LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS Vvial : 12 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124310.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 9 17 25 rVB2 61815 93743 12.90% 1.620%
2 2.681 96 101 107 rBB3 9936 16060 2.21% 0.278%
3 3.193 184 188 194 rBvV2 14905 24296 3.34% 0.420%
4 3,287 199 204 211 rBB2 4686 9534 1.31% 0.165%
5 3.869 298 303 307 rBB 8706 9532 1.31% 0.165%
6 4.616 427 430 434 rBB 8188 9742 1.34% 0.168%
7 5.034 498 501 511 rBB 57596 66838 9.20% 1.155%
8 5.410 562 565 567 rBv 28450 26609 3.66% 0.460%
9 5.457 576 573 584 rVB 843419 726411 100.00% 12.555%
106 5.669 606 609 613 rBB 12464 11117 1.53% 0.192%
11 5.839 636 638 641 rBvV 9378 8584 1.18% 0.148%
12 6.469 742 745 756 rBV 755091 720252 99.15% 12.448%
13 6.828 803 806 809 rBV 235437 174930 24.08%  3.023%
14 7.392 898 902 905 rBV 565152 452270 62.26% 7.817%
15 8.016 1006 1008 1017 rBV3 28090 40899 5.63% 0.707%
16 8.110 1021 1024 1028 rBV 260373 224877 30.96% 3.887%
17 9.186 1204 1207 1210 rBV 821818 656109 90.32% 11.340%
18 9.869 1319 1323 1327 rBV 352926 275711 37.96% 4.765%

19 10.604 1445 1448 1451 rBB 42034 34527 4.75% 0.597%
20 10.663 1454 1458 1461 rBV 710894 590139 81.24% 10.200%

21 11.221 1548 1553 1556 rBV 7115 8193 1.13% ©0.142%
22 11.357 1573 1576 1580 rBV 326900 287450 39.57%  4.968%
23 11.427 1585 1588 1593 rVB 41392 35193 4.84% 0.608%
24 11.733 1638 1640 1646 rBV3 23486 21477  2.96% 0.371%
25 11.886 1662 1666 1669 rBv2 31207 30639  4.22% 0.530%
26 12.445 1758 1761 1766 rBVv4 10399 13530 1.86% 0.234%
27 12.668 1796 1799 1801 rBV3 8922 8827 1.22% ©.153%
28 12.768 1810 1816 1818 rBV4 9511 13440 1.85% ©0.232%
29 12.821 1823 1825 1827 rVB2 13481 10548 1.45% 0.182%
30 12.945 1842 1846 1850 rBV 707784 566982 78.05%  9.799%
31 13.427 1924 1928 1934 rBV8 10001 12389 1.71% 0.214%
32 13.486 1934 1938 1940 rBV3 17157 18123 2.49% 0.313%
33 13.880 2001 2005 2006 rBV3 9517 12866 1.77% 0.222%
34 13.980 2020 2022 2024 rBV 27761 23791 3.28% 0.411%
35 14.010 2024 2027 2030 rVB 246722 229402 31.58% 3.965%
36 14.380 2086 2090 2093 rBV6 4772 8289 1.14% 0.143%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS Vvial : 12 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.633 2130 2133 2136 rBv4 23767 23410 3.22% ©.405%
38 14.851 2168 2170 2175 rBV5 19656 23273 3.20% 0.402%
39 14.892 2175 2177 2181 rVB5 7175 8620 1.19% 0.149%
40 15.292 2240 2245 2246 rBVS 14950 19444 2.68% 0.336%
41 15.309 2246 2248 2253 rVB6 18836 30257 4.17% ©.523%
42 15.486 2274 2278 2284 rVB2 159396 198879 27.38% 3.437%
43 16.439 2437 2440 2442 rBV4 7728 8737 1.20% 0.151%
Sum of corrected areas: 5785939
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF124310.D\data.ms
800000 5457

