LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011019\
Data File : BF111990.D
Aca On : 10 Jan 2019 16:33 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1094-03 CROSSWICKS-DRUM-2
ALS Vial : 10 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-BF010719.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 5.098 507 512 517 rVB 156198 177287 1.68% 0.204%
2 5.363 552 557 561 rBVY 2991497 3050295 28.95% 3.505%
3 5.487 570 578 579 rBY 7091564 10536875 100.00% 12.108%
4 5.504 579 581 585 rVB 7026421 6522941 61.91% 7 .495%
5 5.740 615 621 624 rBY 6570625 7522346 71.39% 8.644%
6 6.340 717 723 727 rBV 624757 515918 4 _.90% 0.593%
7 6.410 730 735 737 rBVY 4010629 3622653 34.38% 4.163%
8 6.439 737 740 743 rVB 2336666 1849601 17.55% 2.125%
9 6.487 743 748 750 rBVY 2920639 2720428 25.82% 3.126%
10 6.528 750 755 758 rVV 3090645 3592491 34.09% 4.128%

11 6.569 758 762 765 rVB 3198628 2591929 24.60% 2.978%
12 6.651 772 776 780 rBV 3191068 3407381 32.34% 3.915%
13 6.716 781 787 790 rVvV 8235094 9349237 88.73% 10.743%
14 6.875 811 814 817 rBV 859879 728423 6.91% 0.837%
15 6.910 817 820 822 rvV 248471 180082 1.71% 0.207%

16 6.939 822 825 828 rvV 3027463 2416594 22.93% 2.777%
17 7.034 837 841 843 rBV 2435361 2012446 19.10% 2.312%
18 7.057 843 845 849 rVvVB 1021740 797635 7.57% 0.917%
19 7.128 853 857 859 rBv2 332393 320514 3.04% 0.368%
20 7.151 859 861 865 rvB 611983 467399 4._.44% 0.537%

21 7.198 865 869 871 rBV 912025 768190 7.29% 0.883%
22 7.269 878 881 890 rBvV 241192 234522 2.23% 0.269%
23 7.339 890 893 896 rBvV 338098 336290 3.19% 0.386%
24 7.369 896 898 901 rVvB 264251 211401 2.01% 0.243%
25 7.416 902 906 907 rBV 515780 522329 4._.96% 0.600%

26 7.434 907 909 915 rVB 1875620 1797921 17.06% 2.066%
27 7.575 928 933 937 rBv2 135736 166629 1.58% 0.191%
28 8.157 1027 1032 1034 rBV 805963 726586 6.90% 0.835%
29 8.181 1034 1036 1039 rVB 353538 270427 2.57% 0.311%
30 8.545 1094 1098 1102 rBV3 148101 194865 1.85% 0.224%

31 8.622 1109 1111 1115 rVB2 152423 156552 1.49% 0.180%
32 8.722 1121 1128 1130 rBV5 152346 282300 2.68% 0.324%
33 8.786 1136 1139 1142 rBV3 198290 278980 2.65% 0.321%
34 8.875 1151 1154 1156 rVB 478088 394947 3.75% 0.454%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011019\
Data File : BF111990.D
Aca On : 10 Jan 2019 16:33 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : K1094-03 CROSSWICKS-DRUM-2
ALS Vial : 10 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-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.910 1157 1160 1162 rBV2 257323 230581 2.19% 0.265%

36 8.969 1168 1170 1172 rBV 324095 259148 2.46% 0.298%
37 9.039 1179 1182 1186 rBV4 315946 519024 4._.93% 0.596%
38 9.122 1194 1196 1198 rBvV2 215005 224099 2.13% 0.258%
39 9.157 1200 1202 1205 rVvV3 482065 443559 4.21% 0.510%
40 9.186 1205 1207 1210 rVB2 410545 348328 3.31% 0.400%

41 9.233 1211 1215 1218 rBV 2319329 1956493 18.57% 2.248%
42 9.286 1222 1224 1225 rBV 250884 163355 1.55% 0.188%
43 9.322 1226 1230 1233 rVV3 953193 1168821 11.09% 1.343%
44 9.492 1257 1259 1261 rBV2 455054 499647 4.74% 0.574%
45 9.633 1280 1283 1285 rBV2 1621883 1796405 17.05% 2.064%

