LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 5.287 367 374 390 rBVY 7208029 10288546 44.77% 5.865%
2 6.875 634 644 662 rBY 7225652 12301367 53.53% 7.013%
3 7.228 696 704 719 rBV 7594372 11860215 51.61% 6.761%
4 7.693 773 783 790 rBVY 1214376 1939043 8.44% 1.105%
5 8.004 828 836 852 rBVY 4932120 8036691 34.97% 4.582%
6 8.863 973 982 997 rBV 4222475 7102657 30.91% 4 .049%
7 10.475 1248 1256 1262 rBV 1615367 2807707 12.22% 1.601%
8 12.957 1670 1678 1692 rBV 11339205 16230652 70.63% 9.253%
9 13.804 1816 1822 1834 rBV 510610 733288 3.19% 0.418%
10 14.345 1903 1914 1920 rBV2 2520081 3913388 17.03% 2.231%

11 14.404 1920 1924 1932 rVB 365384 527231 2.29% 0.301%
12 14.745 1975 1982 1990 rBV 210947 335323 1.46% 0.191%
13 15.392 2087 2092 2103 rVB 373070 562447 2.45% 0.321%
14 15.845 2158 2169 2179 rBV 9800388 13829805 60.18% 7.884%
15 16.916 2346 2351 2358 rVB 188413 290477 1.26% 0.166%

16 17.098 2375 2382 2385 rBV 3262985 4608161 20.05% 2.627%
17 17.139 2385 2389 2396 rVvV 3172372 4374829 19.04% 2.494%
18 17.227 2396 2404 2413 rVV 986770 1446388 6.29% 0.825%
19 17.510 2443 2452 2459 rBV 261552 438151 1.91% 0.250%
20 17.986 2525 2533 2536 rBV2 1289564 1902539 8.28% 1.085%

21 18.015 2536 2538 2543 rVB 364173 483573 2.10% 0.276%
22 18.098 2548 2552 2558 rVB 165996 246756 1.07% 0.141%
23 18.168 2558 2564 2568 rBV2 537580 901153 3.92% 0.514%
24 18.474 2611 2616 2621 rVB 235458 301401 1.31% 0.172%
25 19.039 2706 2712 2720 rBV2 128975 244979 1.07% 0.140%

26 19.162 2726 2733 2739 rBV 5751069 7524621 32.74% 4._.290%
27 19.268 2746 2751 2761 rBV2 335996 5563579 2.41% 0.316%
28 19.404 2770 2774 2784 rVB2 171739 336861 1.47% 0.192%
29 19.492 2784 2789 2791 rBV2 844803 1224584 5.33% 0.698%
30 19.527 2791 2795 2803 rVV 4443895 5985352 26.04% 3.412%

31 19.592 2803 2806 2813 rVB 163838 253105 1.10% 0.144%
32 19.733 2820 2830 2835 rBV 19131535 22980945 100.00% 13.101%
33 19.845 2844 2849 2850 rBV 204969 287673 1.25% 0.164%
34 20.021 2867 2879 2884 rBV 642588 1218672 5.30% 0.695%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 20.121 2892 2896 2900 rBV 551603 690930 3.01% 0.394%

36 20.180 2900 2906 2909 rVV3 266980 470182 2.05% 0.268%
37 20.939 3031 3035 3038 rBvV 317526 412397 1.79% 0.235%
38 20.986 3038 3043 3053 rVVv4 1166669 2212658 9.63% 1.261%
39 21.192 3075 3078 3084 rVB2 484092 565795 2.46% 0.323%
40 21.292 3084 3095 3098 rBV2 4221413 8143600 35.44% 4.643%

41 21.327 3098 3101 3109 rVB 1907756 2311619 10.06% 1.318%
42 21.445 3116 3121 3127 rVB 495431 701570 3.05% 0.400%
43 21.615 3144 3150 3154 rBV2 220572 395085 1.72% 0.225%
44 21.839 3185 3188 3194 rBV2 174913 244197 1.06% 0.139%
45 22.321 3267 3270 3275 rBV3 178769 260283 1.13% 0.148%

46 22.451 3287 3292 3298 rBV 1122398 1526557 6.64% 0.870%
47 22.862 3357 3362 3367 rBV 1156632 2513414 10.94% 1.433%
48 23.033 3388 3391 3398 rVB 279798 410843 1.79% 0.234%
49 23.345 3439 3444 3450 rBVY 739979 1290896 5.62% 0.736%
50 23.439 3455 3460 3468 rVB 1150685 2139318 9.31% 1.220%

51 23.545 3472 3478 3483 rBV 1823397 3344769 14.55% 1.907%
52 25.815 3858 3864 3877 rVvB2 608048 1706956 7.43% 0.973%

Sum of corrected areas: 175413228
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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: BM018956.D

