LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.993 148 154 162 rBV 329512 490408 1.44% 0.410%
2 5.457 397 403 420 rvVB 495390 1149656 3.38% 0.961%
3 5.828 459 466 474 rBv2 281970 461175 1.36% 0.386%
4 7.828 801 806 820 rvB 1230669 2137034 6.28% 1.787%
5 8.540 921 927 937 rBvV 167742 372988 1.10% 0.312%
6 9.722 1115 1128 1137 rBV5 142673 361116 1.06% 0.302%
7 10.263 1214 1220 1229 rBV 175462 381901 1.12% 0.319%
8 10.634 1276 1283 1289 rBV 1671876 2770804 8.15% 2.316%
9 13.880 1826 1835 1840 rBV 441066 711554 2.09% 0.595%
10 14.17Y5 1878 1885 1896 rVB 492585 797835 2.35% 0.667%

11 14.480 1929 1937 1943 rBV2 2601336 4049622 11.91% 3.386%
12 15.469 2099 2105 2111 rBV 681547 1030737 3.03% 0.862%
13 15.527 2111 2115 2124 rVB2 230976 376359 1.11% 0.315%
14 17.227 2397 2404 2407 rBV2 3337767 5057224 14.87% 4.228%
15 17.263 2407 2410 2416 rVV 2878656 4059849 11.94% 3.394%

16 17.321 2416 2420 2423 rVvV2 719963 1099259 3.23% 0.919%
17 17.357 2423 2426 2432 rVB 674843 932733 2.74% 0.780%
18 17.627 2465 2472 2481 rBV2 244649 540882 1.59% 0.452%
19 18.110 2547 2554 2558 rBV2 3716195 5356597 15.75% 4._.478%
20 18.145 2558 2560 2567 rVvV 651603 940859 2.77% 0.787%

21 18.227 2570 2574 2579 rVV 216267 372306 1.09% 0.311%
22 18.292 2580 2585 2589 rVV3 527699 1022937 3.01% 0.855%
23 18.598 2633 2637 2642 rVB 269504 344889 1.01% 0.288%
24 19.021 2703 2709 2713 rBV2 267623 451703 1.33% 0.378%
25 19.286 2749 2754 2767 rVB4 18026163 34003131 100.00% 28.427%

26 19.386 2767 2771 2783 rVB 2939406 3841569 11.30% 3.212%
27 19.615 2804 2810 2812 rBV3 1588551 2517382 7.40% 2.105%
28 19.645 2812 2815 2823 rVV 3311623 4557979 13.40% 3.811%
29 19.715 2823 2827 2833 rVB2 244626 366627 1.08% 0.307%
30 19.827 2842 2846 2851 rVB 431803 619565 1.82% 0.518%

31 19.968 2865 2870 2877 rBV5 235440 579530 1.70% 0.484%
32 20.139 2895 2899 2904 rVB 912145 1392919 4._.10% 1.165%
33 20.239 2912 2916 2919 rBV 590586 715146 2.10% 0.598%
34 20.298 2924 2926 2931 rVB2 352482 464237 1.37% 0.388%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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
Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

35 20.580 2970 2974 2977 rBV2 416425 540683 1.59% 0.452%

36 20.645 2978 2985 2988 rBV3 914861 1566744 4.61% 1.310%
37 20.962 3035 3039 3047 rVB 2382440 3026049 8.90% 2.530%
38 21.056 3051 3055 3056 rBV2 626074 750415 2.21% 0.627%
39 21.086 3056 3060 3065 rVB 3571341 4594979 13.51% 3.841%
40 21.339 3099 3103 3107 rBV2 2234905 2864521 8.42% 2.395%

41 21.403 3107 3114 3117 rVV2 4965086 8998948 26.47% 7.523%
42 21.439 3117 3120 3125 rVB 1995169 2450243 7.21% 2.048%
43 23.015 3383 3388 3394 rBV 1332345 3248495 9.55% 2.716%
44 23.509 3469 3472 3477 rBV 556315 918244 2.70% 0.768%
45 23.615 3485 3490 3498 rVB 1108392 2094251 6.16% 1.751%