46 9.798 1308 1311 1314 rBV2 1288892 2094366 19.88% 2.407%
47 9.839 1316 1318 1321 rVB 2434179 2423656 23.00% 2.785%
48 9.928 1327 1333 1337 rBV7 1687521 3607095 34.23% 4.145%
49 14.904 2176 2179 2181 rBV2 465930 524894 4.98% 0.603%
50 14.968 2188 2190 2193 rBV2 234376 266664 2.53% 0.306%

51 15.539 2283 2287 2291 rVB 516903 716724 6.80% 0.824%
52 15.592 2294 2296 2303 rBVS8 82643 174055 1.65% 0.200%
53 15.798 2328 2331 2342 rVB9 100912 298714 2.83% 0.343%
54 15.880 2342 2345 2354 rBV9 104050 325849 3.09% 0.374%
55 17.309 2584 2588 2595 rVB 136097 260258 2.47% 0.299%

Sum of corrected areas: 87026149
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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\BF011019\

BF111990.D

10 Jan 2019 16:33

JussJ

K1094-03

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

CROSSWICKS-DRUM-2

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF111990.D

5.3

5.10

6.72

0
Time-->

5.50

T
5.00

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF111990.D

Time-->

T
9.50 10.00 10.50 11.00

11.50

12.00

12.50 13.00

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF111990.D

891518088

17.31

™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-BF010719.
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8270-BF010719.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

Sample : K1094-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.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 4 Benzene, l-ethyl-2-methyl- Concentration Rank 3

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

6.41 99.47 ng 3622650 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 735 (6.410 min): BF111990.D (-730) (-) m/z 105.10 100.00%
106.1
5000 AAA A
120.1
300 510 651 (1 90 6.00 620 640 6.60 6.80
O prr e e epteere et e e e m/z 120.10 33.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
106.0
5000
120.0 6.00 6.20 6.40 6.60 6.80
m/z 91.05 12.98%
150 270 390 510 650 770 9.0 |
T S B A N N S
Abundance #9423: Benzene, 1-ethyl-3-methyl-
106.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 77.10 12.22%
120.0
I A 4'0 s'o % 7'0 8'0 g'o 100 110 120
Abundance #9402: Mesitylene
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.10 9.75%
120.0
5000
2r.0 39\9 51\0 . 65\0 77\‘\0 91\.0 L ol
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 | | 600 6.20 6.40 6.60 6.80

Jan 11 03:14:17 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011019\

Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

ﬁ?ggle i K1094-03 CROSSWICKS-DRUM-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 unknown6.65 Concentration Rank 4

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

6.65 93.56 ng 3407380 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF111990.D (-772) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 o |l %, Tolo k0 680 700
el el 8O L A080 Ml "m/z 68.10 43.53%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U UL U L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.17%
'”'m'”WJ'W””'P'”I”?hq”'v'”l”"'”'P'”I"”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R AR S A R A
6.40 6.60 6.80 7.00
5000 m/z 66.05 28.81%
33.0 44.0 00 105.0
miz--> T % % e'o 588 18 10 130 1o 1o
Abundance #14560: Xenon
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.98%
5000
66.0
J
m/z--> 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\HPCHEM1\BNA F\DATA\BF011019\

Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

ﬁ?ggle i K1094-03 CROSSWICKS-DRUM-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 Indane Concentration Rank 9

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

7.06 21.90 ng 797635 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 83
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 83
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 60
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 53

Abundance Scan 845 (7.057 min): BF111990.D (-843) (-) m/z 117.10 100.00%
117.1
5000
91.0
390 510 630 474 | 1031 6.80 7.00 7.20 7.40
(L SVt A M| M m/z 118.10 56.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane
117.0
5000
6.80 7.00 7.20 7.40
390 58.0 91.0 m/z 115.05 27 .12%
27.0 :
"'%?;q'l" "|""L"' .ﬂ...!,:th .,.735?....”[...ﬁ93'?.,....,....
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
117.0
6.80 7.00 7.20 7.40
5000 910 m/z 91.05 15.91%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 ﬂ
Abundance #8967: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 8.19%
5000 91.0
65.0 78.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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8270-BF010719.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

Sample : K1094-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.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 Benzene, 1,3-diethyl- Concentration Rank 19

