LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.169 9 14 21 rVB2 425369 615239 31.41% 1.902%
2 2.746 105 112 116 rBvV 114825 180903 9.24% 0.559%
3 4_.575 418 423 432 rVB2 62703 82356 4.21% 0.255%
4 5.122 510 516 521 rVB 340574 340655 17.39% 1.053%
5 5.528 578 585 588 rBY 2129429 1915081 97.79% 5.919%
6 6.381 719 730 733 rBV3 89681 173835 8.88% 0.537%
7 6.534 750 756 761 rVB 1944094 1936440 98.88% 5.985%
8 6.581 761 764 766 rVB 121244 89675 4 _.58% 0.277%
9 6.610 766 769 775 rVB2 57952 84296 4 _.30% 0.261%
10 6.687 778 782 785 rBVY 2459133 1958459 100.00% 6.053%

11 6.745 789 792 797 rVB2 175324 194090 9.91% 0.600%
12 6.793 797 800 807 rBv4 51769 103080 5.26% 0.319%
13 6.922 817 822 825 rBV 1596738 1239317 63.28% 3.830%
14 6.981 828 832 837 rBV3 90756 121660 6.21% 0.376%
15 7.075 845 848 852 rBV 1801848 1550693 79.18% 4_.793%

16 7.169 861 864 867 rBv2 62600 80143 4_.09% 0.248%
17 7.240 872 876 883 rBv3 131305 163908 8.37% 0.507%
18 7.322 886 890 894 rBV3 81996 111782 5.71% 0.345%
19 7.410 899 905 910 rvv 142516 248654 12.70% 0.769%
20 7.457 910 913 914 rvv2 118398 107817 5.51% 0.333%

21 7.481 914 917 920 rVvV 1307159 1132585 57.83% 3.500%
22 7.516 921 923 928 rvV 127731 141913 7.25% 0.439%

23 7.557 928 930 935 rvB4 69578 89178 4 _55% 0.276%
24 7.857 978 981 984 rBV3 57353 81075 4.14% 0.251%
25 7.945 994 996 1000 rBV3 63435 85788 4_.38% 0.265%

26 8.134 1025 1028 1031 rBV 663112 562917 28.74% 1.740%
27 8.187 1031 1037 1038 rVvVv3 302663 364211 18.60% 1.126%
28 8.210 1038 1041 1043 rVV 1752128 1496922 76.43% 4.627%
29 8.228 1043 1044 1049 rVB 154118 124612 6.36% 0.385%
30 8.310 1054 1058 1064 rVB3 74822 114213 5.83% 0.353%

31 8.569 1099 1102 1109 rVB 338698 351149 17.93% 1.085%
32 8.634 1110 1113 1118 rBV5 75382 115065 5.88% 0.356%
33 8.798 1138 1141 1145 rVB 172179 135817 6.93% 0.420%
34 8.886 1153 1156 1160 rBV 197516 175456 8.96% 0.542%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.922 1160 1162 1167 rVB 280278 215210 10.99% 0.665%

36 8.969 1167 1170 1177 rBV 744950 941771 48.09% 2.911%
37 9.022 1177 1179 1183 rVB 154453 122466 6.25% 0.379%
38 9.286 1220 1224 1227 rBV 2465282 1930310 98.56% 5.966%
39 9.345 1229 1234 1236 rBV 395544 437768 22.35% 1.353%
40 9.434 1245 1249 1252 rBvV4 116522 121019 6.18% 0.374%

41 9.557 1266 1270 1273 rVB2 92805 118054 6.03% 0.365%
42 9.628 1279 1282 1284 rBV 156076 142798 7.29% 0.441%
43 9.681 1288 1291 1296 rVB2 383239 355052 18.13% 1.097%
44 9.781 1305 1308 1311 rVvB3 102150 98920 5.05% 0.306%
45 9.969 1337 1340 1345 rVB 1706385 1474059 75.27% 4 _556%

