LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122101.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.345 551 554 586 rBV 1734572 1955153 96.45% 7.966%
2 6.375 725 729 755 rVB 1867667 2027094 100.00% 8.260%
3 6.581 761 764 776 rBV 24994 56547 2.79% 0.230%
4 6.722 785 788 799 rVB 675346 578350 28.53% 2.357%
5 7.292 881 885 898 rBV 14393990 1347253 66.46% 5.490%
6 7.939 991 995 997 rBV 83074 72534 3.58% 0.296%
7 8.010 1003 1007 1015 rVB 770049 752339 37.11% 3.065%
8 8.428 1073 1078 1080 rBV 25685 29115 1.44% 0.119%
9 8.516 1089 1093 1095 rBV 26604 25099 1.24% 0.102%
10 9.022 1177 1179 1182 rBV 58286 48209 2.38% 0.196%
11  9.081 1185 1189 1192 rBV 2209969 1938525 95.63% 7.899%
12 9.151 1197 1201 1205 rBvV3 58986 98684 4.87% 0.402%
13 9.275 1218 1222 1225 rVB3 39280 47405 2.34% 0.193%
14  9.422 1243 1247 1251 rBV 366416 311347 15.36% 1.269%
15 9.463 1251 1254 1255 rBV2 78733 75012 3.70% 0.306%
16 9.481 1255 1257 1261 rVB 433888 329108 16.24% 1.341%
17 9.622 1278 1281 1283 rBV2 67686 75177 3.71% 0.306%
18 9.663 1285 1288 1290 rVB 123619 94453  4.66%  ©0.385%
19 9.692 1290 1293 1296 rBvV3 42492 53095 2.62% 0.216%
20 9.757 1301 1304 1308 rVV 932680 927632 45.76%  3.780%
21  9.792 1308 1310 1313 rVB4 39891 37880 1.87% 0.154%
22 9.863 1320 1322 1325 rBvV3 40996 39182 1.93% 0.160%
23 10.016 1344 1348 1350 rBV3 115173 135980 6.71% 0.554%
24 10.086 1356 1360 1363 rBV5 60198 97530 4.81% ©0.397%
25 10.122 1364 1366 1369 rVV2 55647 66071 3.26% 0.269%
26 10.157 1370 1372 1375 rBvV2 132135 130279 6.43% 0.531%
27 10.410 1411 1415 1419 rBV 431166 464574 22.92% 1.893%
28 10.457 1421 1423 1427 rVV4 71559 68618 3.39% 0.280%
29 10.522 1432 1434 1436 rBV 82390 76619 3.78% 0.312%

4.

30 10.551 1436 1439 1444 rBV 1031241 1060984 52.34%

31 10.675 1455 1460 1467 rBV 1279687 1571067 77.50%
32 10.733 1467 1470 1472 rBV2 120683 159838  7.89%
33 10.810 1480 1483 1487 rBV 208173 235619 11.62%
34 11.110 1532 1534 1536 rBV2 224747 239048 11.79%
35 11.145 1536 1540 1544 rVB 1501523 1562843 77.10%

DO OOOO
(o]
o))
(]
B

36 11.251 1555 1558 1561 rBV 1066538 1008420 49.75% 4.109%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.492 1596 1599 1602 rBV 518877 520385 25.67% 2.120%
38 12.216 1719 1722 1729 rVB2 429952 671346 33.12%  2.735%
39 12.833 1823 1827 1834 rVB 1834058 1737008 85.69% 7.078%
40 13.433 1926 1929 1933 rVB 328921 295240 14.56%  1.203%
41 13.857 1998 2001 2004 rBV 224574 211078 10.41% ©.860%
42 13.892 2004 2007 2011 rVVW 720676 621749 30.67% 2.533%
43 14.321 2077 2080 2083 rBV 198327 201459 9.94%  0.821%
44 14.374 2086 2089 2093 rVB2 63313 81859 4.04% 0.334%
45 14.510 2108 2112 2117 rBV 428598 470796 23.23% 1.918%
46 15.327 2246 2251 2260 rVB 530535 679603 33.53% 2.769%
47 15.721 2314 2318 2324 rVB 245320 362125 17.86% 1.476%
48 15.945 2354 2356 2360 rBv4 21110 25497 1.26% ©.104%
49 17.645 2638 2645 2654 rVB 125588 320286 15.80%  1.305%
50 18.874 2845 2854 2866 rVB2 174420 547202 26.99%  2.230%