46 23.715 3501 3507 3513 rBV 2213603 4232626 12.45% 3.539%

Sum of corrected areas: 119614710
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acqg On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library - C:\DATABASEN\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM012116.D
1.5e+07
1e+07
5000000
783 10.63
o 3.99 546 583 A 8.54 972 1026 J\
e e e e e ey e e e e
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM012116.D
1929
1.5e+07
1e+07
5000000
18.11 9.64
7 19.3%
14.48 W%
(12420.¢
13.884.17 A 1@@‘}53 (BB, 63 1i#83%8.60 19.02 l
O T e [ e B e B e e
Time--> 12.00 1250 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: BM012116.D
1.5e+07
1e+07
5000000
PR\ A S
O B B o S o T B o o B I B e B
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.11 21.18 ng/ul 5356600 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 2554 (18.110 min): BM012116.D (-2547) (-) m/z 73.00 100.00%

43

5000 129

|

17.80 18.00 18.20 18.40
o’ m/z 43.10 89.92%

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4

5000 129 LB L B e
17. 80 18. OO 18. 20 18 40

& 256 m/z 60.00 82.71%

Ly |5 T
0 ....MNHW*NuWJWuw.H‘.J.‘.;.M‘..,L.... M
m/z--> 50 100 150 200 250 300 350
Abundance

43 783

17.80 18.00 18.20 18.40

213

157 185

5000 256 m/z 41.05 80.32%
129
97 157 185 213
238

ol )l ll o o L e
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid N Nt

4 73 17. 80 18. 00 18. 20 18 40

m/z 55.10 71.37%

5000 129
H 97 199 242
15 \1, Ll HJ J\IL o | 98@ \ 223 |

m/z--> 50 100 150 200 250 300 350 17. 80 18. OO 18. 20 18 40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.14 3.72 ng/ul 940859 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 2559 (18.139 min): BM012116.D (-2558) (-) m/z 192.10 100.00%

2

5000

E

17.80 18.00 18.20 18.40
208;
o 22l 2l 265282 | “m/z 191.10  57.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54746: Phenanthrene, 1-methyl-

=

5000 PP T
17.80 18.00 18.20 18.40

m/z 189.00 31.32%

63 82 96 115 139

o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
e e Rl
17.80 18.00 18.20 18.40
5000 m/z 193.10 20.52%
165
ol 27 a3 63 82 % 115 137152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54753: Phenanthrene, 1-methyl- R A REEEm s
192 17.80 18.00 18.20 18.40
m/z 165.00 17.79%
5000

39 63 8296 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 9

R.T. EstConc Area Relative to ISTD R.T.
18.29 4_.05 ng/ul 1022940 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 60
3 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 53
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI03S 036155-87-0 50
5 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8CI204 1000331-34-4 50

Abundance Scan 2585 (18.292 min): BM012116.D (-2580) (-) m/z 190.05 100.00%
190
- J
T 165 18.00 18.20 18.40 18.60
63 : : :
ol 20 Pl 118 139y 221248 281 341 | h777189.00 99.91%
m/z--> 50 100 150 200 250 300 350
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 SR AR SN BN B
o4 18.00 18.20 18.40 18.60
m/z 192 .05 45 _.90%
39 63 | 111 137 163
m/z--> 50 100 150 200 250 300 350
Abundance
190
18.00 18.20 18.40 18.60
5000 m/z 191.05 42 _79%
95
25 43 63 113 137 163
m/z--> 50 100 150 200 250 300 350
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 18.00 18.20 18.40 18.60
m/z 187 .00 20.38%
5000
94
1?3
O R
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 4

