LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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 5.187 318 323 337 rBV 178770 265247 10.80% 1.128%
2 5.663 398 404 421 rBV 1043116 1544007 62.85% 6.569%
3 7.304 676 683 698 rBV 978734 1579083 64.28% 6.718%
4 7.663 738 744 759 rBV 1090777 1753501 71.38% 7.460%
5 8.134 818 824 835 rVB 214467 348479 14.19% 1.483%
6 8.457 872 879 892 rVB 856187 1359578 55.35% 5.784%
7 9.322 1020 1026 1046 rBv2 674845 1147562 46.72% 4.882%
8 10.951 1297 1303 1309 rBV 229150 382108 15.56% 1.626%
9 13.392 1711 1718 1732 rBV 1339035 1853750 75.46% 7.886%
10 13.639 1752 1760 1766 rBV 54272 80652 3.28% 0.343%
11 14.228 1853 1860 1867 rBB 66585 95013 3.87% 0.404%
12 14.610 1920 1925 1932 rBB 55483 68856 2.80% 0.293%
13 14.775 1947 1953 1959 rVB3 259877 402788 16.40% 1.714%
14 15.169 2015 2020 2027 rVB3 18003 25694 1.05% 0.109%
15 15.822 2124 2131 2135 rBvV3 22278 36422 1.48% 0.155%

16 16.257 2199 2205 2218 rBV 1007528 1414494 57.58% 6.018%
17 17.174 2356 2361 2365 rBV3 17345 25182 1.03% 0.107%
18 17.504 2412 2417 2421 rBV 300736 446589 18.18% 1.900%
19 17.551 2421 2425 2430 rVB 317998 451895 18.40% 1.922%
20 17.639 2433 2440 2447 rBV 80525 115185 4.69% 0.490%

21 17.921 2481 2488 2492 rBV2 28971 48808 1.99% 0.208%
22 18.245 2535 2543 2548 rBvV4 41701 69063 2.81% 0.294%
23 18.357 2558 2562 2570 rBV2 319673 500488 20.37% 2.129%
24 18.421 2570 2573 2582 rVB2 68563 101035 4._.11% 0.430%

25 18.504 2583 2587 2591 rVB 24050 31811 1.29% 0.135%
26 18.568 2591 2598 2601 rBV3 56623 109048 4._.44% 0.464%
27 18.604 2601 2604 2608 rVB 27883 33965 1.38% 0.144%
28 18.863 2644 2648 2653 rBV 33703 45609 1.86% 0.194%
29 18.927 2655 2659 2663 rVVv2 23407 33884 1.38% 0.144%
30 19.274 2712 2718 2722 rBV4 33075 54178 2.21% 0.230%
31 19.433 2737 2745 2750 rBV5 27037 58744 2.39% 0.250%

32 19.504 2750 2757 2760 rBV 555083 717452 29.21% 3.052%
33 19.545 2760 2764 2769 rVvVv 567856 826233 33.63% 3.515%
34 19.615 2773 2776 2785 rVB2 106547 167407 6.81% 0.712%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 19.868 2814 2819 2821 rBV2 90893 136820 5.57% 0.582%

36 19.904 2821 2825 2832 rVV 471815 623800 25.39% 2.654%

37 19.968 2832 2836 2841 rVB2 34880 53563 2.18% 0.228%
38 20.086 2850 2856 2862 rBV 2058840 2456488 100.00% 10.451%
39 20.215 2873 2878 2879 rBV3 36193 47639 1.94% 0.203%
40 20.357 2897 2902 2904 rBV5 42069 67474 2.75% 0.287%
41 20.386 2905 2907 2912 rVB 63520 77122 3.14% 0.328%
42 20.486 2920 2924 2927 rBV2 38596 49558 2.02% 0.211%
43 20.545 2928 2934 2938 rVv4 46160 85014 3.46% 0.362%
44 20.686 2955 2958 2961 rBV 29817 34494 1.40% 0.147%
45 21.133 3031 3034 3038 rVB 60720 66194 2.69% 0.282%
46 21.309 3057 3064 3071 rBVv4 163755 368284 14.99% 1.567%
47 21.374 3071 3075 3078 rVv2 51011 94083 3.83% 0.400%
48 21.427 3081 3084 3091 rVB2 73444 115358 4._70% 0.491%
49 21.515 3096 3099 3104 rVB2 51970 68413 2.78% 0.291%

