LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM121518 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.681 301 305 312 rBV 92039 122480 2.87% 0.351%
2 5.122 373 380 394 rBVY 2113255 3016508 70.64% 8.650%
3 6.687 639 646 661 rBY 1984623 3320984 77.77% 9.523%
4 7.028 697 704 714 rBVY 2146916 3323342 77.83% 9.530%
5 7.487 776 782 791 rVB 369609 583805 13.67% 1.674%
6 7.799 828 835 845 rBVY 1562935 2464381 57.71% 7.067%
7 8.646 970 979 997 rBV 1091493 1922882 45.03% 5.514%
8 10.251 1245 1252 1265 rBV 387186 712959 16.70% 2.044%
9 12.751 1670 1677 1689 rBV 2522137 3770206 88.29% 10.811%
10 13.622 1819 1825 1836 rBvV 119524 201784 4.73% 0.579%

11 14.145 1908 1914 1924 rBV2 554466 857287 20.08% 2.458%
12 15.651 2164 2170 2181 rBV 1905002 2784516 65.21% 7.985%
13 16.910 2377 2384 2390 rBV 577720 907338 21.25% 2.602%
14 17.821 2533 2539 2549 rBV 492657 755733 17.70% 2.167%
15 18.986 2730 2737 2743 rBV4 54655 119322 2.79% 0.342%

16 19.115 2754 2759 2770 rBV 199380 332051 7.78% 0.952%
17 19.345 2793 2798 2802 rBV2 57203 91895 2.15% 0.264%
18 19.563 2829 2835 2843 rVB 3688373 4270062 100.00% 12.244%
19 19.880 2886 2889 2895 rVB 92614 107057 2.51% 0.307%
20 20.386 2971 2975 2978 rVB 140525 148588 3.48% 0.426%

21 20.851 3050 3054 3063 rBV 461622 598691 14.02% 1.717%
22 21.133 3096 3102 3108 rBV 769308 1094376 25.63% 3.138%
23 21.292 3126 3129 3135 rBV 221945 227917 5.34% 0.654%
24 21.715 3197 3201 3205 rBV 232644 299054 7.00% 0.858%
25 22.162 3273 3277 3284 rVB 201885 254467 5.96% 0.730%

26 22.280 3293 3297 3303 rVB 797373 1032831 24.19%% 2.962%
27 22.645 3355 3359 3364 rvB2 190818 250608 5.87% 0.719%

28 23.174 3446 3449 3457 rVB 179403 265257 6.21% 0.761%
29 23.292 3463 3469 3477 rVB2 578298 1037021 24.29%% 2.974%

Sum of corrected areas: 34873402
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BM018303.D
3500000

3000000

2500000
5.12 7.03

2000000 6.69

7.80
1500000

8.65
1000000

500000 7.49 10.25
4.68

e L L

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018303.D

3500000

19.56

3000000
2500000 12.75
2000000 15.65
1500000
1000000

14.15 16.91
500000 17.82

1362 [\ 195519,34| 1988 253

Ot e e e e S e T e T T R

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018303.D

3500000

3000000

2500000

2000000

1500000

22.28

1000000

500000 129 2172 22

I

T

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.68 4.20 ng 122480 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 43
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
5 Dimethadione 129 C5H7NO3 000695-53-4 33

Abundance Scan 305 (4.681 min): BM018303.D (-301) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
i mm e i B e
83.1 4.40 4.60 4.80 5.00
Ol el bl e 2 | m/z 5905 72.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL A L L
4.40 4.60 4.80 5.00
59.0 m/z 101.00 31.84%
27|'0 1] | 83.0 1010
ottt e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43.0 59.0
440 4.60 480 500
5000{ 18.0 m/z 58.10 18.95%
0"”“'w“ﬂ*'“i"“l"“l"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- e R
59.0 4.40 4.60 4.80 5.00
m/z 41.00 10.76%
5000 101.0
42.0
0....|....|....|....8|4:.(.)..|..1.1P|.0....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 unknown7.03 Concentration Rank 1

