LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125016.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.434 566 569 574 rBB 106564 97192 53.77% 6.707%
2 6.457 739 743 746 rBV 72729 61604 34.08% 4.251%
3 6.822 802 805 807 rBB 37688 31859 17.63%  2.198%
4 7.386 897 901 904 rvB 119017 100005 55.33% 6.901%
5 7.916 985 991 996 rBvV2 5159 7172 3.97% 0.495%
6 8.004 1003 1006 1010 rBV 7956 8459 4.68% 0.584%
7 8.104 1019 1023 1026 rBV 52392 42745 23.65%  2.950%
8 8.204 1035 1040 1042 rBV 4690 4810 2.66% 0.332%
9 8.304 1053 1057 1061 rBvV2 10700 12746 7.05% 0.880%
10 8.498 1084 1090 1093 rBvV2 15835 20948 11.59% 1.446%
11 8.610 1102 1109 1111 rBV4 4898 8519 4.71% 0©.588%
12 8.633 1111 1113 1115 rVB 8092 6090 3.37% 0.420%
13 8.769 1128 1136 1137 rBV3 3164 6336 3.51% 0.437%
14  8.827 1142 1146 1149 rVVv2 8882 10178 5.63% 0.702%
15 8.875 1152 1154 1159 rVB3 7874 8073 4.47% 0.557%
16 8.975 1166 1171 1173 rBV3 6818 6491 3.59% 0.448%
17 9.133 1197 1198 1202 rVB3 6265 4678 2.59% 0.323%
18 9.180 1202 1206 1209 rBV 236934 180739 100.00% 12.472%
19 9.292 1222 1225 1228 rBv4 3919 4780 2.64% 0.330%
20 9.322 1228 1230 1232 rWV 6165 4860 2.69% 0.335%
21  9.392 1239 1242 1246 rBV5S 4730 4711  2.61% 0.325%
22 9.463 1252 1254 1257 rVB2 5327 4262 2.36% 0.294%
23 9.586 1268 1275 1276 rBvV3 12991 17889 9.90% 1.234%
24 9.610 1276 1279 1282 rVV2 21920 20854 11.54%  1.439%
25 9.657 1285 1287 1290 rBV3 4596 4708 2.60% 0.325%
26 9.692 1291 1293 1295 rBv2 4341 4604 2.55% 0.318%
27 9.716 1295 1297 1302 rBV2 13875 15457 8.55% 1.067%
28 9.780 1307 1308 1311 rVWV 7732 6307 3.49% 0.435%
29 9.833 1314 1317 1319 rWw2 17973 20610 11.40% 1.422%
30 9.857 1319 1321 1324 rW2 68717 54608 30.21% 3.768%
31 9.886 1324 1326 1329 rvv2 9109 9637 5.33% 0.665%
32 9.939 1331 1335 1337 rVB4 4032 5659 3.13% 0.390%
33 10.004 1343 1346 1349 rVB4 7773 6868 3.80% 0.474%
34 10.051 1349 1354 1356 rBV4 7454 11109 6.15% 0.767%
35 10.074 1356 1358 1360 rBvV3 4228 4346  2.40%  0.300%
36 10.174 1373 1375 1380 rVB5 7272 9427 5.22% 0.651%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.216 1380 1382 1384 rBV3 5951 6086 3.37% 0.420%
38 10.251 1385 1388 1391 rVV5 11266 12893 7.13% 0.890%
39 10.280 1391 1393 1397 rVV5 10810 12777 7.97% 0.882%
40 10.316 1397 1399 1403 rVB2 12728 9463 5.24% 0.653%
41 10.357 1403 1406 1411 rBV7 11445 17841 9.87% 1.231%
42 10.398 1411 1413 1414 rBV 10717 7611 4.21% 0.525%
43 10.480 1424 1427 1429 rBv4 9650 13101 7.25% 0.904%
44 10.539 1435 1437 1441 rVB3 10786 11253 6.23% 0.777%
45 10.651 1453 1456 1460 rBV 123387 122636 67.85% 8.462%
46 10.733 1468 1470 1471 rBvV2 6905 4373 2.42% 0.302%
47 10.769 1473 1476 1479 rVV4 22329 27366 15.14% 1.888%
48 10.839 1486 1488 1490 rBV2 14116 13161 7.28% 0.908%
49 11.086 1527 1530 1534 rBV5S 24581 30382 16.81% 2.097%
50 11.204 1546 1550 1552 rBv4 26136 41498 22.96% 2.864%
51 11.351 1572 1575 1578 rVB 51007 46746 25.86% 3.226%
52 12.639 1792 1794 1796 rBV 68536 51903 28.72% 3.582%
53 12.951 1844 1847 1854 rVB 162764 163889 90.68% 11.309%
54 15.468 2271 2275 2279 rVB2 16492 22124 12.24% 1.527%
55 15.639 2302 2304 2308 rVB4 4804 4729 2.62% 0.326%
Sum of corrected areas: 1449172
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF125016.D\data.ms
400000
350000
300000
250000
200000

