LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM022519\

Data File : BM018921.D

Aca On : 25 Feb 2019 19:48 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : K1348-05 2X (OK-03-022219-B

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.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 5.287 367 374 386 rBVY 1240931 1951810 23.88% 2.611%
2 6.863 636 642 657 rBY 1282394 2143498 26.23% 2.867%
3 7.222 697 703 714 rBVY 1356336 2242723 27 .44% 3.000%
4 7.693 776 783 790 rBV 737740 1149321 14.06% 1.537%
5 8.010 830 837 849 rBV 916257 1529378 18.71% 2.046%
6 8.857 974 981 998 rBV 701755 1243232 15.21% 1.663%
7 10.481 1250 1257 1262 rBV 941142 1589507 19.45% 2.126%
8 10.528 1262 1265 1272 rVB 233755 358635 4 ._.39% 0.480%
9 12.145 1534 1540 1546 rBV 120480 188663 2.31% 0.252%
10 12.369 1572 1578 1588 rVB 107457 171859 2.10% 0.230%

11 12.957 1671 1678 1689 rBV 1735596 2519595 30.83% 3.370%
12 13.657 1791 1797 1802 rBV2 65730 116705 1.43% 0.156%
13 13.804 1818 1822 1828 rBV 93370 130898 1.60% 0.175%
14 14.069 1862 1867 1876 rBV2 52959 91742 1.12% 0.123%
15 14.222 1887 1893 1903 rBV2 47298 114749 1.40% 0.153%

16 14.345 1905 1914 1920 rVvVv2 1328553 2109089 25.81% 2.821%
17 14.410 1920 1925 1933 rVB 309262 489942 6.00% 0.655%
18 14.745 1975 1982 1989 rBV 217528 360800 4.42% 0.483%
19 15.398 2086 2093 2103 rBV 462594 712747 8.72% 0.953%
20 15.686 2138 2142 2148 rVB 84905 119757 1.47% 0.160%

21 15.839 2159 2168 2176 rBV 1485549 2198318 26.90% 2.941%
22 16.398 2256 2263 2268 rBV2 75849 143303 1.75% 0.192%
23 16.833 2331 2337 2342 rVV4 39799 83323 1.02% 0.111%
24 16.915 2347 2351 2357 rVB 130550 191938 2.35% 0.257%
25 17.098 2376 2382 2385 rBV 1681941 2448949 29.97% 3.276%

26 17.139 2385 2389 2396 rVV 2998830 3954363 48.39% 5.290%
27 17.227 2397 2404 2412 rVB 602676 918883 11.24% 1.229%
28 17.510 2444 2452 2459 rBV2 165221 310853 3.80% 0.416%
29 17.615 2466 2470 2477 rBV3 51065 84242 1.03% 0.113%
30 17.986 2525 2533 2548 rBV2 2407300 4534868 55.49% 6.066%

31 18.098 2549 2552 2558 rVvVv 175912 306365 3.75% 0.410%
32 18.168 2558 2564 2568 rVV2 490764 842429 10.31% 1.127%
33 18.204 2568 2570 2577 rVB 144507 176722 2.16% 0.236%
34 18.474 2612 2616 2621 rBV 185641 238040 2.91% 0.318%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM022519\

Data File : BM018921.D

Aca On : 25 Feb 2019 19:48 Instrument :

Operator : JU/SJ EFAﬁg el
- _ lentosampleld :

3?22'6 : K1348-05 2X (OK-03-022219-B

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.527 2621 2625 2629 rVB 88861 116083 1.42% 0.155%

36 18.892 2683 2687 2693 rBV3 91053 195704 2.39% 0.262%
37 19.162 2727 2733 2739 rBV 3205545 4383322 53.64% 5.863%
38 19.274 2746 2752 2770 rBV 5029875 8172091 100.00% 10.932%
39 19.492 2785 2789 2791 rBV2 494267 694310 8.50% 0.929%
40 19.527 2791 2795 2803 rVB 2444418 3389431 41.48% 4 _.534%