Sum of corrected areas: 24542316
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Oct 2020 16:17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
BF122101.D

Ju/CaG
L4458-02

: 7 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF122101.D\data.ms
2000000 6.375
5.345
1500000 7.292
1000000
6.722
500000
0 6.581
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF122101.D\data.ms
9081 11.145 12.833
1.251
2000000
10675 11.492
1500000 1055 12.216
9.757 1L ‘ 10 l
1000000 10.810
8.010 10.410 |
10.733
9.481 19522 |
500000 9.422 10,157 10357
|iosiga 38
; 4630598 B3 | 1~
921 o
. 7.9 8.42816 9.07 573 TN
= —r—= T — — — — — — —
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: BF122101.D\data.ms
2000000
1500000
1000000 13.892
500000
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknown9.15 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.151 2.13 ng 98684  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 27
2 2-Butanone, 3,3-dimethyl-1-[5-(1... 212 C13H2402 083041-29-6 25
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 22
4 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 22
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 16

Abundance Scan 1201 (9.151 min): BF122101.D\data.ms (-1197) (-) m/z 57.10 100.00%

57.1
5000
97.1
193.2 LB L B o e
| ‘ M “ fl i 150.1 8.80 9.00 9.20 9.40
ottt w, : “‘\“““‘ b Ml e m/z 55.00  44.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #200451: Sulfurous acid, 2-ethylhexyl tridecyl ester
57.0
5000 L L B L BN BN R B
8.80 9.00 9.20 9.40
113.0 m/z 97.10 34.22%
29.0 85.0
O \\\‘\‘\‘.\\‘\\\h’\\h}\“\‘\\\“\\!\’\\]\_\4‘1\\0\\‘\\\1\8‘?\0\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71147: 2-Butanone, 3,3-dimethyl-1-[5-(1-methylethyl)tet
57.0
e A RARESREE
8.80 9.00 9.20 9.40
5000 85.0 m/z 41.00  28.34%
29.0 113.0 155.0
O O S A I -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate e A RARESREE
57.0 8.80 9.00 9.20 9.40
m/z 43.10 25.46%
5000
97.0
29.0 ‘ ‘
ol Al bl 12701830 o110 M T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.422 6.71 ng 311347  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 94
2 4'-Diethylaminoacetanilide 206 C12H18N20 005326-57-8 83
3 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 80
4 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 74
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 72

Abundance Scan 1247 (9.422 min): BF122101.D\data.ms (-1243) (-) m/z 191.15 100.00%

191.2
5000
57.1
131.1 1631 REEEE s s R s e
91.0 ‘ ‘ | ‘ 9.00 9.20 9.40 9.60 9.80
0 m_m““ m‘m Nw“ ‘_“H‘M‘lm““H:‘HHWHMH m/z 57.10 24.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 L L LN R
9.00 9.20 9.40 9.60 9.80
57.0 o
1310 m/z 206.20  22.96%
20.0 91.0 163.0 ‘
O \\\‘\\‘\\“\\\‘\i\\\‘\“\M\\‘\H\\‘\“\\‘\\‘\\\\“\\\\‘\\!\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65832: 4'-Diethylaminoacetanilide
191.0
Rmaas e R
9.00 9.20 9.40 9.60 9.80
5000 m/z 131.05 18.89%
163.0
R e L R IR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66057: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopenta R A AR EES
191.0 9.00 9.20 9.40 9.60 9.80
m/z 163.10 16.59%
5000 43.0 149.0
69.0 91‘ 0 121, | ‘
Y ST OO RO TP ' O N P T e P
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknownl@.01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.016 2.93 ng 135980  Acenaphthene-die 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 38
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PPP696-29-7 25
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 25
4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 25
5 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 22