150000

5.434 7.386
100000
6.457

50000 6.822

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF125016.D\data.ms

400000
350000
300000
250000
200000
150000
100000

50000

Time--> 8.00 8.50 9.00 9.50 10,00 10,50 11,00 1150 12,00 12:50 13.00

Abundance TIC: BF125016.D\data.ms
400000
350000
300000
250000
200000
150000

100000

50000 15.468
15.639

0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 wunknown8.004 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.004 3.96 ng 8459  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
2 Carbamic acid, (trifluoromethyl)... 185 C6H10F3NO2 063689-57-6 4
3 2-Propanol, 1-amino- 75 C3H9NO 000078-96-6 3
4 2-Propanol, 1-amino-, (R)- 75 C3H9NO 002799-16-8 3
5 Formamide 45 CH3NO 000075-12-7 3
Abundance Scan 1006 (8.004 min): BF125016.D\data.ms (-1003) (-) m/z 57.10 100.00%
57.1
5000 J\ NA
751 R e o
h ‘ 7.60 7.80 8.00 8.20 8.40
0 b e e e e e e e m/z 45.00 99.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1032: Ethanamine, 2-methoxy-
30.0
5000 ‘\\\\‘\\\\’\\\\‘\\\\‘\\!\
7.60 7.80 8.00 8.20 8.40
m/z 41.00 57.48%
‘\‘ 75\-0
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #60059: Carbamic acid, (trifluoromethyl)-, 1,1-dimethyletr
57.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.00 24.75%
39/0
0 L] 112.0 1700
— e
miz--> 20 40 60 80 100 120 140 160
Abundance #1027: 2-Propanol, 1-amino-
30.0 7.60 7.80 8.00 8.20 8.40
m/z 39.10 20.98%
5000
o T T
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 7-Oxabicyclo[4.1.0]heptane,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.304 5.96 ng 12746  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 1-me... 168 C10H1602 000096-08-2 53
2 (2,4-Dimethylcyclohexyl)methyl a... 184 C11H2002 1000497-97-0 9
3 2-Heptanone, 6-methyl-5-methylene- 140 C9H160 000498-51-1 9
4 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 7
5 8-(2-Acetyloxiran-2-yl)-6,6-dime... 236 C14H2003 091186-38-8 4

Abundance Scan 1057 (8.304 min): BF125016.D\data.ms (-1053) (-) m/z 43.05 100.00%

43.0
5000
81.1  109.0
R
“ H‘ 13?9 8.00 8.20 8.40 8.60
om_m_m,mwmWm_m_m_m m/z 81.10  38.85%
miz--> 20 40 100 120 140 160
Abundance #43212: 7-Oxab|cyclo[4.l.O]heptane, 1-methyl-4-(2-meth
43.0
5000
67.0 8.00 8.20 8.40 8.60
: 93.0
m/z 109.00 37.39%
123.0
O \1\5\.?\ H‘\ T " \“1“\ MM’M T ‘h‘\“\ T ‘\‘ ‘ \1\5\3\ ?\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #58713: (2,4-Dimethylcyclohexyl)methyl acetate (isomer
43.0 109.0
82.0 e e e
8.00 8.20 8.40 8.60
5000 m/z 41.0  36.22%
olt50 | U Lol | | 1410 1690
e el b SRS FRES
miz--> 20 40 60 80 100 120 140 160 m /\
Abundance #21589: 2-Heptanone, 6-methyl-5-methylene- Al ey
43.0 8.00 8.20 8.40 8.60
m/z 39.00 32.54%
5000
67.0 97.0 122.0
0 \wamo
m/z--> 20 40 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown8.498 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.498 9.80 ng 20948 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophane, propyl- 130 C7H14S 001551-34-4 47
2 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 46
3 1-Pentanamine 87 C5H13N 000110-58-7 9
4 2-Nonadecanone, O-methyloxime 311 C20H41NO 036379-39-2 9
5 2,3,4-Trimethyl-5-hexen-3-o0l 142 C9H180 028638-29-1 9

Abundance Scan 1090 (8.498 min): BF125016.D\data.ms (-1084) (-) m/z 87.00 100.00%