6.469
700000
600000 7.392
500000
400000
300000

6.828
200000

100000} 187 5.034

2.681 3.193g7 3.869 4616 5.410 5 668 839

0\\‘\H\[Hﬂjr\H‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H\

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: BF124310.D\data.ms

800000 9.186

10.663 12.945
700000

600000
500000

400000
9.869 11.357

300000 8.110

200000

100000

. 11.427
| e M 10-pf 1127 11788586 15445068681
— — — T — — e e I e e e S S S R
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF124310.D\data.ms

800000
700000
600000
500000
400000

300000

14.010

200000

100000

0 1 T T | T T 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\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3-Buten-2-o0l, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.187 10.72 ng 93743 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 72
2 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 59
3 Butanoic acid, anhydride 158 C8H1403 000106-31-0 50
4 3-Penten-2-ol 86 C5H100 001569-50-2 50
5 trans-3-Penten-2-0l 86 C5H100 003899-34-1 42
Abundance  Scan 17 (2.187 min): BF124310.D\data.ms (-9) (-) m/z 43.10 100.00%
43.1 71.0
5000
531 e
‘ | | 85.8 2.20 2.40 2.60
L S ML s m/z 71.00 86.61%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1791: 3-Buten-2-ol, 2-methyl-
71.0
43.0
5000 LA L L B B B B
59.0 220 240 2.60
27.0 m/z 41.10 46.79%
18.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1818: 1-Propene, 3-methoxy-2-methyl-
71.0
\‘A\\\\‘\\\\‘\\
41.0 220 240 260
5000 m/z 45.00 30.61%
0k e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #30002: Butanoic acid, anhydride T
71.0 2.20 2.40 2.60
m/z 39.10 27.70%
43.0
5000
27.0
o180 gl %80l
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13

Operator Ju/caG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Butanol, 3-methyl- Concentration Rank 5

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

3.193 2.78 ng 24296 1,4-Dichlorobenzene-d4 6.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 3-methyl- 88 C5H120 000123-51-3 56
2 Aziridine, 1-methyl- 57 C3H7N 001072-44-2 9
3 Cyclopropanecarboxaldehyde 70 C4H60 001489-69-6 9
4 Butane, 1-chloro-3-methyl- 106 C5H11C1 000107-84-6 9

5 Methyl vinyl ketone 70 C4H60 000078-94-4 7

Abundance Scan 188 (3.193 min): BF124310.D\data.ms (-184) (-) m/z 55.00 100.00%
55.0
41.1
5000
70.0
R SRR
2.80 3.00 3.20 3.40 3.60
| M‘WM‘m_m_m_m m/z 41.10  82.15%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2122: 1-Butanol, 3-methyl-
42.0 58.0
29.0 L
5000 I L LU B I
700 2.80 3.00 3.20 3.40 3.60
m/z 42.10 79.09%
O }‘\‘\‘\‘\!\‘\\\\“‘\\\\‘\\8\7;0‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #208: Aziridine, 1-methyl-
42.0
R R RREEEEE
15.0 570 2.80 3.00 3.20 3.40 3.60
5000 28.0 m/z 43.00 63.82%
A I Y
miz--> 10 20 30 40 50 60 70 80 90 A M A
Abundance #550: Cyclopropanecarboxaldehyde “‘ﬁW““‘H“‘H‘ﬁ‘ﬂ
41.0 2.80 3.00 3.20 3.40 3.60
m/z 57.10 51.17%
5000 70.0
29.0
m/z--> 10 20 30 40 50 60 70 90 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.034 7.64 ng 66838 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
2 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 28
3 2-Nonanone 142 C9H180 000821-55-6 23
4 3-Pentanol 88 C5H120 000584-02-1 17
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 501 (5.034 min): BF124310.D\data.ms (-498) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 Wf\\\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ ‘ 4.80 5.00 5.20 5.40
0 HWH‘_H‘_w!:uwu‘u;HH_‘H_Mm:_www m/z 59.00 71.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 /\\\\\‘\\\\‘\\\\‘\\\\‘\\\
59.0 4.80 5.00 5.20 5.40
m/z 101.10  25.45%
15.0 101.0
0 2%\ Ll | 830 | ‘
H\‘\\f\‘\\f\[\\\\[\\H[\IH‘HH‘HH‘\H\‘H\\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8378: 3-Pentanol, 2,2-dimethyl-
59.0
e RAREEEEE
410 4.80 5.00 5.20 5.40
5000 ’ m/z 58.10 17.67%
87.0
27.
0 14)'0 T | \‘ ‘ “ | *‘20 L 10\1'0 115.0
R S L R R RA RN aEa s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #19930: 2-Nonanone AR REEa b
43.0 4.80 5.00 5.20 5.40
m/z 41.00 14.20%
5000
58.0
71.0
84.0
bbbl e e 1990
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.016 3.64 ng 40899 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 42
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 40

