LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 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-BF040820 .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 4.945 482 486 494 rVB 178804 211872 3.08% 0.373%
2 5.222 530 533 537 rVB 77395 70937 1.03% 0.125%
3 5.363 552 557 560 rBY 2664252 2772159 40.28% 4.877%
4 5.916 647 651 655 rBV 116947 109194 1.59% 0.192%
5 6.210 698 701 704 rVB 99262 72973 1.06% 0.128%
6 6.381 726 730 736 rVB 1912618 1675134 24.34% 2.947%
7 6.557 757 760 762 rBV 494267 382377 5.56% 0.673%
8 6.586 762 765 769 rVB 381510 348675 5.07% 0.613%
9 6.681 777 781 784 rBV 146499 174896 2.54% 0.308%
10 6.751 789 793 796 rBVY 1361429 1084063 15.75% 1.907%

11 6.910 815 820 822 rBV 5220463 4691696 68.18% 8.254%
12 6.933 822 824 827 rVB 534410 397643 5.78% 0.700%
13 7.004 833 836 839 rvB2 159742 131283 1.91% 0.231%
14 7.075 845 848 850 rBV 126579 113801 1.65% 0.200%

15 7.151 857 861 864 rBvV 76492 82096 1.19% 0.144%
16 7.322 880 890 893 rBvV 3973813 4623391 67.18% 8.134%
17 7.398 899 903 907 rBVS5 70058 70942 1.03% 0.125%
18 7.439 907 910 913 rBV3 59267 70433 1.02% 0.124%
19 7.522 919 924 927 rBvV2 325994 303497 4.41% 0.534%
20 7.551 927 929 935 rVB 79293 74633 1.08% 0.131%
21 7.686 950 952 954 rBV2 65259 70730 1.03% 0.124%

22 7.710 954 956 962 rvB2 115181 140467 2.04% 0.247%
23 7.775 962 967 971 rBV2 696874 698433 10.15% 1.229%
24 7.875 982 984 987 rVB 111406 85947 1.25% 0.151%
25 8.033 1007 1011 1014 rBV 1529291 1646554 23.93% 2.897%

26 8.057 1014 1015 1018 rvv2 322043 258982 3.76% 0.456%
27 8.086 1018 1020 1022 rVVv 223626 174301 2.53% 0.307%
28 8.127 1025 1027 1030 rVB 117087 91054 1.32% 0.160%
29 8.233 1040 1045 1049 rvVvB7 39822 83499 1.21% 0.147%
30 8.298 1049 1056 1057 rBv4 97560 144713 2.10% 0.255%

31 8.316 1057 1059 1064 rvv 137034 134927 1.96% 0.237%
32 8.369 1064 1068 1071 rvv2 183653 175233 2.55% 0.308%
33 8.422 1074 1077 1080 rVB 155277 136804 1.99% 0.241%
34 8.504 1088 1091 1096 rVvB2 221974 222577 3.23% 0.392%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 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\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.627 1109 1112 1115 rBV2 147675 146703 2.13% 0.258%

36 8.733 1127 1130 1131 rBV 86741 80929 1.18% 0.142%
37 8.757 1131 1134 1137 rVB3 118875 143003 2.08% 0.252%
38 8.845 1143 1149 1152 rBV2 495307 715459 10.40% 1.259%
39 8.898 1154 1158 1163 rVV5 145386 238619 3.47% 0.420%
40 8.939 1163 1165 1168 rVvB2 180912 162913 2.37% 0.287%

41 8.986 1170 1173 1176 rBvV2 113135 104130 1.51% 0.183%
42 9.033 1176 1181 1184 rBV5 88480 146776 2.13% 0.258%
43 9.122 1190 1196 1198 rBV 6426375 6881683 100.00% 12.107%
44 9.227 1209 1214 1218 rBV4 230655 373230 5.42% 0.657%
45 9.304 1223 1227 1228 rBV3 143350 177367 2.58% 0.312%

46 9.374 1235 1239 1243 rBV4 376241 504072 7.32% 0.887%
47 9.416 1243 1246 1247 rVV2 240544 262050 3.81% 0.461%
48 9.451 1249 1252 1256 rVV 584015 636318 9.25% 1.120%
49 9.486 1256 1258 1260 rVV3 195456 178613 2.60% 0.314%
50 9.510 1260 1262 1264 rVB 254920 175553 2.55% 0.309%