50 21.633 3113 3119 3123 rBV2 531537 1034203 42.10% 4._.400%
51 21.674 3123 3126 3131 rVB 276659 340293 13.85% 1.448%
52 22.792 3313 3316 3321 rVB2 88895 125955 5.13% 0.536%
53 23.274 3394 3398 3403 rBV 149222 259110 10.55% 1.102%
54 23.774 3479 3483 3493 rVB 161032 316966 12.90% 1.348%
55 23.874 3496 3500 3510 rVB 208629 418320 17.03% 1.780%

56 23.980 3513 3518 3523 rVV 264098 472886 19.25% 2.012%

Sum of corrected areas: 23505847
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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: BM016254.D
2000000

1500000

5.66 7.66

1000000 7.30
8.46

500000
519 8.13 10.95

e | S L

T T f
Time--> 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: BM016254.D

2000000

20,09

1500000
13.39

1000000 16.26

195w
500000

19.90
14.77 1%75ep 18.36

1364 14231461 1517 1582 17.17 [i;®47.9218, 865631929 ‘W

-

o e e e

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM016254.D

2000000

1500000

1000000

500000

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 4

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

5.19 15.22 ng 265247 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propvlamine 59 C3HON 000107-10-8 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Butane 58 C4H10 000106-97-8 22
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 324 (5.193 min): BM016254.D (-318) (-) m/z 43.00 100.00%
43.0
5000 59.1
1ot 480 500 520 540 560
I | OO N =X SN JNN NN B 7 " T R’ A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LIS UL UL I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 17.47%
' 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #238: Propylamine
3d.0
480 500 520 540 560
5000 m/z 58.10 12.18%
59.0
o 7o | 40 ‘
LR UL SRR UL UL UL FELRLEL IR SO SRR UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R R
43.0 480 500 520 5.40 5.60
m/z 41.10 10.13%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.66 Concentration Rank 1

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

7.66 100.64 ng 1753500 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14

Abundance Scan 743 (7.657 min): BM016254.D (-738) (-) m/z 132.00 100.00%
130.0
5000 68.1 /\
400 lllllllllllllllllll
Ui 540 | | 781 9701960 740 7.60 7.80 8.00
0.,”.w.”.“.”,”..!mh“:w,”.w.”nsz,”.w.”.,h”,” m/z 68.10 44 . 76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
130.0
5000 A
69.0 7.40 7.60 7.80 8.00
39.0 57.0 m/z 66.10 42 .99%
|| ” 89.0 103.0 |
Ouluuuuluuuulllll I||I|| ||”|I|”I??”” IIIIII|!|”|:I'I:I'I5I'I0IIIIII e
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #13679. 5-Fluoro-2-chloropyrimidine
132.0
i '7'.26' 7.60 7.80 8.00
5000 m/z 134.00 30.96%
33.0 44.0 0.0 105.0
0 6(\) 9 0 0 ‘ | 115.0 |
Ol S P 0 a0 N N N A AP
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- LA LA L B L BB
132.0 74)7m'm08m
m/z 69.10 24 .06%
5000
8.0 104.0
300 510 630 | gp0 ‘
o 3 e w...,mu.,..m\» B L
m/z--> 20 30 50 60 70 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 4 Metacetamol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.64 4.00 ng 80652 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Metacetamol 151 C8H9NO2 000621-42-1 50
2 Acetaminophen 151 C8H9NO2 000103-90-2 50
3 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 47
4 2.4.7.9-Tetramethvl-5-decvn-4.7-_... 226 C14H2602 000126-86-3 40
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 40
Abundance Scan 1760 (13.639 min): BM016254.D (-1752) (-) m/z 43.00 100.00%
43.0
109.1
5000
151.1
57.1 69.0 85.1 RN BN S S B
13.40 13.60 13.80 14.00
e ol il o] Ly, 1231
0.w””,nnpnw.m¢mnpn.PJ$””m%.anm.Wm“P”w”.whnp m/z 109.10 69.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23671: Metacetamol
109.0
5000 151.0 R BN U SN B
13.40 13.60 13.80 14.00
43.0 80.0 m/z 41.10 37.99%
mozn)l| . 650 " 940 | 12201350
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23673: Acetaminophen
109.0
13.40 13.60 13.80 14.00
5000 151.0 m/z 151.10 36.13%
43.0 80.0
150270 | 650 || 930 |, 122.01350 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A
Abundance #24133: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)- N B NREEEEma
109.0 13.40 13.60 13.80 14.00
67.0 m/z 69.00 18.35%
43.0
5000
137.0
>0 % a0 152.0
123.0
0 ..,....,....,....,‘....,‘.‘.‘..,....‘,...‘.‘,‘....,‘.‘N..,...wl....,....,....,....,l...,. RN 8 N O —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 2-Undecanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.42 ng 68856 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecanone 170 C11H220 000112-12-9 83
2 2-Dodecanone 184 C12H240 006175-49-1 80
3 2-Tridecanone 198 C13H260 000593-08-8 76
4 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 72
5 2-Decanone 156 C10H200 000693-54-9 59
Abundance Scan 1925 (14.610 min): BM016254.D (-1920) (-) m/z 43.10 100.00%
431
58.1
5000
85.1 14.20 14.40 14.60 14.80 15.00
) — 1090 o1 1981 ' "m/z 58.10 65.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36083: 2-Undecanone
43.0 58.0
5000 U DA BN S B
1420 14.40 14.60 14.80 15.00
270 m/z 41.10 36.70%
ol ] I.‘I. ‘ 850 11201270 15501700
N N A T A peny
Abundance #45430: 2-Dodecanone
43.0 54.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 71.10 28.65%
0 27\ 0 ‘ ‘\ 8ﬁ.0 100 0 126 0 169. 0184 0
miz--> B 40 e B 100 1o 140 1% 180 20
Abundance #54922: 2-Tridecanone e e
54.0 14.20 14.40 14.60 14.80 15.00
m/z 59.00 22 .79%
43.0
5000
oL 2P Ul 850 109.0124.0140.01550  183.0198.0
m/z--> 20 4'0 6|0 80 100 120 14'10 160 180 200 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknownl8.24 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.24 3.09 ng 69063 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2-Hexadecenoic acid 254 C16H3002 000929-79-3 43
2 9-Hexadecenoic acid 254 C16H3002 002091-29-4 43
3 Oxacvclotetradecane-2.11-dione. ... 240 C14H2403 074685-36-2 43
4 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 41
5 2-Butenal, 2-ethyl- 98 C6H100 019780-25-7 38