Abundance Scan 1348 (10.016 min): BF122101.D\data.ms (-1344) (- m/z 83.10 100.00%
1

55.1
5000 133.1
T \
1731 2041 10.00
0 m/z 55.10 90.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18026: Cyclohexane, (2-methylpropyl)-
53.0 83.0
5000 — :
10.00
27.0 140.0 m/z 57.10 82.58%
il mh | \‘ 1120 |
O\\\\‘\\\\i\\\‘\\\\‘\\\\“\\\\’\‘\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11596: Cyclohexane, (1-methylethyl)-
83.0
55.0 = :
10.00
5000 m/z 43.10 75.60%
270 M 126.0
0“H‘w““w‘M‘w‘wﬂ‘u‘H‘W“H,H‘W“H,H‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38322: 2,6-Dimethyldecane ——
43.0 10.00
710 m/z 71.10  75.19%
5000
‘ 113.0
obrreree b b b L2400 1700 il
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknownl10.08 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

10.086 2.10 ng 97530  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzhydrazide, N2-(bicyclo[2.2.1... 258 C15H15FN20 1000274-01-8 22
2 2-Methoxy-4-methyl-bicyclo[3.2.1... 152 C1@H160 1000188-09-4 14
3 Benzoyl chloride, 3-fluoro- 158 C7H4C1FO 001711-07-5 14
4 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 11
5 10,11-Epoxy-n-undecan-1-o0l 186 C11H2202 015764-66-6 11

Abundance Scan 1360 (10.086 min): BF122101.D\data.ms (-1356) (1  m/z 123.10 100.00%

95.1 128.1 193.2 '
1
411 %9
5000
155.1
222.2 T 7 T
10.00
0l m/z 95.10 94.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #109087: Benzhydrazide, N2-(bicyclo[2.2.1]hept-2-en-5-y
128.0

2

5000
193.0 10.00

95.0 m/z 193.15 93.99%

66.0
39.0 "1 | | 1650 | 5p90258¢

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #25243: 2-Methoxy-4-methyl-bicyclo[3.2.1]oct-2-ene
137.0

?

o

109.0 10.00
5000 m/z 109.10 92.84%
410 79.0
o+ _‘Hmhw‘NN”WNM‘Wh‘h‘m‘ﬂ‘_‘H‘HH,H‘W‘H‘“‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29946: Benzoyl chloride, 3-fluoro- —— ‘
1238.0 10.00
m/z 69.10 84.86%
95.0
5000
50.0 I | 158.0
O et prbdb e e e —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknownl1@.15 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.157 2.81 ng 130279  Acenaphthene-die 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 47
2 photocitral A 152 C10H160 055253-28-6 46
3 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 43
4 trans-Chrysanthemal 152 C10H160 020104-05-6 38
5 2-Cyclopenten-1-one, 3,4,5,5-tet... 138 C9H140 090611-02-2 38

Abundance Scan 1372 (10.157 min): BF122101.D\data.ms (-1370) (-] m/z 123.10 100.00%

128.1
5000 55.1
81.0
207.2 — —
155.1
1841 10.00 10.50
0 m/z 55.10 44.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one

%

128.0
43.0
5000 179.0 — S—
2220 10.00 10.50
' m/z 69.10 41.32%
‘ 90 920 | 1470
0 T \‘\‘\ \“‘\ \‘iH\ T i \H‘H\ \‘\“1“ i \"”\‘\ T ‘M\ T “ T “\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25083: photocitral A
123.0
81.0 — S—
10.00 10.50
m/z 41.10 36.84%
5000 41.0
] s
Ot T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester —— ——
123.0 10.00 10.50
m/z 81.05 36.64%

68.0
5000

95.0
41.0 ‘ ‘
L

R

| 163.0 208.0

O Fprtrr ot e ey — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Undecane, 3,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.410 10.02 ng 464574  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Heptacosane 380 C27H56 000593-49-7 78
4 Octacosane 394 (C28H58 000630-02-4 72
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 1415 (10.410 min): BF122101.D\data.ms (-1411) (-] m/z 57.10 100.00%