51 9.569 1268 1272 1274 rBV3 282062 318297 4.63% 0.560%
52 9.610 1276 1279 1281 rBvV4 126297 140450 2.04% 0.247%
53 9.651 1284 1286 1292 rVB3 209481 170457 2.48% 0.300%
54 9.733 1294 1300 1302 rBV4 148520 267925 3.89% 0.471%
55 9.769 1303 1306 1307 rVvVv3 181706 202037 2.94% 0.355%

56 9.792 1307 1310 1313 rVV 1949330 1697780 24.67% 2.987%
57 9.822 1313 1315 1318 rVB 698016 582076 8.46% 1.024%
58 9.857 1318 1321 1323 rBV3 145785 155192 2.26% 0.273%
59 9.945 1333 1336 1338 rvB2 315605 303387 4.41% 0.534%
60 10.069 1355 1357 1359 rBV2 204965 195135 2.84% 0.343%

61 10.092 1359 1361 1362 rVV 113676 80267 1.17% 0.141%
62 10.186 1375 1377 1379 rBV2 167679 157200 2.28% 0.277%
63 10.310 1396 1398 1401 rBV 300252 265682 3.86% 0.467%
64 10.339 1401 1403 1405 rvB2 307217 227082 3.30% 0.400%
65 10.369 1405 1408 1412 rBV 419632 411323 5.98% 0.724%

66 10.404 1412 1414 1416 rBV2 162228 151191 2.20% 0.266%
67 10.586 1440 1445 1448 rBV 4225869 4329935 62.92% 7.618%
68 10.627 1448 1452 1454 rVB3 177749 193219 2.81% 0.340%
69 10.710 1464 1466 1470 rVB3 194382 168447 2.45% 0.296%
70 11.245 1554 1557 1559 rBV2 165824 155145 2.25% 0.273%

71 11.280 1559 1563 1565 rVV 1932253 1595196 23.18% 2.807%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 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\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 11.304 1565 1567 1571 rVB 403161 340949 4 _.95% 0.600%
73 11.392 1579 1582 1593 rVvB2 211016 299350 4 .35% 0.527%
74 11.510 1600 1602 1606 rVB 262203 213509 3.10% 0.376%
75 11.833 1651 1657 1664 rVB2 1090162 1359463 19.75% 2.392%

76 12.039 1690 1692 1698 rBV2 138779 235103 3.42% 0.414%
77 12.492 1767 1769 1771 rVB 140310 94102 1.37% 0.166%
78 12.610 1786 1789 1795 rBV 981519 862734 12.54% 1.518%
79 12.874 1829 1834 1837 rBV 5492617 5748700 83.54% 10.114%
80 12.974 1849 1851 1856 rVB 94709 91649 1.33% 0.161%

81 13.098 1869 1872 1878 rVB2 113469 134035 1.95% 0.236%
82 13.451 1930 1932 1936 rBV3 64970 83746 1.22% 0.147%
83 13.780 1985 1988 1996 rVB 219869 268764 3.91% 0.473%
84 13.921 2008 2012 2016 rBV 1340457 1189115 17.28% 2.092%
85 14.098 2039 2042 2047 rVB 92425 100021 1.45% 0.176%

86 14.404 2091 2094 2096 rVB 100862 91943 1.34% 0.162%
87 14.698 2141 2144 2148 rVB 125539 129509 1.88% 0.228%
88 14.774 2154 2157 2163 rVB 52987 69189 1.01% 0.122%

89 15.027 2196 2200 2205 rVB 123209 138460 2.01% 0.244%
90 15.356 2251 2256 2259 rBV 834805 952869 13.85% 1.676%

91 15.392 2259 2262 2269 rVB 99980 133710 1.94% 0.235%
92 15.809 2330 2333 2339 rVB 57456 81131 1.18% 0.143%

Sum of corrected areas: 56838808
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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\BF041020\

BF119897.D

10 Apr 2020 16:25

MA/SJ

L2178-05

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF119897.D

4/.\95 5.22 592 6.21

6.38

6.91

6.75

7.32

0
Time-->

e
6.00

4.50 5.00

5.50

T
6.50

3.93
e romms
[

7.00

7.52
77404557 €
LB s s

7.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000}

0

TIC: BF119897.D

10.59

12.87

Time-->

T
9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000
13.45

0

TIC: BF119897.D

13.92
15.36

1378\ 1410 14.40 144077 15.03 J}}é@ 15.81

™1
13.50

Time-->

14.00

14.50

15.00

15.50

16.00 16.50

17.00

I
17.50

T
18.00

18.50

8270-BF040820.