46 10.110 1360 1364 1367 rBVY 778115 674434 34.44% 2.084%
47 10.169 1372 1374 1378 rVB2 215010 199514 10.19% 0.617%
48 10.333 1397 1402 1406 rBV2 731908 801237 40.91% 2.476%
49 10.375 1406 1409 1411 rBV2 178720 156266 7.98% 0.483%
50 10.486 1426 1428 1434 rVB4 127573 119402 6.10% 0.369%

51 10.586 1440 1445 1447 rBV3 167725 268605 13.72% 0.830%
52 10.757 1471 1474 1477 rBV 1216211 1099048 56.12% 3.397%
53 10.792 1477 1480 1483 rVV2 110503 125118 6.39% 0.387%
54 10.857 1489 1491 1493 rBV2 87509 86886 4.44% 0.269%
55 11.122 1534 1536 1540 rBV2 161084 152257 7.77% 0.471%

56 11.198 1547 1549 1552 rVB 331882 240509 12.28% 0.743%
57 11.316 1567 1569 1575 rBv4 177788 237315 12.12% 0.733%
58 11.463 1591 1594 1598 rBV 1581984 1323442 67.58% 4 _.090%
59 11.639 1621 1624 1626 rBV 299671 277384 14.16% 0.857%
60 11.998 1682 1685 1688 rBV 1382846 1346230 68.74% 4.161%

61 12.186 1713 1717 1722 rBV 1188537 1443844 73.72% 4.462%
62 13.057 1863 1865 1870 rBV 1671196 1577329 80.54% 4_875%

Sum of corrected areas: 32355231

8270-BF111319.M Tue Nov 19 16:09:36 2019 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\

BF117849.D

18 Nov 2019 21:40

Ju

K5792-03 2X

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.17 9.93 ng 615239 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 16
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 12
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 14 (2.169 min): BF117849.D (-9) (-) m/z 73.00 100.00%

73
5000 43 -
87

220 230 240 2.50 2.60
ok L er e L s Nl s 43,00 36.82%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 T T TR
2.20 2.30 2.40 2.50 2.60

43 55 87 m/z 55.00 32.80%

29
L35 1] 67 ||, 80
O R e e e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1996: Silane, tetramethyl-
73

220 2.30 2.40 2.50 2.60

5000 m/z 87.05 25.09%
o2 15 2 35 \\ 5350 65 | 79 88
i AL e o R EARa
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #7506: 2-Methyl-5-hexen-3-ol e
73 2.20 2.30 2.40 2.50 2.60

m/z 41.00 14 .88%

55
43
5000
15 \\\ “ 81

o...,..”,....“...,.”.,...w....,”..q.m.,...w...., Rt st

m/z--> 0 10 20 70 80 90 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Methyl methacrylate Concentration Rank 18

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

2.75 2.92 ng 180903 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl methacrvlate 100 C5H802 000080-62-6 90
2 Methvl 3-butenoate 100 C5H802 003724-55-8 59
3 2-Butenoic acid. methvl ester. (E)- 100 C5H802 000623-43-8 59
4 Cvclopropanecarboxvlic acid. met... 100 C5H802 002868-37-3 50
5 2-Butenoic acid, methyl ester, (Z)- 100 C5H802 004358-59-2 38