R.T. EstConc Area Relative to ISTD R.T.
19.39 8.54 ng/ul 3841570 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2772 (19.392 min): BM012116.D (-2767) (-) m/z 43.10 100.00%
87
5000 129
97 185 241
| ‘ 24 19.00 19.20 1940 19.60 19.80
157 3 : : : : .
o T APz | pes | om0 o T 97 900
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 78
5000 129 NN SRR N
o7 19.00 19.20 19.40 19.60 19.80
H 185 S m/z 60.00 80.85%
o) — ;“I\ hl‘ ‘:H“‘u | ‘M‘: Ul ) I\ :|I-5‘|7 I‘ - f0|7| L I‘ — |“| 7
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
19.00 19,20 1940 19.60 19.80
5000 129 m/z 41.10 76.26%
97 185 oa1 284
0 15 157 213 265
m/z--> o 'go" ' 160" "150" "260" "250" ' 560" ' ééo
Abundance #131262: Octadecanoic acid e B R EE e
78 19.00 19.20 19.40 19.60 19.80
43 m/z 57.10 75.43%
129
5000 284
‘ ‘ 97 185 241
0....“.J..HJ.'},L.J”.". 1;157ll||\|2|13|l| I L2|6|5lll e A e
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 12
R.T. EstConc Area Relative to ISTD R.T.
20.14 3.10 ng/ul 1392920 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 : 4-((2-Methylphenyl)diazenyl)-1... 216 C10H12N6 1000332-58-9 86
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
Abundance Scan 2899 (20.139 min): BM012116.D (-2895) (-) m/z 216.10 100.00%
216
5000
57 187 19.80 20.00 20.20 20.40
oL i et '. 131 203y Ml 243271293 328355 401429 | 77 515 10  79.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74418: 11H-Benzo[b]fluorene
216
5000
19.80 20.00 20.20 20.40
m/z 213.05 20.88%
ol_28 50 g1 " m 139163 189 |
m/z--> 50 100 150 260 250 300 350 400
Abundance
216
19.80 20.00 20.20 20.40
5000 m/z 217.10 14 .54%
108
o 50 81 137 163 189
m/z--> 50 100 150 200 250 300 350 400
Abundance #73719: : 4-((2-Methylphenyl)diazenyl)-1H-pyrazole-3,5-diamin e e R,
216 19.80 20.00 20.20 20.40
42 m/z 57.10 11.21%
5000
17 157 187
o} I o |

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:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.64 3.48 ng/ul 1566740 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Cyclohexadiene, 3,3,6,6-tetr... 136 C10H16 002223-54-3 38
2 Cyclohexane, l1l-ethenyl-1-methyl-._.. 204 C15H24 003242-08-8 35
3 4-methoxyphenylpropane-2-ol 166 C10H1402 1000378-88-8 35
4 N-Fluoro-2,4,6-trimethylpyridini... 289 C9H11F4NO3S 107264-00-6 27
5 (Phenylthio)acetic acid, (4-meth... 288 C16H1603S 1000308-33-9 25
Abundance Scan 2984 (20.639 min): BM012116.D (-2978) (-) m/z 121.05 100.00%
>0 ﬂﬁ_*ﬂ_/y,\nﬁj\mA\ﬁ,\/jtvﬁ\\
AR DU B
20.40 20.60 20.80 21.00
0 325 35 401429 m/z 91.10 51.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15827: 1,4-Cyclohexadiene, 3,3,6,6-tetramethyl-
121
5000 U BRI BRI S SR
20.40 20.60 20.80 21.00
29 m/z 55.10 36.21%
0 ””H”'NNN”'“I"'W'"'I'”'I""P"'I'”'I""P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
121
93 HRA BRI BRI SN SR
20.40 20.60 20.80 21.00
5000 m/z 79.05 34.75%
41
67 161 o0
L L L L UL WL L UL WL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #34824: 4-methoxyphenylpropane-2-ol S B AR ma e B
121 20.40 20.60 20.80 21.00
m/z 41.05 34 .32%
” WM
s T
L o L L UL WL AL UL WL U BRI BRI S SR
m/z--> 50 100 150 200 250 300 350 400 450 500 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.96 6.73 ng/ul 3026050 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 43
2 1-Ethyl-1-octanoyloxy-1-silacycl... 270 C15H3002Si 1000279-86-3 25
3 Andrographolide 350 C20H3005 005508-58-7 18
4 5,10-Pentadecadiyn-1-ol 220 C15H240 064275-50-9 18
5 3,5-Bis(trifluoromethyl)benzamide 257 C9H5F6NO 022227-26-5 15
Abundance Scan 3039 (20.962 min): BM012116.D (-3035) (-) m/z 105.05 100.00%
5000
287
20.60 20.80 21.00 21.20
ol 329357 387 430 476 m/z 91.00 98.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158360: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3,4,...
91 119 241
187
5000 45 AR AU AL SR B
67 20.60 20.80 21.00 21.20
13 316 m/z 241.20 81.82%
g A
ol fMﬁkhwﬂhk S
m/z--> 50 100 15 200 250 300 350 400 450
Abundance
241
20.60 20.80 21.00 21.20
5000 115 m/z 79.10 81.52%
45
87
157 199 270
Obr v v e e e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #183961: Andrographolide R e SRMEBEEE
a1 1 20.60 20.80 21.00 21.20

