LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\
Data File : BM027192.D
Aca On : 22 Aug 2020 04:43 Instrument :
Operator : JU/CG gyAﬁg el

- - lentosampleld :
3?22'6 : L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 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-BM082120.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 5.234 376 382 391 rBVY 1592530 2227292 41.19% 3.576%
2 6.798 639 648 662 rBY 1603247 2427804 44 _.90% 3.898%
3 7.228 716 721 726 rBV 31654 54325 1.00% 0.087%
4 7.610 780 786 796 rVB 558691 854758 15.81% 1.372%
5 8.751 973 980 989 rBVY 1026307 1680336 31.07% 2.698%
6 10.380 1250 1257 1262 rBV 703542 1138802 21.06% 1.828%
7 10.433 1262 1266 1272 rVB 85370 142565 2.64% 0.229%
8 12.051 1535 1541 1548 rBV 49653 82643 1.53% 0.133%
9 12.274 1573 1579 1585 rVB 40801 67460 1.25% 0.108%
10 12.868 1673 1680 1694 rBVY 2504896 3614963 66.85% 5.804%
11 13.574 1793 1800 1805 rBvV 43516 77274 1.43% 0.124%
12 13.710 1816 1823 1830 rBvV 407819 552200 10.21% 0.887%
13 13.968 1862 1867 1878 rVB2 56008 98885 1.83% 0.159%

14 14.251 1907 1915 1921 rBV 1067040 1598075 29.55% 2.566%
15 14.310 1921 1925 1933 rVB 190606 285953 5.29% 0.459%

16 14.462 1942 1951 1960 rBVS8 24324 90677 1.68% 0.146%
17 14.651 1977 1983 1988 rBV 102635 165678 3.06% 0.266%
18 15.080 2052 2056 2060 rvVB2 38035 55056 1.02% 0.088%

19 15.298 2086 2093 2098 rBV2 147259 213576 3.95% 0.343%
20 15.474 2118 2123 2128 rBV2 251542 376566 6.96% 0.605%

21 15.598 2139 2144 2148 rBV 71220 105926 1.96% 0.170%
22 15.739 2156 2168 2177 rBV 2178147 3064359 56.67% 4._.920%
23 15.833 2178 2184 2192 rBV 499728 740004 13.68% 1.188%
24 16.268 2251 2258 2259 rBvV4 36645 70467 1.30% 0.113%
25 16.645 2318 2322 2331 rVB 109753 180800 3.34% 0.290%

26 16.751 2332 2340 2344 rBV3 68862 177926 3.29% 0.286%
27 16.809 2344 2350 2355 rVB 100433 175397 3.24% 0.282%
28 16.992 2376 2381 2385 rBV 1352694 1921434 35.53% 3.085%
29 17.033 2385 2388 2394 rVV 2139707 2890314 53.45% 4.641%

30 17.092 2395 2398 2400 rVv2 54229 79405 1.47% 0.127%
31 17.127 2400 2404 2409 rvVv 258013 359744 6.65% 0.578%
32 17.186 2411 2414 2420 rVB2 48690 74000 1.37% 0.119%
33 17.392 2441 2449 2454 rBV2 125229 232769 4_30% 0.374%
34 17.521 2467 2471 2475 rBV3 55555 71891 1.33% 0.115%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\
Data File : BM027192.D
Aca On : 22 Aug 2020 04:43 Instrument :
Operator : JU/CG g?Aﬁg el

- - lentosampleld :
3?22'6 : L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.574 2477 2480 2486 rVB3 47712 58653 1.08% 0.094%
36 17.792 2513 2517 2521 rBV4 40208 56231 1.04% 0.090%

37 17.868 2524 2530 2534 rVV 273000 416225 7.70% 0.668%
38 17.915 2534 2538 2545 rVV 759982 1054452 19.50% 1.693%
39 17.980 2545 2549 2556 rVV2 144543 322147 5.96% 0.517%
40 18.062 2557 2563 2567 rvv2 311120 585374 10.83% 0.940%

