LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120719\
Data File : BP001267.D

Aca On : 07 Dec 2019 21:33

Operator :© JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 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 P\METHODS\8270-BP112719.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 2.346 41 44 57 rBv 28167 44475 3.02% 0.269%
2 5.610 595 599 613 rVB 115092 169050 11.48% 1.022%
3 6.210 696 701 716 rVB 767950 962582 65.35% 5.817%
4 7.751 958 963 972 rBV 904574 1032953 70.13% 6.242%
5 7.945 990 996 1011 rBV 885145 1022515 69.42% 6.179%
6 8.310 1052 1058 1067 rBV 438491 497203 33.76% 3.005%
7 8.551 1093 1099 1104 rBV 675612 793733 53.89% 4_.797%
8 9.186 1201 1207 1217 rBV 571184 642466 43.62% 3.883%
9 10.339 1398 1403 1408 rBV 499458 597786 40.59% 3.613%
10 11.122 1529 1536 1540 rBV5 11662 20066 1.36% 0.121%
11 11.286 1555 1564 1567 rVB 12953 17022 1.16% 0.103%
12 11.398 1579 1583 1587 rBvV2 21481 27664 1.88% 0.167%
13 11.510 1597 1602 1607 rVB 149408 177142 12.03% 1.071%
14 11.663 1623 1628 1633 rVB 79287 94174 6.39% 0.569%
15 12.122 1698 1706 1711 rBV 1112139 1266972 86.02% 7.657%
16 12.322 1737 1740 1744 rBV 18479 22533 1.53% 0.136%
17 12.427 1754 1758 1766 rVB2 17646 29019 1.97% 0.175%
18 12.545 1772 1778 1784 rVB4 17288 34212 2.32% 0.207%
19 12.657 1791 1797 1801 rBV 31072 46841 3.18% 0.283%
20 12.698 1801 1804 1809 rVB 17224 23429 1.59% 0.142%
21 12.786 1816 1819 1823 rVB 59423 64927 4_.41% 0.392%
22 12.851 1825 1830 1842 rVB3 18102 39027 2.65% 0.236%
23 12.969 1844 1850 1855 rBV 26109 39617 2.69% 0.239%
24 13.204 1884 1890 1895 rBV 657871 785133 53.31% 4._.745%
25 13.257 1895 1899 1903 rVB 26133 32311 2.19% 0.195%
26 13.539 1943 1947 1956 rVB3 16417 27222 1.85% 0.165%
27 14.104 2038 2043 2051 rVB 32167 41899 2.84% 0.253%
28 14.492 2102 2109 2121 rBV 720603 896811 60.89% 5.420%
29 14.698 2140 2144 2148 rBV2 12557 16030 1.09% 0.097%
30 15.298 2242 2246 2254 rVB2 15390 24353 1.65% 0.147%
31 15.439 2266 2270 2274 rVB 18427 20310 1.38% 0.123%

32 15.604 2292 2298 2301 rBV 686341 830149 56.36% 5.017%
33 15.633 2301 2303 2309 rVB 285986 294411 19.99% 1.779%
34 15.710 2313 2316 2320 rVB 68457 74301 5.04% 0.449%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120719\
Data File : BP001267.D