41 19.598 2804 2807 2812 rVB2 113246 161932 1.98% 0.217%
42 19.727 2823 2829 2834 rBV 2670713 3352755 41.03% 4._.485%
43 20.021 2876 2879 2885 rVB 486814 649152 7.94% 0.868%
44 20.121 2892 2896 2900 rBVY 451036 579783 7.09% 0.776%
45 20.992 3039 3044 3046 rBV2 266938 495473 6.06% 0.663%

46 21.286 3088 3094 3098 rBV2 2690605 4880002 59.72% 6.528%
47 21.327 3098 3101 3107 rVB 1119335 1426923 17.46% 1.909%
48 21.433 3116 3119 3125 rVB2 321262 564396 6.91% 0.755%
49 21.862 3189 3192 3195 rVB 478564 504801 6.18% 0.675%
50 22.321 3267 3270 3276 rVB 877652 1129087 13.82% 1.510%

51 22.833 3352 3357 3359 rBvV 996348 1540628 18.85% 2.061%
52 23.397 3449 3453 3457 rBV 907965 1479629 18.11% 1.979%
53 23.444 3458 3461 3467 rVB 845442 1317834 16.13% 1.763%
54 23.544 3473 3478 3483 rBV 1407973 2471978 30.25% 3.307%
55 24.044 3559 3563 3571 rVB 847905 1483787 18.16% 1.985%

Sum of corrected areas: 74756347
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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: BM018921.D
5000000

4000000
3000000

2000000

5.29 6.86 7.22

10.48
1000000 7.69 8.01 8.86

110.53

I e L L R L o L T .

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018921.D

19,27
5000000

4000000

19.16
17.14 19.73

3000000

2000000

1000000

04
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018921.D
5000000
4000000 21.29
3000000 23.54
21.
2000000
20.99
1000000
o T T T T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 2750 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.22 Concentration Rank 1

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

7.22 39.03 ng 2242720 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 9

Abundance Scan 703 (7.222 min): BM018921.D (-697) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\
96.0 U U UL I
40.0 6.80 7.00 7.0 7.40 7.60
206.9 2810 "n/z 68.10 51.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL L UL LU I

6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.47%

31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
RS e e e
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 32.40%
105.0
‘ 7?0
| l I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2744: 2-Cyclohexen-1-one .... e
68.0 680 700 720 740 760

m/z 69.10 20.99%

5000
96.0
40.0
18. O\ HH 1l |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 680 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 2
R.T. EstConc Area Relative to ISTD R.T.
17.99 37.04 ng 4534870 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2534 (17.992 min): BM018921.D (-2525) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.1
15711851707 2562 17.60 17.80 18.00 18.20 18.40
101.0 . . .
0 ) S .|~. b 2840 32703511 Frnsz 60.00  71.59%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
5000 256.0 LR R AR A BN
129.0 ﬂmﬂmmmmmmm
m/z 43.05 57 .26%

213.0
1Q1.0 157.0185.0 I
e o L PO L
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43.0 73.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
17.60 17.80 18.00 18.20 18.40

5000 129.0 m/z 57.10 52_.59%
199.0 242.0
g el
SUES'L P v 5 0 S SV SR
m/z--> 50 150 200 250 300 350
Abundance #65566: Tridecanoic acid =TT R T T T
73.0 17.60 17.80 18.00 18.20 18.40

m/z 55.10 51.05%

43.0
5000
129.0
171.0 5140
1 {'Jl‘ Jﬂmlqﬁl ":‘: .| H J‘

m/z--> 50 150 200 250 300 350 17. 60 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.50 ng 306365 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 93
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90

Abundance Scan 2552 (18.098 min): BM018921.D (-2549) (-) m/z 192.10 100.00%

1

5000

17.80 18.00 18.20 18.40
62.0 108.1 139.1
40.0 L2182 2391 2810 ' "7z 191.00  47.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50627: Phenanthrene, 2-methyl-