87.0
5000 41.0
57.0 w80y
‘ ‘ H 711 ‘ | ‘109-1‘ 8.20 8.40 8.60 8.80
Obrrrrrrrrrrrrrrrshrr bbbl el L L w2 at.es  42.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15591: Thiophane, propyl-
87.0
5000 UL L B I B LA BN
8.20 8.40 8.60 8.80
130.0 m/z 97.00  28.83%
55.0 ‘ 115.0 ‘
0 H‘HH‘HH‘H\\‘HH‘\H‘\”‘\H‘!“\‘r‘\\"\\‘\}“\\\\“\\\‘H‘H‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9354: Thiophene, 2-ethyltetrahydro-
87.0 A
R RAREEEE R
8.20 8.40 8.60 8.80
5000 m/z 130.00 28.59%
270 450 116.0
L |
0 H""""11“H‘u1‘H"ww‘1”“H‘H‘“Ju‘,MMH‘““m‘uwmwuu,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2141: 1-Pentanamine R
30.0 8.20 8.40 8.60 8.80
m/z 55.10 27.63%
5000
45.0 87.0
0250 e il it 820 e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2,6-Pyrazinediamine Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.610 3.99 ng 8519 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Pyrazinediamine 110 C4H6N4 041536-80-5 53
2 Furan, 2,3,5-trimethyl- 110 C7H100 010504-04-8 35
3 3,4,5-Trimethylpyrazole 110 C6H1ON2 005519-42-6 16
4 1-Decyne 138 C10H18 000764-93-2 10
5 4-Pyrimidinamine, 6-methyl- 109 C5H7N3 003435-28-7 9

Abundance Scan 1109 (8.610 min): BF125016.D\data.ms (-1102) (-) m/z 109.00 100.00%
109.0

410 560 69.0 g1
95.0
5000
8.20 8.40 8.60 8.80 9.00
O T T T T e e e e m/z 110.10  98.32%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #6402: 2,6-Pyrazinediamine
41.0
5000 55.0 83.0 110.0 P R a s AR al ae
8.20 8.40 8.60 8.80 9.00
69.0 ‘ m/z 41.00 85.63%
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #6581: Furan, 2,3,5-trimethyl-
110.0
43.0 B e e e
670 95.0 8.20 8.40 8.60 8.80 9.00
5000 m/z 69.00 83.58%
H 79.0
O e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #6481: 3,4,5-Trimethylpyrazole
109.0 8.20 8.40 8.60 8.80 9.00
m/z 56.00 79.66%
95.0
5000
42.0 68.0
54.0
20 e
0"HM‘H‘““‘“‘1“1‘““1“‘wa“:wu‘mu‘mi aaa el
m/z--> 20 30 40 50 60 70 80 90 100 110 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown8.827 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.827 4.76 ng 10178 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoamyl crotonate 156 C9H1602 1010429-17-3 33
2 Amyl crotonate 156 C9H1602 1000429-17-2 25
3 1-Pentanamine 87 C5H13N 000110-58-7 9
4 3-Hexanol, 2,5-dimethyl- 130 C8H180 019550-07-3 9
5 1-Octanamine 129 C8H19N 000111-86-4 9

Abundance Scan 1146 (8.827 min): BF125016.D\data.ms (-1142) (-) m/z 69.10 100.00%
1

6d
5000 41.0
87.0
‘H‘ 55.0 “ 10‘3-1 8.60 8.80 9.00 9.20
Ob bbb e mz 4l.es 41.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #33741: Isoamyl crotonate
69.0
5000 LI L L L L B LN
41.0 8.60 8.80 9.00 9.20
55.0 87.0 m/z 87.00  22.94%
27.0
okl | 1 99.0 113.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #33722: Amyl crotonate
69.0
e T | .
87.0 8.60 8.80 9.00 9.20
m/z 45.00 21.19%
5000 410
27.0 55.0
miz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #2138: 1-Pentanamine e
30.0 8.60 8.80 9.00 9.20
m/z 39.00  20.34%
5000
41.0
owm‘lm‘w“mm‘ﬁe"'ﬂu@%’quw?muH_m_m_ WﬂuH_m_m_m‘m
m/z--> 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzofuran Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.586 6.55 ng 17889  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 90
2 4-Methylphthalic anhydride 162 CSH603 019438-61-0 78
3 Coumarin 146 C9H602 000091-64-5 72
4 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 68
5 1H-Tetrazole, 5-phenyl- 146 C7H6N4 018039-42-4 47
Abundance Scan 1275 (9.586 min): BF125016.D\data.ms (-1268) (-) m/z 118.00 100.00%
118.0
5000 89.0
300 630 ﬂ o !
FEATE T e b
0 ‘“"“NM““““,““,‘u““““““‘“‘ m/z 89.00 44.65%
miz--> 20 40 60 80 100 120 140 160
Abundance #10175: Benzofuran
118.0
5000 h 7 hﬂﬂ T
90.0 9.50
63.0 m/z 90.00 44.44%
39.0 m
O\\‘\”\‘\\““\‘\H\\“ \\\’\”\‘\\’\\\\“\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38561: 4-Methylphthalic anhydride
118.0
— e
89.0 9.50
5000 ’ m/z 63.00 21.59%
63.0 162.0
39.0 ‘
0 “_“NMWJM“"M,uwh‘,‘w‘h“““‘u‘u“
miz--> 20 40 60 80 100 120 140 160 ﬁ n ﬂ /\
Abundance #25734: Coumarin T ‘A‘ J
118.0 9.50
m/z 57.10 17.16%
146.0
5000 90.0
63.0
39.0
o280 o ll '
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown9.610 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.610 7.64 ng 20854  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-5-hydroxyphenyl acetate 167 C8H9ONO3 1000459-37-1 38
2 Acetamide, N-(3,4-dihydroxyphenyl)- 167 C8H9INO3 037519-14-5 35
3 2-Fluoro-.alpha.-methylbenzyl al... 182 C11H15FO 1000394-97-3 25
4 4-Fluoro-.alpha.-methylbenzyl al... 182 C11H15FO 1000394-95-8 25
5 Acetamide, N-(4-mercaptophenyl)- 167 C8HINOS 001126-81-4 17