M Sat Apr 11 06:39:20 2020

Page: 4




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.95 3.91 ng 211872 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-0Octanol 130 C8H180 000589-98-0 33
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 487 (4.951 min): BF119897.D (-482) (-) m/z 43.00 100.00%
43
59
5000
101
51 | 69 83 | 11 460 4.80 5.00 5.20
"I'"'I""IIII"'I"I!'I'""I""I""'I""I""II""I""I""I""I""I"" m/z 59.00 64 .55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrrTyT T T T T T

460 4.80 5.00 5.20
59 m/z 101.00 19.89%

101
27 35 | 51 " 67 8 g1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
59
R
460 4.80 5.00 5.20
m/z 58.00 17.76%
%000 59 4 83
101
51 69 91 112 129
mmmﬁmmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- B AR,
59 460 4.80 5.00 5.20
m/z 40.95 8.56%
5000
43
| % 8 o 123 141 159
A B R aaaaa o EaMASaa na S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 2 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 7

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

6.56 7.05 ng 382377 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxv-1-methvy... 148 C7H1603 020324-32-7 72
2 2-Propanol. 1-(2-ethoxvpropoxv)- 162 C8H1803 010143-32-5 56
3 2-Propanol. 1.1"-IT(1-methvl-1.2-... 192 C9H2004 001638-16-0 53
4 2.3-Dimercaptopropan-1-ol 124 C3H80S2 000059-52-9 45
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 43

Abundance Scan 761 (6.563 min): BF119897.D (-757) (-) m/z 59.00 100.00%
50
5000 45
7 103
6.20 6.40 6.60 6.80
8 95 123 m/z 45.00 44.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23089: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
50
5000
45 73 103 6.20 6.40 6.60 6.80
31 m/z 103.00 27 .48%
15 89 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
6.20 6.40 6.60 6.80
5000 45 m/z 41.00 23.00%
31
73 103
15 87 118 131 144
A R RN AR RRARS RAARN ARARS NRAEN RARRS RRAR UARAY RALS UARRE LR LAARN SARAS LAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #55040: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
59 6.20 6.40 6.60 6.80
m/z 73.05 19.92%
5000
31 4 103
18 | 1 ] 73 89 ‘ 1715 161
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 3 2-Propanol, 1,1"-[(1-methyl... Concentration Rank 8

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

6.59 6.43 ng 348675 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxv-1-methv... 148 C7H1603 020324-32-7 72
2 2-Propanol. 1.1"-T(1-methvl-1.2-... 192 C9H2004 001638-16-0 53
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 50
4 1-Propanol. 3.3"-oxvbis- 134 C6H1403 002396-61-4 50
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 50

Abundance Scan 766 (6.592 min): BF119897.D (-762) (-) m/z 59.00 100.00%
59
5000 45
103
73
6.20 6.40 6.60 6.80 7.00
& 129 m/z 45.05  51.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23089: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59
5000
45 73 103 6.20 6.40 6.60 6.80 7.00
31 m/z 103.00 28.46%
15 89 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
6.20 6.40 6.60 6.80 7.00
5000 m/z 41.00 23.81%
3 4 103
18 73 89 117 139 161
R R R R R LRARS AR LR AR RRARS LAY RS LN AR KA SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15106: 1-Propanol, 2-(2-hydroxypropoxy)-
59 6.20 6.40 6.60 6.80 7.00
m/z 73.00 19.60%
5000
st 45 103
o er s 89 | us s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 4 2-Propanol, 1-(2-methoxypro... Concentration Rank 17