Abundance Scan 2542 (18.239 min): BM016254.D (-2535) (-) m/z 55.00 100.00%

5000

111.1
132.9152.0 178.9198.0 18.00 18.20 18.40 18.60
m/z 41.10 97 .39%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90866: trans-2-Hexadecenoic acid

5000 73.0
97.0 18.00 18.20 18.40 18.60
5L180 152,075 o 194.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90859: 9-Hexadecenoic acid
55.0
18.00 18.20 18.40 18.60
5000 m/z 43.05 64.02%
29.0
o 138.0 165.0 194.0 215023602559
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82258: Oxacyclotetradecane-2,11-dione, 13-methyl-
55.0 18.00 18.20 18.40 18.60
m/z 83.00 45 .53%
50001 599 83.0
110.0
138.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.36 22.41 ng 500488 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2563 (18.363 min): BM016254.D (-2558) (-) m/z 41.05 100.00%

410

73.1

5000
129.1
192.1213.2

18.00 18.20 18.40 18.60

0 m/z 43.05 98.14%
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
18.00 18.20 18.40 18.60
m/z 73.10 79.94%
| om0 1290 41 230 200
Oyt A',W.M”.h.”w.”..”..”..”...”..”,””,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid

43.0 |, 73.0

18.00 18.20 18.40 18.60
5000 m/z 60.00 79.13%

129.0 242.0
97.0 199.0
N

Ottt

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid  REan e ERAms

43.0 73.0 18.00 18.20 18.40 18.60

' m/z 55.05 78.17%
5000
129.0
214.0
1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Phenanthrene, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.42 4.52 ng 101035 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 95
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95

Abundance Scan 2573 (18.421 min): BM016254.D (-2570) (-) m/z 192.05 100.00%
A1
5000
630 827 130 1390 18120 1540 18160 1880
0 m/z 191.05 59.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192.0
5000
18.20 18.40 18.60 18.80
940 165.0 m/z 189.00 30.01%
0 390 630780 |, 1150 1390 |
m/z--> ﬁo 45 65 85 160 150 150 1éo 1éo 200
Abundance #50612: Anthracene, 2-methyl-
192.0
18120 18.40 18.60 18.80
5000 m/z 165.05 23.43%
165.0
o150 30 630 %990 1150 1300 )
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192.0 18.20 18.40 18.60 18.80
m/z 193.05 14 .63%
5000
165.0
0 39.0 630 810 9.0 1150 139.0 1 M‘H
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 1é0 2(')0 18.20 18.40 18.60 18.80

