LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124010.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 14 rVB 226498 293407 43.51% 3.910%
2 2.252 24 28 33 rvB2 17090 23786 3.53% 0.317%
3 5.104 510 513 522 rVB 56153 61989 9.19% 0.826%
4 5.516 578 583 586 rBV 576894 508291 75.38% 6.774%
5 6.522 750 754 761 rBV 626369 531962 78.89% 7.089%

6 6.904 816 819 823 rBV 450988 343537 50.94%
7 7.463 910 914 917 rBV 480300 367266 54.46%
8 8.192 1034 1038 1041 rBV 528180 449366 66.64%
9 9.263 1217 1220 1223 rBV 906301 674345 100.00%

9.381 1236 1240 1243 rBV 24158 20532  3.04%

[ eIV, BN SN N
Xe]
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(o]
R

11  9.657 1283 1287 1292 rBV 20721 18486 2.74%
12 9.945 1332 1336 1346 rBV 666198 555282 82.34%
13 10.733 1466 1470 1480 rBV 460585 451382 66.94%

OO NN
[
=
U1
IS

14 10.916 1497 1501 1503 rBV2 9107 8752 1.30% 117%
15 10.945 1503 1506 1509 rVB2 8086 9426 1.40% 126%
16 11.092 1528 1531 1534 rBV3 7854 8642 1.28% 0.115%
17 11.31@ 1561 1568 1569 rBV3 5799 10596 1.57% 0.141%
18 11.433 1585 1589 1592 rBV 628323 527848 78.28% 7.034%
19 11.457 1592 1593 1596 rVB 34549 18662 2.77%  0.249%
20 11.651 1622 1626 1630 rBV3 5604 10446 1.55% ©.139%
21 11.951 1672 1677 1682 rBV5 45013 63084 9.35% 0.841%
22 12.045 1690 1693 1696 rBV3 11098 11764 1.74% 0.157%
23 12.251 1726 1728 1731 rBV3 9544 8688 1.29% 0.116%
24 12.645 1792 1795 1799 rBV 83912 76450 11.34%  1.019%
25 12.739 1808 1811 1814 rBV6 15131 14569 2.16% ©.194%
26 12.874 1831 1834 1836 rBV 64074 46755 6.93% 0.623%
27 13.016 1854 1858 1861 rBV 773791 630850 93.55%  8.407%
28 13.104 1869 1873 1874 rBV4 8728 10895 1.62% ©.145%
29 13.151 1878 1881 1884 rVB5 8701 10442 1.55% 0.139%
30 13.710 1973 1976 1981 rBV7 18788 18438 2.73% 0.246%

31 13.851 1991 2000 2008 rBV7 63844 257197 38.14%
32 13.916 2008 2011 2017 rVB 149436 168003 24.91%
33 14.074 2033 2038 2041 rBV 465417 460715 68.32%

OO0 NW
=
N
(]
R

34 14.239 2063 2066 2068 rBv4 20965 16940  2.51% 226%
35 14.410 2090 2095 2096 rBV5 21605 32161  4.77% 429%
36 14.439 2096 2100 2102 rVV5 18199 25813 3.83% 0.344%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.557 2116 2120 2125 rVB7 42708 80701 11.97% 1.075%
38 15.010 2195 2197 2199 rVB3 26695 22315 3.31% 0.297%
39 15.098 2210 2212 2213 rBV2 15604 8760 1.30% 0.117%
40 15.127 2215 2217 2220 rVWW4 23663 33711 5.00% 0.449%
41 15.210 2228 2231 2233 rBvV2 33780 38712 5.74% 0.516%
42 15.568 2288 2292 2297 rBV 212513 287642 42.66% 3.833%
43 16.057 2372 2375 2379 rVB3 60395 78356 11.62% 1.044%
44 16.115 2383 2385 2392 rVB8 34837 64685 9.59% 0.862%
45 16.310 2416 2418 2422 rVB5 16047 12815 1.90% 0.171%
46 17.609 2637 2639 2641 rBV3 12239 8976 1.33% 0.120%
47 17.657 2645 2647 2648 rBV2 13031 10219 1.52% 0.136%
48 17.709 2651 2656 2661 rBV9 34272 71713 10.63% 0.956%
49 17.927 2691 2693 2695 rBV3 16391 14906 2.21% 0.199%
50 17.998 2703 2705 2708 rBvV4 11902 8947 1.33% 0.119%
51 18.298 2753 2756 2757 rBV3 12298 14827 2.20% 0.198%
Sum of corrected areas: 7504052
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 May 2021 15:39
: M2468-01 2X

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
BF124010.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: BF124010.D\data.ms