41 18.098 2567 2569 2576 rVB 171368 224266 4._.15% 0.360%
42 18.215 2585 2589 2593 rVB3 69489 95465 1.77% 0.153%
43 18.374 2612 2616 2619 rBVY 209174 279417 5.17% 0.449%
44 18.409 2619 2622 2629 rVB3 176961 246316 4 _55% 0.395%

45 18.503 2635 2638 2645 rBV5 37424 70473 1.30% 0.113%
46 18.627 2655 2659 2664 rVB2 71014 86126 1.59% 0.138%
47 18.686 2664 2669 2672 rBV2 210767 302123 5.59% 0.485%
48 18.715 2672 2674 2679 rVB3 76379 89828 1.66% 0.144%

49 18.797 2681 2688 2692 rBV2 161136 316778 5.86% 0.509%
50 18.856 2693 2698 2701 rBv4 85177 141978 2.63% 0.228%

51 18.933 2707 2711 2719 rVB 148685 226924 4._.20% 0.364%
52 19.056 2727 2732 2738 rBV 2841920 3599384 66.56% 5.779%
53 19.203 2753 2757 2762 rBV2 178193 226338 4._.19% 0.363%
54 19.421 2785 2794 2802 rBV 2372468 3742698 69.21% 6.009%
55 19.497 2803 2807 2812 rVV2 111173 183352 3.39% 0.294%

56 19.550 2812 2816 2819 rVV 81942 106282 1.97% 0.171%
57 19.603 2821 2825 2826 rVV 161463 183402 3.39% 0.294%
58 19.633 2826 2830 2840 rVB 4160769 5407597 100.00% 8.682%
59 19.750 2845 2850 2857 rBV3 142866 372463 6.89% 0.598%
60 19.886 2870 2873 2874 rBV2 78589 90159 1.67% 0.145%

61 19.921 2876 2879 2884 rVB 265452 361990 6.69% 0.581%
62 19.974 2885 2888 2891 rBvV4 48731 61207 1.13% 0.098%
63 20.021 2893 2896 2899 rBvV 89905 104893 1.94% 0.168%
64 20.080 2899 2906 2910 rBV2 251212 423971 7.84% 0.681%
65 20.215 2926 2929 2933 rBV 147329 198310 3.67% 0.318%

66 20.262 2933 2937 2942 rBV 168017 263109 4.87% 0.422%
67 20.344 2948 2951 2957 rBV3 84305 104926 1.94% 0.168%
68 20.497 2970 2977 2979 rBvV4 80582 195907 3.62% 0.315%
69 20.556 2983 2987 2991 rVV2 397794 485718 8.98% 0.780%
70 20.668 3002 3006 3013 rVB 287811 409442 7.57% 0.657%

71 20.833 3029 3034 3038 rBV2 165758 317146 5.86% 0.509%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\
Data File : BM027192.D
Aca On : 22 Aug 2020 04:43 Instrument :
Operator : JU/CG EFAﬁg el

- - lentosampleld :
a?zgle : L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 20.874 3038 3041 3044 rVvVv 209976 245312 4 .54% 0.394%
73 20.927 3044 3050 3054 rVvV2 703374 1046525 19.35% 1.680%
74 20.962 3054 3056 3064 rVB 240271 295954 5.47% 0.475%
75 21.127 3081 3084 3088 rBV2 439874 506084 9.36% 0.813%

76 21.186 3088 3094 3098 rVvv2 2151613 4018567 74.31% 6.452%
77 21.227 3098 3101 3110 rVB 1172740 1472104 27.22% 2.364%
78 21.344 3118 3121 3123 rBV 106857 124552 2.30% 0.200%
79 21.497 3144 3147 3152 rBV2 135238 242650 4._.49% 0.390%
80 21.733 3185 3187 3191 rVB 190518 197637 3.65% 0.317%

