LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082520\
Data File : BF121440.D

Aca On : 25 Aug 2020 21:47

Operator : JU/CG

Sample : L3788-03 20X

Misc :

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 F\METHODS\8270-BF081920.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 2.340 40 43 50 rvB 18425 29711 2.31% 0.308%
2 4.581 395 424 427 rBV 51423 275041 21.36% 2.852%
3 5.004 491 496 506 rvB2 21005 37585 2.92% 0.390%
4 5.316 546 549 566 rBV 69966 94544 7.34% 0.981%
5 5.481 571 577 586 rBv4 37798 83469 6.48% 0.866%
6 5.551 586 589 593 rVB 20098 20792 1.61% 0.216%
7 6.110 680 684 689 rVB5 20021 36202 2.81% 0.375%
8 6.357 723 726 728 rBV 86929 106152 8.24% 1.101%
9 6.387 729 731 740 rVB 109067 144457 11.22% 1.498%
10 6.569 756 762 770 rVB4 16489 27134 2.11% 0.281%
11 6.692 780 783 793 rBV 913930 825074 64.08% 8.557%
12 6.851 805 810 818 rVBY 13734 28596 2.22% 0.297%
13 6.981 829 832 837 rBV 24776 28337 2.20% 0.294%
14 7.098 849 852 861 rBV6 11603 29739 2.31% 0.308%
15 7.257 877 879 886 rBV2 87411 120969 9.39% 1.255%
16 7.310 886 888 891 rVB 26270 22112 1.72% 0.229%
17 7.445 904 911 917 rBV7Y 16293 27412 2.13% 0.284%
18 7.751 958 963 969 rBV 47903 66492 5.16% 0.690%
19 7.981 998 1002 1005 rBVY 1217321 1038750 80.67% 10.773%
20 8.192 1034 1038 1040 rBV 33051 35514 2.76% 0.368%
21 8.245 1044 1047 1049 rBvV2 17015 20667 1.61% 0.214%
22 8.369 1061 1068 1071 rBV 55680 75969 5.90% 0.788%
23 8.422 1074 1077 1083 rVB2 37018 46430 3.61% 0.482%
24 8.510 1088 1092 1094 rVB 42655 34714 2.70% 0.360%
25 8.575 1100 1103 1107 rBV3 24034 29612 2.30% 0.307%
26 8.633 1107 1113 1114 rBVS5 10955 20309 1.58% 0.211%
27 8.710 1123 1126 1129 rBV3 21913 26878 2.09% 0.279%
28 8.863 1149 1152 1155 rBV3 16211 20593 1.60% 0.214%
29 8.928 1161 1163 1167 rBV5 15904 22186 1.72% 0.230%

30 8.975 1167 1171 1175 rBV2 91906 114393 8.88% 1.186%

31 9.051 1180 1184 1194 rVB 261268 233224 18.11% 2.419%

32 9.145 1194 1200 1207 rBVS8 37631 86950 6.75% 0.902%
33 9.251 1215 1218 1224 rBV 122192 137538 10.68% 1.426%
34 9.322 1227 1230 1232 rBV3 43611 45877 3.56% 0.476%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082520\
Data File : BF121440.D

Aca On : 25 Aug 2020 21:47

Operator : JU/CG

Sample : L3788-03 20X

Misc :

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 F\METHODS\8270-BF081920.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.445 1248 1251 1254 rBV4 48084 68169 5.29% 0.707%
36 9.604 1273 1278 1280 rBV3 43522 67603 5.25% 0.701%
37 9.639 1281 1284 1287 rBV3 68730 84646 6.57% 0.878%
38 9.728 1293 1299 1303 rBV 1342703 1287605 100.00% 13.354%
39 9.769 1303 1306 1308 rvv2 38422 36351 2.82% 0.377%
40 9.798 1309 1311 1315 rVB5 57135 59333 4.61% 0.615%
41 9.833 1315 1317 1320 rBV3 22026 25499 1.98% 0.264%
42 9.928 1330 1333 1336 rBV3 62226 61906 4.81% 0.642%
43 10.004 1343 1346 1351 rVB 90390 97336 7.56% 1.009%
44 10.051 1351 1354 1358 rBV3 67393 90901 7.06% 0.943%
45 10.092 1359 1361 1363 rBV2 45227 39144 3.04% 0.406%
46 10.133 1364 1368 1370 rBV4 89708 104645 8.13% 1.085%
47 10.163 1370 1373 1375 rBV3 45147 44379 3.45% 0.460%
48 10.269 1389 1391 1393 rBVY 65425 57985 4_50% 0.601%
49 10.522 1432 1434 1437 rBV 117050 87310 6.78% 0.905%