6.522
5.516

7.463

6.904

134

5.104
.252

0
Time-->
Abundance

800000

600000

400000

200000

L L L B L L L L L I L L L I L B L L L L L B L L L B L L IR B I

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

TIC: BF124010.D\data.ms
9.263
13.016

9.945
11.433

8.192
10.733

12.6432.874
73 3081

L

9.381
22 9.657

0

Time-->

Abundance

800000

600000

400000

200000

11457

1‘[D%0921.31¢)L311.651

. IS IS Mo SRS

10.00 1050 11.00 11.50
TIC: BF124010.D\data.ms

H .6452.251
T

12.00 12.50 13.00

14.074

175687729208 18,298

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.134 17.08 ng 293407 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 47
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 33
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
Abundance Scan 8 (2.134 min): BF124010.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431 5.1
87.1
AT
‘ ‘ 2.202.302.402.50

oH_‘H‘HH_H“‘,Jmwmw‘HHi‘mwm_ww‘ m/z 43.10  49.00%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #4492: Butane, 2-methoxy-2-methyl-

73.0
5000 L L B B R
43,0 950 2.202.302.402.50
87.0 m/z 55.10 44.91%
27.0 ‘
OH‘HH‘H\m“{H\“’1\‘\\‘\‘\1‘\“HHH\lu‘uu‘uu‘\.\u‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
e A RAAEEREEEmS S
55.0 2.202.302.402.50
5000 43.0 m/z 87.10 27.83%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol R RAEAR R
73.0 2.202.302.402.50
m/z 41.00 15.68%
87.0
410 550
5000
29.0
150 “M ‘\ M
Ottt e e e e N AR RRARERARRE Y
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.104 3.61 ng 61989 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 59
3 Guanidine 59 CH5N3 000113-00-8 53
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 40
5 3-Hexanol 102 C6H140 000623-37-0 36
Abundance Scan 513 (5.104 min): BF124010.D\data.ms (-510) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 S N SV N S
83.1 4.80 5.00 5.20 5.40
Ot e e e e M/Z 59.100 75.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R A REEEEEEEsm e
59.0 4.80 5.00 5.20 5.40
m/z 101.10 21.43%
O \\\‘\\\\‘\\\‘3}“]1\.\0\\“ui\\‘\\}\‘\\\\‘\\\\8‘?"\.\0\‘\\\]-\()“]\“\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
A e aE
4.80 5.00 5.20 5.40
5000 m/z 57.90 17.25%
41.0 101.0
27.0 '
b 280 S I 720 B39 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #256: Guanidine A RAmaa e
43.0 59.0 4.80 5.00 5.20 5.40
m/z 41.00 7.13%
5000 18.0
1.0
o) S S Y N —— S NN | S—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Dodecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.951 2.39 ng 63084  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 58
2 Undecanoic acid 186 C11H2202 000112-37-8 47
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 38
4 n-Decanoic acid 172 C10H2002 000334-48-5 35
5 Nonanoic acid 158 C9H1802 000112-05-0 35

Abundance Scan 1677 (11.951 min): BF124010.D\data.ms (-1672) (1 m/z 59.90 100.00%