1.5e+07

1e+07

5.29 6.88 7:23

5000000 8.00 5.86

7.69 10.47

R L L

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018956.D

1973

1.5e+07

12.96
1e+07 15.85

19.16
5000000 19.53

el
14.35

2 17.99
13.80 %4014,75 15.39 16,971 17.51 148887847 19 173 ijﬁ_

Time--> 12.00 12,50 13.00 13.50 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: BM018956.D

1.5e+07

1e+07

5000000 21.29

23.54
22.45 22.86 32§

20. 30

20,

e —

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

25.81
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 unknown7.23 Concentration Rank 1

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

7.23 122.33 ng 11860200 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 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 9

Abundance Scan 704 (7.228 min): BM018956.D (-696) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.0 IR I LIS IR A
40.0 6.80 7.00 7.20 7.40 7.60
.'.,...I,..1.1“??..-J.,....,....,....,297.-9. m/z 68.10 50.36%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 ISR AR R IR R
6.80 7.00 7.20 7.40 7.60
310 510 m/z 134.00 33.00%
J'H!'“'l'!'m""l""w'"|""w"'|""|”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
74.0 6.80 7.00 7.20 7.40 7.60
5000 ggo 1160 m/z 66.10 31.61%

|- \n . 1580 1890

m/z--> 40 60 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine T a R
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.53%
5000

' 70.0
e e = ST R & S S

m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.99 8.26 ng 1902540 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2534 (17.992 min): BM018956.D (-2525) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
971 2132 TTrT Trorrprros TTTo[rTT
|ﬂ 157.1 185.1 %M%M 1760 17,80 18.00 18.20 18.40
Obrrrprrrr il : m/z 60.00  71.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
430 730
5000 AR AR B
ﬂmﬂmmmmmmm
129.0 m/z 43.10 55.88%
256.0
iQIO 157.0 185.0 2130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
43.0 17.60 17.80 18.00 18.20 18.40
5000 m/z 57.10 52.42%
1230 171.0
: 214.0
98.0
.%ﬁgr.un...””.,.HW.H.P.”,””,”.W.”..”.P.”,”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid R e o AR
43.0 730 17.60 17.80 18.00 18.20 18.40

m/z 55.10 51.41%

5000 129.0 /VJL

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 Anthracene, 1l-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.02 2.10 ng 483573 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 93
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90

Abundance Scan 2539 (18.021 min): BM018956.D (-2536) (-) m/z 192.10 100.00%

1

5000

ly

17. 80 18 00 18. 20 18. 40

20 2668 ' "m/z 191.00 56.81%

' 1391 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50618: Anthracene, 1-methyl-
192.0

5000 L e e e B
17. 80 18 00 18. 20 18. 40

m/z 189.00 26 .36%

165.0
27.0 63.0 96.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50623: Phenanthrene, 1-methyl-
192.0

17.80 18.00 18.20 18.40

5000 m/z 193.10 15.18%
165.0
39.0 63.0 96.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50611: Anthracene, 2-methyl- R e e

192.0 17.80 18.00 18.20 18.40
m/z 190.05 14.99%

N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18. 40

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.17 3.91 ng 901153 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
4 Methvl diselenide 190 C2H6Se2 007101-31-7 49
5 3H-Indazole-3-carbonitrile, 3-(4... 253 C14H8CIN3 056630-97-8 10
Abundance Scan 2564 (18.168 min): BM018956 D (-2558) (-) m/z 190.10 100.00%

5000

17.80 18.00 18.20 18.40
‘ 21812031 310 "'m/z 189.05 98.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #49337: 4H-Cyclopenta[def]phenanthrene

190.0

5000
17.80 18.00 18.20 18.40

m/z 191.05 25.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189.0

17.80 18.00 18.20 18.40
m/z 94.60 23.30%

5000
94.0
O A ——
miz-> 20 40 8 B0 100 120 140 160 180 200 230 240 260 250 300 330 340

Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde A AR e B
39.0 190.0 17. 80 18. OO 18 20 18. 40

m/z 187 .00 20.85%

91.0
5000 65.0 133.0 161.0
! ‘ iy { ll \i !

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.02 2.99 ng 1218670 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 95
2 Pvrene. 1l-methvl- 216 C17H12 002381-21-7 93
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62
Abundance Scan 2879 (20.021 min): BM018956.D (-2867) (-) m/z 216.05 100.00%
21p.1
5000
107.7
. 163.0189.0 19.80 20.00 20.20 20.40
—SL0 1 1870163075 |,.| (25012810  3%1 75721505  82.81%
m/z--> 50 100 150 200 250 300 350
Abundance #67030: 11H-Benzo[b]fluorene
216.0
5000
19.80 20.00 20.20 20.40
m/z 213.05 21.29%
500 810, 137.0163.0189.0 Il
m/z--> 50 100 150 200 250 300 350
Abundance #67024: Pyrene, 1-methyl-
216.0
19.80 20.00 20.20 20.40
5000 m/z 217.05 17.60%
94.0 189.0
270 630 | [1220 1630 | 0
m/z--> 50 100 150 200 250 300 350
Abundance #67036: Fluoranthene, 2-methyl-
216.0 19.80 20.00 20.20 20.40
m/z 107.70 14 _.35%
5000
108.0
510 810] | 135016301999
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\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 9-Octadecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.99 5.43 ng 2212660 Chrysene-d12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 83
Abundance Scan 3044 (20.992 min): BM018956.D (-3038) (-) 83.10 100.00%