Abundance Scan 1279 (9.610 min): BF125016.D\data.ms (-1276) (-) m/z 57.05 100.00%

57.0
125.0
5000 167.0
— —
‘ 77.0 97‘-0 | H “ 9.50 10.00
obrrreee o Fa ekl L nyz 125,00 68.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42739: 2-Amino-5-hydroxyphenyl acetate
125.0
5000 43.0 167.0 - ﬂ[‘w h A
9.50 10.00
96.0 m/z 41.05 50.46%
68.0
0 \\\‘\\“\\‘i“\\“1‘”\‘\‘U\\“}\\\\‘\\\\‘!‘\\\%\4.\8;()\‘\1\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42754: Acetamide, N-(3,4-dihydroxyphenyl)-
125.0
—— —
9.50 10.00
5000 167.0 m/z 167.00 44.06%
43.0 79.0
Ol b e 2060|1480 |
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #56581: 2-Fluoro-.alpha.-methylbenzyl alcohol, n-propyl ¢ Tk ﬂ —
125.0 9.50 10.00
m/z 165.10  41.92%
5000 167.0
103.0
43.0 77.0
olason L b S
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF080421.M Tue Aug 10 16:31:42 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 wunknown9.716 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.716 5.66 ng 15457  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 36
2 5H-Indeno[1,2-b]pyridine 167 C12HON 000244-99-5 9
3 Carbazole 167 C12HSN 000086-74-8 9
4 Morpholine, 4-(1-cyclohexen-1-yl)- 167 C10H17NO 000670-80-4 9
5 Thioguanine 167 C5H5NSS 000154-42-7 9

Abundance Scan 1297 (9.716 min): BF125016.D\data.ms (-1295) (-) m/z 166.95 100.00%

166.9
5000 57.0 n
S | -
‘ 91.1 139.0 9.50 10.00
ob el b L w2 s7.es 46.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42610: 2-Mercaptobenzothiazole
167.0
5000 i —
9.50 10.00
0.0 109.0 m/z 41.10 31.10%
_ - | 140.0
O \\\‘\\\\“‘\‘\\\“‘U\“\\‘H\\‘\l“\!\\“‘!\\‘\“\\\\‘\‘U\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42488: 5H-Indeno[1,2-b]pyridine
167.0
—— —
9.50 10.00
5000 m/z 182.00 17.73%
139.0
o140 390 630 9 w30 | |
o e L L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #42484: Carbazole T —
167.0 9.50 10.00
m/z 43.00 16.02%
5000
84.0
39.0 63.0 139.0
by 0
o) S VR Pt NS e e
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BFO80421.M Tue Aug 10 16:31:43 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl1©.051 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.051 4.07 ng 11109  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 9
2 Sulfacytine 294 C12H14N403S 017784-12-2 9
3 Butanenitrile, 3-methyl-2-methyl... 95 C6HSN 002813-69-6 9
4 2,4-Pentanedione, 1-phenyl- 176 C11H1202 003318-61-4 7
5 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 5
Abundance Scan 1354 (10.051 min): BF125016.D\data.ms (-1349) (- m/z 104.00 100.00%
104.0
132.1
50.9
176.0
5000
T 7
L
| ‘H“H‘J‘HL‘ bbb e e m/z 132,05 76.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 n A
5000 L
10.00
m/z 50.90 68.31%
20 L
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f‘\ff\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #190774:Suﬁacyﬁne
10.00
5000 m/z 125.00 63.66%
92.0
. Ll 100 o
- \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3020 Butanenltrlle 3-methyl-2-methylene-
10.00
m/z 71.00 60.90%
5000
o““““‘ """""""H“““““““w“““‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00

8270-BF080421.M Tue Aug 10 16:31:43 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On 9 Aug 2021 23:13

Operator Ju/caG

Sample : M3298-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl®@.251 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.251 4.72 ng 12893  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chloromethyl-3,5-dimethylbenzene 154 C9H11Cl 002745-54-2 17
2 4-Hydroxybenzenecarbothioamide 153 C7H7NOS 025984-63-8 9
3 1H-Indene-3-carboxaldehyde, 2,6,... 176 C12H160 063767-07-7 9
4 Metanilic acid 173 C6H7NO3S 000121-47-1 9
5 1,4-Dichloro-1,4-disilabutane 158 C2H8C12Si2 088789-64-4 9