50.9
5000
129.1
T ) ‘Mm‘m‘hw
1{71 .2 213.0 12.00
o’ “‘M“!‘ Ll m/z 55.60 95.65%
mlz--> 50 100 150 200 250 300 350
Abundance #61117: Dodecanoic acid
73.0
5000 T
29. 12.00
2000 m/z 42.95 75.27%
O\\“‘\ LJ‘“‘
m/z--> 50 100 150 200 250 300 350
Abundance #50052: Undecanoic acid
60.0
——
12.00
5000 m/z 73.00 71.40%
129.0
1860
oted ‘EH‘”‘ JM ‘ it
miz--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt AM‘W‘MMMMLL
60.0 12.00
m/z 57.00 65.54%
127.0
5000
ol Ly gl “‘\ LA 2160 2730 394 S
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl3.85 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.851 11.17 ng 257197 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexene-1-butanal, .alpha.... 208 C14H240 021632-06-4 35
2 n-Nonenylsuccinic anhydride 224 C13H2003 028928-97-4 30
3 2(1H)-Naphthalenone, 5-[2-(3-fur... 302 C208H3002 059742-40-4 30
4 Benzamide, 2-fluoro-N-(2-methoxy... 259 C15H14FNO2 331270-36-1 22
5 Benzaldehyde, 4-fluoro- 124 C7HSFO 000459-57-4 22
Abundance Scan 2000 (13.851 min): BF124010.D\data.ms (-1991) (-  m/z 55.05 100.00%
55.0
121.0
5000 1753 227.2
— ——
‘ 13.50 14.00
oL m/z 121.00  76.03%
m/z--> 50 100 150 200 250 300 350
Abundance #67866: 1-Cyclohexene-1-butanal, .alpha.,2,6,6-tetrametl
41.0 1238.0
81.0 NNMWW
5000 | \* LIS
175.0 13.50 14.00
m/z 69.05 65.88%
O ‘ whm‘\‘\‘\ “‘ ‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #80872: n-Nonenylsuccinic anhydride
69.0
— ——
13.50 14.00
5000 124.0 m/z 123.00 54.02%
29.
‘ 1950
0! ‘H\ ‘\‘H M\m M H\\ Hh L \\ “‘ e
miz--> 50 100 150 200 250 300 350
Abundance #146608: 2(1H)-Naphthalenone, 5-[2-(3-furanyl)ethyl]octe — —
95.0 13.50 14.00
41.0 m/z 95.10  53.36%
5000 302.0
37.0 208.0
0l I 290 | - S
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF051421.M Fri May 21 14:35:29 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl3.91 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.916 7.29 ng 168003 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 38
2 1-Octene, 6-methyl- 126 C9H18 013151-10-5 25
3 1-Hexene-3,5-dione 112 C6H802 052204-69-0 25
4 Undecane 156 C11H24 001120-21-4 20
5 3-Heptene, 5-methyl- 112 C8H16 013172-91-3 18

Abundance Scan 2011 (13.916 min): BF124010.D\data.ms (-2008) (- m/z 57.10 100.00%
1

5
97.1
5000
o
267.0 327.0 :
0 “““MAH m/z 55.00 96.11%
m/z--> 50 100 150 200 250 300 350
Abundance #210293: Oxalic acid, cyclobutyl octadecyl ester
55.0
5000 T
14.00
m/z 43.10 70.81%
‘ ‘ 97.0
O \h‘\ ‘\H‘ \“h \“M\M‘“‘ \‘ \1\3\9-‘()\ LI ‘ L ‘ T \2\97‘.\0\ T ‘\
miz--> 50 100 150 2000 250 300 350
Abundance #11523: 1-Octene, 6-methyl-
55.0
——
14.00
m/z 41.10 64.54%
5000 97.0
0
m/z--> 50 100 150 2000 250 300 350
Abundance #6366: 1-Hexene-3,5-dione T
43.0 14.00
m/z 83.10 57.28%
B | WﬂwwqwtﬂwwhwmeVWMWMk
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl14.55 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.557 3.50 ng 80701 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Bromo-2-hydroxy-2-cyclopenten-... 176 C5H5Bro02 003019-83-8 43
2 1,1,1,3,3,3-Hexafluoro-2-(triflu... 236 C4HF90 002378-02-1 43
3 Cyclopentanecarboxylic acid, 2-m... 204 C13H1602 055229-43-1 43
4 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13BroO 021690-26-6 43
5 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 43

Abundance Scan 2120 (14.557 min): BF124010.D\data.ms (-2116) (. m/z 57.10 100.00%
=
97.0

5000

167.3207.0 —— :
‘ 5.1 3180 371. 14.50

I “u“ I“ ‘h[\ “ M ‘“ ‘H“ ‘U ‘ ‘L‘ “ ‘ m/z 97.05 79.91%
m/z--> 0 50 100 150 200 250 300 350

Abundance #42683: 3-Bromo-2-hydroxy-2-cyclopenten-1-one

o

97.0 176.0
s000, 410 — ‘
14.50
m/z 69.00 73.95%
0 \‘\“H\M“i‘“\“\‘ i "‘\%3\6\.?\ L B L L
m/z--> 0 50 100 150 200 250 300 350
Abundance #90978: 1,1,1,3,3,3-Hexafluoro-2-(trifluoromethyl)-2-prop:
69.0
T \
14.50
5000 197.0 m/z 67.90 57.91%
147.0
290, a0 | | | a0
m/z--> 0 50 100 150 200 250 300 350 hMMW
Abundance #64153: Cyclgpentanecarboxylic acid, 2-methylphenyl es L ‘
97.0 14.50
m/z 83.05 54.76%
5000
41.0
‘ 204.0
or—t—— —
m/z--> 0 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39