57.1
5000

9.1 1050
169.2
ol F239'2 m/z 71.10  50.02%

m/z--> 50 100 150 200 250 300 350
Abundance #48867: Undecane, 3,6-dimethyl-
57.0

5000
10 50

m/z 43.10 49.05%

|| 11301550
O\\‘\\\\“\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0

1050
9.0
226.0
oisg | )| 3momoe0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 1050

m/z 85.10  25.31%

- M/kﬁh
J‘ i % ‘1410183022502670 323.0 380(

oHH_ A i SRen £eo D DL 528 2%
miz--> 50 100 150 200 250 300 350 1050

8270-BF101220.M Mon Oct 26 13:49:32 2020 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.675 31.16 ng 1571070  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72

Abundance Scan 1460 (10.675 min): BF122101.D\data.ms (-1455) (- m/z 57.10 100.00%
57.1

85.1
—— —
113.1 10.50 11.00
183.2 : .
Ot e L2 TRPS 21822442 0 71 00 74.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 T ——
10.50 11.00
20.0 85.0 m/z 43.10 56.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
—— —
10.50 11.00
5000 ITI/Z 85.10 28.28%
85.0
29.0
0 L‘ ! ‘ [l ‘\‘ \11\\3 Onl41 0169.0 197.0
et et e A e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48831: Tridecane — —
57.0 10.50 11.00
m/z 41.10 26.60%
5000
29.0 85.0
W‘H‘_‘H_‘H‘H‘WH‘W‘H‘MH‘_‘H‘HH‘H‘W‘HW‘H“ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF101220.M Mon Oct 26 13:49:33 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknownl@.73 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.733 3.17 ng 159838  Phenanthrene-die 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 49
2 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 49
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 47
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 47
5 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 47

Abundance Scan 1470 (10.733 min): BF122101.D\data.ms (-1467) (-1  m/z 97.10 100.00%
97.1

55.1
5000 135.1
‘ 1050 11,00
Obrrrereelbl e i g b JO2L 2182 2527 os 16 64.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 — —
10.50 11.00
126.0 m/z 135.05 39.77%
27.0‘ ‘ |
O\\\‘\U\\‘i“\\\H‘\"\H‘\\“\\\!“\\‘\1‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl-
550 970
—r —
10.50 11.00
5000 ITI/Z 69.10 27.91%
27.0 ‘
P - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane P ——
55.0 97.0 10.50 11.00
m/z 41.10 24.17%
5000
126.0
270 ‘ ‘
Y ) R N — —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF101220.M Mon Oct 26 13:49:33 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.810 4.67 ng 235619  Phenanthrene-die 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 72
2 4-Methylnonanoic acid 172 C10H2002 045019-28-1 47
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 43
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 43
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 43
Abundance Scan 1483 (10.810 min): BF122101.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1
% M
113.1
o e
M ‘ | | ‘ ‘ 153.1183.1 2252 10:59 100
Ol b o 9383 2252 m/z 113.10 26.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 — —
10.50 11.00
113.0 m/z 97.10 23.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39489: 4-Methylnonanoic acid
57.0
P e
10.50 11.00
5000 m/z 55.10 22.45%
113.0
27,0
o LU o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127770: 9-Eicosene, (E)- — —
57.0 10.50 11.00
m/z 41.10 20.50%
- VJKMA/WAVMK/XANW)AMfM
27,0
ol 1] 260 168.0 209.0
e P o
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00

8270-BF101220.M Mon Oct 26 13:49:34 2020

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 2-Propanol, 1-chloro-, phos... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.110 4.74 ng 239048  Phenanthrene-die 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 90
2 Hexanoic acid, 3-tridecyl ester 298 C19H3802 1000279-29-2 22
3 Sarin 140 C4H10F02P 000107-44-8 22
4 6-Methyl-2-heptyl methylphosphon... 210 C9H20F02P 159395-76-3 22
5 2-Methylpentyl hexanoate 200 C12H2402 1000236-38-5 16