Abundance Scan 113 (2.752 min): BF117849.D (-105) (-) m/z 41.00 100.00%
4
69
5000
100 USRS S S S
47 53 59 85 | 240 2.60 2.80 3.00
o 1. A 0 NN IS PSS | W m/z 69.00 70.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3682: Methyl methacrylate
a1 69
5000
100 240 2.60 2.80 3.00
m/z 38.95 52.21%
15 29 59 85
al Nl . 53|| | |
G L R U UL AL S UL UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3679: Methyl 3-butenoate
a4
240 2.60 280 300
5000 59 m/z 100.00 25.08%
69 100
0 27 33 |||l 53] 77 85 o1
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #3749: 2-Butenoic acid, methyl ester, (E)-
69 240 2.60 2.80 3.00
m/z 99.00 18.47%
5000 41
85 100
s 28 59
0"'|“t'|'“ﬁu"”i*'“|??'w'"W"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.12 5.50 ng 340655 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Guanidine 59 CH5N3 000113-00-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 516 (5.122 min): BF117849.D (-510) (-) m/z 43.00 100.00%
43
59
5000
T 750 5ho 520 5a0
o.,....l,':..:',.‘?g..?.3...~,|....,....,....,....,....,2.0.7.. m/z 59.00 59.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R N R I
59 480 500 520 540
m/z 101.00 21.58%
31 g3 101
R R s e e B N A A R A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50
480 5.00 520 540
5000 M m/z 58.00 15.60%
o Il @ 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #257: Guanidine
43 59 480 500 5.20 5.40
m/z 41.00 8.20%
5000
28
O'Iw“'ﬂ"”k""P"'I'”'I"'W""I”"I"”I"" AR SR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.38 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
" 6.38 2.81ng 173835  1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 tert-octvl mercaptan 146 cgHiss 000141-59-3 43

1000192-35-5 35
000106-36-5 22
000103-65-1 18
1000309-19-9 10

2 5-Heptvn-3-0l. 2-benzvloxvy-7-met... 378 C21H3404Si
3 Propanoic acid. propvl ester 116 C6H1202

4 Benzene. propvl- 120 C9H12

5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S

Abundance Scan 730 (6.381 min): BF117849.D (-719) (-) m/z 57.00 100.00%
57 91
5000 a s
113 I B B e o i e e
6.00 6.20 6.40 6.60 6.80
0 m/z 91.00 83.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22142: tert-Octyl mercaptan
57
5000 LA L L L L L L LB L LB}
a1 75 6.00 6.20 6.40 6.60 6.80
m/z 41.00 50.52%
97 113
oL15 131146
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #201506: 5-Heptyn-3-ol, 2-benzyloxy-7-methoxy-1-(t-butyldi...
il
R R e e )
6.00 6.20 6.40 6.60 6.80
5000 m/z 75.00 47.43%
75
117
ol 28 ‘\‘ HJ‘ I, L | 145 169 197 233 271 289
R L S e e o BRARRRARRARas EEAE Eo NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8163: Propanoic acid, propyl ester
5[7 6.00 6.20 6.40 6.60 6.80
m/z 55.00 28.66%
5000 75
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6. 00 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown6.69 Concentration Rank 1

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

6.69 31.61 ng 1958460 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 783 (6.693 min): BF117849.D (-778) (-) m/z 132.00 100.00%
5000
68
0 o J "ol ok ok 700
54 - - - -
o | fr e | e W m/z 134.00 34.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U L R
6.40 6.60 6.80 7.00
2 51 78 m/z 68.00 32.57%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
S RS RS LA AR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.98%
41 97
53
‘ 79 ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R I o S R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 12 .59%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
" 6.75 3.13ng 194090  1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. 1.2.3-trimethvl- 120 coH12 000526-73-8 94

2 Mesitvlene 120 C9H12 000108-67-8 93
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 87
Abundance Scan 793 (6.751 min): BF117849.D d§—789) ) m/z 105.00 100.00%
105
5000 120
43 o7
K: (A 1113| o 6.40 6.60 6.80 7.00
Ol prrrrprerr e e e el el S m/z 120.00  44.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.40 6.60 6.80 7.00
m/z 117.00 21.62%
s 27 P stoes i 9 |
G R R A R R AR AR AR SRS LSRN LARAS SALRS AR BRI N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene
105
120 6.40 6.60 6.80 7.00
5000 m/z 57.00 21.29%
21 3\9 5\1 65 7\7\ 9\1 Ll ‘
e R A A RS LR ARAAN ARARA RAARA SRS S AARRS SRR SRR SARRI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9420: Benzene, 1,2,4-trimethyl- R e
6.40 6.60 6.80 7.00
m/z 43.00 17.72%
5000
o} N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzenethiol, 2-methyl- Concentration Rank 13