Operator Ju/caG

Sample : M2468-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 8 unknownl5.12 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.127 2.34 ng 33711 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dihydroisoquinolin, 1-benzyl... 253 C16H15NO2 017578-74-4 47
2 Chroman-4-one, 2,3-dehydro-7-hyd... 253 C15H11NO3 065047-28-1 47
3 Thiazole, 2-amino-4,5-diphenyl- 252 C15H12N2S 006318-74-7 38
4 12H-[1,3]Benzothiazolo[2,3-b]Jqui... 252 C14H8N20S 1000338-32-6 35
5 1-Formyl-4-hydroxyanthraquinone 252 C15H804 092011-74-0 35

Abundance Scan 2217 (15.127 min): BF124010.D\data.ms (-2215) (-]

5000

0,

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

m/z-->

252.0

25p.1
26.1
560 952 1488 . o 250, 326
50 100 150 200 250 300 350
#104809: 3,4-Dihydroisoquinolin, 1-benzyl-6,7-dihydroxy-
252.0
91.0
206.0
\\\5‘]‘7.9‘\”\ ‘\‘ “‘\ \\\:‘LG\S\.‘O\\ “\ T \M\ }‘\\\\‘\\\\‘\
50 100 150 200 250 300 350

#104745: Chroman-4-one, 2,3-dehydro-7-hydroxy-2-metr

m/z 252.10 100.00%

=

15.00 15.50
m/z 250.10 32.01%
Lt m(\” ATl
15.00 15.50
m/z 253.30 23.09%

3

15.00
m/z 253.00

15.50
20.22%

117.0
2501116001960
5‘0 160 15‘0 260 25‘0 360 35‘0
#103909: Thiazole, 2-amino-4,5-diphenyl-
252.0 15.00 15.50
m/z 326.15 16.25%
103.0 165.0 210.0 MW/MW
““5]‘7"0‘\\‘ | ‘“\HMH“L‘\‘ ‘\‘\‘!\“m \HH“H“‘ —— ——
50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl5.21 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.210 2.69 ng 38712 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 47
2 Tricosane 324 (C23H48 000638-67-5 47
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 43
4 Eicosane, 10-hexyl-10-methyl- 380 C27H56 055282-32-1 37
5 3,3,13,13-Tetraethylpentadecane 324 C23H48 1000360-42-3 25

Abundance Scan 2231 (15.210 min): BF124010.D\data.ms (-2228) (-1 m/z 57.05 100.00%
57.0

2000 WJW
327.3 15.00 15,
1 113116222088 4 15.00 15.50
04+ “u’m \whh‘\u" Mul\ u\mh.“l\‘hw ‘mw Ly Hy T M\ : U“\ ”\‘ e m/z 71.00 46 .09%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57.0
5000 T ——
15.00 15.50
268.0 m/z 43.10 45.24%
13.0
169.0
O‘\\‘\‘\"\l‘\“‘\“]\I\A\“"‘\‘\ \‘\“#\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57.0
— —
15.00 15.50
5000 ITI/Z 85.10 27.50%
324.0
h ‘ 267.0
04—l u“n,m‘m‘ HmmumH_m_m_m
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl- T T
57.0 15.00 15.50
m/z 55.00 15.93%
5000
295.0
0 ‘ L\ H}\ IL\ \1\13 1\0 | 1\6\9 p 225 0 “ 435.(
A A e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Eicosane, 2,6,10,14,18-pent... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.057 5.45 ng 78356 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 2,6,10,14,18-pentamethyl- 352 C25H52 051794-16-2 70
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 60
3 Nonadecane, 1-chloro- 302 C19H39C1 062016-76-6 52
4 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 49
5 Tridecane 184 C13H28 000629-50-5 49

Abundance Scan 2375 (16.057 min): BF124010.D\data.ms (-2372) (- m/z 57.10 100.00%

57.1
5000
T T \
1129 4753 328.2 ‘ 16.00
l | “ “ ‘ | 245.0 : 405.;
0\\kq"W\M”‘WWMW“WMHWMMJN‘\H\W\WW\ﬂM\\\‘H m/z 43.05 71.84%
mlz--> 50 100 150 200 250 300 350 400
Abundance #185536: Eicosane, 2,6,10,14,18-pentamethyl-
57.0
5000 - :
16.00
113.0 m/z 71.05 46.91%
‘ ‘ ‘ 352.0
O \\\“\\\”‘\“‘ \“\‘\ ““\“\ \“\‘L \‘\“\“\ “\“\2\9\5‘\0\\\“‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T T \
16.00
5000 ITI/Z 85.10 28.98%
113.0
o Ll a0 o0
miz-> 50 100 150 200 250 300 350 400
Abundance #146523: Nonadecane, 1-chloro- T
57.0 16.00
m/z 69.05 22.22%
0 \‘ ! u‘ \\ \ ), 147.0 203.0245.0 30\2 0
el ““H“‘““H““““H“““‘_ —r
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 11 unknownl6.11 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.115 4.50 ng 64685 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Endo-tricyclo[5.2.1.0(2.6)]decane 136 C10H16 1000215-28-8 18
2 Sorbic Acid 112 C6H802 000110-44-1 14
3 Bicyclo[2.2.2]oct-5-en-2-one, 7-... 138 C8H1002 1000153-14-9 14
4 Spiro[bicyclo[3.3.0]octan-6-one-... 150 C10H140 1000152-21-9 14
5 8-Thiabicyclo[5.1.0]octane 128 C7H12S 053907-79-2 10