Abundance Scan 1534 (11.110 min): BF122101.D\data.ms (-1532) (-} m/z 41.10 100.00%

41.1
99.0
5000
157.0 201.0
P e
‘ \H“ ‘ | y351 27r° 11.00 11.50
Y 15 S0 1 A R O R 3 P AP m/z 99.00  80.82%
miz--> 50 100 150 200 250 300
Abundance #166335: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
41.0
5000 T T
201.0 277.0 11.00 11.50
770 159 m/z 57.10  76.65%
Ot "‘ b \“m T ‘\‘ T “\ T ‘\ j T “‘ \‘\2\?\’”5\.0“ T “\‘ \“3‘1\1.\0\
miz--> 50 100 150 200 250 300
Abundance #143155: Hexanoic acid, 3-tridecyl ester
99.0
P e
43.0 11.00 11.50
5000 ITI/Z 125.00 76.37%
182.
0 b Jta00 | 2600
miz--> 50 100 150 200 250 300
Abundance #18107: Sarin T —
99.0 11.00 11.50
m/z 43.10 58.88%
5000
43.0
A O =T S SR
m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF101220.M Mon Oct 26 13:49:34 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.145 31.00 ng 1562840  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 1540 (11.145 min): BF122101.D\data.ms (-1536) (- m/z 57.10 100.00%

57.1
5000 85.1
‘ 113. ilbd ide
141.2 183.2 : :
om‘HH‘,H‘H,HH:‘m”“H:‘W‘WWku‘z‘l“l‘%m,???rﬁm m/z 71.10  77.97%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #48835: Tridecane
57.0
5000 — ——
85.0 11.00 11.50
290 m/z 43.10 50.41%
d L | | | 1301410 1840
O\H‘HH’}H\’HH“HH“H\‘\‘\‘\H‘HH‘HH‘HH‘HH’HH’HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #94344: Heptadecane
57.0
— —
11.00 11.50
5000 85.0 ITI/Z 85.10 43.56%
29.0
0 \‘ H Iyl \‘11?0\141016901970 2400
s L T L A ARAR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59884: Tridecane, 4-methyl- 7 T
43.0 11.00 11.50
71.0 m/z 41.10 27.17%
o ﬂvwﬁxkﬂﬂwﬂﬂmfmvmwAAAA
‘ ‘ 99.0 155.0
O b A2TO00 080 S
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50

8270-BF101220.M Mon Oct 26 13:49:35 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.492 10.32 ng 520385  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 1599 (11.492 min): BF122101.D\data.ms (-1596) (- m/z 57.10 100.00%

57.1
5000
‘ 9.1 1150
141.1 -
183.2 .
0 M‘ L, “‘w“‘ b ‘2‘4“1‘2‘ R m/z 71.10  82.95%
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 AL
11.50
m/z 43.10 71.19%
ol h il H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
——
11.50
5000 m/z 85.10 48.39%

“\ / H‘ \‘ \‘ | \01830 2540

o

e

l L
R B R A B N
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0 11.50
m/z 41.10 23.79%
9.0
0 150; il H I h‘ | 141 OJTS3 0225.0 296.0
s B e —
m/z--> 0 50 100 150 200 250 300 350 11.50

8270-BF101220.M Mon Oct 26 13:49:36 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17

Operator Ju/caG

Sample L4458-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 13 unknownl2.21 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.216 13.31 ng 671346  Phenanthrene-die 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual

12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S
3 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C1l6H34
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S

015796-04-0 47
1000309-20-0 43
004390-04-9 38
1000365-01-4 35
1000309-19-9 35

Abundance Scan 1722 (12.216 min): BF122101.D\data.ms (-1719) (-~ m/z 57.10 100.00%
57.1

5000
97.1
P o
H “ ‘ 169.2 12.00 12.50
ob bl [ 18770022042 24522791 4/, 97,16 36.95%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 — e
12.00 12.50
113.0 m/z 113.10 34.07%
O ‘M\“\‘ ‘\‘h“\“‘ \““\ T ‘1\6§9\ L B e e
miz--> 50 100 150 200 250 300
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57.0
P e
12.00 12.50
5000 m/z 55.10  24.70%
113.0
o i) | om0
miz--> 50 100 150 200 250 300
Abundance #83056: Nonane, 2,2,4,4,6,8,8-heptamethyl- T T
57.0 12.00 12.50
m/z 43.10 19.24%
5000
99.0
oMol by ly >0 S
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF101220.M Mon Oct 26 13:49:36 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 14 unknown13.43 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.433  o9.seng 205240 Chrysene-di2 13.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 47
4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 38
1furous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 37
ulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 37
ulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-6 37

uih WN R
numunnnN
c .