8270-BM072318_.M Thu Aug 09 14:56:39 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.57 4.88 ng 109048 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 59
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 50
4 Methyl diselenide 190 C2H6Se2 007101-31-7 45
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 25
Abundance Scan 2598 (18.568 min): BM016254.D (-2591) (-) m/z 189.00 100.00%
.0

5000
16 18.20 18.40 18.60 18.80
115.0 139.0 . . . .
0 m/z 190.00 89.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189.0
5000
94.0 18.20 18.40 18.60 18.80
: m/z 191.95 50.80%
163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190.0
R e e SRR R
18.20 18.40 18.60 18.80
5000 m/z 191.05 35.12%

o 115.0137.0 1630
I~ |||||| ||||||||||||||||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
.0

18.20 18.40 18.60 18.80
m/z 187.00 22.16%

5000

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-BM072318.M Thu Aug 09 14:56:40 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.86 2.04 ng 45609 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.16117.271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 78
2 9.10-di(Chloromethy)anthracene 274 Cl1l6H12CI2 010387-13-0 78
3 9.10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 78
4 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 78
5 2-Phenylnaphthalene 204 C16H12 035465-71-5 76
Abundance Scan 2648 (18.863 min): BM016254.D (-2644) (-) m/z 204.10 100.00%
204.1
5000
51.0 1011 1520 2810 18.60 18.80 19.00 19.20
0! e e S m/z 202.00 37.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204.0
5000

18.60 18.80 19.00 19.20
m/z 203.10 34.81%

39.0 gg.o 101.0 1520 313.0 408.0
- T T 1T I T T 1T I T T T 7T I T 1 T T I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #102878: 9,10-di(Chloromethyl)anthracene
204.0
18.60 18.80 19.00 19.20
5000 m/z 205.10 17.86%
101.0 239.0
3(?0 711p1 Jt 151.0 L ‘ 27‘}0
A o A a a
m/z--> 50 100 150 200 250 300 350 400 m
Abundance #145424: 9,10-Bis(bromomethyl)anthracene R E R AsLRans
204.0 18.60 18.80 19.00 19.20
m/z 101.10 9.99%
5000
101.0
ol27.0 65.0 | | 149.0 M 283.0 364.0
T T T T T e e
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20

8270-BM072318.M Thu Aug 09 14:56:41 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Phenanthrene, 3,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.27 2.43 ng 54178 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 87
2 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 87
3 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 87
4 Phenanthrene. 4.5-dimethvl- 206 C16H14 003674-69-9 81
5 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 74

Abundance Scan 2717 (19.268 min): BM016254.D (- 2712) ) m/z 206.10 100.00%

5000

s,

19.00 19.20 19.40 19.60
0f m/z 191.00 51.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60361: Phenanthrene, 3,6-dimethyl-
206.0

5000 ...................
19. 00 19. 20 19. 40 19 60

m/z 189.10 35.12%

102.0
oL 270 510 790 | 1390 1650 ‘. J
AR AN B b o e e B R e LR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60333: di-p-Tolylacetylene
206.0

19.00 19.20 19.40 19.60

5000 m/z 205.10 26.27%
o 39.0 76.0 1020 139.0 1650 | M‘
AL B o e B R N B L A S R RSN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60351: Phenanthrene, 2,3-dimethyl-
206.0 19.00 19.20 19.40 19.60

m/z 207 .05 21.36%
5000

89.0
39.0 630, | |115.0139.0 1650 | |

B N S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 00 19. 20 19. 40 19 60

8270-BM072318.M Thu Aug 09 14:56:41 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Cyclopenta(def)phenanthrenone Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.43 2.63 ng 58744 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 76
2 3H-Naphthol'l1l.8-bclthiophene-5-o0l... 204 C12H120S 018992-54-6 49
3 I1.1"-Biphenvl1-4.4"-dicarbonitrile 204 C14H8N2 001591-30-6 49
4 3.4-Biphenvldicarbonitrile 204 C14H8N2 004128-63-6 47
5 Benzene, l1l-chloro-3-phenoxy- 204 C12H9cCIO 006452-49-9 47