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

6.68 3.23 ng 174896 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxv-1-methv... 148 C7H1603 020324-32-7 72
2 2-Propanol. 1-(2-methoxvpropoxv)- 148 C7H1603 013429-07-7 72
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 64
4 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 64
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 56

Abundance Scan 781 (6.681 min): BF119897.D (-777) (-) m/z 59.00 100.00%
59
5000
45 -3
101 6.40 6.60 6.80 7.00
83 ol 117 129 144 m/z 45.00 21.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59
5000
6.40 6.60 6.80 7.00
4 45 . m/z 41.00 12.02%
7
sl o8 H s 1m0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
6.40 6.60 6.80 7.00
5000 m/z 73.00 11.39%
31 45
15 ol 80 104 155 139
mwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15106: 1-Propanol, 2-(2-hydroxypropoxy)-
59 6.40 6.60 6.80 7.00
m/z 43.00 11.19%
5000
8t 45 103
SOSN8 S -7 - AR N - - S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 6 Tetracyclo[3.3.1.0(2,8).0(4... Concentration Rank 6

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

6.93 7.34 ng 397643 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
2 Indane 118 C9H10 000496-11-7 74
3 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 74
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 53

Abundance Scan 823 (6.928 min): BF119897.D (-822) (-) m/z 117.00 100.00%
117
5000
91 SRR U RS SRR
39 515 65 4 103 6.60 6.80 7.00 7.20
..,....,....,....',.f‘?.i'...".,:'.'..,...-.,....',|....,.-...,..|!.~,.... m/z 118.00 57.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
147
5000 91 SERARNSRASANRARESARRY

6.60 6.80 7.00 7.20
m/z 115.00 20.42%

39
27 51 58 65 78 103
S A Vi S N n | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
R REERE RS
6.60 6.80 7.00 7.20
5000 m/z 91.00 15.99%
91
15 27 394551 6 77 103110
T T e T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8962: Benzene, 1-propenyl-
117 6.60 6.80 7.00 7.20
m/z 57.50 10.20%
5000
91
39 51 58 @5 77 ‘ 103 ‘
..,.%?.,..??,....‘,.f‘?.i‘...l‘,a‘.‘..,...‘l,?.ﬂ'..‘,a.??,a‘...,..l.‘,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 7 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15

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

7.52 3.69 ng 303497 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 89
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 81

Abundance Scan 924 (7.522 min): BF119897.D (-919) (-) m/z 119.10 100.00%
119
5000
73 91
39 267 355 7.20 7.40 7.60 7.80
Mo A7 249, m/z 134.10 44.93%
m/z--> 50 100 150 200 250 300 350
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
5000
7.20 7.40 7.60 7.80
o1 m/z 91.00 16.63%
15 39 65 |
m/z--> 50 100 1%0 260 250 360 3%0
Abundance
119
7.20 7.40 7.60 7.80
5000 m/z 72.95 15.55%
39 g5 N
m/z--> o 'éol - 160" "150" "260" "250" "360" "350
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 7.20 7.40 7.60 7.80
m/z 120.10 10.72%
5000
Ll N N T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF040820.M Sat Apr 11 06:39:23 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 8 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 4

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

7.77 8.48 ng 698433 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 94
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87

Abundance Scan 966 (7.769 min): BF119897.D (-962) (-) m/z 117.00 100.00%
147
5000 199
39 51 65 77 3 7.40 7.60 7.80 8.00 8.20
103 : : : :
S A FEVN N O BN | Y .. m/z 132.10  37.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132

7.40 7.60 7.80 8.00 8.20
m/z 115.00 28.06%

27 39 51 g5 4, Ol

| 103 o
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 7.40 7.60 7.80 8.00 8.20
5000 m/z 131.10 17 .44%
91
39 51 6 77
15 27 105
Wmmmwmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14033: 3-Phenylbut-1-ene
117 740 7.60 7.80 8.00 8.20
m/z 91.00 15.74%
5000
91 132
27 3? 5} 65 17 ‘ 105 |
\ Ll I Ll
T P e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 740 7.60 7.80 8.00 8.20

8270-BF040820.M Sat Apr 11 06:39:23 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown9.23 Concentration Rank 11