81 21.809 3193 3200 3204 rBV3 198095 438942 8.12% 0.705%
82 22.727 3351 3356 3362 rBV 814716 2098140 38.80% 3.369%
83 23.185 3430 3434 3443 rVB 523814 963859 17.82% 1.548%
84 23.280 3445 3450 3459 rVB 740989 1312894 24.28% 2.108%
85 23.374 3461 3466 3471 rBV 1150538 1958244 36.21% 3.144%

Sum of corrected areas: 62281858
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM027192.D
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM027192.D
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16.99

14.25
1000000 17.92

1371 15.83 3 ‘

1
L 4.31 1 4 %47 1 Saiwa 1 1955
oL 1227 13571397 [} 3465 1508 o6 16271@241h“§i e NI
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM027192.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 3 Benzenesulfonamide, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.47 4.71 ng 376566 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzenesulfonamide. 2-methvl- 171 C7H9NO2S 000088-19-7 95
2 Bicvclol4.1.01hepta-1.3.5-triene 90 C7H6 004646-69-9 49
3 Gluconic acid 196 C6H1207 000526-95-4 38
4 4-(2-Aminoethvlbenzenesulfonamide 200 C8H12N202S 035303-76-5 38
5 Nitroethene, 2-(2,4-dibenzyloxy)... 361 C22H19NO4 1000223-52-0 37
Abundance Scan 2122 (15.468 min): BM027192.D (-2118) (-) m/z 90.10 100.00%

90
106
5000
39 171
154 15.20 15.40 15.60 15.80
0 191 208 302 m/z 91.10 80.36%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #39304: Benzenesulfonamide, 2-methyl-
9o
106
5000

15.20 15.40 15.60 15.80
m/z 106.10 62.43%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
90
15.20 15.40 15.60 15.80
5000 m/z 65.05  45.85%
63
39
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58399: Gluconic acid
73 90 15.20 15.40 15.60 15.80
43 m/z 88.95 36.74%
5000

=

15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

3?22'6 i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzenesulfonamide, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.83 7.70 ng 740004 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7H9NO2S 000070-55-3 98
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 86
3 N-p-toluenesulfonvl-1-threonine.... 363 C18H21NO5S 1000130-34-4 83
4 Thiosulfuric acid. S-I2-T3-(4-me... 381 C12H19N305S3 1000255-60-3 72
5 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 46
Abundance Scan 2183 (15.827 min): BM027192.D (-2178) (-) m/z 91.10 100.00%
a1
5000 -
o7 155171
39 15.60 15.80 16.00 16.20
bbbl 223130 L L 252 281300 334 s 7GR 10 35.88%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39309: Benzenesulfonamide, 4-methyl-
g1
5000 155171 15.60 15.80 16.00 16.20
65
107 m/z 171.00 35.02%

o

Abundance

39

L4 l| 1l i123139 N

I e o o o e B o S e S R RS RS RS RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
91

