LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO83019\
Data File : BM022460.D

Aca On : 31 Aug 2019 02:50

Operator : HP/JU

Sample : K4439-04 2X

Misc :

ALS Vial : 17 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-BM082919 .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 5.145 361 367 376 rBV 118772 184083 29.22% 3.977%
2 6.722 630 635 646 rBV 107938 200560 31.84% 4.333%
3 7.057 686 692 703 rBB 137610 215063 34.14% 4.647%
4 7.516 765 770 777 rBB 91889 137963 21.90% 2.981%
5 7.828 818 823 831 rBB 108349 167281 26.56% 3.614%
6 8.698 965 971 987 rBV 62481 116827 18.55% 2.524%
7 10.292 1236 1242 1250 rBV 94147 163848 26.01% 3.540%
8 12.786 1660 1666 1678 rBV 172273 255999 40.64% 5.531%
9 13.663 1811 1815 1821 rBV 15961 20977 3.33% 0.453%
10 14.180 1898 1903 1913 rVB 148645 219563 34.86% 4.744%
11 15.698 2155 2161 2168 rBvV 173373 251014 39.85% 5.423%
12 15.851 2180 2187 2188 rBvV6 3131 6432 1.02% 0.139%
13 16.621 2312 2318 2324 rVB5 4458 7824 1.24% 0.169%
14 16.680 2324 2328 2332 rBVv4 6321 7875 1.25% 0.170%
15 16.951 2366 2374 2378 rBV2 205502 281958 44.76% 6.092%
16 16.992 2378 2381 2387 rVB 26159 34539 5.48% 0.746%
17 17.280 2427 2430 2434 rVB 6248 7626 1.21% 0.165%
18 17.427 2450 2455 2460 rVB3 7014 11151 1.77% 0.241%
19 17.656 2487 2494 2497 rBV6 3426 6708 1.06% 0.145%
20 17.845 2518 2526 2528 rBV3 23378 47517 7.54% 1.027%
21 17.874 2528 2531 2535 rVB3 23937 31880 5.06% 0.689%
22 18.015 2550 2555 2560 rBV3 16475 25881 4.11% 0.559%
23 18.056 2560 2562 2567 rVB2 9071 11165 1.77% 0.241%
24 18.115 2568 2572 2576 rBvV4 5866 6367 1.01% 0.138%
25 18.156 2576 2579 2582 rBV4 5322 7939 1.26% 0.172%
26 18.339 2604 2610 2613 rBv4 13185 23457 3.72% 0.507%
27 18.574 2648 2650 2657 rVB6 11945 16849 2.67% 0.364%
28 18.627 2657 2659 2663 rBV3 12170 13325 2.12% 0.288%
29 18.756 2677 2681 2685 rVB3 32874 50715 8.05% 1.096%
30 18.845 2694 2696 2701 rBV5 9433 10118 1.61% 0.219%
31 19.021 2722 2726 2732 rBV 65664 87881 13.95% 1.899%
32 19.086 2734 2737 2742 rVV5 12459 19436 3.09% 0.420%
33 19.180 2751 2753 2755 rBV3 7649 7100 1.13% 0.153%
34 19.392 2785 2789 2793 rVB 57119 78324 12.43% 1.692%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO83019\
Data File : BM022460.D

Aca On : 31 Aug 2019 02:50

Operator : HP/JU

Sample : K4439-04 2X

Misc :

ALS Vial : 17 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-BM082919_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.462 2798 2801 2806 rVB3 24808 41132 6.53% 0.889%
36 19.592 2818 2823 2837 rVB 492290 629893 100.00% 13.609%
37 19.703 2840 2842 2843 rBV2 10645 8275 1.31% 0.179%
38 19.797 2855 2858 2862 rBV5 9510 16207 2.57% 0.350%
39 19.880 2870 2872 2878 rVB4 19351 30307 4._.81% 0.655%

40 21.162 3085 3090 3095 rBV 419724 603506 95.81% 13.039%

41 23.356 3458 3463 3469 rVB 333601 563784 89.50% 12.181%

Sum of corrected areas: 4628349
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO083019\

BM022460.D

31 Aug 2019 02:50

HP/JU

K4439-04 2X

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

600000
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200000

100000

TIC: BM022460.D

7.06

6.72 750 1.83

10.29
8.70
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Time--> 3.00
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TIC: BM022460.D

19.59

16.95
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14.18
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Time--> 12.00
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12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
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600000
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0

TIC: BM022460.D

23.36

21.16

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO83019\
Data File : BM022460.D

Aca On : 31 Aug 2019 02:50

Operator : HP/JU

Sample : K4439-04 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 unknown7.06 Concentration Rank 1