82.4

5000
17.80 18.00 18.20 18.40

m/z 189.00 27 .22%

.0
39.0 63.0 115.0 139.0
RARRNRE R R A SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50613: Anthracene, 2-methyl-
192.0
17.80 18.00 18.20 18.40
5000 m/z 193.05 18.39%
28.0 63.0 96.0 139.0 165.0
RARRNRE R R A SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50630: Phenanthrene, 1-methyl- LA RN BamaE e
192.0 17.80 18.00 18.20 18.40
m/z 165.00 14 .12%
5000
165.0
39.0 63.0 94.0 115.0 139.0
RARRNRE R R A SRR T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.17 6.88 ng 842429 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 95
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 56
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
5 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI03S 036155-87-0 40

Abundance Scan 2564 (18.168 min): BM018921.D (-2558) (-) m/z 190.00 100.00%
190.0
5000 /k
94.6 .Y\ ¥ L
630 1 163.0 17.80 18.00 18.20 18.40
b ABLAT L M 21802490 2842 85520 h77189.05  94.60%
m/z--> 50 100 150 200 250 300 350
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 17.80 18.00 18.20 18.40
' m/z 191.10 25.39%
31.0 630 | 137.0163.0
m/z--> 50 100 150 200 250 300 350
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189.0
17.80 18.00 18.20 18.40
0
5000 m/z 94.60 25.20%
94.0
N U ,}§3P,| rrr T
m/z--> 50 100 150 200 250 300 350
Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde LA B s E s I
39.0 190.0 17.80 18.00 18.20 18.40
m/z 187.00 19.31%
91.0
5000 65.0 133.0 161.0
Illllllllll‘lillil I\I\I‘IIIII — T |||||/|\|/\|"|||||||||||||||
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.27 33.49 ng 8172090 Chrysene-di12 21.29
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 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 20
Abundance Scan 2751 (19.268 min): BM018921.D (-2746) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.1
185.1 241.2 HUBR AR UL BN
1.0 284.3 19.00 19.20 19.40 19.60
o ol gort | 2133 | 7T 3400 0 sy 60.00  72.33%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 R e R
mmmmmmmm
1850 o410 2840 m/z 43.05 67.97%
1.
150 Ao [ ||
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
43.0 73.0
119.00 19.20 19.40 19.60
5000 m/z 57.10 61.95%
129.0 242.0
1990
BTG /T e
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethy! ester —eree e
43.0 19.00 19.20 19.40 19.60
m/z 55.05 57.20%
73.0
129.0
185.0
L “HL 2 \ F R AN - PN 17X
m/z--> m m 200 250 m m mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.02 2.66 ng 649152 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
Abundance Scan 2879 (20.021 min): BM018921.D (-2876) (-) m/z 216.10 100.00%
1
5000
19.80 20.00 20.20 20.40
0 25402862 3430 4151 ' "m/z 215.10 80.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67030: 11H-Benzo[b]fluorene
216.0
5000
19.80 20.00 20.20 20.40
m/z 213.05 20.99%
107.0
28.0 63.0 |} 163.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67033: 11H-Benzo[a]fluorene
216.0
~19:80 20.00 20.20 20.40
5000 m/z 107 .50 18.72%
108.0
63'0 Il \‘ “ 163'0 \‘ i
m/z--> 50 100 150 200 250 300 350 400
Abundance #67028: Pyrene, 1-methyl-
216.0 19.80 20.00 20.20 20.40
m/z 217.10 17.18%
5000
108.0
27.0 63.0 | 163.0 |
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.12 2.38 ng 579783 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 2896 (20.121 min): BM018921.D (-2892) (-) m/z 216.10 100.00%
21p.1
5000
1077 189.0 19.80 20.00 20.20 20.40
o820 | 1o R eroosmaspersser oSie 10 92.77%
m/z--> 50 100 150 200 250 300 350
Abundance #67023: Pyrene, 1-methyl-
215.0
5000