15.60 15. 80 16. 00 16.20

5000 ]5§11 m/z 155.00 28.69%
65 107
o 4 139 196 226243 264 316
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #192444: N-p-toluenesulfonyl-I-threonine, benzyl ester L e o e e e
91 15 60 15. 80 16. 00 16 20
m/z 107.05 24 .55%
171
5000 65 155
107
o AWl | 123139 | | 187 211228245 274 296 319
,””“.”“”..”..”.”..””..”.”..”..”.”..”..””..”“”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 5H-Indeno[l,2-b]pyridine Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.39 2.42 ng 232769 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HON 000244-99-5 91
2 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 87
3 Carbazole 167 C12HO9N 000086-74-8 87
4 D-Galactitol. 2-(acetvimethvlami... 363 C16H29NO8 074410-42-7 86
5 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 86
Abundance Scan 2449 (17.392 min): BM027192.D (-2441) (-) m/z 167.05 100.00%
167
5000
T P ot e || 17001750 1740 170 170
O e il 186200 281 34l m/z 166.00 22.03%
m/z--> 50 100 150 200 250 300 350
Abundance #35952: 5H-Indeno[1,2-b]pyridine
167
5000
17.00 17.20 17.40 17.60 17.80
139 m/z 139.10 13.41%
14 39 63 % 13
m/z--> 50 100 150 200 250 300 350
Abundance
167
17.00 17.20 17.40 17.60 17.80
5000 m/z 168.10 12 .25%
139
63 & 113
N UL L LN L L WL
m/z--> 50 100 150 200 250 300 350
Abundance #35949: Carbazole
167 17.00 17.20 17.40 17.60 17.80
m/z 140.10 10.26%
5000
o 39 71 89 113 1?9
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.87 4.33 ng 416225 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
2 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 94
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 94
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 2530 (17.868 min): BM027192.D (-2524) (-) m/z 192.05 100.00%

192

5000

)

95 17.60 17.80 18.00 18.20
115 139
o’ 238 207283 302 m/z 191.05 58.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54746: Phenanthrene, 1-methyl-
192

5000 L e MR
17. 60 17. 80 1800 18 20

m/z 189.05 31.24%

165

165
0 63 g1 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192
17.60 17. 80 18. 00 18.20
5000 m/z 190.05 16.42%
165
ol2a 3 6378 % 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192 17.60 17.80 18.00 18.20

m/z 165.00 14 _.28%

5000
165
39 63 g1 96 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 1H-Cyclopropa[l]phenanthren... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.92 10.98 ng 1054450 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 98
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 97
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 95

Abundance Scan 2539 (17.921 min): BM027192.D (-2534) (-) m/z 192.10 100.00%

192

5000

M

213 osg 17.60 17.80 18.00 18.20
0 Lo 282302 35 | sz 191.10  56.33%

T
m/z--> 50 100 150 200 250 300 350
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192

5000 e e
17.60 17.80 18.00 18.20

165 m/z 73.00 33.33%

96
oL & Pusae | N
m/z--> 50 100 150 200 250 300 350
Abundance
192

17.60 17.80 18.00 18.20

5000 m/z 189.10 27.17%
165
o 39 63 96115 139
—— T T T T T T T
m/z--> 50 100 150 200 250 300 350 M
Abundance #54750: Phenanthrene, 2-methyl- R
192 17.60 17.80 18.00 18.20

m/z 60.00 23.20%

5000
165
o...,........,....,....,....,....,.

m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.06 6.09 ng 585374 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 38
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 35
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 30
5 Benzene, 1,1"-(1,2-propadienylid... 192 C15H12 014251-57-1 30
Abundance Scan 2563 (18.062 min): BM027192.D (-2557) (-) m/z 189.05 100.00%
9

5000

)

VAN
LI I N D B

17.80 18.00 18.20 18.40
m/z 190.05  97.13%

111126 150 207222 240

o 282 303

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190

-

5000
17.80 18.00 18.20 18.40

m/z 192 .05 65.52%

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

Abundance
192

17.80 18.00 18.20 18.40
5000 m/z 191.05 51.26%

82 165
18 39 63 98 115 139

§

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54745: Phenanthrene, 4-methyl-
2 17.80 18.00 18.20 18.40
m/z 186.95 21.09%
5000
165
115 139 M
T

.
LI B D L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Phenanthrene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.33 ng 224266 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
3 1H-Cvclopropal I'lphenanthrene.la.... 192 C15H12 000949-41-7 90
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 90
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87