Abundance Scan 1929 (13.433 min): BF122101.D\data.ms (-1926) (- m/z 57.10 100.00%
57.1

113.1
5000
—
169.2 13.50
Obvrsprrebby b 22052532 nz 113,10 58.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T
13.50
113.0 m/z 97.10 56.10%
b ‘ 168.0
O\H‘HH‘\H‘HH‘HH‘HH‘HH’HH‘H\\‘HH’HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
—
13.50
5000 ITI/Z 55.10 27.25%
97.0
0 27,00 | || | 147.0177.0 219.0 261.0
T e P A T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #124142: Sulfurous acid, cyclohexylmethyl heptyl ester —
97.0 13.50
m/z 83.10 23.61%
55.0
5000
o"“9“”\“‘ul"M“ml‘w"H‘,w‘H‘W‘,WWWH,HW e
m/z--> 20 40 60 80 100120140160180200220240260280 13.50

8270-BF101220.M Mon Oct 26 13:49:37 2020 Page: 17



Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17

Operator : JU/CG

Sample L4458-02

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

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

arch Compound Report

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 15 unknownl4.32 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14321 6.48ng 201459 Chrysene-di2 13.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenol, 2-(2H-benzotriazol-2-yl)...
2 Condyfolan-16-carboxylic acid, 2..
3 1H-Indole, 3-Phenyl-2-(3'-methyl...
4 Silane, dimethyl(2,5-dimethylphe...
5 2-Pyridyl-9-[6-trifluoromethylph...

351 C22H29N30
. 322 C20H22N202
322 C23H18N2

322 C19H3402Si
351 C21H12F3NO

025973-55-1 49
004939-81-5 45
164936-86-1 42
1000347-29-5 36
035315-85-6 36

Abundance Scan 2080 (14.321 min): BF122101.D\data.ms (-2077) (1  m/z 322.20 100.00%
32p.2

5000
— T
481 920 4355 g0l 2521 14.00 14.50
0"JMWHJMﬂ‘hmwﬂuu“"“““ — \H\Uw\ m/z 323.20 24.10%
m/z--> 50 100 150 200 250 300 350
Abundance #184669: Phenol, 2-(2H-benzotriazol-2-yl)-4,6-bis(1,1-din
322.0
5000 “ ——
14.00 14.50
m/z 43.10 13.08%
43.0 147.0
92.0
04— \“ “\‘\‘ 8 \H “\”h “\“ f “ \]\-8\3\0‘ TT \2\5“2.\0\ T \‘\ “ T
m/z--> 50 100 150 200 250 300 350
Abundance #162908: Condyfolan-16-carboxylic acid, 2,14,16,19-tetre
322.0
121.0 2520
42.0 \‘ T
14.00 14.50
5000 ITI/Z 92.00 9.59%
167.0 206.0
80.0
0' J_Y_Y_'_Y’
m/z--> 50 100 150 200 250 300 350
Abundance #163012: 1H-Indole, 3-Phenyl-2-(3'-methyl-1H-indol-2'-yl)
322.0 14.00 14.50
m/z 351.30 9.27%
5000
153.0
ob 570970 | 2000200l | |
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 16 unknownl14.37 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.374 2.63 ng 81859 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1,2-di-2-furanyl-2-hyd... 192 C10H804 000552-86-3 43
2 2-Hexenoic acid, 2-hexenyl ester... 196 C12H2002 054845-28-2 43
3 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 43
4 3-Cyclohexene-1-carboxylic acid,... 273 C17H23NO2 051931-66-9 38