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

7.03 113.85 ng 3323340 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 704 (7.028 min): BM018303.D (-697) (-) m/z 132.00 100.00%
13R.0
5000 68.1
%01 ® o680 B 70 750 70
o} : R e B T m/z 68.10 45_.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 T
6.60 6.80 7.00 7.20 7.40
70.0 m/z 134.00 32.88%
310 510
o : 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
B0 650 680 700 720 740
5000 m/z 66.10 30.71%
31.0 510
0 ‘ [l 1 H Il ‘ ‘ 1
L I SURL LS S S I B S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 20.43%
5000
15.0 3%0 1l 639 79'0 I 10‘\1.0 ‘
m/z--> 2'0 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.82 16.66 ng 755733 Phenanthrene-d10 16.91
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 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 2539 (17.821 min): BM018303.D (-2533) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
97.0 213.2 R R e
157.1 1851 256.2 J8L1 17160 17.80 18,00 18.20
Ol : m/z 60.00 75.96%
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 R SN SN SURN U
17.60 17.80 18.00 18.20
120.0 256.0 m/z 43.10 68.40%
97.0
0 Ranmy |||"| |'||||| |=“|||J"|'|||I||||||||||| ]:7|]|-|0|||| |2fl-|3|0|||| REERRRERRE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
430 | 7390
17.60 17.80 18.00 18.20
5000 m/z 41.05 66.60%
129.0
e e e
o,w.ﬂwmhwh“MLﬁp.np.”,”” S T S
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
430 730 17.60 17.80 18.00 18.20
m/z 55.05 64.27%
5000 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.99 2.63 ng 119322 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 76
2 Fluoranthene 202 C16H10 000206-44-0 68
3 Pvrene 202 C16H10 000129-00-0 64
4 3H-Benzol4.51furol3.2-dlpvrimidi... 202 C10H6N20S 062208-70-2 47
5 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 45
Abundance Scan 2738 (18.992 min): BM018303.D (-2730) (-) m/z 202.10 100.00%
202.1
5000
55.0
101.1 LN SRR SR B
149.0 18.60 18.80 19.00 19.20 19.40
o 2820 21 w/z 55.00  21.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #57477: Benzene, 1,1'-(1,3- butadlyne 1,4-diyl)bis-
202.
5000 AU SRR SRR B

18:60 18.80 19.00 19.20 19,40
m/z 69.05 19.83%

101.0 150.0
ﬂoﬂOBOldl%Ojlmo

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

Abundance #57474: Fluoranthene
202.0
L B e
18.60 18.80 19.00 19.20 19.40
5000 m/z 200.00 18.03%
101.0
ol 50.0 75.0, | 126.0150.0174.0 h
L R Al R B T e e B e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #57468: Pyrene  EEmmEEE ..ﬂ.,....,..
202.0 18.60 18.80 19.00 19.20 19.40
m/z 203.00 16.31%
5000
0 51.0 750‘ M' 126.0150.0174.0 |
P T e e [ e A (aae e
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 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.12 6.07 ng 332051 Chrysene-di12 21.13
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 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2760 (19.121 min): BM018303.D (-2754) (-) m/z 73.00 100.00%
431 30
5000
18.80 19.00 19.20 19.40
(o} m/z 43.10 80.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 R R AR SR B
18 80 19. 00 19. 20 19. 40
m/z 59.95 73.83%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
18.80 19.00 19.20 19.40
5000 129.0 m/z 41.05 62.53%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R T B
73.0 18.80 19.00 19.20 19.40
43.0 m/z 57.05 61.61%
5000 1290
185.0 228.0
e |
0: .‘.‘...‘“‘.“‘.‘...ml‘..‘k“‘|....|‘.:.L.5.7|.9.‘..|....‘|............l....l... Mt ~ il o, b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1880 1900 1920 1940
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.39 2.72 ng 148588 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2976 (20.392 min): BM018303.D (-2971) (-) m/z 57.05 100.00%
57.0
5000
- L\
135.1169.1 205.2 2952 357.1 429 2 20.00 20.20 20.40 20.60 20.80
(o} m/z 71.05 83.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000
20.00 20.20 20.40 20.60 20.80
99.0 m/z 43.10 74 .83%
015on y ,| | 1419 183.0 225.0 296.0
m/z--> 50 160 1%0 260 250 360 3%0 460
Abundance #142112: Pentacosane
57.0
20.00 20,20 20.40 20.60 20.80
5000 m/z 85.10 68.90%
99.0
oL L] 141.0 1830 2250 267.0 3090 352.0
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #147090: Hexacosane
57.0 20.00 20.20 20.40 20.60 20.80
m/z 55.05 36.02%
5000
99.0
oL by ] 140 1830 2250 2670 3090 3660
m/z--> 5'0 1c')o 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 20 00 20. 20 20. 40 20 60 20. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.85 10.94 ng 598691 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 62
2 1-Octadecanol 270 C18H380 000112-92-5 60
3 Tridecane 184 C13H28 000629-50-5 60
4 1-Tricosene 322 C23H46 018835-32-0 60
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 60
Abundance Scan 3054 (20.851 min): BM018303.D (-3050) (-) m/z 57.05 100.00%
51.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—
26.1 20.60 20.80 21.00 21.20
o L JH? w831 2261 8Ll %419 4009 nsz 71.10  76.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecy! ester
5.0
97.0
5000
20.60 20.80 21.00 21.20
m/z 43.10 74.11%
27,0 6.0 1680 20502380 2830
ol .h.hﬁ’!p.n..,s..h - —
m/z--> 50 100 150 200 250 300 350 400
Abundance #100813: 1-Octadecanol
43.0 83.0
" 20.60 20.80 21.00 21.20
5000 m/z 55.10 60.03%
i
0 1 1) Illiliﬁl.l?ﬁ‘-?,.l e
m/z--> 50 100 150 200 250 300 350 400
Abundance #45542: Tridecane LI L B L BN B
57.0 20.60 20.80 21.00 21.20
m/z 69.10 57.76%
5000
27,0
‘ || [290 1410 1840
0""F'i”'ﬂ”'“‘}' B VL o o P AU AU UL B
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.29 4_.17 ng 227917 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3129 (21.292 min): BM018303.D (-3126) (-) m/z 57.05 100.00%
51.0
5000
50 207.0 2100 21.20 21.40 21.60
41.2 : : : :
Ol b A LT 12510 2962 | S76.04150 47500 Th777 71,10 86.05%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
5.0
5000 LRI UL S BN
21.00 21.20 21.40 21.60
m/z 43.10 65.46%
9.0 239.0
0 | 1410 1830  “°P 281.0 323.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
100 2150 7100 710
5000 m/z 85.10 60.68%
ol15. 296.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #142112: Pentacosane P T T T
57.0 21.00 21.20 21.40 21.60
m/z 55.10 27 .51%
5000
9.0
oL | | 1419 183.0 225.0 267.0 300.0 352.0
m/z-> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018303.D