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

7.41 4.01 ng 248654 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenethiol. 2-methvl- 124 C7H8S 000137-06-4 93
2 Benzenethiol. 3-methvl- 124 C7H8S 000108-40-7 83
3 Benzenemethanethiol 124 C7H8S 000100-53-8 46
4 Benzenethiol. 4-methvl- 124 C7HS8S 000106-45-6 43
5 Aziridine, l-phenyl- 119 C8HON 000696-18-4 35

Abundance Scan 905 (7.410 min): BF117849.D (-899) (-) m/z 91.00 100.00%
o
124
5000
B 8 ol g wy | 700 750 740 750 750
Olrrrprrrr eyl bt bl S e it bl L Tm/z 124.00 64.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10474: Benzenethiol, 2-methyl-
o
124
5000 SAARSSARAR AR NAARS RN

7.00 7.20 7.40 7.60 7.80
m/z 119.00 49.23%

45
65 7
3 |?3 .I|| | |

7
0 15 27 .84l 98 109117 |
B AT R o e L o e o o e e S e R R R RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10471: Benzenethiol, 3-methyl-
on
124
7.00 7.20 7.40 7.60 7.80
5000 m/z 134.10 15.16%
45 65 7
0...“%?.“.??,..?ﬁ.ﬂ.4.?..NMMJ“..Wiﬁf.wl.gﬁ..}ﬂ?...phh.,”..,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10463: Benzenemethanethiol
o 7.00 7.20 7.40 7.60 7.80
m/z 76.95 12.03%
5000
124
45 65
T e e e e e e R N N REmEs e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

8270-BF111319.M Tue Nov 19 16:09:40 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1,2,5-Trithiepane Concentration Rank 8

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

8.13 7.52 ng 562917 Naphthalene-d8 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 50
2 2-Chlorobenzimidazole 152 C7H5CIN2 004857-06-1 35
3 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 18
4 Ethane. isothiocvanato- 87 C3H5NS 000542-85-8 14
5 8-Azaguanine 152 C4H4N60 000134-58-7 14

Abundance Scan 1027 (8.128 min): BF117849.D (-1025) (-) m/z 151.90 100.00%
152
55 87

5000

7.80 8.00 8.20 8.40

0 m/z 55.00 80.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25533: 1,2,5-Trithiepane
152
59

5000

7.80 8.00 8.20 8.40
m/z 87.00 78 .59%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25651: 2-Chlorobenzimidazole
152
e ARARENEE n Ly ey
7.80 8.00 8.20 8.40
5000 m/z 41.00 46.36%
63 90
117
125
01826 AN [ N P | M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1853: Thiocyanic acid, ethyl ester A RRRE
29 87 7.80 8.00 8.20 8.40
m/z 88.00 42.08%
59
5000
45 72
0.”,}?“ﬂl“fﬂ.mq”.ﬁnn,””“.J“”.“”w”.w””“.”“”.“”w”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40

8270-BF111319.M Tue Nov 19 16:09:41 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown8.57 Concentration Rank 11

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

8.57 4.69 ng 351149 Naphthalene-d8 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 2-methvlene-6-methvl- 126 C8H140 1000196-32-3 47
2 Cyclohexane. 1-(chloromethvl)-4-... 144 C8H13ClI 000823-83-6 47
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 47
4 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 43
5 2-l1sopropylimidazole 110 C6H10N2 036947-68-9 43

Abundance Scan 1102 (8.569 min): BF117849.D (-1099) (-) m/z 95.00 100.00%
95

5000
81
41

BESAAAUARMA AR
55 & 110121 335 355 'O 820 840 860 880 9.00
0 m/z 81.10 29.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11475: Cyclohexanol, 2-methylene-6-methy!-

T e

5000 T
8.20 8.40 860 8.80 9.00

108 m/z 93.00 26.13%

41 55
27 67 79 126
0 .!..,J...,....,....,
m/z--> 20 40 60 80 100 120 140 160
Abundance #20833: Cyclohexane, 1-(chloromethyl)-4-methylene-
95