5 2-Thiophenylacetic acid, 2,4,6-t... 320 C12H7C1302S 1000325-72-0 38

Abundance Scan 2089 (14.374 min): BF122101.D\data.ms (-2086) (- m/z 97.10 100.00%
97.1

410. . —
41. 14.00 14.50
149.0192.0 253.1 320.1
0 “w“«ﬁuwku\wquwdww‘quww‘u‘ul“““ﬁ‘ﬁ m/z 57.10 63.65%
mlz--> 50 100 150 200 250 300 350 400
Abundance #54167: Ethanone, 1,2-di-2-furanyl-2-hydroxy-
97.0
5000 — —
14.00 14.50
39.0 m/z 113.10 24.19%
| 163.0
0 H‘\‘x‘“\“\\\‘\\\\‘\‘H\“\H\‘\\H‘\\H‘H\\‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #58027: 2-Hexenoic acid, 2-hexenyl ester, (E,E)-
97.0
= ==
14.00 14.50
5000 m/z 410.30  23.22%
41.
‘ ‘ 153 0196.0
0 ~W¢wwwﬁn\m‘up(u‘w_“‘““‘_“““‘w“
miz--> 50 100 150 200 250 300 350 400
Abundance #2950: 4H-1,2,4-Triazole, 4-ethyl- — ——
97.0 14.00 14.50
m/z 55.10 13.71%
5000
28.0
0 R
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 17 unknownl14.51 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.510 15.14 ng 470796 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 27
2 (Z)1-Allyl-2-methylcyclohexanol 154 C10H180 1000311-73-6 22
3 Azocine, octahydro- 113 C7H15N 001121-92-2 22
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 16
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-6 16

Abundance Scan 2112 (14.510 min): BF122101.D\data.ms (-2108) (-~  m/z 57.10 100.00%
57.1

113.1
5000
T \
‘ ‘ 149.0 261.1 14.50
ol bbb perazese [ 1310 63.19%
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
5000 r :
97.0 14.50
m/z 97.10 57.23%
0150JJ\L L 1310 1990 o570 311
T LI ‘ T ’ L T ‘ T L ‘ T T T T ‘ L ’ L
m/z--> 50 100 150 200 250 300
Abundance #26765: (Z)1-Allyl-2-methylcyclohexanol
118.0
L \
14.50
5000 55.0 ITI/Z 83.10 28.78%
ob—ddy | 1840
miz--> 50 100 150 200 250 300
Abundance #6985: Azocine, octahydro- T
30.0 0.0 14.50
' m/z 55.10  26.92%
5000 113.0 ANwWWMN\wAMdVAMA%Jk
0 H e — ——
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 18 unknownl5.72 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.721 10.66 ng 362125 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,11-Diethyl-8-methyl-7,9-dioxap... 286 C18H3802 1000334-83-1 35
2 Borinic acid, diethyl-, (2-ethyl... 198 C9H20B203 058163-56-7 32
3 7-Ethyl-4,6-undecandione 212 C13H2402 1000374-11-8 27
4 2,5-Pyrrolidinedione, 1-methyl- 113 C5H7NO2 001121-07-9 27
5 Decanoic acid, pyrrolidide 225 C14H27NO 1000336-15-5 25

Abundance Scan 2318 (15.721 min): BF122101.D\data.ms (-2314) (-~ m/z 57.10 100.00%
57.1

113.1
5000
— —
| h H % L 16f219712252 15.50 16.00
Olrrrotbe bl ALY | 197.12252 2671 p; 193,10 62.16%
m/z--> 20 40 60 80 100120140160 180200220240 260280
Abundance #133069: 5,11-Diethyl-8-methyl-7,9-dioxapentadecane
51.0 113.0
157.0
5000 s e
15.50 16.00
290‘ m/z 97.10 58.10%
0 |l jeso | | 271.0
’\\H‘HH‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #60306: Borinic acid, diethyl-, (2-ethyl-1,3,2-dioxaborolan

