 10.35

1000000

4.77

R e e L S e s o o e ML
Time-> 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM017909.D

1885 19.63
5000000

1882
12.84

4000000

15.73
3000000

2000000 16.99 17.67
14.23

18.99
17.90
1000000 PID.42

13.69 4.36 15.98 16. 17
. B

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM017909.D

5000000

4000000

21.19
3000000 23.38

2000000 20.92 22 79

1000000

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 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\HPCHEM1I\BNA M\DATA\BM120518\

Data File : BMO17909.D

Aca On - 04 Dec 2018 19:10

Operator : JU/SJ

ﬁ?ggle i J5761-01 AU-06-112918
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.77 2.51 ng 218752 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 303 (4.769 min): BM017909.D (-296) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 NS I Y N,
83.0 | 440 4.60 4.80 5.00 5.20
owﬁlu...~.'~|,....,-....-,....,....,....,....,....,29‘?-.9. m/z 59.10 63.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL I I L
59.0 440 460 480 500 5.20
0
150 1010 m/z 101.10 25.85%
0 Wl 830 |
LI S SR SULEL L SURLIL UL DAL BRI UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43.0
440 460 4.80 500 5.20
5000 m/z 58.10 16.37%
101.0
o180 | 600 840 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone
54.0 440 4.60 4.80 5.00 5.20
m/z 41.05 9.36%
5000 43.0
21%\“ 8?0
L L L L S S S S L S AR RN UL SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM120518\

Data File : BMO17909.D

Aca On - 04 Dec 2018 19:10

Operator : JU/SJ

ﬁ?ggle i J5761-01 AU-06-112918
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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 unknown7.12 Concentration Rank 1

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

7.12 67.01 ng 5844630 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 703 (7.122 min): BM017909.D (-696) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 I S R LR
40.1 6.80 7.00 7.20 7.40
0 .':,...!,':.1.1“?-,1..-.,....,....,....,29?-.1. m/z 68.10 39.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRR SRS RS AR
6.80 7.00 7.20 7.40
33.0 105.0 m/z 134.00 32.31%
| 1o, "% se0 | |
e R L S S L B S WL B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
090 o oho 750 750 740
5000 ' m/z 66.05 25.18%
31.0 510
O'P'LNH'H'IJW'I”"I“"I”"I”"I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #13917: Benzene, 1,2,4-trifluoro- e e ERRmman

132.0 6.80 7.00 7.20 7.40
m/z 69.10 16.38%

5000 630 g10

31.0 112.0
481‘0\\ N L Jdoa b

Ol et e e e R AL S .

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM120518\

Data File : BMO17909.D

Aca On - 04 Dec 2018 19:10

Operator : JU/SJ

ﬁ?ggle i J5761-01 AU-06-112918
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 Pentadecanoic acid, 14-meth... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.67 17.12 ng 2042740 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 9-Octadecenoic acid. 12-(acetvlo... 354 C21H3804 000140-03-4 91
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90

Abundance Scan 2496 (17.668 min): BM017909.D (-2491) (-) m/z 74.10 100.00%
74.1
5000
43.1
[l o o iy ™ 212 740 1760 1760 1850
185.1 270 3 . . . .
0 ....,....|',.-.'.. bl d2L3 | 163077 2051 | 489S | m/z 87.05  71.27%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 B B B I B
17.40 17.60 17.80 18.00
m/z 43.10 29.77%
143.0
o, ||| L gliaaro, 11850 2270 2100
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83693: Methyl tetradecanoate
74.0
17,40 17.60 17.80 18.00
0
5000 3.0 m/z 55.10 25.27%
0 “‘ byl Joro B0 4ge0 1990 2420
iz Do b B B 100 130 14 150 108 5 230 240 S0 A0
Abundance #75094: Tridecanoic acid, methyl ester e D
74.0 17,40 17.60 17.80 18.00
m/z 41.10 23.43%
5000 43.0
mz-> 20 40 60 éo 160 120 1&0 160 180 200 220 240 260 280 17,40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM120518\

Data File : BMO17909.D

Aca On - 04 Dec 2018 19:10

Operator : JU/SJ

ﬁ?ggle i J5761-01 AU-06-112918
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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 6
R.T. EstConc Area Relative to ISTD R.T.
17.90 10.11 ng 1206280 Phenanthrene-d10 16.99
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 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 25
Abundance Scan 2535 (17.898 min): BM017909.D (-2530) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
97.1 213.2 e e
i1 256.2 2610 17.60 17.80 18.00 18.20
ol L m/z 43.10 77.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 730
5000 256.0 R S SRR AR
ﬂmﬂmmmmm
#M 213.0 m/z 59.95 76.80%
157.0 185.0
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73.0
3.0 17.60 17.80 18.00 18.20
5000 m/z 41.05 66.24%
1230 171.0
: 214.0
98.0
dee g e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R B o S
73.0 17.60 17.80 18.00 18.20
43.0 m/z 57.10 64.18%
5000 129.0
185.0 228.0
UTE e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BM120518\