Abundance Scan 1388 (10.251 min): BF125016.D\data.ms (-1385) (-]

m/z 153.00 100.00%

111.1 158.0
43.0
132.0 176.0
64.9
5000 ﬂ ,\
Ll
‘ ‘ 10.00 10.50
okl WL WL L L myz 111,05 93.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32079: 1-Chloromethyl-3,5-dimethylbenzene
119.0
5000 - e
10.00 10.50
154.0 m/z 43.05 81.69%
39.0 91.0
O \\\‘\\\\“‘\\“\\H“\‘\O\\“\\‘\\‘m\\‘\‘l\\\\‘\\\‘1‘\\\\‘\
m/z--> 20 60 80 100 120 140 160 180
Abundance #30690.4—Hydroxybenzenecarboﬂﬂoanﬂde
158.0
120.0 T T T T T T
10.00 10.50
5000 m/z 103.10  67.27%
65.0
39.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 A A A
Abundance #50950: 1H-Indene-3-carboxaldehyde, 2,6,7,7a-tetrahydr L
91.0 176.0 10.00 10.50
147.0 m/z 104.00  66.23%
5000 115.0
m/z--> 20 40 60 100 120 140 160 180 10.00 10.50

8270-BFO80421.M Tue Aug 10 16:31:44 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknownl©.280 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.280 4.68 ng 12777  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene, 2,5-diet... 176 C13H20 1000156-99-5 16
2 Ethanone, 1-(2,3,4-trihydroxyphe... 168 C8H804 000528-21-2 14
3 Thieno[2,3-b]thiophene, 2-ethyl- 168 C8H8S2 005912-01-6 10
4 4-Hydroxybenzenecarbothioamide 153 C7H7NOS 025984-63-8 10
5 Pyrido[3,2-d]pyrimidin-4-ol 147 C7H5N30 837538-67-3 10
Abundance Scan 1393 (10.280 min): BF125016.D\data.ms (-1391) (-  m/z 153.00 100.00%
158.0
5000 119.0
| ™y
e W T 11
‘ ‘ H H ‘ ‘ 10.00 10.50
o‘m_w‘w‘“w” ‘ m‘w A m/z 147.05  75.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51014: 1,3,5-Cycloheptatriene, 2,5-diethyl-7,7-dimethyl-
147.0
=000 119.0 - MAW —
91.0 10.00 10.50
m/z 161.00 59.34%
176.0
Y oyl
O\\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\“\\\‘\“\\ \‘\\\‘\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44093: Ethanone, 1-(2,3,4-trinydroxyphenyl)-
158.0
LAy
10.00 10.50
5000 m/z 119.00 43.40%
43.0 79.0
125.0
015\\\\@0410\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44126: Thieno[2,3-b]thiophene, 2-ethyl- LI, — MMW
158.0 10.00 10.50
m/z 168.10 39.92%
5000
450 690
‘ ‘ 109.0
o 240 Lt e A L —_—
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

8270-BF080421.M Tue Aug 10 16:31:45 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown1®.357 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.357 6.53 ng 17841  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-6-fluorobenzonitrile 155 C7H3C1FN 000668-45-1 9

2 Thiophene, 3-methylsulfonyl- 162 C5H602S2 038695-58-8 9

3 Benzaldehyde, 4-(2-propenyloxy)- 162 C10H1002 040663-68-1 9
4 tert-Butyl 4-cyano-1-piperidinec... 210 C11H18N202 091419-52-2 9

5 7-Hydroxyfarnesen 220 C15H240 1000374-20-4 9

Abundance Scan 1406 (10.357 min): BF125016.D\data.ms (-1403) (- m/z 43.00 100.00%

155.0
5000 119.0 137.1
64.9
P P
Ll e Ll
o‘_m,“m | “HW\‘ LTI ‘ m/z 57.10  68.38%
miz--> 20 40 60 100 120 140 160
Abundance #32509.2-Chkwo-64Morobenzonnnb
155.0
5000 — e
120.0 10.00 10.50
L, 1000 m/z 155.00  54.12%
50.0
O\‘\3\17\?’\\“\\‘M\H“‘H‘\\H\‘l\\\\“‘\}\\‘\\\1“\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38124: Thiophene, 3-methylsulfonyl-
iy
\
83.0 147.0 10.00 10,50
5000 ITI/Z 119.00 45.01%
570
ol bl 200 1300 | 1950
miz--> 20 40 60 8 100 120 140 160 n
Abundance #37601: Benzaldehyde, 4-(2-propenyloxy)- ——
41.0 162.0 10.00 10.50
121.0 m/z 147.05 44.37%
5000 65.0
LA L Il
0 ‘ | H ” M‘H H‘ \ M\‘ ‘ ‘ 1450 | A h N .