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

9.23 4.40 ng 373230 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Difluoropropiophenone 170 C9H8F20 023384-72-7 49
2 Naphthalene. l1-propvl- 170 C13H14 002765-18-6 47
3 di-n-Propvilbarbituric acid 212 C10H16N203 002217-08-5 47
4 3.4-Difluorobenzoic acid. 4-trid... 340 C20H30F202 1000338-60-1 43
5 3,4-Difluorobenzoic acid, 6-trid... 340 C20H30F202 1000338-60-3 38

Abundance Scan 1214 (9.227 min): BF119897.D (-1209) (-) m/z 141.00 100.00%
141
5000
170
41 85 109
55 67 9% 125 160 | g9 8.80 9.00 920 940 9.60
m/z 170.00 33.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38972: 3,4-Difluoropropiophenone
141
113
5000 R A AR I I
63 8.80 9.00 9.20 9.40 9.60
170 m/z 85.00 20.28%
15 |I 37 50 | 75 93 L 127 | 151
miz--> R N S Y SR P RRRSY RS AR
Abundance
141
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 18.55%
170
115
28 39 51 63 76 89 102 128 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance #70658: di-n-Propylbarbituric acid L e
141 8.80 9.00 9.20 9.40 9.60
m/z 109.00 18.47%
5000 170
41 98
| o0 6980 ] 109 126 | 155 | g3
m/z--> 20 Jo i éo 100 120 140 160 180 8.80 9.00 9.20 940 9.60

8270-BF040820.M Sat Apr 11 06:39:24 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Naphthalene, 2,6-dimethyl- Concentration Rank 9

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

9.37 5.94 ng 504072 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 86
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 83
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 64
4 Benzene. 2.5-cvclohexadien-1-vI- 156 C12H12 004794-05-2 52
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 52

Abundance Scan 1238 (9.369 min): BF119897.D (-1235) (-) m/z 156.05 100.00%
141 136
5000
9.00 9.20 9.40 9.60 9.80
m/z 141.10 84_.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
9.00 9.20 9.40 9.60 9.80
m/z 119.05 57.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
9.00 9.20 9.40 9.60 9.80
5000 m/z 155.10 41 _.94%
115 108
14 27 39 51 83 7T g9 400
mz-> 20 40 60 80 100 120 140 160 180
Abundance #28470: Naphthalene, 2,7-dimethyl-
156 9.00 9.20 9.40 9.60 9.80
m/z 164 .05 26.12%
5000 141
15 27 3\9 5\1 63 7\\7 89 102 1:!'5 \‘\ Ll
m/z--> 2'0 40 A 80 100 120 14'10 160 180 0.00 9.20 940 9.60 9.80

8270-BF040820.M Sat Apr 11 06:39:25 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
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 11 unknown9.42 Concentration Rank 19

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

9.42 3.09 ng 262050 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dimethviphenvlacetic acid 164 C10H1202 1000342-65-5 25
2 Benzaldehvde. 2.3.4.5-tetramethvl- 162 C11H140 029344-95-4 25
3 5.8-Dimethvl-1.2.3.4-tetrahvdroa... 162 C10H14N2 066102-39-4 25
4 Ethvl m-methvlbenzoate 164 C10H1202 000120-33-2 18
5 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 18

Abundance Scan 1247 (9.422 min): BF119897.D (-1243) (-) m/z 119.00 100.00%
119

5000

9.00 9.20 9.40 9.60 9.80
m/z 122 .05 41._.40%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33337: 2,5-Dimethylphenylacetic acid
1

5000 [TTrr[rrrr[rrrrprrrrrom
164 9.00 9.20 9.40 9.60 9.80
m/z 81.00 34 .45%
135 146
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
162
s R e S
133 9.00 9.20 9.40 9.60 9.80
5000 119 m/z 164.10 33.93%
91
147
o7 39 51 g5 77 105
e e L m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32083: 5,8-Dimethyl-1,2,3,4-tetrahydroquinoxaline Eaa RN Ea n e e )
161 9.00 9.20 9.40 9.60 9.80
m/z 95.10 32.35%
5000
146
39 51 120 131 ‘H i
| Im | \\‘ ! Al
i e e I — s AR e S
m/z--> 20 40 60 80 100 120 140 160 180 900 9.20 9.40 9.60 9.80