Abundance Scan 2385 (16.115 min): BF124010.D\data.ms (-2383) (- m/z 69.10 100.00%

69.1
155.2
5000

206.3 266.1
324.1 383.4 430,

T T
16.00 16.50

0! m/z 83.05 84.48%
mlz--> 50 100 150 200 250 300 350 400
Abundance #15783: Endo-tricyclo[5.2.1.0(2.6)]decane
93.0
5000 28.0 —— P
16.00 16.50
‘ m/z 57.10 80.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #6358: Sorbic Acid
97.0
—— —
16.00 16.50
5000, 390 m/z 97.10 66.56%
o -
miz--> 50 100 150 200 250 300 350 400
Abundance #17400: Bicyclo[2.2.2]oct-5-en-2-one, 7-syn-hydroxy- P ——
95.0 16.00 16.50

m/z 95.10 61.45%

5000

39.0
I “}M i\\h“n‘

l}l
L T L L L L B L L L B B A

— —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 12 unknownl7.70 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.700 409 ng 71713 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrrolo[2,3-b]quinoxalin-2-im... 354 C23H22N4 1600271-61-3 27
2 Gonane-3-one, 4,10,13-trimethyl-... 360 C22H3204 1000198-01-3 17

3 Benzofuran-2-carboxylic acid, (2... 303 C1l6H11F2NO3 1000311-07-8 9
4 3-Amino-2-(3-chloro-phenoxymethy... 301 C15H12CIN302 1000294-99-0 9
5 N-(4-Methoxy-2-nitro-phenyl)-2-(... 372 C17H16N404S 1000295-76-2 9

Abundance Scan 2656 (17.709 min): BF124010.D\data.ms (-2651) (- m/z 43.10 100.00%

431
145.2
95.0 191.1
5000 381.2
253.0 303.0 :
—— —
17.50 18.00
0L— m/z 145.20  76.15%
mlz--> 50 100 150 200 250 300 350 400
Abundance #186911: 1H-Pyrrolo[2,3-b]quinoxalin-2-imine, 2,3,3a,4,9
145.0
77.0 MW%MW
5000 LS. LI
3510 / 11’55 00 12.700217
‘ 209.0 m/z . .21%
O “Q‘ \“‘\‘\ “‘“"‘}\‘\H\ ‘ ‘ L \“h‘ T \‘\2‘6\].;0\ T ‘ UL ‘H\ LI ‘ T
m/z--> 100 150 200 250 300 350 400
Abundance #190763. Gonane-3-one, 4,10,13-trimethyl-4,5-epoxy-17-
43.0
—— —
17.50 18.00
5000 ITI/Z 149.05 65.99%
2140 274.0
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #147020: Benzofuran-2-carboxylic acid, (2-difluorometho; — 7
145.0 17.50 18.00
m/z 95.05 61.90%
5000 89.0
BQT 236.0 303.0
ol bl | 1900
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052021\
Data File : BF124010.D

Acqg On : 20 May 2021 15:39
Operator : JU/CG

Sample : M2468-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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|
Butane, 2-metho... 2.134 17.1 ng 293407 1 6.904 343537 20.0
2-Pentanone, 4-... 5.104 3.6 ng 61989 1 6.904 343537 20.0
Dodecanoic acid 11.951 2.4 ng 63084 4 11.433 527848 20.0
unknown13.85 13.851 11.2 ng 257197 5 14.074 460715 20.0
unknown13.91 13.916 7.3 ng 168003 5 14.974 460715 20.0
unknownl14.55 14.557 3.5 ng 80701 5 14.074 460715 20.0
unknown15.12 15.127 2.3 ng 33711 6 15.574 287642 20.0
unknown15.21 15.210 2.7 ng 38712 6 15.574 287642 20.0
Eicosane, 2,6,1... 16.057 5.5 ng 78356 6 15.574 287642 20.0
unknownl6.11 16.115 4.5 ng 64685 6 15.574 287642 20.0
unknownl7.70 17.709 5.0 ng 71713 6 15.574 287642 20.0
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