m/z--> 20 40 80 100 120 140 160 10.00 10.50

8270-BF080421.M Tue Aug 10 16:31:45 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl@.480 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.480 4.80 ng 13101  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chloro-1-ethyl-1-silacyclohexane 162 C7H15C1Si 019923-52-5 10
2 2-Methyl-4,6-quinolinediol 175 C1OHSNO2 034982-04-2 9
3 1-Chloro-1-chloromethyl-1-silacy... 182 C6H12C12Si 019923-50-3 9
4 4-Methylbicyclo(3.2.2)nona-3,6-d... 148 C10OH120 1000426-97-1 5
5 2-Chloroethyl thiocyanate 121 C3H4CINS 1000342-25-2 4

Abundance Scan 1427 (10.480 min): BF125016.D\data.ms (-1424) (-1 m/z 175.00 100.00%

175.0
71.0 133.0 1551
5000 45.1 104.1 !\ (\
M
LU g )
L L m/z 71.80 60.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38306: 1-Chloro-1-ethyl-1-silacyclohexane
133.0
63.0
105.0
5000 MWW\MNSO
m/z 133.00 59.23%

O,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49929: 2-Methyl-4,6-quinolinediol

175.0 fm
LAl L™
10.50
5000 146.0 m/z 128.60 57.73%
39.0 87.0
63.0 118.0

o! ‘”‘H“M m,w”l‘w“pH:‘l“lu;u“w“u
miz--> 20 40 60 80 100 120 140 160 180 n MW
Abundance  #57118: 1-Chloro-1-chloromethyl-1-silacyclohexane | e

133.0 10.50
m/z 155.10 56.73%
63.0 105.0
5000
39.0

| R ] 11,1

I R Emam B L
m/z--> 20 40 60 80 100 120 140 160 180 10.50

8270-BF080421.M Tue Aug 10 16:31:46 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknownl@.539 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.539 4.12 ng 11253  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hydroxy-3-nitrobenzaldehyde 167 C7H5NO4 003011-34-5 10
2 2,4-Dimethoxybenzylamine 167 CSH13NO2 020781-20-8 10
3 2,6-Dimethoxybenzylamine 167 C9H13NO2 020781-22-0 10
4 1,3-Dimethyl-1,2,3,9-tetrahydro-... 166 C7H10N40 1000318-46-9 9
5 Benzaldehyde, 2,5-dimethoxy- 166 C9H1003 000093-02-7 9

Abundance Scan 1437 (10.539 min): BF125016.D\data.ms (-1435) (-  m/z 189.10 100.00%

189.1
166.1
89.1
123.0
5000
430 650 46. ﬂ MA n
— L ‘
l \‘\ \\ \\‘ L L =
A e S LA R A R m/z 166.10  80.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42593: 4-Hydroxy-3-nitrobenzaldehyde
166.0 (VW
5000 T hﬂﬂ
10.50
63.0 120.0 m/z 89.10 53.28%
39.0
92.0 ‘
O\\\\‘\‘\H\\““\\H}‘\"\\“\“\\‘!‘\‘\}\\“‘\\\\‘\\\\’\1\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42859: 2,4-Dimethoxybenzylamine
166.0
R \
10.50
5000 m/z 147.00 52.75%
o,
miz--> 20 40 60 80 100 120 140 160 180 ﬁﬂ M
Abundance #42857: 2,6-Dimethoxybenzylamine e e S ‘
166.0 10.50
136.0 m/z 155.00 52.75%
5000
0! , n Mm Wﬁﬂ
m/z--> 20 40 60 80 100 120 140 160 180 10.50