19.80 20.00 20.20 20.40
m/z 213.10 21.85%

95.0 189.0
270 630 | g 1500 | |
11—
m/z--> 50 100 150 200 250 300 350
Abundance #67034: 11H-Benzo[b]fluorene
216.0
i
19.80 20.00 20.20 20.40
5000 m/z 217.10 18.22%
108.0
5720 | 1300 1890 |
e
m/z--> 50 100 150 200 250 300 350
Abundance #67035: 11H-Benzo[a]fluorene e B e
216.0 19.80 20.00 20.20 20.40
m/z 107.70 16.94%
5000
108.0
63.0 189.0
e T
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

20.99 2.03 ng 495473 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 l1-Hexadecene 224 C16H32 000629-73-2 80
3 Cvclooctacosane 392 C28H56 000297-24-5 78
4 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 62
5 Dodecane 170 C12H26 000112-40-3 58

Abundance Scan 3044 (20.992 min): BM018921.D (-3039) (-) m/z 57.10 100.00%

5_ 1 )\\N}L,\’—/A\
5000 20

20.60 20.80 21.00 21.20 21.40

207 0
LA gL 2070 250 1005155319733 4173 4892 S0 g o1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73967: Hexadecane A/JJ
57.0
5000 AUV AN
20 60 20. 80 21. OO 21 20 21. 40
0.0 m/z 43.10 67.36%
144 | |, 141.0183.0 226.0
m/z--> 0 5|0 1(|)O 1é0 200 250 3(|)O 3é0 4CI)O 4é0 5CI)O
Abundance #72489: 1-Hexadecene
43.0
83.0 AUV AL AN
20.60 20.80 21.00 21.20 21.40
5000 m/z 85.10 53.24%

25.0
H 1[] 168.0 224.0

T T IIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500

i

Abundance #154719: Cyclooctacosane T
57.0 20.60 20.80 21.00 21.20 21.40
70 m/z 69.10 48.38%
>0 WM
L 1390181 0200 02640 3350 020
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 60 20. 80 21. OO 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown21.43 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.43 2.31 ng 564396 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualane 422 C30H62 000111-01-3 38
2 Benzolclphenanthrene 228 C18H12 000195-19-7 30
3 Pvrazole-4-carboxaldehvde-. 3.5-... 228 C14H16N20 1000272-54-8 27
4 Triphenvlene 228 C18H12 000217-59-4 25

5 Isothiazol-5-amine, 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 25

Abundance Scan 3119 (21.433 min): BM018921.D (-3116) (-) m/z 57.10 100.00%
: 228.1

5000

-

21.20 21.40 21.60 21.80
m/z 71.10 94.95%

281.1

321.1 374.1 434.3474.3

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #160624: Squalane
57.0
5000: L e
113.0 21.20 21.40 21.60 21.80
1850 m/z 228.10  82.78%
JJ L 2002810 3870 4070

m/z--> 0 50 100 150 200 250 300 350 400 450 500

%

Abundance #75262: Benzo[c]phenanthrene
228.0
21.20 21.40 21.60 21.80
5000 m/z 227.10 76.23%
113.0
180 750 | 189.0
T o L B e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75054: Pyrazole-4-carboxaldehyde-, 3,5-dimethyl-1-(3,4-di... RN R
228.0 21.20 21.40 21.60 21.80
m/z 85.10 67.72%
5000
39.0 77.0
185.0
143 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Docosane, 5-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.86 2.07 ng 504801 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 5-butvl- 366 C26H54 055282-16-1 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Tetracosane. 3-ethvl- 366 C26H54 055282-17-2 81
5 Heptacosane 380 C27H56 000593-49-7 74
Abundance Scan 3192 (21.862 min): BM018921.D (-3189) (-) m/z 57.10 100.00%
51.
5000 M’J\
o 21,60 21.80 22.00 22.20
155.1 255.1 : : : :
Obrr |.'...“,'.'1.‘1.f|‘.‘..‘.2??'.0..|‘...3.0|2.'1.3.4.2'|1.3.8.2'.2|.‘}3.4.'?...4.9?'.4... m/z 71.10 94.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147094: Docosane, 5-butyl-
43.0
5000 5.0 RIS DU DO SURIISA S
21.60 21.80 22.00 22.20
126.0 )
309.0 m/z 85.10 69.18%
] I ‘l . 169.0211.0253.0 |  364.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #122578: Tridecane, 1-iodo-
57.0
21,60 21.80 22.00 22.20
5000 m/z 43.10 57.23%
183.0
| L) 29110 3100 J\,/J\\MJ\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #136482: Tetracosane A EAREE ma S