8270-BF040820.M Sat Apr 11 06:39:25 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 12 Naphthalene, 1,3-dimethyl- Concentration Rank 5

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

9.45 7.50 ng 636318 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 96
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94

Abundance Scan 1252 (9.451 min): BF119897.D (-1249) (-) m/z 156.10 100.00%
5000
9.20 9.40 9.60 9.80
m/z 141.10 86 .73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28475: Naphthalene, 1,3-dimethyl-
141 136
5000
9.20 9.40 9.60 9.80
115 m/z 155.05 31.73%
27 39 51 63 76 gg 10p | 128 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
9.20 9.40 9.60 9.80
5000 m/z 119.10 27 .28%
115
15 27 39 51 63 76 gg 102 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28478: Naphthalene, 1,5-dimethyl-
156 9.20 9.40 9.60 9.80
m/z 115.00 24 .14%
141
5000
115
15 27 39 51 63 " g9 100 1" 18 | |
m/z--> 20 40 60 80 100 120 140 160 180 920 9.40 9.60 9.80

8270-BF040820.M Sat Apr 11 06:39:26 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 13 Naphthalene, 1,4-dimethyl- Concentration Rank 14

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

9.57 3.75 ng 318297 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
4 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95

Abundance Scan 1272 (9.569 min): BF119897.D (-1268) (-) m/z 141.00 100.00%
141 156
5000
5163 | 11 128 9.20 9.40 9.60 9.80
39 : - : :
o 102 LJHM 174183 m/z 156.10  97.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28476: Naphthalene, 1,4-dimethyl-
1%6
141
5000
9.20 9.40 9.60 9.80
1s m/z 155.05 24 _70%
15 27 39 51 63 77 g9 195 |0 128
m/z--> 20 45 60 80 100 120 140 160 180
Abundance
141 156
9.20 9.40 9.60 9.80
5000 m/z 81.00 17.98%
115
128
15 27 39 51 63 70 g9 10
mz-> 20 40 60 80 100 120 140 160 180
Abundance #28475: Naphthalene, 1,3-dimethyl- L B o
156 9.20 9.40 9.60 9.80
. m/z 115.00 17.73%
5000
115
27 39 51 63 75 g9 100 " 18 |
m/z--> 20 40 6|0 8|0 100 120 140 160 180 920 940 9.60 9.80

8270-BF040820.M Sat Apr 11 06:39:26 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 14 Cyclohexene, 4-methyl-1-(1-... Concentration Rank 18

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

9.73 3.16 ng 267925 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-methvl-1-(1-methv... 138 C10H18 000500-00-5 64
2 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 000554-59-6 58
3 Cvclohexane. 1-methvl-4-(l1-methyvy... 138 C10H18 001124-27-2 58
4 4-Acetvl-1-methvlcvclohexene 138 C9H140 006090-09-1 58
5 Cyclohexene, 1l-methyl-4-(1-methy... 138 C10H18 005502-88-5 55

Abundance Scan 1299 (9.727 min): BF119897.D (-1294) (-) m/z 95.00 100.00%
95
41
55
5000
9.40 9.60 9.80 10.00
m/z 41.05 61.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16985: Cyclohexene, 4-methyl-1-(1-methylethyl)-
81 9%
5000 67 T T T T T T T
41 9.40 9.60 9.80 10.00
27 oS 123 138 m/z 55.00 52.53%
15 199
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
81 LSRR SN S
67 9.40 9.60 9.80 10.00
5000 a m/z 57.00 43.65%
123 q3g
27 109
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)- R R mamEE
81 95 9.40 9.60 9.80 10.00
. m/z 163.05 43.06%
5000 °°
41 123 138
e e ..|....|.1.0.9.|....|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

8270-BF040820.M Sat Apr 11 06:39:27 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 15 3,5-Dimethylphenylacetic acid Concentration Rank 16