Abundance Scan 2744 (19.427 min): BM016254.D (-2737) (-) m/z 204.00 100.00%
5000
19.20 19.40 19.60 19.80
0 m/z 176.00 50.14%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58950: Cyclopenta(def)phenanthrenone
204.0
5000
176.0 19.20 19.40 19.60 19.80
88.0 m/z 175.00 20.44%
0 740 | 1020 1220 1??0 i
s e e i de 1o 1k Tz
Abundance #58383: 3H-Naphtho[1,8-bc]thiophene-5-ol, 4,5-dihydro-2-me...
171.0 204.0
19.20 19.40 19.60 19.80
0
5000 185.0 m/z 74.10 19.79%
128.0
49.0 92.0 ‘
0||||||||||||||‘|H|‘||‘|||‘|||‘L||||"“:: “\‘ IH\III
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58611: [1,1'-Biphenyl]-4,4'-dicarbonitrile
204.0 19.20 19.40 19.60 19.80
m/z 206.10 16.90%
5000
. 500 >0 1020 1270 1500 17( 0 1l
mz> 40 60 @ 100 10 1o 1o 1k 2o 19.20 19.40 19.60 19.80

8270-BM072318_.M Thu Aug 09 14:56:42 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Pentadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.62 3.24 ng 167407 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 52
Abundance Scan 2777 (19.621 min): BM016254.D (-2773) (-) m/z 43.05 100.00%
430
73.0
5000 1291
97.0 185.1 241.2 R REEEREE R e
157.1 213.0 284.1 19.40 19.60 19.80 20.00
o} m/z 41.05 89.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0
19.40 19.60 19.80 20.00
) m/z 55.05 76.46%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108839: Octadecanoic acid
43.0 73.0
"' 10/40 19.60 19.80 20.00
5000 m/z 60.00 76.43%
129.0 284.0
97.0 185.0 241.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46617: Undecanoic acid
60.0 19.40 19.60 19.80 20.00
m/z 73.00 66.92%
500071 290
85.0 129.0
. o, 1570 186.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1920 1deo 19%0 2050

8270-BM072318.M Thu Aug 09 14:56:43 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.31 7.12 ng 368284 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
2 4-MethvIl-E-9-octadecene 266 C19H38 1000130-87-1 70
3 1-Docosene 308 C22H44 001599-67-3 70
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl02S 038775-38-1 70
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 62
Abundance Scan 3064 (21.309 min): BM016254.D (-3057) (-) m/z 43.05 100.00%
43.0
SRR BN B
21.00 21.20 21.40 21.60
o 281.0 324.9355.1 401.1 /7 57.10 75 90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 AR AR SRR SRR
21,00 21.20 21.40 21.60
25.0 m/z 55.05 71.62%
o 155.0 196.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #98176: 4-Methyl-E-9-octadecene
43.0
83.0 21.00 21.20 21.40 21.60
5000 266.0 m/z 41.10 69.94%
25.0
H ] r | , 167.0 2100
o) E— ‘..‘..llluu‘.lu'l“.“..“.".‘.‘.‘.L.‘...luuuuluuuu :
m/z--> 50 100 150 200 250 300 350 400
Abundance #121981: 1-Docosene e A RERREEEES
55.0 21.00 21.20 21.40 21.60
m/z 69.10 56.01%
97.0
- \m’mjkw
o140l || | ]J { 1390 1810 308.0
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 2140 21.60

8270-BM072318.M Thu Aug 09 14:56:43 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 11H-Benzo[a]fluoren-11-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.43 2.23 ng 115358 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 93
2 1-Pvrene-carboxaldehvde 230 C17H100 003029-19-4 87
3 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 72
4 Dibenzolc.h1l2.61naphthvridine 230 C16H10N2 000218-30-4 59
5 o-Terphenyl 230 C18H14 000084-15-1 50
Abundance Scan 3084 (21.427 min): BM016254.D (-3081) (-) m/z 230.10 100.00%
230.1
5000
500 1010 174.0 4152 21.20 21.40 21.60 21.80
ol 1% i | 520 3570 D2 1 Tm/z 202.00  28.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #76451: 11H-Benzo[a]fluoren-11-one
230.0
5000 AR SUULE LS RN SR
21/20 2140 21.60 21.80
101.0 m/z 200.00 26 .40%
oL, 830 | I 134.0 173.0 l
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #76448: 1-Pyrene-carboxaldehyde
230.0
21.20 21.40 21.60 21.80
5000 100.0 m/z 201.05 21.05%
29.0 63 150.0 1940
m/z--> 50 160 1éo 200 250 300 350 400
Abundance #76452: 7H-Benz[de]anthracen-7-one
230.0 21.20 21.40 21.60 21.80
m/z 231.00 20.70%
5000