Bd.1
43.Q
5000
2> 226.1 20.60 20.80 21.00 21.20 21.40
168.1

- ..,”Le,....ﬁ.t.,??Pﬁ..?go.”.?4?9.,.??9} m/z 69.10 97.58%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89786: 9-Octadecene, (E)-
55.0
7.0

20.60 20.80 21.00 21.20 21.40
J m/z 57.10 95.48%

l l 139.0 182.0 252.0
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0

83.0 N B B e B
20.60 20.80 21.00 21.20 21.40
5000 m/z 97.05  82.12%

JIZS.O
'_"mlljildkllgeiollllll
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
51.0 20.60 20.80 21.00 21.20 21.40
m/z 55.05 81.90%

7.0
5000 }L\v_—A_—*_AA~
J L J 139.0 1870 2240 280.0

I
m/z--> 50 100 150 200 250 300 350 400 450 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\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.45 9.13 ng 1526560 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 86
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
5 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 72
Abundance Scan 3292 (22.451 min): BM018956.D (-3287) (-) m/z 69.10 100.00%
6d.1
5000
R L R
137.1 22.20 22.40 22.60 22.80
0 ..J,n.l l.ﬂ,u boi 4175121302861 20923411 4108 4762 m/z 81.05 46.89%

T 1 T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158503: Squalene
69.0

5000 L B B B B B N B
22. 20 22. 40 22. 60 22. 80

m/z 41.05 16.51%

137.0
290 (1, ], 191.0231.0273.0 341.0  410.0
a2 i o s e B o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0

22.20 22.40 22. 60 22.80

5000 m/z 68.10 12.10%
121.0
29.0 ; |40y [ J161.0203.0 2730 3410  410.0
TR B B e B B o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal RN RS e
69.0 22.20 22.40 22.60 22.80

m/z 95.10 10.78%

5000
137.0
99 | (4] o], 120 w0 s

AR TN 00 S i o J S

m/z--> 50 100 150 200 250 300 350 400 450 500 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018956.D

Aca On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample : K1633-03

Misc :

ALS Vial : 11 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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.34 7.72 ng 1290900 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzolalpvrene 252 C20H12 000050-32-8 98
3 Benzolklfluoranthene 252 C20H12 000207-08-9 97
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Perylene 252 C20H12 000198-55-0 95
Abundance Scan 3443 (23.339 min): BM018956.D (-3439) (-) m/z 252.05 100.00%
25p.1
5000
125.0
23.00 23.20 23.40 23.60
01382 720 16302000, | 2911 3450 387.0 431.0 4011 sz 250.05  29.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89816: Benzo[e]pyrene
252.0
5000
23.00 23.20 23.40 23.60
m/z 253.10 21.04%
125.0
39.0 83.0 , | 200.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #89817: Benzo[a]pyrene
252.0
23.00 23.20 23.40 23.60
5000 m/z 125.00 15.28%
126.0
'§q9'§?q “J"%Q%QZPQP'”' [Trrrrrr T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89823: Benzo[K]fluoranthene R e Al REAE
252.0 23.00 23.20 23.40 23.60
m/z 126.00 12.69%
5000
126.0
87.0 | 200.0 .
m/z--> 50 100 150 200 250 300 350 400 450 ' 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022719\
Data File : BM018956.D

Acq On : 27 Feb 2019 19:10

Operator : JU/SJ

Sample - K1633-03

Misc :

ALS Vial : 11 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]
unknown7 .23 7.23 122.3 ng 11860200 1 7.69 1939040 20.0
n-Hexadecanoic acid 17.99 8.3 ng 1902540 4 17.10 4608160 20.0
Anthracene, 1l-met... 18.02 2.1 ng 483573 4 17.10 4608160 20.0
4H-Cyclopenta[def... 18.17 3.9 ng 901153 4 17.10 4608160 20.0
11H-Benzo[b]fluorene 20.02 3.0 ng 1218670 5 21.29 8143600 20.0
9-Octadecene, (E)- 20.99 5.4 ng 2212660 5 21.29 8143600 20.0
Squalene 22.45 9.1 ng 1526560 6 23.54 3344770 20.0
Benzo[e]pyrene 23.34 7.7 ng 1290900 6 23.54 3344770 20.0
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