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

9.95 3.57 ng 303387 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvilphenvlacetic acid 164 C10H1202 042288-46-0 58
2 Acetic acid. (2.4-xviv)- 164 C10H1202 006331-04-0 58
3 5-Methoxv-2-allviphenol 164 C10H1202 1000306-52-6 43
4 1.3-Benzenediamine. N.N.N".N"-te... 164 C10H16N2 022440-93-3 38
5 3-Pyridinecarbonitrile, 1,2-dihy... 164 C8H8N202 000524-40-3 35

Abundance Scan 1337 (9.951 min): BF119897.D (-1333) (-) m/z 153.05 100.00%
3
5000
9.60 9.80 10.00 10.20
m/z 136.05 54_.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33336: 3,5-Dimethylphenylacetic acid
119
5000 A AR SRS B
164 9.60 9.80 10.00 10.20
g1 105 m/z 121.05 36.46%
15 27 39 51 65 7K | J i, 135146
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
9.60 9.80 10.00 10.20
5000 m/z 67.05 34.89%
164
91 105
27 39 51 65 77 135146
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33306: 5-Methoxy-2-allylphenol B B .
164 9.60 9.80 10.00 10.20
m/z 164.10 32.17%
5000
137
77 149
U ?}'I""I'?T'Téi "|"'M |'H"| SRMUPRRBERERAY SRR SRR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20

8270-BF040820.M Sat Apr 11 06:39:27 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 16 Acridine Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.39 3.75 ng 299350 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acridine 179 C13H9N 000260-94-6 64
2 p-Phenvlbenzonitrile 179 C13HON 002920-38-9 46
3 Benzolalauinoline 179 C13HON 000260-36-6 43
4 T1.17-Biphenvl1-2-carbonitrile 179 C13H9N 024973-49-7 43
5 Benzo[h]isoquinoline 179 C13HSN 000229-71-0 43
Abundance Scan 1582 (11.392 min): BF119897.D (-1579) (-) m/z 179.10 100.00%
179
5000
4o 51 63 76 89 12100 1120 11140 11160 1150
m/z 186.05 43.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44866: Acridine
179
5000
11.00 11.20 11.40 11.60 11.80
. 75 89 ™ m/z 141.05 35.70%
38 90 101113126 139 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179
11.00 11.20 11.40 11.60 11.80
5000 m/z 153.00 28.45%
76 g9 151
27 39 51 63 101113126139 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44873: Benzo[g]quinoline B B E e
179 11.00 11.20 11.40 11.60 11.80
m/z 152.00 25.07%
5000
151
50 63 75 o8 113126139 |, 164 ‘M
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 11,00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 17 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.83 17.04 ng 1359460 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1656 (11.827 min): BF119897.D (-1651) (-) m/z 60.00 100.00%
6o 73
5000
129
97 LA UL LB IURBLL B
Tﬂ' 115 143157171185199213227242256 1160 11,80 12.00 12.20
m/z 43.05 92.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 078
5000 129 LR LRI SULELLS I U
11. 60 11. 80 12. 00 12 20
m/z 73.00 88.07%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11!60 11fso 12foo 12!20
5000 129 m/z 57.00 84 .68%
29 g7 115 171185 »
as W T M| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e e LA RRE
3 60 73 11.60 11.80 12.00 12.20
m/z 55.00 76.07%
5000 129 \Mﬁkﬁﬂ\W“MWNJLxMﬂMNWM\w_mA
29
199
‘ ‘ 143157 171 185 242
,,1;6',\”,'\,\,“,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 18 3-Methylcarbazole Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.95 ng 235103 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvlcarbazole 181 C13H11N 004630-20-0 91
2 2-Fluorenamine 181 C13H11N 000153-78-6 87
3 9H-Carbazole. 9-methvl- 181 C13H11N 001484-12-4 83
4 1-Aminofluorene 181 C13H11N 006344-63-4 83
5 9H-Carbazole, 2-methyl- 181 C13H11N 003652-91-3 81
Abundance Scan 1692 (12.039 min): BF119897.D (-1690) (-) m/z 181.10 100.00%
181
5000
7 %0 b 1180 1700 12.20 1240
63 127 200214 . . . .
% s 168 232 251 m/z 180.10  91.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46465: 3-Methylcarbazole
181
5000 RN S U B B
11.80 12.00 12.20 12.40
152 m/z 152.00 20.71%
39 63 19003 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
181
1180 12.00 1220 12.40
5000 m/z 182.10 13.87%
152
90
o7 5063 113127 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46475: 9H-Carbazole, 9-methyl- e e e
181 11.80 12.00 12.20 12.40
m/z 77.00 13.70%
5000
15 39 B0 | mspely | 1O )
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 19 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.61 14.51 ng 862734 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 35
Abundance Scan 1789 (12.610 min): BF119897.D (-1786) (-) m/z 43.05 100.00%
48 60
5000 129
8 185 241 LRI IR SRS SUNA
9 115 | 143157171 | 199 227 25557284 12.20 12.40 12.60 12.80 13.00
Ol m/z 60.00 93.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