Abundance Scan 2569 (18.098 min): BM027192.D (-2567) (-) m/z 192.10 100.00%

192

5000 M

82 165 17.80 18.00 18.20 18.40
39 63 115 139 20 288 L
S Sl s aee | | 220243 283302 355 7 7091 10 64.85%
miz--> 50 100 150 200 250 300 350
Abundance #54746: Phenanthrene, 1-methyl-
192
5000
17.80 18.00 18.20 18.40
165 m/z 189.05 16.85%
ol 39 63 95115139 | |
e e el

T 7
m/z--> 50 100 150 200 250 300 350

Abundance
192

AN
LIS L L B L B L B

17.80 18.00 18.20 18.40

5000 m/z 193.05 14 .65%
94 165
ol 39 63 115 139
e
m/z--> 50 100 150 200 250 300 350
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- R mamaR e
192 17.80 18.00 18.20 18.40
m/z 165.00 14.10%
5000
165
oL 39 63 115139 |
— T T ARG R AL
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\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Naphthalene, 2-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.91 ng 279417 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 Cl6H12 000612-94-2 93
2 5.160I17.2"1:8.1311"".2""1-Dibenz... 408 C32H24 005672-97-9 91
3 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 81
4 3.4-Biphenvldicarbonitrile 204 C14H8N2 004128-63-6 58
5 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 58
Abundance Scan 2615 (18.368 min): BM027192.D (-2612) (-) m/z 204.10 100.00%
204
5000
10l e 15100 18,20 1840 18:60 T
- 128 1226 265 300 341 | n/7 202.05  35.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204
5000
18.00 18.20 18.40 18.60
101 m/z 203.05 30.21%
oL28 51 76 | 126150 176
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
18.00 18.20 18.40 18.60
5000 m/z 205.10 17.50%
39 63 101 97 152176 313 408
m/z--> 50 100 150 200 250 300 350 400
Abundance #64614: Tricyclo[8.2.2.2(4,7)|hexadeca-2,4,6,8,10,12,13,15...
204 18.00 18.20 18.40 18.60
m/z 101.00 8.66%
5000
101
27 ‘5‘11 7A6i f 126 1.52 17\.6\
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 9,10-Anthracenedione Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.56 ng 246316 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 94
2 Benzoflhlcinnoline 180 C12H8N2 000230-31-9 83
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 64
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
5 9H-Fluoren-9-one 180 C13H80 000486-25-9 52
Abundance Scan 2622 (18.409 min): BM027192.D (-2619) (-) m/z 180.00 100.00%
180 208
152
5000
76
97
50 126 18.00 18.20 18.40 18.60 18.80
| — ™ L, popl o 27 278 303 855 | Th/7 208.10  95.55%
m/z--> 50 100 150 200 250 300 350
Abundance #67895: 9,10-Anthracenedione
180 208
152
5000 76 AR DR R N
18 00 18. 20 18 40 18. 60 18 80
50 m/z 152.05 78.72%
l 126
ozl oy 4l
m/z--> 50 100 150 200 250 300 350
Abundance
180
152 LN RIS NS SUNIR B
18.00 18.20 18.40 18.60 18.80
5000 m/z 151.10 38.28%
76
50 o 126
‘rH—rv————rr
m/z--> 55 160 1%0 200 zéo 300 3%0
Abundance #45694: Benzo[c]cinnoline | LLELEE BLELLEL B BN N
152 180 18.00 18.20 18.40 18.60 18.80
m/z 76.05 32.75%
5000
76 126
0 3\9 57J i‘ 192 ‘
m/z--> % ﬁo 150 ﬁo 250 %o 3% mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 13 unknownl18.69 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.69 3.14 ng 302123 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 276 C14H2803S 1000309-21-7 25
2 Cvclohexanecarboxvlic acid. 2-et... 184 C10H1603 113122-03-5 18
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 16
4 Silane. dichlorocvclohexvimethvl- 196 C7H14CI2Si 005578-42-7 14
5 4,5-Dihydro-N-hydroxy-N-phenyl-3... 205 C11H11NO3 1000243-32-3 14
Abundance Scan 2670 (18.692 min): BM027192.D (-2664) (-) m/z 57.10 100.00%
g7
97
5000
4 L 169 . 206 18.40 18.60 18.80 19.00
8 114 . . .
ool b A L % 137153 71887 P224 240267283302 327 | /57705 66 05
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124142: Sulfurous acid, cyclohexylmethyl heptyl ester
o
55
5000 N BN BN EULN R
18.40 18.60 18.80 19.00
m/z 113.10 59.06%
29 1
ol 127
WTWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
113
18.40 18.60 18.80 19.00
5000 81 m/z 55.10 32.53%
41
59 134 166
o 150 @184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate R e N
57 18.40 18.60 18.80 19.00
m/z 83.05 30.71%
5000
97
119
o 2 “ .79 LA < .
m/z--> 20 4'0 60 8IO 100 120 140 160 180 200 220 240 260 280 300 320 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 14 Phenanthrene, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.80 3.30 ng 316778 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 95
2 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 83
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 76
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 76
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 68
Abundance Scan 2688 (18.797 min): BM027192.D (-2681) (-) m/z 206.05 100.00%
206
5000
18.40 18.60 18.80 19.00 19.20
| -2 22 282300 885 | sz 191.10  46.01%
m/z--> 50 100 150 200 250 300 350
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 LRI SRR DAL SN B
189 18.40 18.60 18.80 19.00 19.20
101 m/z 189.00 25.59%
165
o2 5L, 75 JJ#I Ao ek |
m/z--> 50 100 150 200 250 300 350
Abundance
206
18.40 18.60 18.80 19.00 19.20
5000 m/z 205.10 24 .39%
02 189
oL27_51 76 192 155139 165
m/z--> 50 100 150 200 250 300 350
Abundance #66259: Phenanthrene, 3,6-dimethyl- R o
206 18.40 18.60 18.80 19.00 19.20
m/z 154 .05 19.82%
5000
102 189
oL27 51 8 | 122139 165 H J
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 15 Cyclopenta(def)phenanthrenone Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.93 2.36 ng 226924 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 70
2 I1.1"-Biphenvll1-2-ol. 5-chloro- 204 C12HOCIO 000607-12-5 43
3 2-Chloro-4-phenviphenol 204 C12HOCIO 000092-04-6 43
4 1.1"-Biphenvl1-4-0l. 4"-chloro- 204 C12H9cCIO 028034-99-3 43
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 38