50 11.110 1532 1534 1539 rVB 186653 209036 16.23% 2.168%
51 11.216 1549 1552 1555 rBV 1300395 1102080 85.59% 11.430%
52 12.798 1819 1821 1824 rVB 244755 183393 14.24% 1.902%

53 13.857 1997 2001 2004 rVB 1051431 930944 72.30% 9.655%
54 15.274 2237 2242 2248 rVB 801650 1010534 78.48% 10.480%

Sum of corrected areas: 9642221
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082520\
Data File : BF121440.D

Aca On : 25 Aug 2020 21:47

Operator : JU/CG

Sample : L3788-03 20X

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF121440.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082520\
Data File : BF121440.D

Aca On : 25 Aug 2020 21:47

Operator : JU/CG

Sample : L3788-03 20X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081920.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 1 Propanoic acid, 2,2-dimethyl- Concentration Rank 1

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

4.58 6.67 ng 275041 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 83
2 Diazene. bis(l.l1-dimethvlethvl)- 142 C8H18N2 000927-83-3 50
3 Propanoic acid. 2.2-dimethvl-. s... 208 C5H9A002 007324-58-5 45
4 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 38
5 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 38

Abundance Scan 424 (4.581 min): BF121440.D (-395) (-) m/z 57.10 100.00%
g7
5000
5 87 420 440 460 4.80 5.00
O -t m/z 41.00 48.19%
m/z--> 50 100 150 200 250 300 350
Abundance #4321: Propanoic acid, 2,2-dimethyl-
g7
5000 I SAREE RN AN SR
29 420 4.40 4.60 4.80 5.00
m/z 39.00 19.45%
87
0 et
m/z--> 50 100 150 200 250 300 350
Abundance
57
420 4.40 4.60 4.80 5.00
5000l 20 m/z 59.00 11.75%
ol B 2
m/z--> 50 100 150 200 250 300 350
Abundance #68042: Propanoic acid, 2,2-dimethyl-, silver(1+) salt S B e L
57 420 4.40 4.60 4.80 5.00
m/z 45.00 11.53%
5000
oL 2y 8707 216 % s
m/z--> 50 100 150 200 250 300 350 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082520\
Data File : BF121440.D

Aca On : 25 Aug 2020 21:47

Operator : JU/CG

Sample : L3788-03 20X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081920.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 2 unknown5.48 Concentration Rank 5

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

5.48 2.02 ng 83469 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 28
2 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 28
3 Formic acid hvdrazide 60 CH4N20 000624-84-0 17
4 tert-Butvl Hvdroperoxide 90 C4H1002 000075-91-2 10
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9

Abundance Scan 577 (5.481 min): BF121440.D (-571) (-) m/z 60.00 100.00%
60
5000 43 73
L szl e 82 520 540 560 580
N 1 1 1311 ORI N AN m/z 57.00 54.70%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4246: Pentanoic acid
60
5000
73 520 5.40 5.60 5.80
- 41 m/z 73.00 43.17%
ol 15 1 liilar 53, |, L, 8 1m
m/z--> fo 25 §o Jo 55 60 fo 85 do 160 '
Abundance
44 60
'Q'I”"I”"I'”'I'”'
520 5.40 5.60 5.80
5000 73 m/z 43.00 40.37%
29
38 53 87
S L U S S SIS SURILIL I IS UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #302: Formic acid hydrazide AR EEEEE B
60 520 5.40 5.60 5.80
m/z 41.00 38.74Y%
5000 43
O e e e T e T R UL A R R
m/z--> 10 20 30 40 50 60 70 8 90 100 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082520\
Data File : BF121440.D

Aca On : 25 Aug 2020 21:47

Operator : JU/CG

Sample : L3788-03 20X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081920.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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 3