73

43 §

12.I20 12.I40 12!60 12.I80 13.IOO
m/z 57.00 90.25%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
T T T
12.20 12.40 12.60 12.80 13.00
5000 129 m/z 73.00 84.17%
83 97
115 143]_57171 213 256
199 227549
wmmm‘m‘mmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid BEBENEEEEE By
73 12.20 12.40 12.60 12.80 13.00
43 m/z 55.00 80.38%
5000
29
A B e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119897.D

Aca On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 20 Cycloeicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.78 4.52 ng 268764 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 98
2 1-Octadecene 252 C18H36 000112-88-9 95
3 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 92
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 1988 (13.780 min): BF119897.D (-1985) (-) m/z 57.00 100.00%

5000{ 4

%

13.40 13.60 13.80 14.00
m/z 43.05  75.29%

125139155 179194210 232 249263 280 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127768: Cycloeicosane

%

5000

13.I4O 13.I60 13.I80 14.I00
m/z 55.00 57.95%k

111

5
139153168182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

-

43 57
83

97 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00

5000 m/z 71.05 44 _95Y%
111

27 125

139154168182196210224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127777: Cyclohexadecane, 1,2-diethyl- Rl B A e
3 57 13.40 13.60 13.80 14.00

m/z 83.00 43.86%

g

83 97 280
5000

125 251
139
153167181195209023

:

il
Il |

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041020\
Data File : BF119897.D

Acq On : 10 Apr 2020 16:25

Operator : MA/SJ

Sample : L2178-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
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]
2-Pentanone, 4-hy... 4.95 3.9 ng 211872 1 6.75 1084060 20.0
2-Propanol, 1-(2-... 6.56 7.0 ng 382377 1 6.75 1084060 20.0
2-Propanol, 1,1"-__. 6.59 6.4 ng 348675 1 6.75 1084060 20.0
2-Propanol, 1-(2-... 6.68 3.2 ng 174896 1 6.75 1084060 20.0
Tetracyclo[3.3.1.... 6.93 7.3 ng 397643 1 6.75 1084060 20.0
Benzene, 1,2,4,5-... 7.52 3.7 ng 303497 2 8.04 1646550 20.0
1H-Indene, 2,3-di... 7.77 8.5 ng 698433 2 8.04 1646550 20.0
unknown9.23 9.23 4.4 ng 373230 3 9.79 1697780 20.0
Naphthalene, 2,6-... 9.37 5.9 ng 504072 3 9.79 1697780 20.0
unknown9 .42 9.42 3.1 ng 262050 3 9.79 1697780 20.0
Naphthalene, 1,3-... 9.45 7.5 ng 636318 3 9.79 1697780 20.0
Naphthalene, 1,4-_.. 9.57 3.8 ng 318297 3 9.79 1697780 20.0
Cyclohexene, 4-me... 9.73 3.2 ng 267925 3 9.79 1697780 20.0
3,5-Dimethylpheny. .. 9.95 3.6 ng 303387 3 9.79 1697780 20.0
Acridine 11.39 3.8 ng 299350 4 11.28 1595200 20.0
n-Hexadecanoic acid 11.83 17.0 ng 1359460 4 11.28 1595200 20.0
3-Methylcarbazole 12.04 3.0 ng 235103 4 11.28 1595200 20.0
Octadecanoic acid 12.61 14.5 ng 862734 5 13.92 1189120 20.0
Cycloeicosane 13.78 4.5 ng 268764 5 13.92 1189120 20.0
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