F

113.0
15.50 16.00
5000 ITI/Z 83.10 25.09%
57.0
28.0 169.0
‘ .0
0 wyWhw\J“NM“h”“M*éﬁpww‘w””\””w‘”w”‘w”w‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71075: 7-Ethyl-4,6-undecandione —— ——
113.0 15.50 16.00
m/z 55.05 23.34%
o “HVW““KMmj\wwmﬂvﬁwmA
156.0
71.0
43.0 | | 2120
0r””N”wM“w”‘w”mwl”m”w”‘w””wﬂ‘w”w””\””w‘ — T T
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 20 unknownl8.87 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.874 16.10 ng 547202 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-t-Butyl-5-chloromethyl-3-methy... 304 C14H25C1N203 1000192-88-5 17
2 Propanamide, 2,2-dimethyl-N-(4-m... 191 C12H17NO 021354-40-5 10
3 Propanamide, 2,2-dimethyl-N-(3-m... 191 C12H17NO 032597-29-8 9

4 5(1-Ethoxycarbonyl-1,4-dihydropy... 293 C14H15NO6 142131-81-5 9

5 Butanedioic acid, chloro-, bis(1... 264 C12H21Cl04 057983-51-4 9

Abundance Scan 2854 (18.874 min): BF122101.D\data.ms (-2845) (- m/z 57.10 100.00%
57.1

5000
316.3
191.1 e
131. ‘ 253.1 ) 18.60 18.80
O bbb bl b b L 432 S35 g 316,05 34.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147579: 2-t-Butyl-5-chloromethyl-3-methyl-4-oxoimidazc
57.0
5000 L B B B B L
18.60 18.80
191.0 m/z 191.1@  19.48%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53840: Propanamide, 2,2-dimethyl-N-(4-methylphenyl)-
57.0
T
18.60 18.80
5000 191.0 m/z 41.05 18.84%
32.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53842: Propanamide, 2,2-dimethyl-N-(3-methylphenyl)- R
57.0 18.60 18.80
m/z 147.00 13.43%
5000
191.0
‘ \34.0 ‘
P I R i N B o st
m/z--> 50 100 150 200 250 300 350 400 450 500 18.60 18.80

8270-BF101220.M Mon Oct 26 13:49:40 2020 Page: 22



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122101.D

Acqg On : 23 Oct 2020 16:17
Operator : JU/CG

Sample : L4458-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
unknown9.15 9.151 2.1 ng 98684 3 9.757 927632 20.0
Phenol, 2,6-bis... 9.422 6.7 ng 311347 3 9.757 927632 20.0
unknown10.01 10.016 2.9 ng 135980 3 9.757 927632 20.0
unknown10.08 10.086 2.1 ng 97530 3 9.757 927632 20.0
unknown10.15 10.157 2.8 ng 130279 3 9.757 927632 20.0
Undecane, 3,6-d... 10.410 10.0 ng 464574 3 9.757 927632 20.0
Dodecane, 2,7,1... 10.675 31.2 ng 1571070 4 11.251 1008420 20.0
unknown10.73 10.733 3.2 ng 159838 4 11.251 1008420 20.0
2,4,4,6,6,8,8-H... 10.810 4.7 ng 235619 4 11.251 1008420 20.0
2-Propanol, 1-c... 11.110 4.7 ng 239048 4 11.251 1008420 20.0
Tridecane 11.145 31.0 ng 1562840 4 11.251 1008420 20.0
Octacosane 11.492 10.3 ng 520385 4 11.251 1008420 20.0
unknown12.21 12.216 13.3 ng 671346 4 11.251 1008420 20.0
unknown13.43 13.433 9.5 ng 295240 5 13.892 621749 20.0
unknown14.32 14.321 6.5 ng 201459 5 13.892 621749 20.0
unknown14.37 14.374 2.6 ng 81859 5 13.892 621749 20.0
unknownl14.51 14.510 15.1 ng 470796 5 13.892 621749 20.0
unknownl15.72 15.721 10.7 ng 362125 6 15.327 679603 20.0
unknown18.87 18.874 16.1 ng 547202 6 15.327 679603 20.0
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