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

7.13 8.80 ng 320514 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 93
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 83
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 74

Abundance Scan 857 (7.128 min): BF111990.D (-853) (-) m/z 119.10 100.00%
105.1 119.1
5000 134.1
47, 911
39.0 51.0 63.0 | | || 6.80 7.00 7.20 7.40
e prrrprreeeieo el AL e TmZZz 105.100 96.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
6.80 7.00 7.20 7.40
770 910 m/z 134.10 47 .43%
27.0 39.0 51I.0 65.0 ' N
I Am Ll 1l . | 1 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.10 25.13%
91.0
77.0
T ,.1.5.'(.), .?Z.?. .??‘,E). .S.ﬁ.(.). T f‘?.(.), . .‘l‘, AREE R RaS - R .‘.‘a l RRRERERES RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
1050 119.0 6.80 7.00 7.20 7.40
m/z 115.05 22.06%
5000 134.0
91.0
..,....,.?.?.-?...‘ﬁ,%;?..5,.-.0..,??;?,.??Li’....‘,;...,.m.,..».\.;....,..\..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

Jan 11 03:14:19 2019

CROSSWICKS-DRUM-2

Page: 7



8270-BF010719.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

Sample : K1094-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.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 12 Benzene, 1l-methyl-3-propyl- Concentration Rank 15

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

7.15 12.83 ng 467399 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 91
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 91
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 91
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 74

Abundance Scan 861 (7.151 min): BF111990.D (-859) (-) m/z 105.10 100.00%
106.1
5000
134.1
390510650770 91.0 119.1 6.80 7.00 7.20 7.40
L R A I KRN RARAN RARRN RRARA NN KRN SRS LRSS LN RARRE BN m/z 134.10 25.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14858: Benzene, 1-methyl-3-propyl-
105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 106.05 13.02%
27.0 380 510 %OTP 910 119.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

?

Abundance #14855: Benzene, 1-methyl-2-propyl-
105.0
6.80 7.00 7.20 7.40
5000 m/z 77.05 11.27%
134.0
150 27.0 39.0 510 650 /70 910 119.0
T T T P T R T T e e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14848: Benzene, (1-methylpropyl)-
105.0 6.80 7.00 7.20 7.40
m/z 91.00 11.00%
5000
15.0 27.0 39.0 51.0 650 "' 119.0
T T T T T T T e T R e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

Jan 11 03:14:19 2019

CROSSWICKS-DRUM-2
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8270-BF010719.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

Sample : K1094-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.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 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 10

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

7.20 21.09 ng 768190 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
2 o-Cvmene 134 C10H14 000527-84-4 93
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 93
4 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93

Abundance Scan 869 (7.198 min): BF111990.D (-865) (-) m/z 119.10 100.00%
119.1
5000 105.1 134.1
91.1 ’
39.0 51.0 650 /-0 I 6.80 7.00 7.20 7.40 7.60
.”P”q.”q””,”“ﬁ”qbnthlnmpnq!HWML,JHP”qumq” m/z 134.05 39.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000
134.0 6.80 7.00 7.20 7.40 7.60
91.0 m/z 105.10 35.35%
27.0 390 510 65.0 77.0 ¥ 105.0
...?ZQ..,%ﬁlgl....,....,....,Hn..,.nh.,...:u...., ettt
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.10 27.62%
134.0
91.0
150 270 410 530 690 770 | 1030 ) |
T T R T e R e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 76.95 11.69%
5000
134.0
15.0 27.0 390 510 50 77.0 91"0 10“‘3-0 ‘
| | | N Ll m 1 L1 nn
T e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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8270-BF010719.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

Sample : K1094-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.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 14 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 17

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

7.34 9.23 ng 336290 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94

Abundance Scan 893 (7.339 min): BF111990.D (-890) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.1
39.0 510 650 77.0 10‘?'1 7.00 7.20 7.40 7.60
iGN PSS AN S R N S R m/z 134.10 30.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
118.0
5000
134.0 7.00 7.20 7.40 7.60
m/z 91.10 18.90%
15.0 27.0 390 510 g5 77.0 910 1050 I |
| i 1l Iy L1 nn
miz--> 5 % % 40 50 60 70 80 90 100 110 130 130 140
Abundance #14812: o-Cymene
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 13.61%
134.0
91.0
15.0 27.0 410 530 65.0 77.0 103.0 ‘
e 0o % 5 a5 6 T s % 100 1o 150 10 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 120.10 10.36%
5000
91.0 134.0
77.0 105.0
150 270 390 510 080 | ol
miz--> S h 5 e o i e b 1o T 14 7.00 7.20 7.40 760