BMO17909.D

04 Dec 2018 19:10

Ju/sJ

J5761-01 AU-06-112918
7  Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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

Concentration Rank 4

6 9,12-Octadecadienoic acid,

R.T. EstConc Area Relative to ISTD R.T.
18.82 42 .36 ng 5055710 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.12-0Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98

Abundance Scan 2692 (18.821 min): BM017909.D (-2687) (-) m/z 67.10 100.00%
67.1
95.1
5000
391 ilZi;.l }64.1192 1220.3 263.3 294.3323 0 260.1 - I:I_I8(:‘:0I I:I.I8I8I0I ;l.lgloloI '1'92'0' I
0 Bl a2 19220 g ZT3230 8691 Thyz 81.10  86.52%
m/z--> 50 100 150 200 250 300 350
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 95.0 L L L B B B ]
18.60 18.80 19.00 19.20
aglo m/z 55.10 59.56%
123.0
o (L 1640 262.0 294.0
m/z--> 50 160 1%0 260 2éo 300 3%0
Abundance #114374: 9,12-Octadecadienoic acid, methyl ester
67.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
95.0 18.60 18.80 19.00 19.20
5000 ' m/z 95.10 58.82%
29.0
23.0
ol \‘, -". Ll Jfl La o8O 2230 2630200
m/z--> 50 100 150 200 250 300 350
Abundance #114386: 9,12-Octadecadienoic acid (Z,2)-, methyl ester ST T
67.0 18.60 18.80 19.00 19.20
m/z 41.10 51.59%
95.0
5000
29.0
23.0 294.0
164.0 263.0
o ....J,.I\ﬂthJﬂﬁmp.n.%g???299. SN R P
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20

8270-BM111218.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM120518\

Data File : BMO17909.D

Aca On - 04 Dec 2018 19:10

Operator : JU/SJ

ﬁ?ggle i J5761-01 AU-06-112918
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.85 61.47 ng 7335210 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 95
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 95
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 94
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 92
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 92

Abundance Scan 2697 (18.851 min): BM017909.D (-2694) (-) m/z 55.10 100.00%

A

18 60 18.80 19.00 19.20
296.3
ol 3210 "m/z 69.10 73.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115446: 16-Octadecenoic acid, methyl ester
55.0

5000
1860 18.80 10.00 10.20
29.0 264.0 m/z 41.10 68.46%

111.0
| 1380 1800 2220 296.0
IIIII .I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115441: 15-Octadecenoic acid, methyl ester
55.0

1860 18,80 10.00 1020
m/z 74.10 65.01%

5000

1371 1802  222.2 264.3

o

5000
29.0
0 ‘\‘ “ 180.0 2220 296.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115447: 11-Octadecenoic acid, methyl ester R S RAmaa M
55.0 18.60 18.80 19.00 19.20

m/z 83.10 60.75%

296.0 J' \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18 60 18.80 19.00 19.20

5000

10.0
1380 1800 2220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017909.D

Aca On : 04 Dec 2018 19:10

Operator : JU/SJ

Sample : J5761-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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 Octadecanoic acid, methyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.99 8.10 ng 966458 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 95
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2721 (18.992 min): BM017909.D (-2716) (-) m/z 74.10 100.00%
741
5000
43.1
298.3 18.60 18.80 19.00 19.20 19.40
o! 3321 331 "n/z 86.95  75.54%
m/z--> 50 100 150 200 250 300 350
Abundance #116665: Octadecanoic acid, methyl ester
74.0
5000
43.0 18.60 18.80 19.00 19.20 19.40
143.0 298.0 m/z 43.10 33.82%
199.0 255.0
ol Ll o, | aro g T |
m/z--> 50 100 150 200 250 300 350
Abundance #116689: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
18:60 18.80 19.00 19.20 19.40
5000 m/z 55.10 25.64%
28.0
‘ 143.0 o550 2980
199.0
0: ‘:’ I‘ |“" wh |L‘|‘.:I|Tl}.|0‘| jl‘:!-?:]-.uo‘: ‘l |'2|27|0|' ‘: TI— T
m/z--> 50 100 150 200 250 300 350
Abundance #92264: Pentadecanoic acid, methy! ester T T
74.0 18.60 18.80 19.00 19.20 19.40
m/z 41.10 23.03%
5000
43.0
143.0
0 \‘ \H U\ ‘JJ L "115.0‘ { \171'0 ?1\39 25\6.0
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20 19.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BM120518\
BMO17909.D

04 Dec 2018 19:10

Ju/sJ

J5761-01

7 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3,4"-Diisopropylbiphenyl

Concentration Rank 9

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

19.11 3.82 ng 568959 Chrysene-di12 21.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4"-Diisopropvilbiphenvl 238 C18H22 061434-46-6 86
2 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 70
3 Anthracene. 1.4-dimethoxv- 238 C16H1402 013076-29-4 64
4 4 .47 -Diisopropvibiphenvl 238 C18H22 018970-30-4 60
5 3,3"-Diacetylbiphenyl 238 C16H1402 094113-07-2 53