8.20 8.40 8.60 8.80 9.00

5000 67 m/z 41.00 20.45%
39
144
108
»M\ did P T
m/z--> 20 80 100 120 140 160
Abundance #6022. 1,4-Pentadiene, 2,3,3-trimethyl- R B o
67 95 8.20 8.40 8.60 8.80 9.00
m/z 170.10 18.07%
41
5000 55
27
79 110
0..}?,JW.¢m.m:,JU”WM.Wl,.ﬂ..“...,....,.”., SRS | MRS L NS/
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80 9.00

8270-BF111319.M Tue Nov 19 16:09:41 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 trans-2-Decenoic acid Concentration Rank 9

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

9.35 5.94 ng 437768 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2-Decenoic acid 170 C10H1802 000334-49-6 91
2 2-Decenoic acid 170 C10H1802 003913-85-7 74
3 trans-2-Dodecenoic acid 198 C12H2202 032466-54-9 47
4 Butvl aldoxime. 2-methyl-. anti- 101 C5H11NO 049805-55-2 41
5 2-Heptenoic acid 128 C7H1202 018999-28-5 27

Abundance Scan 1235 (9.351 min): BF117849.D (-1229) (-) m/z 43.00 100.00%
43 69
5000
us '9.00 920 9.40 9.60
150 . . . .
0 133 ol 102 178 101 m/z 41.05  90.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37923: trans-2-Decenoic acid
43
5000 TrfrrrTp T T T T T T
9.00 9.20 9.40 9.60
99 110 m/z 69.00 85.25%
123134 182
0 IIIIIl:l"'l"l'l""l""lII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37899: 2-Decenoic acid
43
73 '9.00 920 9.40 9.60
5000 . 56 m/z 72.95 74 .56%
86 gg 110
0 ..:.I'Elg.‘... :‘..H.ﬁ M ‘HH\ H\HM mH \\134 |152||]|-7|1| M
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #59523. trans-2-Dodecenoic acid e aaEt e
43 9.00 9.20 9.40 9.60
73 m/z 55.00 72.56%
5000 29
84 99
113 4 138
oL, ,,155,\, , ‘ P 0 m ol ttiee 0 198 R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF111319.M Tue Nov 19 16:09:42 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 1H-Benzotriazole, 5-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.11 9.15 ng 674434 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 97
3 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 76
4 Phenol. 4-bromo-2-I(1H-indazol-7... 317 C14H12BrN30 1000350-54-6 52
5 Benzene, l-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 50

Abundance Scan 1364 (10.110 min): BF117849.D (-1360) (-) m/z 104.00 100.00%
4
133
5000 77
o1 rrprrrrp T T e T T T T
39 63 9.80 10.00 10.20 10.40
0 89 173 191204216 234 m/z 133.00 67320
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14691: 1H-Benzotriazole, 4-methyl-
104
133
5000
51 77 9.80 10.00 10.20 10.40
2 m/z 77.00 37.51%
oL 27 63 I 90 | 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14696: 1H-Benzotriazole, 5-methyl-
104
133 '9.80 10.00 10.20 10.40
5000 77 m/z 77.95 35.86%
oL1s 27 ] \\ o | |
"W"”I'”'I”"P"' U SRS SRS DR SRS SRS R
m/z--> 100 120 140 160 180 200 220
Abundance #14734. 2H-Indol-2-one, 1,3-dihydro-
104 133 9.80 10.00 10.20 10.40
m/z 51.00 25.97%
78 q
5000
51
63 \\M*ﬁ
0"%"”I'A““”'JP?QW"”I'”“I”"P"W"”I'”'I”"P AUV B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF111319.M Tue Nov 19 16:09:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Dodecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.71 ng 199514 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 58
2 Tridecanoic acid 214 C13H2602 000638-53-9 47
3 Undecanoic acid 186 C11H2202 000112-37-8 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 35
5 3,5-Difluorobenzaldehyde carbamo... 199 C8H7F2N30 163893-49-0 27
Abundance Scan 1374 (10.169 min): BF117849.D (-1372) (-) m/z 73.00 100.00%
0 7B
5000 al 155
o 129 170
101 7 191 9.80 10.00 10.20 1040
203
o 181 219 m/z 59.95  79.39%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #61122: Dodecanoic acid
78
60
5000 43 129 9.80 10.00 10.20 1040
101 1 157 m/z 55.00 59.73%
” || 143 | 171 200
o,...wU.thM h il Iql u.q...q..LﬂQQ.w...w..
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #72647. Tridecanoic acid
60 7B
43 9.80 10.00 10.20 1040
5000 - 129 m/z 41.00 53.24%
1s oh 214
‘ ‘ 143 157 ‘ 185
Olu‘l..‘i‘.‘..”l“‘.“ IH“ ‘H\\ ‘”llu‘.‘.. ‘”“‘IIIII ‘.:1.9|7...‘.|..
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #50053: Undecanoic acid L B o
60 783 9.80 10.00 10.20 10.40
43 m/z 43.00 47 .11%
5000 29
129
115
ob el Al sl MH YT ‘---1?7-1??-.-‘---.----.-- N
m/z--> 20 40 60 100 120 140 160 180 200 220 980 10. oo 10 20 10. 40