Abundance Scan 2711 (18.933 min): BM027192.D (-2707) (-) m/z 204.10 100.00%
204
5000 176
18.60 18.80 19.00 19.20
| 234258 262301 827 885 | sz 176.05  42.41%
m/z--> 50 100 150 200 250 300 350
Abundance #64588: Cyclopenta(de(;)phenanthrenone
204
5000
176 18.60 18.80 19.00 19.20
88 m/z 206.10 39.19%
0 62, | , 122 10 |
m/z--> 50 100 150 200 250 300 350
Abundance
204
18.60 18.80 19.00 19.20
5000 m/z 205.10 25.95%
139
168
63 89 115
ot
m/z--> 50 100 150 200 250 300 350
Abundance #64057: 2-Chloro-4-phenylphenol RS ma s o L
204 18.60 18.80 19.00 19.20
m/z 191.05 23.82%
5000
139
oL28 5170 89 115 ‘\ 168186 l
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 16 Pyrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.08 2.11 ng 423971 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 96
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 89
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 83
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 70
Abundance Scan 2906 (20.080 min): BM027192.D (-2899) (-) m/z 216.10 100.00%
216
5000
57 ] 151391631T9 Il [246270 303328 415 1980 20.00 20.20 2340
Ol i £22139229 | 4| (246270 303328 415 757515 10 58.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74411: Pyrene, 1-methyl-
216
5000