m/z 119.10 80.02%

‘:H I‘ “! \I\“I ‘: - ]

m/z--> 50 100 150 200 250 300 350 400 450 20 60 20 80 21. 00 21 20

)
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Dehydroabietic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.09 10.21 ng/ul 4594980 Chrysene-di2 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 95
2 trans-1,2-Bis(methyldichlorosily... 252 C4H8CI14Si2 065899-10-7 94
3 Dehydroabietic acid 300 C20H2802 001740-19-8 91
4 Dehydroabietic acid 300 C20H2802 001740-19-8 90
5 Butanoic acid, 2-(cyano)(2,4,6-t_... 300 C17H20N203 1000267-71-7 70
Abundance Scan 3061 (21.092 min): BM012116.D (-3056) (-) m/z 239.15 100.00%

239
285
5000
197

43 141 l AR RRAREREE e ....
71 113 169 20. 80 21. 00 21. 20 21. 40
orﬁﬁi#44+ﬁithWﬁ,wl || 328357 416 489 535 777585 20 62.62%

I 1 1 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144996: Dehydroabietic acid
239 285
5000

197 20.80 21.00 21.20 21.40
m/z 197.10 33.65%

1
43 1157169
8L |
0 Lo oSt o Ll balap o oL \

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

104 239

20.80 21.00 21.20 21.40
5000 m/z 228.10 21._.37%

63 139
O T T e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144998: Dehydroabietic acid

20.80 21.00 21.20 21.40
m/z 141.10 20.22%

)

_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.51 4.34 ng/ul 918244 Perylene-d12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 3472 (23.509 min): BM012116.D (-3469) (-) m/z 252.10 100.00%
252
5000
43 71 99 129 163 198224 | 278 310335 367 400 432 477503 535 23.20 2390 23.60 23.80
0L 43 71 99, | 168 198°C7 J 278 310335 367 400 432 477503535 | sz 250.05  29.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104217: Benzo[e]pyrene
252
5000

23.20 23.40 23.60 23.80
m/z 253.10 22 .93%

125
63 99, | 158 198224 ‘

A L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
252
R BAR B S EEEES S
23.20 23.40 23.60 23.80
5000 m/z 125.00 11.66%
126
39 74100 | 161 198224
e B LA B o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104218: Benzo[a]pyrene B A e e
252 23.20 23.40 23.60 23.80
m/z 251.00 9.03%
5000
126
039 74100 | 163 108224
R e e A B o B R RERREEEE S L
m/z--> 50 100 150 200 250 300 350 400 450 500 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012116.D

Acq On : 13 Oct 2017 01:39

Operator : SJ/JU

Sample - 15490-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 18.11 21.2 ng/ul 5356600 4 17.23 5057220 20.0
Phenanthrene, 1-m... 18.14 3.7 ng/ul 940859 4 17.23 5057220 20.0
4H-Cyclopenta[def... 18.29 4.0 ng/ul 1022940 4 17.23 5057220 20.0
Octadecanoic acid 19.39 8.5 ng/ul 3841570 5 21.40 8998950 20.0
11H-Benzo[b]fluorene 20.14 3.1 ng/ul 1392920 5 21.40 8998950 20.0
unknown-01 20.64 3.5 ng/ul 1566740 5 21.40 8998950 20.0
unknown-02 20.96 6.7 ng/ul 3026050 5 21.40 8998950 20.0
Dehydroabietic acid 21.09 10.2 ng/ul 4594980 5 21.40 8998950 20.0
Benzo[e]pyrene 23.51 4.3 ng/ul 918244 6 23.72 4232630 20.0
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