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

9.05 3.62 ng 233224 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl., 2-fluoro- 172 C12H9F 000321-60-8 96
2 1.17-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 93
3 5-Hvdroxv-2-phenvlpvrimidine 172 C10H8N20 066739-85-3 47
4 4-(2-HvdroxvphenvDpvrimidine 172 C10H8N20 068535-55-7 42
5 4-Pyrimidinol, 5-phenyl- 172 C10H8N20 022433-69-8 42

Abundance Scan 1184 (9.051 min): BF121440.D (-1180) (-) m/z 172.00 100.00%
172
5000

8.80 9.00 9.20 9.40

39 51 63 75 85 94 107 120 133 146 157

O e e e m/z 171.00 34.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39867: 1,1'-Biphenyl, 2-fluoro-
172
5000 LIRS

8.80 9.00 9.20 9.40
m/z 170.00 23 .84%

14 57 39 51 63 75 8 g4 197 120 133 146 157

O el e e 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
172
e
8.80 9.00 9.20 9.40
5000 m/z 173.00 13.20%
73 85
0 28 39 51 63 94 105 120 133 151
e L T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39713: 5-Hydroxy-2-phenylpyrimidine e B M REan E
172 8.80 9.00 9.20 9.40
m/z 85.00 6.43%
5000 104
. 4251 63 78 | 16 145
IIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIII‘IIIIIIIII _'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082520\
Data File : BF121440.D

Aca On : 25 Aug 2020 21:47

Operator : JU/CG

Sample : L3788-03 20X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081920.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 unknown9.25 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.25 2.14 ng 137538 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 4-methvl- 99 C6H13N 000626-58-4 35
2 4-Methvithiazole 99 C4H5NS 000693-95-8 22
3 1H-T1.2.31Triazole-4-carboxvlic ... 307 C12H17N703 1000302-67-2 14
4 2-Ethylbutvric acid. isohexvl ester 200 C12H2402 1000340-24-0 14
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 14
Abundance Scan 1218 (9.251 min): BF121440.D (-1215) (-) m/z 43.00 100.00%

98
71
5000 116

I. J} 143 9.00 9.20 9.40 9.60

ol il bbb 282 e M7Z 98.00 85 74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3542: Piperidine, 4-methyl-
56 98
5000 30

9.00 9.20 9.40 9.60
m/z 100.95 61.05%

15 8.
0

i’wwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
99
71

9.00 9.20 9.40 9.60

5000 m/z 99.00 56.85%
45
27
ol 12
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #150105: 1H-[1,2,3]Triazole-4-carboxylic acid, 1-(4-aminof... B A A
98 9.00 9.20 940 960

m/z 71.05 51.78%

5000

41
o 89 120136 162 190 220 249 276 307

i . L e s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082520\
Data File : BF121440.D

Aca On : 25 Aug 2020 21:47

Operator : JU/CG

Sample : L3788-03 20X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081920.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 unknownl11.11 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.11 3.79 ng 209036 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 46
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 43
3 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 38
4 Dibenzothiophene 184 C12H8S 000132-65-0 38
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 38

Abundance Scan 1534 (11.110 min): BF121440.D (-1532) (-) m/z 57.10 100.00%
g7
184
5000 85
10.80 11.00 11.20 11.40
162
I J.J.”.,... 200 e M/Z 71.10  79.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 B AL LN BN RN
10,80 11.00 11.20 11.40
113 m/z 184.00 77.61%
o Il | 777,142 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
10.80 11.00 11.20 11.40
5000 85 m/z 43.10 50.37%
29 113
L U A B U AL LA SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #48885: Decane, 2,4,6-trimethyl- T
43 10.80 11.00 11.20 11.40
m/z 85.10 46.13%
5000 71
Poy I 0 % 127 155
m/z--> 50 160 150 200 250 300 350 400 ' 10,80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082520\
Data File : BF121440.D

Acq On : 25 Aug 2020 21:47

Operator : JU/CG

Sample : L3788-03 20X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081920.M
Quant Title : 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]
Propanoic acid, 2... 4.58 6.7 ng 275041 1 6.69 825074 20.0
unknown5 .48 5.48 2.0 ng 83469 1 6.69 825074 20.0
1,1"-Biphenyl, 2-__. 9.05 3.6 ng 233224 3 9.73 1287610 20.0
unknown9 .25 9.25 2.1 ng 137538 3 9.73 1287610 20.0
unknownl1l.11 11.11 3.8 ng 209036 4 11.22 1102080 20.0
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