19.80 20.00 20.20 20.40
m/z 232.10 34 .59%

95 189
14 39 63 | 122 163 |
A e o e e e e o B B B o O O B Ao
m/z--> 50 100 150 200 250 300 350 400
Abundance
216
19.80 20.00 20.20 20.40
5000 m/z 231.10 17.81%
108
0 39 74 139 163 189
L e e L B e e e B e B B Ao
m/z--> 50 100 150 200 250 300 350 400
Abundance #74413: Pyrene, 2-methyl-
216 19.80 20.00 20.20 20.40
m/z 217 .05 16.23%
5000 95
189
o 53 | j122 1637 |
T e e e T R EEEREEE SRR
m/z--> 50 100 150 200 250 300 350 400 19. 80 20 00 20. 20 20 40

8270-BM082120.M Mon Aug 24 17:57:31 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 17 unknown20.56 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.56 2.42 ng 485718 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (bromomethvl)- 176 C7H13Br 002550-36-9 38
2 Sulfurous acid. cvclohexvimethvl... 276 C14H2803S 1000309-21-7 37
3 Cvclohexane. 2.4-diisopropvl-1.1... 196 C14H28 1000149-60-5 32
4 Cvclohexane. 1-ethyl-2-methvyl- 126 C9H18 003728-54-9 27
5 Oxazole, 2,4-dimethyl- 97 C5H7NO 007208-05-1 27
Abundance Scan 2988 (20.562 min): BM027192.D (-2983) (-) m/z 57.10 100.00%
57 97
5000
| 139 1? 207 _l 255282 328355 415 475 2020 20.40 2060 2080
O A B e B S e e m/z 97.10 85.19%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #42810: Cyclohexane, (bromomethyl)-
g7
55
5000 BB ARNUARRR
mmmmmmmm
m/z 113.10 82.87%
o %7[ \ ) | 121148176
miz--> 0 §o 160 1%0 260 2%0 360 3éo 460 4éo
Abundance
97
55 20.20 20.40 20.60 20.80
5000 m/z 83.05 43.63%
0 '??'I'”'I'%%?I'"'I'"'I""P"'I""I""I"'
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #58324: Cyclohexane, 2,4—diisopropy|—l,l—dimEthyI— LI L L I B
41 69 97 mmmmmmmm

m/z 55.10 36.85%

5000
153
Ldadles |

Il L

R N e

m/z--> 0 50 100 150 200 250 300 350 400 450 20. 20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 18 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.93 5.21 ng 1046530 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 83
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 62
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 60
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 58
5 1-Docosene 308 C22H44 001599-67-3 55
Abundance Scan 3051 (20.933 min): BM027192.D (-3044) (-) m/z 57.10 100.00%
5
NSNS SN SRR
302 20.60 20.80 21.00 21.20
O ey 205 Ti332357 401429 461489 | sz 69.05  97.86%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #58277: Cyclotetradecane
55
83
5000 U U A
20.60 20.80 21.00 21.20
29 111 m/z 83.05 94 .91%
0 l 130168199
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance
57
83 NSNS SUNA SRR
20.60 20.80 21.00 21.20
5000 111 m/z 97.10 80.23%
29 139 189 210 255 406
o+ T e e
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R EEAEEREEEE RS
87 g3 20.60 20.80 21.00 21.20
m/z 55.10 79.93%
5000 111
29
. | 1140 168 196 o1 342
mz-> 0 50 100 1%0 260 250 300 350 400 450 ' 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 19 Heptadecyl heptafluorobutyrate Concentration Rank 18

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

21.81 2.18 ng 438942 Chrysene-di12 21.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 68

2 7-Heptadecene. 17-chloro- 272 C17H33ClI 056554-79-1 58

3 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 58

4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 53

5 Docosyl heptafluorobutyrate 522 C26H45F702 1000351-83-1 53
Abundance Scan 3200 (21.809 min): BM027192.D (-3193) (-) m/z 69.10 100.00%