8270-BF111319.M Tue Nov 19 16:09:43 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

14 Benzene,

1-azido-2-methyl-

Concentration Rank 5

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

10.33 10.87 ng 801237 Acenaphthene-d10 9.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 97
3 Benzene. l-azido-2-methvl- 133 C7H7N3 031656-92-5 72
4 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 64
5 1H-Indole, 2,3-dihydro-4-methyl- 133 C9H11IN 062108-16-1 64

Abundance Scan 1401 (10.328 min): BF117849.D (-1397) (-) m/z 104.00 100.00%
104
133
5000 77
51 IIIIIIIIIIIIIIIIII
39 | 63 10.00 10.20 10.40 10.60
169
o 91 146 181 196208 222 m/z 133.00 58.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14691: 1H-Benzotriazole, 4-methyl-
104
133
5000
51 7 10.00 10.20 10.40 10.60
m/z 77.00 38.55%
o 27 16 | e |16
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14695: 1H-Benzotriazole, 5-methyl-
104
R EEEE REEREEEEES
133 10.00 10.20 10.40 10.60
5000 g 7 m/z 78.00 34.50%
39
27 ‘ ‘ 63 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14688: Benzene, 1-azido-2-methyl-
78 104 10.00 10.20 10.40 10.60
m/z 51.00 25.05%
39 52
5000
27 65 133
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 00 10. 20 10 40 10. 60

8270-BF111319.M Tue Nov 19

16:09:43 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl10.59 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.59 3.64 ng 268605 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropvlcvclohex-1-ene 124 C9H16 004292-04-0 27
2 (-)-.beta.-Bourbonene 204 C15H24 005208-59-3 25
3 Ethanone. 1-(3-methvlenecvclopen... 124 C8H120 054829-98-0 22
4 di-t-Butvlacetvlene 138 C10H18 017530-24-4 22

5 1-Chlorosulfonyl-3-methyl-1-azas... 251 C9H14CINO3S 016933-89-4 22

Abundance Scan 1446 (10.592 min): BF117849.D (-1440) (-) m/z 81.00 100.00%

5000

10.20 10.40 10.60 10.80 11.00
m/z 105.00 89.14%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10668: 1-lsopropylcyclohex-1-ene

10.20 10.40 10.60 10.80 11.00
m/z 158.00 78.14%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64359: (-)-.beta.-Bourbonene
81
L m e B e
10.20 10.40 10.60 10.80 11.00
5000 m/z 129.00 69.23%
123
41 161
27 55 105
o ) IO VO WSS SN -~ S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10568: Ethanone, 1-(3-methylenecyclopentyl)- B B o
43 81 10.20 10.40 10.60 10.80 11.00
m/z 77.00 50.09%
5000 109
“ ‘ 5 | 124
0.”,”.4‘”“ Nh.hdh“.”,h.w.”.“.” R REARAREAREEEE R R RS RASEE
m/z--> 80 100 120 140 160 180 200 220 240 10 20 10. 40 10 60 10. 80 11. 00