57.0 21.60 21.80 22.00 22.20
m/z 55.10 25.52%

5000 JJ\ANWﬂWV»~\wjk»*fwwvf“‘““j\
9.0
LI |}#10183020500670 3380
mz-> 50 100 150 200 250 300 350 400 450 500 21,60 21.80 22,00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.32 4.63 ng 1129090 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 90
Abundance Scan 3270 (22.321 min): BM018921.D (-3267) (-) m/z 57.10 100.00%
51. q
5000
‘ a1 22.00 22.20 22.40 22.60
141.1 : . : :
ol A .Il, Lir. 3832 | 281 30813503 396.3 440.3 4912 m/z 71.10 91.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #136482: Tetracosane
57.0
5000 AU AR AR

T T T T
22.00 22.20 22.40 22.60
9.0 m/z 85.10 59_40%
41.0 338.0
L omozms0ae B0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl-

o1
!
o

22.00 22.20 22.40 22.60

5000 m/z 43.10 56.30%
9.0
239.0
4 1401830 “1 28103230 JLWLJ
A I e L B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123100: Pentadecane, 8-heptyl- R EE mE

22.00 22.20 22.40 22.60
m/z 55.10 23 .53%

5000

%

210.0

252.0 309.0
e N EEREEmma
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018921.D

Aca On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample : K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Docosane, 11-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .04 12.00 ng 1483790 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Docosane. 5-butvl- 366 C26H54 055282-16-1 90
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 90
Abundance Scan 3562 (24.039 min): BM018921.D (-3559) (-) m/z 57.10 100.00%
57.
T ' 23.80 24.00 24.20 24.40
141.1 : : : :
o LU ¥ tmeaz01 2830 a5 ate0ds0s sz st 0G0 204 00
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147098: Docosane, 11-butyl-
57.0
5000 LRI SRR BRI I B

23.80 24.00 24,20 24.40
m/z 85.10 63.04%

9.0
1410 21002530 3090 566

IIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500

%

Abundance #169089: Hexatriacontane
57.0
23.80 24.00 24.20 24.40
5000 m/z 43.10 54 _00%
9.0
15. J | ;141.0183.0225.0 281.0323.0 379.0421.0463.0506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl- R EEEES
43.0 23.80 24.00 24.20 24.40
m/z 55.10 24 _23%
196.0
121.0 239.02800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. 80 24 00 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022519\
Data File : BM018921.D

Acq On : 25 Feb 2019 19:48

Operator : JU/SJ

Sample - K1348-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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]
unknown? .22 7.22 39.0 ng 2242720 1 7.69 1149320 20.0
n-Hexadecanoic acid 17.99 37.0 ng 4534870 4 17.10 2448950 20.0
Phenanthrene, 2-m... 18.10 2.5 ng 306365 4 17.10 2448950 20.0
4H-Cyclopenta[def... 18.17 6.9 ng 842429 4 17.10 2448950 20.0
Octadecanoic acid 19.27 33.5 ng 8172090 5 21.29 4880000 20.0
11H-Benzo[b]fluorene 20.02 2.7 ng 649152 5 21.29 4880000 20.0
Pyrene, l-methyl- 20.12 2.4 ng 579783 5 21.29 4880000 20.0
Hexadecane 20.99 2.0 ng 495473 5 21.29 4880000 20.0
unknown21.43 21.43 2.3 ng 564396 5 21.29 4880000 20.0
Docosane, 5-butyl- 21.86 2.1 ng 504801 5 21.29 4880000 20.0
Tetracosane 22.32 4.6 ng 1129090 5 21.29 4880000 20.0
Docosane, 11-butyl- 24.04 12.0 ng 1483790 6 23.54 2471980 20.0
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