101.0
28.0 63.0 | | 134.0 174.0

R AR o |

T
m/z--> 50 100 150 200 250 300 350 400 21.20 21. 40 21.60 21.80

8270-BM072318.M Thu Aug 09 14:56:44 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Farnesol isomer a Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.79 2.44 ng 125955 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesol isomer a 222 C15H260 1000108-92-4 76
2 Saualene 410 C30H50 007683-64-9 72
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 72
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 59
Abundance Scan 3316 (22.792 min): BM016254.D (-3313) (-) 69.10 100.00%
69.1
121.0 22:40 22,60 22.80 23.00 23.20
ol bdl i o OO 2260 2700 ALY 4291 7 81.05 41.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #70961: Farnesol isomer a
69.0
5000 AR

22. 40 22. 60 22. 80 23 00 23. 20
m/z 41.00 32.23%

09.0
o | j 161.0 204.0
it L i L B B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene

69.0

22.40 22.60 22.80 23.00 23.20
5000 m/z 67.00 12 .64%

29'4. L

0 ‘ 1‘03u0u { 191.0 231.0 273.0 341.0 410.0
I e e e i e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)- BT
69.0 22.40 22.60 22.80 23.00 23.20
m/z 68.05 11.22%
5000
29. 4 { 09.0

ot byt g S840 2220 AR

m/z--> 50 100 150 200 250 300 350 400 22.40 22.60 22. 80 23.00 23.20

8270-BM072318.M Thu Aug 09 14:56:45 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016254.D

Aca On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample : J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 17 Benzo[e]pyrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.77 13.41 ng 316966 Perylene-d12 23.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 3482 (23.768 min): BM016254.D (-3479) (-) m/z 252.10 100.00%
259.1
5000
23.40 23.60 23.80 24.00
o 286l 8430 4020 Th/7 250.00  28.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
259.0
5000
23.40 23.60 23.80 24.00
m/z 253.05 23.23%
125.0
ol 50.0 830 , | 158.0 200.0
m/z--> 50 100 15 200 250 300 350 400
Abundance #89824: Benzo[K]fluoranthene
252.0
126.0 AU SRS
23.40 23.60 23.80 24.00
5000 m/z 125.05 11.54%
o 63.0 163.0 198.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #89814: Perylene L LI L L DL B
252.0 23.40 23.60 23.80 24.00
m/z 251.10 10.63%
5000
126.0
0 '?qq 'qzolﬂJ"lﬁgq'lg?q""M' HELEL UL SURLEL L SR AU SRR
m/z--> 50 100 150 200 250 300 350 400 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO80818\
Data File : BM016254.D

Acq On : 08 Aug 2018 17:41

Operator : SJ/JU

Sample - J4313-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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... 5.19 15.2 ng 265247 1 8.14 348479 20.0
unknown7 .66 7.66 100.6 ng 1753500 1 8.14 348479 20.0
Metacetamol 13.64 4.0 ng 80652 3 14.77 402788 20.0
2-Undecanone 14.61 3.4 ng 68856 3 14.77 402788 20.0
unknownl18.24 18.24 3.1 ng 69063 4 17.50 446589 20.0
n-Hexadecanoic acid 18.36 22.4 ng 500488 4 17.50 446589 20.0
Phenanthrene, 2-m... 18.42 4.5 ng 101035 4 17.50 446589 20.0
6H-Cyclobuta[jk]p--. 18.57 4.9 ng 109048 4 17.50 446589 20.0
5,16[1",2"]:8,13[-.. 18.86 2.0 ng 45609 4 17.50 446589 20.0
Phenanthrene, 3,6... 19.27 2.4 ng 54178 4 17.50 446589 20.0
Cyclopenta(def)ph... 19.43 2.6 ng 58744 4 17.50 446589 20.0
Pentadecanoic acid 19.62 3.2 ng 167407 5 21.64 1034200 20.0
Trichloroacetic a... 21.31 7.1 ng 368284 5 21.64 1034200 20.0
11H-Benzo[a]fluor... 21.43 2.2 ng 115358 5 21.64 1034200 20.0
Farnesol isomer a 22.79 2.4 ng 125955 5 21.64 1034200 20.0
Benzo[e]pyrene 23.77 13.4 ng 316966 6 23.98 472886 20.0
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