8270-BF111319.M Tue Nov 19 16:09:44 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 2-Propenoic acid, 2-methyl-_._._. Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.20 3.63 ng 240509 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
2 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 87
3 Cvclododecane 168 Cl1l2H24 000294-62-2 60
4 Methacrvlic acid. tetradecvl ester 282 C18H3402 1000340-29-0 55
5 2-Dodecene, (E)- 168 C12H24 007206-13-5 35
Abundance Scan 1549 (11.198 min): BF117849.D (-1547) (-) m/z 69.00 100.00%
41
5000
11,0 149 10.80 11.00 11.20 11.40 11.60
125 168 256
ol 180201235 233 26 | "m/z 41.00 81.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105675: n-Dodecyl methacrylate
41
69

10.80 11.00 11.20 11.40 11.60
m/z 87.00 79.70%

5000 55

168

oL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82820: 2-Propenoic acid, 2-methyl-, decyl ester
S T T
10.80 11.00 11.20 11.40 11.60
5000 m/z 55.00 55.67%
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36738: Cyclododecane A e o
55 69 10.80 11.00 11.20 11.40 11.60
41 83 m/z 43.00 41.44%
5000
2
125140 168
[0} LI i R O

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11.00 11.20 11.40 11.60

8270-BF111319.M Tue Nov 19 16:09:44 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Cyclotetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.32 3.59 ng 237315 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 80
2 cis-11-Hexadecenal 238 C16H300 053939-28-9 70
3 Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 64
4 Oxacvclotetradecane-2.11-dione. ... 240 C14H2403 074685-36-2 62
5 Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 58
Abundance Scan 1570 (11.322 min): BF117849.D (-1567) (-) m/z 43.00 100.00%

57

5000

115 137151

11.00 11.20 11.40 11.60
m/z 57.00 88.76%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58279: Cyclotetradecane
41 56

69 83

5000 LA L L L L L L LB L |
11.00 11.20 11.40 11.60
2 m/z 55.00 68.68%
196
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92519: cis-11-Hexadecenal
56
R RRRRE R RS SRRy
41 11.00 11.20 11.40 11.60
5000 m/z 41.00 65.88%

o 135149163177 195 220 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94146: Z-8-Methyl-9-tetradecenoic acid e A REEEEEasS
55 11.00 11.20 11.40 11.60
41 m/z 72.95 54 _95%

5000

111

137151166 183 208223 240
R EAREEEE S m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. OO 11. 20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 n-Dodecyl methacrylate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.64 4.19 ng 277384 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
2 2-Propenoic acid. 2-methvl-., dec... 226 C14H2602 003179-47-3 91
3 Methacrvlic acid. tetradecvl ester 282 C18H3402 1000340-29-0 76
4 Methacrvlic acid. tridecvl ester 268 C17H3202 1000340-28-9 76
5 1-Pentadecene 210 C15H30 013360-61-7 72
Abundance Scan 1624 (11.639 min): BF117849.D (-1621) (-) m/z 69.00 100.00%
6o
87
41
5000
125 165 1g9 11.40 11.60 11.80 12.00
I 139 510225 243 260274288 | .7, 87.00  75.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105674: n-Dodecyl methacrylate
4 69
87
5000 L UL BULLILE RN SRR
11.40 11,60 11.80 12.00
111 m/z 41.00 67.66%
o ill ) 125140 168185 513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82816: 2-Propenoic acid, 2-methyl-, decyl ester
69 87
4t 11,40 11.60 11.80 12.00
5000 m/z 55.00 48.05%
111 140
ol 2 125 167183 208 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129373: Methacrylic acid, tetradecy! ester b RRREE EEE A
69 87 11.40 11.60 11.80 12.00
a1 m/z 43.00 38.99%
5000
111
ol 2 129140154168 196 513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11,40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.00 20.34 ng 1346230 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1685 (11.998 min): BF117849.D (-1682) (-) m/z 73.00 100.00%