8270-BF080421.M Tue Aug 10 16:31:47 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknownl1®.769 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.769 11.71 ng 27366  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 22
2 5,5-Dibutylnonane 240 C17H36 006008-17-9 22
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 22
4 Heptacosane 380 C27H56 000593-49-7 16
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 14
Abundance Scan 1476 (10.769 min): BF125016.D\data.ms (-1473) (- m/z 57.05 100.00%
57.0
5000 183.1
85.0 1420 . —_—
il \‘ I M \\W\H S
OFrrrprrre iy waw e m/z 43,100 75.19%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90196: Tetradecane, 4-methyl-
43.0 71.0
5000 — ——
10.50 11.00
99.0 169.0 m/z 71.05 59.82%
127.
O\H‘HH“MH!‘\M\‘W‘H\“\H‘\‘\Hﬂ‘\\H‘\HH‘\]_\?Z\O\H‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123962: 5,5-Dibutylnonane
57.0 Mm
H— —
10.50 11.00
5000 85.0 m/z 183.10  46.91%
29.0 183.0
113.0
H Il \‘\ \H\ It ‘ ‘ ‘1410 Iy
Ottt et e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- — ‘ﬂ‘ﬁ‘ —
57.0 10.50 11.00
m/z 41.10 38.19%
5000
85.0
113.0 169.0
I 2
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Benzene, (4,5,5-trimethyl-1... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.839 5.63 ng 13161 Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (4,5,5-trimethyl-1,3-cy... 184 C14H16 033930-85-7 55
2 Anthracene, 1,2,3,4,5,6-hexahydro- 184 C14H16 006109-22-4 55
3 Naphthalene, 1-methyl-7-(1-methy... 184 C14H16 000490-65-3 50
4 Naphthalene, 1,2,3,4-tetramethyl- 184 C14H16 003031-15-0 50
5 Cyclopentene, 1,2-dimethyl-4-met... 184 C14H16 1000152-22-4 45
Abundance Scan 1488 (10.839 min): BF125016.D\data.ms (-1486) (-  m/z 184.10 100.00%
184.1
156.1
5000
128.0 n /\
39.0
0L Al Lo
Wil
Obrrree w‘“ L m/z 156.10  75.81%
m/z--> 20 40 80 100 120 140 160 180
Abundance #59146: Benzene, (4,5,5-trimethyl-1,3-cyclopentadien-1-y
184.0
5000 n \ﬂ‘ Mnﬂ ‘A\
154.0 10.50 11.00
910 180 m/z 155.00  58.38%
o o0l | Ll dal
O \\\’\‘\\\“‘\\‘\\‘\\\“\““1\‘}\‘M\H‘\\\‘\\\\‘h\\\\‘\ \\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59136: Anthracene, 1,2,3,4,5,6-hexahydro-
141.0 184.0 wm
i —
10.50 11.00
5000 m/z 169.00 52.56%
115.0
390 76.0 ‘
0 H"“‘\H me h\ \\‘\“\ H \H‘ ‘\‘ o “ “H “ o 6 c‘)‘w‘\“ -
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #59141: Naphthalene, 1-methyl-7-(1-methylethyl)- u ' ﬂ ——
169.0 10.50 11.00
m/z 142.00 46.44%
5000
141.0
1150
NIETY I L NS S N, J\ﬂ i
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 1-Acenaphthylenol, 1,2-dihy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.086 13.00 ng 30382  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Acenaphthylenol, 1,2-dihydro-1... 184 C13H120 041002-74-8 78
2 Chamazulene 184 C14H16 000529-05-5 60
3 2-Isopropyl-3-methylnaphthalene 184 C14H16 1000383-71-2 60
4 Benzene, (4,5,5-trimethyl-1,3-cy... 184 C14H16 033930-85-7 53
5 2-Chloro-N1,N1-dimethylbenzene-1... 184 C9H13C1N2 1341569-04-7 52
Abundance Scan 1530 (11.086 min): BF125016.D\data.ms (-1527) (1  m/z 169.00 100.00%
169.0
5000 115.0
55.0 141.1 198.1 |
91.0 R 1
11.00
0° m/z 184.00 87.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #59021: 1-Acenaphthylenol, 1,2-dihydro-1-methyl-
169.0
5000 Alm igodanﬂ
141.0 :
m/z 183.05 54.30%
wo sy 0 |
O ‘\1\\‘\\\\“\\‘\w‘M‘\“\\‘\\\\‘\\\\A‘\\‘\‘\‘ ‘\\‘m‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59117: Chamazulene
169.0
(111 ‘
11.00
5000 m/z 115.00 45.74%
128.0
ol 20, 000200 LA LU L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59127: 2-Isopropyl-3-methylnaphthalene —— ‘
169.0 11.00
m/z 176.95  35.24%
5000
115.0 142.0
830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknownll.204 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.204 17.75 ng 41498  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 25
2 Methyl (Z)-2-(6-methylisobenzofu... 204 C12H1203 1000481-36-4 18
3 4-Methoxy-6-(3-fluorophenyl)pyri... 204 C11H9FN20 076128-74-0 18
4 2,4-Dichloro-3-methylaniline, N,... 203 C9H11C12N 1000511-94-6 14
5 Chrysogine 190 C10H10N202 018326-30-2 14
Abundance Scan 1550 (11.204 min): BF125016.D\data.ms (-1546) (1  m/z 173.05 100.00%

173.1
119.0 202.1
147.0
5000
43.1 92.0 ﬁ

67. — e

11.00 11.50
0! m/z 202.10 60.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80482: Naphthalene, decahydro-4a-methyl-1-methylene
105.0 204.0

|

11.00 11.50
m/z 119.00 60.30%

5000

0 errﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79709: Methyl (2)-2-(6-methylisobenzofuran-1-ylidene)a
1738.0
115.0
—r —r
11.00 11.50
5000 146.0 204.0 m/z 118.00  59.67%
91.0
51.0 ‘
0b- “2‘7“"‘0‘ “u “‘M‘H ““‘1‘”‘ il “Hl“ ‘ ““ -l “! b “u REREES SEREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79667: 4-Methoxy-6-(3-fluorophenyl)pyrimidine
204.0 11.00 11.50

m/z 204.00  55.13%

120.0
5000
1470 1750
o 510780 4 || |
S ML oV WA SN WS S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 unknownl12.639 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.639 22.21 ng 51903 Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 38
2 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 35
3 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 32
4 Butyl 2-(2-(2-ethoxyethoxy)ethox... 248 C12H2405 1000366-77-5 32
5 1-tert-Butoxy-2-ethoxyethane 146 C8H1802 051422-54-9 32