4 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 39

5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 38
Abundance Scan 1008 (8.016 min): BF124310.D\data.ms (-1006) (-) m/z 57.10 100.00%
57.1
5000
87.0 ‘\\A\\‘\\\\‘\\\AJ\’A\\\\‘A\\
‘ ‘ ‘ 7.60 7.80 8.00 8.20 8.40
0 MWH“MMQ m_h‘_m‘m‘_m_m_ m/z 45.00 88.94%
m/z--> 20 60 80 100 120 140 160 180
Abundance #32655. Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 | B EL LA B I
29.0 7.60 7.80 8.00 8.20 8.40
m/z 40.90 30.49%
87.0
O T ‘ \‘H“\‘\“‘H‘\ T H\ \‘h\ ‘ \“\‘\ \:}'0\7\\0\ ‘ ?‘\3\2\()‘ LU ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
s A RERREEET
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.10 18.90%
89.0
0 26\:‘9 | M 690 || | 1190 14201630
e = e
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- s A Raan B
57.0 7.60 7.80 8.00 8.20 8.40
m/z 87.00 17.84%
5000
29.0
‘ 85.0
obo i b Al gl |l do7oasL0
m/z--> 20 40 60 80 100 120 140 160 180 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\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.604 2.50 ng 34527  Acenaphthene-die 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 93
2 Triallyl cyanurate 249 C12H15N303 000101-37-1 25
3 Dodecane, 3-cyclohexyl- 252 C18H36 013151-83-2 23
4 Tridecane, 3-cyclohexyl- 266 C19H38 013151-88-7 23

5 Glycine, N-(3-methyl-1-oxo-2-but... 171 C8H13NO3 056009-34-8 12

Abundance Scan 1448 (10.604 min): BF124310.D\data.ms (-1445) (- m/z 83.10 100.00%
3.1

56.0 249.1
5000
124.9 208.1 T ‘A‘ T )
H | : 10.50 11.00
bl b L L w2 os2.10 72.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101218: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0 249.0
A
5000 56 0 T T T T T T T T
. 208.0 10.50 11.00
125.0 m/z 249.10 57.51%
oo | || | gsioazeo || |
H‘\H\‘\\H‘\H\‘H\‘HH‘\\H‘HH‘\H\‘HH‘\H\‘\H\‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101209: Triallyl cyanurate
41.0 820 n

N R A T
10.50 11.00

5000 m/z 56.00 55.41%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104195: Dodecane, 3-cyclohexyl- — A ‘
57.0 83.0 10.50 11.00
m/z 41.10 51.43%
5000
29-0 125.0
LT
ST O Ot v B DU RO Y Y WTVY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\

Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

arch Compound Report

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzenamine, 2,4,6-tribromo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.427  2.45ng 35193  Phenanthrene-dio 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,6-tribromo- 327 CoHaBraN 000147-82-0 50
2 Bromophos 364 C8H8BrCl203PS ©002104-96-3 10

3 Glutaric acid, ethyl 2,2,3,3,4,4... 374 C12H14F804
4 2,5-Di(trifluoroacetyloxy)acetop... 344 C12H6F605
5 Glutaric acid, hexyl 2,2,3,3,4,4... 430 C16H22F804

Abundance Scan 1588 (11.427 min): BF124310.D\data.ms (-1585) (-]