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

7.06 31.18 ng 215063 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 32
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 692 (7.057 min): BM022460.D (-686) (-) m/z 132.00 100.00%
5000 68
40 75 96 PSR SRR RAARE BAN
62 ‘ 103 6.80 7.00 7.20 7.40
...,...!!'!.‘.‘?".!!-.'.|,..|:-.,..5.‘?,..!.,.'!..,....,....,"...,.. m/z 68.10 41.53%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 ARSI LA LR A

6.80 7.00 7.20 7.40
m/z 66.00  37.90%

89 103
|I||| ....|| 63 ” 9|7 g 115

...,...., ..,....,....,....,....,....,....,...., RS
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
AR T e e s
6.80 7.00 7.20 7.40
5000 m/z 134.00 32.99%
33 44 o g7 105
60 78 \
S I SO N RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl- R e i Eaams o
132 6.80 7.00 7.20 7.40
m/z 69.10 21.71%
5000 67
44 5? | 76 103
(N | 1 |
R L o o o o R R R E e s e s e S R R R MEREE ma s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO83019\
Data File : BM022460.D

Aca On : 31 Aug 2019 02:50

Operator : HP/JU

Sample : K4439-04 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl7.84 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.84 3.37 ng 47517 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 27
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 27
3 Pentadecanoic acid 242 C15H3002 001002-84-2 25
4 n-Decanoic acid 172 C10H2002 000334-48-5 22
5 Tridecanoic acid 214 C13H2602 000638-53-9 22
Abundance Scan 2525 (17.839 min): BM022460.D (-2518) (-) m/z 73.00 100.00%
60 73 192
213
5000
97 129 165
115
|| | hl ” | ‘ 151 | | ||| 17.60 17.80 18.00 18.20
SN | N LS | L HD NN 0 1 St} . m/z 41.05 97.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid
73
60
5000 43 129 17.60 17.80 18.00 18.20
‘ 7 101115 157 m/z 192.00  87.04%
143 | 171200
..w.”.H.ALiyrm.hLmtwu”JnnL”tﬁgﬁ...” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 o 73
" 17.60 17.80 18.00 18.20
5000 29 m/z 60.00 86.00%

129 256
97 115 213
Ll H“ 143157171185 199 <7 227

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid b N Ry ma
43 60 73 17.60 17.80 18.00 18.20
m/z 43.00 85.30%
5000 129
29
199
‘ ‘ 143 157171185 242
Al

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO83019\
Data File : BM022460.D

Aca On : 31 Aug 2019 02:50

Operator : HP/JU

Sample : K4439-04 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.87 2.26 ng 31880 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 87
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 87
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 83
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 83
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81

Abundance Scan 2530 (17.868 min): BM022460.D (-2528) (-) m/z 192.00 100.00%

2

5000

A
LI B N N

17.60 17.80 18.00 18.20
m/z 191.00 52.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54735: Anthracene, 2-methyl-
192
5000
17.60 17.80 18.00 18.20
m/z 189.00 25.15%
15 39 63 8393115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54746: Phenanthrene, 1-methyl-
192
17.60 17.80 18.00 18.20
5000 m/z 190.00 20.27%
165
39 63 g1 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54737: Anthracene, 9-methyl- R e b B
192 17.60 17.80 18.00 18.20
m/z 165.00 17.15%
5000

6
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\HPCHEMI1\BNA M\DATA\BMO83019\
Data File : BM022460.D

Aca On : 31 Aug 2019 02:50

Operator : HP/JU

Sample : K4439-04 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 3,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.76 3.60 ng 50715 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 93
2 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 81
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 76
4 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 76
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 68

Abundance Scan 2682 (18.762 min): BM022460.D (-2677) (-) m/z 206.05 100.00%

6

5000

223 248 o7a 302 18.40 18.60 18.80 19.00

m/z 191.00 63.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66266: Phenanthrene, 3,6-dimethyl-

5000

18.40 18!60 18.80 19.00
m/z 57.00 56.04%

102

76

27 51 126 150165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66250: Anthracene, 1,4-dimethyl-
206
18.40 18.60 18.80 19.00
5000 m/z 43.00 41.81%
39 63 115 150165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66249: 9,10-Dimethylanthracene L Ba e
206 18.40 18.60 18.80 19.00
m/z 71.00 38.72%
5000
189
15 39 63 89 119127 150165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO83019\
Data File : BM022460.D

Acq On : 31 Aug 2019 02:50

Operator : HP/JU

Sample . K4439-04 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .06 7.06 31.2 ng 215063 1 7.52 137963 20.0
unknownl7.84 17.84 3.4 ng 47517 4 16.95 281958 20.0
Anthracene, 2-met... 17.87 2.3 ng 31880 4 16.95 281958 20.0
Phenanthrene, 3,6... 18.76 3.6 ng 50715 4 16.95 281958 20.0
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