Abundance Scan 1794 (12.639 min): BF125016.D\data.ms (-1792) (- m/z 57.10 100.00%

57.1
103.1
5000
—r —
| ‘\ “ ‘ || 13101611 1991 2461 12.50 13.00
O frrrrprrrife ;wh‘wmmmwuu:‘ﬂuHwHwauwm_ m/z 45.18  72.09%
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
5000 - e
12.50 13.00
29.0 101.0 m/z 103.05  65.29%
O\H\‘\‘\H‘\HH\“‘H\‘\“\H\‘HH‘\H.\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #135268: 3,6,9,12-Tetraoxahexadecan-1-o0
43.0
—r —
12.50 13.00
m/z 101.10 39.11%
5000 89.0 /
oltsol LIyl ] 13301630 2070
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #137460: 2,5,8,11,14-Pentaoxahexadecan-16-ol — ——

45.0 12.50 13.00
m/z 59.05 35.44%

5000
89.0

ozl | | || 00630 oor P

m/z--> 0 20 40 60 80 100120140160 180200220240 12.50 13.00

»
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On : 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 unknownl5.639 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.639 4.28 ng 4729  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, 3-methyl-5-phenyl- 159 C1OH9NO 001008-75-9 9
2 3,5-Di-0O-acetyl-1,4-anhydro-2-0-... 246 C11H1806 1000412-12-2 9
3 2(1H)-Quinolinone, hydrazone 159 C9HIN3 015793-77-8 5
4 Isoquinoline, 1-hydrazino- 159 C9H9N3 1000362-59-9 5
5 Pyrazolo[1,5-a]pyrimidine-7-carb... 159 C7H5N5 1000267-04-4 4
Abundance Scan 2304 (15.639 min): BF125016.D\data.ms (-2302) (1 m/z 79.00 100.00%
79.0
159.1
430 119.0 221.1
5000
H | ‘ 15.50 16.00
o e e e e e e m/z 72.90 87.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35649: Isoxazole, 3-methyl-5-phenyl-
77.0 105.0 159.0
5000 51.0
15.50 16.00
m/z 159.10  79.44%
OH\‘HH‘\\‘M\“‘h\\\“\\”‘\\“‘\\\%\3\‘]\-\‘0\\\\‘\\\\‘\\\\‘HH‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #130039: 3,5-Di-O-acetyl-1,4-anhydro-2-O-methyl-L-fucit
e —
15.50 16.00
m/z 77.00  79.23%
5000 69.0 100.0127.0
‘ ‘ 186.0
b Db b bbbl e e 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35983: 2(1H)-Quinolinone, hydrazone
129.0 159.0 15.50 16.00
m/z 43.00 70.77%
giwo A0 L I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125016.D

Acqg On 9 Aug 2021 23:13
Operator : JU/CG

Sample : M3298-07

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown8.004 8.004 4.0 ng 8459 2 8.104 42745 20.0
7-Oxabicyclo[4.... 8.304 6.0 ng 12746 2 8.104 42745 20.0
unknown8.498 8.498 9.8 ng 20948 2 8.104 42745 20.0
2,6-Pyrazinedia... 8.610 4.0 ng 8519 2 8.104 42745 20.0
unknown8.827 8.827 4.8 ng 10178 2 8.104 42745 20.0
Benzofuran 9.586 6.5 ng 17889 3 9.857 54608 20.0
unknown9.610 9.610 7.6 ng 20854 3 9.857 54608 20.0
unknown9.716 9.716 5.7 ng 15457 3 9.857 54608 20.0
unknown10.051 10.051 4.1 ng 11109 3 9.857 54608 20.0
unknown10.251 10.251 4.7 ng 12893 3 9.857 54608 20.0
unknown10.280 10.280 4.7 ng 12777 3 9.857 54608 20.0
unknown10.357 10.357 6.5 ng 17841 3 9.857 54608 20.0
unknown10.480 10.480 4.8 ng 13101 3 9.857 54608 20.0
unknown10.539 10.539 4.1 ng 11253 3 9.857 54608 20.0
unknown10.769 10.769 11.7 ng 27366 4 11.351 46746 20.0
Benzene, (4,5,5... 10.839 5.6 ng 13161 4 11.351 46746 20.0
1-Acenaphthylen... 11.086 13.0 ng 30382 4 11.351 46746 20.0
unknownll.204 11.204 17.8 ng 41498 4 11.351 46746 20.0
unknownl12.639 12.639 22.2 ng 51903 4 11.351 46746 20.0
unknown15.639 15.639 4.3 ng 4729 6 15.468 22124 20.0
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