1000359-67-5 10
1000365-30-5 9
1000359-68-1 9

m/z 328.80 100.00%

328.8
62.0 140.9
5000
249.9
196.7 LN
a TR e o0
0 “H_m‘“m‘_”‘ b AL m/z 330.80  84.15%
miz--> 100 150 200 250 300 350
Abundance #166928:Benzenanﬂne,Z/k64ﬂbromo-
329.0
I
5000 T ‘ T T T
62.0 11.50
‘ ‘ 170.0 250.0 m/z 140.90 61.35%
0 mH\w‘u‘\‘M H““H‘\\“\ H“\“h“‘l““‘\“ e
m/z--> 0 100 150 200 250 300 350
Abundance #193399: Bromophos
33L.0
IN—
11.50
5000 125.0 m/Z 62.00 55.13%
79.0
ol M “M ‘ »“?5‘9‘_‘ %wmm‘u N
miz--> 50 100 150 200 250 300 350 )\
Abundance #198927: Glutaric acid, ethyl 2,2,3,3,4,4,5,5-octafluoropel e
329.0 11.50
m/z 302.65 41.78%
259.0
5000 143.0
42.0 87.0
bkl L L mso Ll || emo L1
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownll.886 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.886 2.13ng 30639 Phenanthrene-d1o 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011  @14641-93-1 27
2 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 27

3 Trichloroacetic acid, 2-tetradec... 358 C16H29C1302 1000282-06-6 27
4 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 25

5 Butyraldehyde, semicarbazone 129 C5H11N30 013183-21-6 25
Abundance Scan 1666 (11.886 min): BF124310.D\data.ms (-1662) (1 m/z 60.00 100.00%
60.0
5000
97.0 1291 213.1
— b
NTTYRN
oHH"H‘MH‘,HH_‘H_HW m/z 73.10  97.26%
miz--> 50 100 150 200 250
Abundance #177860: .alpha.-D-Glucopyranose, 4-O-.beta.-D-galacto
73.0
5000 !l T \h\n\ \nﬁ‘ A\ QA\A
29.0 11.50 12.00
m/z 55.10 94.82%
145.0
N B3 ], 1910 2330 2750
miz--> 50 100 150 200 250
Abundance  #181286: 3-Chloropropionic acid, heptadecyl ester
57.0
97.0 HL e
11.50 12.00
5000 ITI z 41.00 73.26%
ol 13 9‘1710 2100 250.0
! oy e e
miz--> 50 100 150 200 250 WA{M W\M
Abundance #189052: Trichloroacetic acid, 2-tetradecyl ester
410 11. 50 12 00
m/z 43.00 61.03%
5000
830
196.0
ol—L M‘H‘ HH‘H‘ “1550‘ . ‘h‘ T \M — —r
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl4.633 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.633 2.04 ng 23410 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 38
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 37
3 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 36
4 Phthalic acid, 2-ethylhexyl hexy... 362 C22H3404 1000309-02-5 12
5 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 12
Abundance Scan 2133 (14.633 min): BF124310.D\data.ms (-2130) (- m/z 70.10 100.00%
a1 149.0
261.1
5000
2 191.1
H ‘ H‘ ‘ | 14.50 15.00
o' m_H‘w‘H‘““m‘_‘m“_m_” m/z 149.00  82.00%
mlz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0 n h
5000 T Mn‘n\ \A \WM ‘M—vﬂ‘
14.50 15.00
m/z 57.00 67.89%
. M ‘h‘ . ‘ 112050 | |3040 3610
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #207809: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0 261.0
—— —
14.50 15.00
5000 m/z 261.15 62.29%
167.0
024 1 U S I ‘ | 3040 3610
miz--> 50 100 150 200 250 300 350
Abundance #207685: Terephthalic acid, di(4-octyl) ester —— ——
261.0 14.50 15.00
m/z 55.10 61.04%
167.0
5000
112.0
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 wunknownl4.851 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.851 2.34 ng 23273 Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 43
2 Squalene 410 C30H50 000111-02-4 43
3 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 37
4 Geranyl phenylacetate 272 C18H2402 000102-22-7 27
5 Nerolidol 2 222 C15H260 1000285-43-6 25