43 73

-

5000
256 11.60 11.80 12.00 12.20 12.40
ol 283 304 m/z 43.00 90.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LR B LR B TT
11. 60 11. 80 12. OO 12. 20 12. 40
m/z 60.00 85.77%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 73
B R o S A
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 41.00 73.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72648: Tridecanoic acid A EEEEE B
73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 71.81%
43
5000
129
171
ZT H ‘ 81 3 152 o
0 ...,.‘:..,.‘..‘. L, ‘H..!”,L..ﬁ, Nl L3 I S B —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117849.D

Aca On : 18 Nov 2019 21:40

Operator :© JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 2-Mercaptobenzothiazole Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.19 21.82 ng 1443840 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 Benzothiazole. 2-(2-hvdroxvethvl._.. 211 C9H9NOS2 004665-63-8 78
3 Thioauanine 167 C5H5N5S 000154-42-7 64
4 Mandelic acid. 3.4-dimethoxv-. m... 226 C11H1405 002911-73-1 56
5 27,47 -Dihydroxyacetophenone oxime 167 C8HONO3 1000212-89-5 47
Abundance Scan 1718 (12.192 min): BF117849.D (-1713) (-) m/z 166.90 100.00%
167
5000 JL
o BB P | i e g O EGRE 0T
Ob et b o L B4 Tl 191207 234 256273290 316 | 177 109.00  12.74%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36044: 2-Mercaptobenzothiazole
167
5000 AL SUSR BN UL B
11:80 12,00 12.20 12.40 12.60
69 o1 109 m/z 108.00 11.10%
45 1 4140
0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #70554: Benzothiazole, 2-(2-hydroxyethylthio)-
167
11:80 12.00 12.20 12.40 12.60
5000 m/z 123.00 10.48%
45
S L
0 ,,“,H,,H,,‘, N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35982: Thioguanine B B o
167 11.80 12.00 12.20 12.40 12.60
m/z 69.00 10.31%
5000
134
68 g5 107 ‘ ‘ 150
0..whhgﬁ”NuJ“M.”.WHH,J”“.”.”..”w”.w””,””“.”“ e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12,00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111819\
Data File : BF117849.D

Acq On : 18 Nov 2019 21:40

Operator : JU

Sample : K5792-03 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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-methoxy... 2.17 9.9 ng 615239 1 6.92 1239320 20.0
Methyl methacrylate 2.75 2.9 ng 180903 1 6.92 1239320 20.0
2-Pentanone, 4-hy... 5.12 5.5 ng 340655 1 6.92 1239320 20.0
unknown6 .38 6.38 2.8 ng 173835 1 6.92 1239320 20.0
unknown6 .69 6.69 31.6 ng 1958460 1 6.92 1239320 20.0
Benzene, 1,2,3-tr... 6.75 3.1 ng 194090 1 6.92 1239320 20.0
Benzenethiol, 2-m. .. 7.41 4.0 ng 248654 1 6.92 1239320 20.0
1,2,5-Trithiepane 8.13 7.5 ng 562917 2 8.21 1496920 20.0
unknown8 .57 8.57 4.7 ng 351149 2 8.21 1496920 20.0
trans-2-Decenoic ... 9.35 5.9 ng 437768 3 9.97 1474060 20.0
1H-Benzotriazole, ... 10.11 9.2 ng 674434 3 9.97 1474060 20.0
Dodecanoic acid 10.17 2.7 ng 199514 3 9.97 1474060 20.0
Benzene, l-azido-... 10.33 10.9 ng 801237 3 9.97 1474060 20.0
unknown10.59 10.59 3.6 ng 268605 3 9.97 1474060 20.0
2-Propenoic acid, ... 11.20 3.6 ng 240509 4 11.46 1323440 20.0
Cyclotetradecane 11.32 3.6 ng 237315 4 11.46 1323440 20.0
n-Dodecyl methacr... 11.64 4.2 ng 277384 4 11.46 1323440 20.0
n-Hexadecanoic acid 12.00 20.3 ng 1346230 4 11.46 1323440 20.0
2-Mercaptobenzoth... 12.19 21.8 ng 1443840 4 11.46 1323440 20.0
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