Abundance Scan 2741 (19.109 min): BM017909.D (-2738) (-) m/z 223.15 100.00%
228.2
5000 1811
18.80 19.00 19.20 19.40
o wl L 26022923 327.0 360.21 77 7238.20 61.56%
m/z--> 50 100 150 200 250 300 350
Abundance #81268: 3,4'-Diisopropylbiphenyl
223.0
5000
43.0 18.80 19.00 19.20 19.40
104.0 165.0 m/z 181.10 49 .59%
770 |
N RS/ DU 1 O
m/z--> 50 100 150 200 250 300 350
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
_'_l—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'—l'
181.0 18.80 19.00 19.20 19.40
5000 m/z 165.10 33.75%
55.0 104.0
0 e
m/z--> 50 100 150 200 250 300 350
Abundance #81138: Anthracene, 1,4-dimethoxy- T
223.0 18 80 19. OO 19. 20 19. 40
m/z 195.05 28.01%
5000 1520 195.0
m/z--> 50 100 150 200 250 300 350 18 80 19. OO 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM120518\

Data File : BMO17909.D

Aca On - 04 Dec 2018 19:10

Operator : JU/SJ

ﬁ?ggle i J5761-01 AU-06-112918
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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 10 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.19 3.36 ng 499976 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 60
3 Dodecanoic acid 200 C12H2402 000143-07-7 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 2755 (19.192 min): BM017909.D (-2750) (-) m/z 73.05 100.00%
5000 ﬂdyﬁﬂ\ﬁjkgkw/\\NANM--MJK~
2841 18:80 19.00 19,20 19.40 19.60
o 3202 359 /7 43.10  86.20%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 SNSRI B B
18.80 19.00 19.20 19.40 19.60
1850 o4 2840 m/z 57.10 78.64%
osol WMWEN L g7 | s | L
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43.0 73.0
18:80 19.00 19,20 19.40 19.60
5000 129.0 m/z 55.10 78.38%
109.0 2420
( }110 3510 {
ob—4 "“l“ ‘:‘ '|I \IJ”\ :‘\Hlnl y ‘: ﬂ i‘: I\I —
m/z--> 50 100 150 200 250 300 350
Abundance #56046: Dodecanoic acid e AR RERRE E
60.0 18.80 19.00 19.20 19.40 19.60
m/z 60.00 74 .60%
5000 129.0
157.0
29.0 87.0
L =
o) .[‘. HIIJ 1y .'H‘. h!‘ .“‘. L \ﬂl L .{ — | ——— ——— ——
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM120518\

Data File : BMO17909.D

Aca On - 04 Dec 2018 19:10

Operator : JU/SJ

ﬁ?ggle i J5761-01 AU-06-112918
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_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 9-Tricosene, (2)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.92 6.95 ng 1036360 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 93
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
4 Cvclohexadecane 224 C16H32 000295-65-8 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 3049 (20.921 min): BM017909.D (-3044) (-) m/z 57.10 100.00%
57.1
5000 11.1 A~JJ\*‘I\’
l i 20.60 20.80 21.00 21.20
54.1 - - - -
oL I [k n (2811 3431 39544393 50045493 /77 55.10  85.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129064: 9-Tricosene, (2)-
58.0
5000 U AR SRR
20.60 20.80 21.00 21.20
0
200 3290 m/z 83.10 82.26%
0 ', 182.0223.0266.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57.0
20.60 20.80 21.00 21.20
5000 m/z 69.10 80.67%
11.0
SIERE SN Py o T I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #144923: 2- Chloropropionic acid, octadecy! ester e A RERREEESE L
57.0 20.60 20.80 21.00 21.20
m/z 43.10 78.73%
- /\_MmewwwvwﬂAxhgxﬂ~w—«ﬂJ\y
bk 54.0196.0 2°70 207.0 60,0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM120518\

Data File : BM017909.D

Acg On : 04 Dec 2018 19:10

Operator : JU/SJ

3?22'6 i J5761-01 AU-06-112918
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218_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-Pentanone, 4-hy... 4.77 2.5 ng 218752 1 7.58 1744360 20.0
unknown7 .12 7.12 67.0 ng 5844630 1 7.58 1744360 20.0
Pentadecanoic aci... 17.67 17.1 ng 2042740 4 16.99 2386770 20.0
n-Hexadecanoic acid 17.90 10.1 ng 1206280 4 16.99 2386770 20.0
9,12-Octadecadien... 18.82 42 .4 ng 5055710 4 16.99 2386770 20.0
16-Octadecenoic a... 18.85 61.5 ng 7335210 4 16.99 2386770 20.0
Octadecanoic acid... 18.99 8.1 ng 966458 4 16.99 2386770 20.0
3,4"-Diisopropylb... 19.11 3.8 ng 568959 5 21.19 2980260 20.0
Octadecanoic acid 19.19 3.4 ng 499976 5 21.19 2980260 20.0
9-Tricosene, (2)- 20.92 7.0 ng 1036360 5 21.19 2980260 20.0
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