43
97

5000

:

21.40 21.60 21.80 22.00 22.20
m/z 57.10 99.93%

o 328 358 404431 489

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227401: Heptadecy! heptafluorobutyrate
57

83

-

5000 LA B L L L L L L LB
21. 40 21. 60 21. 80 22. 00 22. 20
- m/z 83.10 91.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
e B
83 21.40 21.60 21.80 22.00 22.20
5000 m/z 43.10 87.46%
29
111
272
0 145173 202 244
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141403: Octadecane, 1-(ethenyloxy)- B BEE e e
57 21.40 21.60 21.80 22.00 22.20
m/z 71.10 79.62%
5000 83
29 111
ol bl f ] 138166104202 253261
A A e A mE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 40 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\

Data File : BM027192.D

Aca On : 22 Aug 2020 04:43

Operator : JU/CG

ﬁ?ggle i L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 20 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.19 9.84 ng 963859 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91
Abundance Scan 3435 (23.191 min): BM027192.D (-3430) (-) m/z 252.10 100.00%
252
5000
125 22.80 23.00 23.20 23.40 23.60
224
Ot a4 283 335 875403431461489 549 | Tn/z 250.10 | 27.41%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
282
5000
22.80 23.00 23.20 23.40 23.60
125 m/z 253.10 23.97%
o 63 98,] 174 224
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
252
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.80 23.00 23.20 23.40 23.60
5000 m/z 251.05 10.07%
126
o 99 224
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104214Perylene [TT T T[T T[T T T I [TTTr[TT
252 22.80 23.00 23.20 23.40 23.60
m/z 125.10 9.10%
5000
125
ol 17 50 83 ,I 174 224
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 22'80 23.00 23.20 23.40 23.60

8270-BM082120.M Mon Aug 24 17:57:36 2020 Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082120\
Data File : BM027192.D
Acqg On : 22 Aug 2020 04:43 Instrument :
Operator : JU/CG EFAﬁg ol

- - lentosampleld :
a?zgle : L3720-09 MP-081920-B9-0-2-COMP
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082120_M
ASP BNA STANDARDS FOR 5 POINT 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]
Benzenesulfonamid... 15.47 4.7 ng 376566 3 14.25 1598080 20.0
Benzenesulfonamid... 15.83 7.7 ng 740004 4 16.99 1921430 20.0
5H-Indeno[1,2-b]p... 17.39 2.4 ng 232769 4 16.99 1921430 20.0
Phenanthrene, 1-m... 17.87 4.3 ng 416225 4 16.99 1921430 20.0
1H-Cyclopropa[l]p--- 17.92 11.0 ng 1054450 4 16.99 1921430 20.0
4H-Cyclopenta[def... 18.06 6.1 ng 585374 4 16.99 1921430 20.0
Phenanthrene, 2-m... 18.10 2.3 ng 224266 4 16.99 1921430 20.0
Naphthalene, 2-ph... 18.37 2.9 ng 279417 4 16.99 1921430 20.0
9,10-Anthracenedione 18.41 2.6 ng 246316 4 16.99 1921430 20.0
unknown18.69 18.69 3.1 ng 302123 4 16.99 1921430 20.0
Phenanthrene, 2,5... 18.80 3.3 ng 316778 4 16.99 1921430 20.0
Cyclopenta(def)ph... 18.93 2.4 ng 226924 4 16.99 1921430 20.0
Pyrene, l-methyl- 20.08 2.1 ng 423971 5 21.19 4018570 20.0
unknown20 .56 20.56 2.4 ng 485718 5 21.19 4018570 20.0
Cyclotetradecane 20.93 5.2 ng 1046530 5 21.19 4018570 20.0
Heptadecyl heptaf... 21.81 2.2 ng 438942 5 21.19 4018570 20.0
Benzo[e]pyrene 23.19 9.8 ng 963859 6 23.37 1958240 20.0
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