Jan 11 03:14:20 2019
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8270-BF010719.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

Sample : K1094-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.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 15 unknown9.04 Concentration Rank 12

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

9.04 14.29 ng 519024 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 006069-97-2 49
2 trans. cis-3-Ethvlbicvclol4.4.01... 166 C12H22 066660-43-3 46
3 3.5-Dodecadiene. 2-methvl- 180 C13H24 055638-51-2 41
4 trans.cis-2.8-Dimethvilspirol5.51... 180 C13H24 095472-52-9 38
5 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 38

Abundance Scan 1182 (9.039 min): BF111990.D (-1179) (-) m/z 57.10 100.00%
5000 JLxh»AJAmJM\NﬁMAﬁAw/leWVJ%
BN U S R
8.80 9.00 9.20 9.40
m/z 41.10 95.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17020: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, [1S-(1.al...
41.0  67.0 95.0
5000 R R R L I
8.80 9.00 9.20 9.40
123.0 m/z 55.10 94 .61%
130.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0
166.0 880 9.00 9.20 9.40
5000 m/z 81.10 77 .44%
55.0
109.0
.”,...w..N.“J.nw”.i,.N.,l.uh...w.t..“...,”..
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #45728: 3,5-Dodecadiene, 2-methyl- A ma e e R R
mo 670 95.0 8.80 9.00 9.20 9.40
m/z 95.10 73.90%
5000
165.0
15.0 | 124.0 181.0 M
miz--> 20 40 60 80 100 120 140 160 180 200 880 9.00 9.20 9.40

Jan 11 03:14:21 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011019\

Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

ﬁ?ggle i K1094-03 CROSSWICKS-DRUM-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 unknown9.80 Concentration Rank 16

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

9.80 11.61 ng 2094370 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 38
2 1.1°-Bicvclohexvl. 2-propvl-. cis- 208 C15H28 054934-88-2 38
3 Behenic alcohol 326 C22H460 000661-19-8 38
4 1-Heneicosanol 312 C21H440 015594-90-8 30
5 3-Hexene, 2,2,5,5-tetramethyl-, ... 140 C10H20 000692-47-7 30

Abundance Scan 1311 (9.798 min): BF111990.D (-1308) (-) m/z 69.10 100.00%

5000

9.40 9.60 9.80 10.00 10.20

o m/z 55.10 92 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11592: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
41.0
5000 LA L L L L L L L L LY LB
940 960 980 1000 1020
m/z 41.10 82.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67955: 1,1-Bicyclohexyl, 2-propyl-, cis-
41.0 69.0
I e o e e R
125.0 9.40 9.60 9.80 10.00 10.20
5000 m/z 83.10 78.75%
95“ 0 | 165.0 208.0
L | | |
P e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol A e o
55,0 9.40 9.60 9.80 10.00 10.20

m/z 57.10 61.63%

5000

29.0

A 167.0 196.0 224.0 252.0 280.0 308.0
T T e e e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 940 960 980 10. 00 10 20

8270-BF010719.M Fri Jan 11 03:14:21 2019 Page: 12



8270-BF010719.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

Sample : K1094-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASE\NIST11.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 17 unknown9.84 Concentration Rank 14

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

9.84 13.44 ng 2423660 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 30
2 2-Pentene. 3-ethvl-4_.4-dimethvl- 126 C9H18 053907-59-8 30
3 Cvclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-96-0 18
4 Cvclopentanecarboxvlic acid. 3-p... 324 C21H4002 1000280-59-1 14
5 (6-Ethylcyclopent-1-enyl)methanol 126 C8H140 036431-59-1 14