Abundance Scan 2170 (14.851 min): BF124310.D\data.ms (-2168) (1 m/z 69.00 100.00%
69.0

}

5000
137.4  209.0
i T
ol ML e m/z 81.20 69.14%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosay
69.0
5000 MNMM[\ e W
14.50 15.00
m/z 41.05 56.09%
121.0
O‘ T \ ‘\““1 HH\L““H\ \M\M\ ‘i \H\ \2\??\0\ T ‘2\7\3\(\)‘ T \3\4.\2‘()\\ T ‘ T
m/z--> 0 100 150 200 250 300 350 400
Abundance #215933: Squalene
69.0
— e
14.50 15.00
5000 ITI/Z 67.20 29.76%
137.0
0 170\\ I ‘ il h” H H u‘“ l‘ b “9‘.;'.‘0 , 273.0 34;"0 410.!
A R B e e L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-

69.0 14.50 15.00
m/z 67.90 21.50%

5000

H 137.0 190
0 \‘ Il \‘\ ‘\ 1l s wH\ I H‘\

m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00

e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 unknownl5.309 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.309 3.04 ng 30257 Perylene-di2 15.486

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-2-phenoxymethyl-4-pyrim... 215 C12H13N30 067386-50-9 18
2 5-Benzoyl-3H-imidazole-4-carboxy... 215 C11H9N302 1000317-72-1 9
3 N-(2-Acetylcyclopentylidene)cycl... 207 C13H21NO 1000100-48-5 9
4 N-Methyl-1-adamantaneacetamide 207 C13H21NO 031897-93-5 9
5 Carbonic acid, monoamide, N-(2-e... 207 C12H17NO2 1000340-19-1 9
Abundance Scan 2248 (15.309 min): BF124310.D\data.ms (-2246) (1  m/z 207.10 100.00%
207.1
5000| 57.0 1413 280.9
445.4
— ——
LA L) |
oH,HH ‘Jm‘mwmwHHWHWHWHW m/z 215.10  90.33%
mlz--> 100 150 200 250 300 350 400 450
Abundance #73383. 6-Methyl-2-phenoxymethyl-4-pyrimidinylamine
215.0
109.0
5000 — ——
15.00 15.50
54.0 m/z 57.05 46.37%
m/z--> 100 150 200 250 300 350 400 450
Abundance #73359. 5-Benzoyl-3H-imidazole-4-carboxylic acid, amide
215.0
— ——
77.0 15.00 15.50
5000 m/z 141.30 39.99%
‘ 1440 ‘
YT 7D U ki ¥ 1
miz--> 50 100 150 200 250 300 350 400 450 H
Abundance #66949: N-(2-Acetylcyclopentylidene)cyclohexylamine LA
207.0 15.00 15.50
m/z 280.90  39.83%
124.0
5000 (1.0
LU R
m/z--> 5 100 150 200 250 300 350 400 450 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061421\
Data File : BF124310.D

Acqg On : 14 Jun 2021 17:13
Operator : JU/CG

Sample : M2687-09

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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|
3-Buten-2-o0l1, 2... 2.187 10.7 ng 93743 1 6.828 174930 20.0
1-Butanol, 3-me... 3.193 2.8 ng 24296 1 6.828 174930 20.0
2-Pentanone, 4-... 5.034 7.6 ng 66838 1 6.828 174930 20.0
Ethanol, 2-(2-b... 8.016 3.6 ng 40899 2 8.110 224877 20.0
1,3,5-Triazine-... 10.604 2.5 ng 34527 3 9.869 275711 20.0
Benzenamine, 2,... 11.427 2.5 ng 35193 4 11.357 287450 20.0
unknown11.886 11.886 2.1 ng 30639 4 11.357 287450 20.0
unknownl4.633 14.633 2.0 ng 23410 5 14.009 229402 20.0
unknownl14.851 14.851 2.3 ng 23273 6 15.486 198879 20.0
unknown15.309 15.309 3.0 ng 30257 6 15.486 198879 20.0
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