Aca On : 07 Dec 2019 21:33

Operator :© JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 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 P\METHODS\8270-BP112719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.957 2355 2358 2365 rVB 25428 36173 2.46% 0.219%
36 16.104 2380 2383 2389 rVB5 12041 16758 1.14% 0.101%
37 16.357 2422 2426 2429 rBV 39244 45719 3.10% 0.276%
38 16.392 2429 2432 2438 rVB 51186 60590 4.11% 0.366%
39 16.457 2440 2443 2446 rBV 18407 23924 1.62% 0.145%
40 16.510 2446 2452 2455 rVv2 69969 122198 8.30% 0.738%
41 16.545 2455 2458 2463 rVB2 30856 37842 2.57% 0.229%
42 16.786 2495 2499 2501 rBV 27428 37143 2.52% 0.224%
43 17.139 2555 2559 2563 rBV2 28166 36294 2.46% 0.219%
44 17.186 2563 2567 2569 rBV2 19991 25137 1.71% 0.152%
45 17.345 2590 2594 2598 rBVY 393309 401463 27.26% 2.426%
46 17.433 2606 2609 2613 rVB5 13146 16285 1.11% 0.098%
47 17.545 2624 2628 2631 rBV3 16913 24924 1.69% 0.151%
48 17.651 2641 2646 2650 rBVY 358061 411131 27.91% 2.485%
49 17.827 2673 2676 2679 rBVY 23427 24338 1.65% 0.147%
50 17.880 2680 2685 2689 rVV 1438266 1472894 100.00% 8.901%
51 17.957 2695 2698 2702 rVB2 19791 28936 1.96% 0.175%
52 18.080 2715 2719 2720 rBV3 18570 26898 1.83% 0.163%
53 18.104 2720 2723 2730 rVB2 56601 67066 4 _55% 0.405%
54 18.192 2735 2738 2742 rVB2 45487 46680 3.17% 0.282%
55 18.239 2742 2746 2750 rBV2 53457 72550 4._.93% 0.438%
56 18.357 2763 2766 2769 rBV 31903 33421 2.27% 0.202%
57 18.398 2771 2773 2779 rVB 23539 28596 1.94% 0.173%
58 18.915 2857 2861 2864 rBV2 25558 36234 2.46% 0.219%
59 18.956 2865 2868 2870 rBV 22823 24716 1.68% 0.149%

60 19.133 2894 2898 2907 rBV5 55182 125640 8.53% 0.759%

61 19.239 2910 2916 2920 rVV2 682676 917765 62.31% 5.546%
62 19.274 2920 2922 2925 rVB 136798 121345 8.24% 0.733%

63 19.533 2964 2966 2971 rVB3 28957 28514 1.94% 0.172%
64 19.921 3030 3032 3035 rBvV 30844 28683 1.95% 0.173%
65 20.298 3094 3096 3099 rVB 43086 36545 2.48% 0.221%

66 20.527 3131 3135 3138 rBV 126196 201617 13.69% 1.218%
67 20.868 3191 3193 3201 rVB2 70903 125860 8.55% 0.761%
68 20.939 3202 3205 3209 rVB 115009 136212 9.25% 0.823%
69 21.015 3213 3218 3226 rVB 488424 707261 48.02% 4.274%
70 22.333 3438 3442 3450 rVB3 128337 251500 17.08% 1.520%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120719\
Data File : BP001267.D

Aca On : 07 Dec 2019 21:33

Operator :© JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 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 - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP112719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 16547190
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120719\
Data File : BP001267.D

Aca On : 07 Dec 2019 21:33

Operator :© JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001267.D
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Abundance TIC: BP001267.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120719\
Data File : BP001267.D

Aca On : 07 Dec 2019 21:33

Operator :© JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.61 6.80 ng 169050 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 Acetone 58 C3H60 000067-64-1 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 599 (5.610 min): BP001267.D (-595) (-) m/z 43.00 100.00%

43
5000

101
520 540 560 580 600
Ol kA0 151 182209238265 307 355385 418450 484512542, m/z 59.00 62.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 | BLLLILEN INLINL LI LI L LI LA L

520 540 560 5.80 6.00
m/z 101.00 18.65%

101
T O e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
R i e
520 540 5.60 5.80 6.00
5000 m/z 58.00 16.89%
l | 126
L B R B B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59 520 540 5.60 5.80 6.00
m/z 41.05 9.83%
5000
86
iy
=t e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120719\
Data File : BP001267.D

Aca On : 07 Dec 2019 21:33

Operator :© JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 2 unknown7.95 Concentration Rank 1

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

7.95 41.13 ng 1022520 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 997 (7.951 min): BP001267.D (-990) (-) m/z 132.00 100.00%
132
5000 68
v i 182 215 248 281308336 383410437 487516543 760 780 800 820
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 ¥ RS SRS RS AR
7.60 7.80 8.00 8.20
3 70 m/z 66.00 35.57%
JJ#”H'P' S UAREL DL UL L S AL WAL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
% 760 7.80 8.00 820
5000 m/z 134.00 33.54%
31
JHI”L'P"W"”I'”' LIS UL BRI AL SIS B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- L R
132 7.60 7.80 8.00 8.20
m/z 69.05 21.31%
5000
104
63 J
“UpLi4w“'w"” NI L SR BRI LA SN LI B I R R L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120719\
Data File : BP001267.D