Aca On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample : J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 2,6,10,14,18,22-Tetracosahe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.28 19.92 ng 1032830 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 94
2 Saualene 410 C30H50 007683-64-9 90
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72

Abundance Scan 3297 (22.280 min): BM018303.D (-3293) (-) m/z 69.10 100.00%

69.1

—

5000
137 1 22.00 22.20 22.40 22.60
| 5.1 175.1207.0
ol d i O30 47 17512070 2732 341137614105 | nz57 81,10 42.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
5000 LN L L L L L B L B L
2200 22.20 22.40 22.60
m/z 41.05 21.23%
ol290 |, 11 N |l Helo 203.0 273.0 341.0 410.0
e e T e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
I I

22.00 22.20 22.40 22.60
5000 m/z 68.10 12 .57%

4 137.0
ol2% w4 J 1080, 4, 19102310 2730 3410 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...

69.0 22.00 22.20 22.40 22.60

m/z 95.10 11.02%
5000
136.0
”4 Nl 189.0 287.0 332.0
ol L A Ipuofld )T 25002670 BED T TS

m/z--> 50 100 150 200 250 300 350 400 22. 00 22 20 22. 40 22 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
Data File : BM018303.D

Acq On : 19 Dec 2018 19:11

Operator : JU/SJ

Sample - J6477-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.68 4.2 ng 122480 1 7.49 583805 20.0
unknown7 .03 7.03 113.8 ng 3323340 1 7.49 583805 20.0
n-Hexadecanoic acid 17.82 16.7 ng 755733 4 16.91 907338 20.0
Benzene, 1,1°"-(1,... 18.99 2.6 ng 119322 4 16.91 907338 20.0
Octadecanoic acid 19.12 6.1 ng 332051 5 21.13 1094380 20.0
Heneicosane 20.39 2.7 ng 148588 5 21.13 1094380 20.0
Pentafluoropropio... 20.85 10.9 ng 598691 5 21.13 1094380 20.0
Heptadecane, 9-oc... 21.29 4.2 ng 227917 5 21.13 1094380 20.0
2,6,10,14,18,22-T... 22.28 19.9 ng 1032830 6 23.29 1037020 20.0
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