Aca On : 07 Dec 2019 21:33

Operator :© JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.51 2.94 ng 122198 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 46
3 3.5-Dichlorobenzoic acid 190 C7H4CI1202 000051-36-5 30
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 30
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25

Abundance Scan 2452 (16.510 min): BP001267.D (-2446) (-) m/z 188.95 100.00%
149
5000
e 16.20 16.40 16.60 16.80
63 149 : . .
3 422 (222 256 2680 320348 385 429457 491 543 m/z 190.00 97.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 16.20 16.40 16.60 16.80
m/z 192.00 55.59Y%
31 63 | 122 163
m/z--> 55 160 1%0 200 2%0 300 3%0 460 4%0 560 séo
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190
16.20 16.40 16.60 16.80
5000 m/z 190.95 44 .95Y%
95 134162
40 67
m fJ”Hl*"llk ' J' LRI BRI BRI UL UL UL NN L B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53346: 3,5-Dichlorobenzoic acid
190 16.20 16.40 16.60 16.80
m/z 186.90 20.51%
5000
74
45 109 145
m/z--> 55 160 150 200 250 300 3%0 460 4%0 560 séo 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120719\
Data File : BP001267.D

Aca On : 07 Dec 2019 21:33

Operator :© JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.13 2.74 ng 125640 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Cetene 224 C16H32 000629-73-2 83
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 76
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
5 1-Tricosene 322 C23H46 018835-32-0 68
Abundance Scan 2898 (19.133 min): BP001267.D (-2894) (-) m/z 57.05 100.00%
57
97
5000 234
125 18:80 19.00 19.20 19.40
155 188 278
b A 2 T SL0, 320347374402 438 479 827 nzz 43.00  85.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55 g3
5000 LR AR SR SRR B
18/80 19.00 19.20 19.40
) m/z 55.05 85.55%
39167196224
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550
Abundance #81244: Cetene
43
83 RN R BN A
18.80 19.00 19.20 19.40
5000 m/z 97.00 69.47%
111
‘ l 1 1140168196224
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecy! trifluoroacetate R R mEEE
57 97 18.80 19.00 19.20 19.40
m/z 83.05 64 .09%
5000
25
? 153182910238266 311 362
m/z--> Sb 100 150 200 250 300 350 400 450 500 550 18/80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120719\
Data File : BP001267.D

Aca On : 07 Dec 2019 21:33

Operator :© JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 7 _beta.-iso-Methyl ionone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.33 7.11 ng 251500 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 62
2 Tricvclol4.3.0.0(7.91nonane. 2.... 206 C15H26 054832-82-5 50
3 2-Furoic acid. 2-methvloct-5-vn-... 234 C14H1803 1000299-23-7 47
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
5 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 35
Abundance Scan 3442 (22.333 min): BP001267.D (-3438) (-) m/z 191.15 100.00%
191
95
5000 55
123
163 284 22.00 22.20 22.40 22.60
231 397 . . . .
315342369 450477507 543 m/z 95.10 63.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 INAAABRUABRRRARSARARER
2200 22.20 22.40 22.60
g5 135163 m/z 69.05 50.39%
|,|'H l e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66230: Tricyclo[4.3.0.0(7,9)]nonane, 2,2,5,5,8,8-hexameth...
41 69 135
107 22.00 22.20 22.40 22.60
5000 191 m/z 81.05 49.08%
W 163
“L AR |“"1L"‘“" NI S LI LI LI BRI I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #88989: 2-Furoic acid, 2-methyloct-5-yn-4-yl ester L B
95 22.00 22.20 22.40 22.60
m/z 55.00 39.49%
5000
191
® o7 | 122 165 | a9
mz-> %0 100 1% 200 250 300 30 460 40 50 5% 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120719\
Data File : BP001267.D

Acq On : 07 Dec 2019 21:33

Operator : JU

Sample : K6113-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.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]
2-Pentanone, 4-hy... 5.61 6.8 ng 169050 1 8.31 497203 20.0
unknown? .95 7.95 41.1 ng 1022520 1 8.31 497203 20.0
4H-Cyclopenta[def... 16.51 2.9 ng 122198 4 15.60 830149 20.0
Cyclohexadecane 19.13 2.7 ng 125640 5 19.24 917765 20.0
-beta.-iso-Methyl... 22.33 7.1 ng 251500 6 21.02 707261 20.0
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