Abundance Scan 1318 (9.839 min): BF111990.D (-1316) (-) m/z 193.20 100.00%
198.2
69.1
41.1 a7l
5000
22182 | 580 580 1060 1020
: m/z 69.10 79 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 9.0 R A REEEE NS
9.60 9.80 10.00 10.20
‘ m/z 97.10 76 .94%
151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
4.0 RS U U SN SR
9.60 9.80 10.00 10.20
5000 m/z 55.10 74 .46%
126.0
YT e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56515: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, cis- L i
58.0 97.0 9.60 9.80 10.00 10.20
m/z 41.10 69.75%
5000
& 194.0
380 | ‘\79l I 1230 1510
m/z--> 20 40 60 80 100 120 140 160 180 260 220 9.60 9.80 10.00 10.20
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8270-BF010719.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

Sample : K1094-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF010719._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 unknownl14.90 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.90 14.65 ng 524894 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hex-2-vn-4-vl iso... 330 C20H2604 1000315-20-0 45
2 Benzene., 1-(1.1-dimethvlethvl)-4._._. 164 C11H160 005396-38-3 38
3 Phthalic acid. 2-cvclohexvlethvl... 360 C22H3204 1000309-87-6 38
4 Phthalic acid. 2-cvclohexvlethyvl... 318 C19H2604 1000309-08-5 38
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 38
Abundance Scan 2178 (14.898 min): BF111990.D (-2176) (-) m/z 149.10 100.00%
69.1 149.1
5000
11.1 S S
219.2 307.2 14.60 14.80 15.00 15.20
ol oMbl 00T 222000 8573 4045 0 Tn/z 69.10  92.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #169303: Phthalic acid, hex-2-yn-4-yl isohexy! ester
149.0
5000 R AL B B
85.0 14.60 14.80 15.00 15.20
m/z 57.10 65.22%
4?]'9 Al 187.0 234.0 302.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #33658: Benzene, 1-(1,1-dimethylethyl)-4-methoxy-
149.0
14.60 14.80 15.00 15.20
5000 m/z 43.10 64.71%
41\'0 10 10? %
(| TR \. il
m/z--> 50 100 150 200 250 300 350 400
Abundance #190737: Phthalic acid, 2-cyclohexylethyl hexyl ester T
149.0 14.60 14.80 15.00 15.20
m/z 55.10 59.04%
5000 \\JAV\XU\\\vw\A\AkAV\/w\Aﬂv\,
55.0  111.0 251.0
"'MHJ”le"' ""|"“'}"'w""?$p"l"' R AL B B
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011019\

Data File : BF111990.D

Aca On : 10 Jan 2019 16:33

Operator : JU/SJ

ﬁ?ggle i K1094-03 CROSSWICKS-DRUM-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 unknownl15.88 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.88 9.09 ng 325849 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Bisoxirenol2.3:8.8alazulenol4... 262 C15H1804 139343-89-8 38
2 9-Hexacosene 364 C26H52 071502-22-2 25
3 2-Methvl-E-7-octadecene 266 C19H38 1000130-92-3 25
4 2-Cyclohexen-1-one. 5-bromo-4.4-... 202 C8H11BrO 1000327-26-6 25
5 2,5,5,6,8a-Pentamethyl-trans-4a, ... 208 C14H240 1000215-77-8 25
Abundance Scan 2345 (15.880 min): BF111990.D (-2342) (-) m/z 55.10 100.00%
1 M
5000
207.1 281.1 e
244.0 3432 4004 15.60 15.80 16.00 16.20
m/z 57.10 82.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #112355: 2H-Bisoxireno[2,3:8,8a]azuleno[4,5-b]furan-7(3aH)...
430 111.0
5000 79.0 ' 15.60 15.80 16.00 16.20
49.0 m/z 43.10 75.69%
219.0 262.0
40
m/z--> 50 100 150 260 2%0 360 3%0 460 f\\A\mWW\VwAVMh/\AAVMNANAM
Abundance #193364: 9-Hexacosene
43.0 97.0
' 15.60 15.80 16.00 16.20
5000 m/z 81.10 70.33%
s s M
A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #115913: 2-Methyl-E-7-octadecene A B
57.0 15.60 15.80 16.00 16.20
m/z 41.10 67.00%
97.0
5000
« ‘ 141.0 183.0 266.0
T |w"'¥"m'mf"" ?%%O'JJ"'l" L AL UL L DAL SN SN B
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF011019\

Data File : BF111990.D

Acq On : 10 Jan 2019 16:33

Operator : JU/SJ

3?22'6 - K1094-03 CROSSWICKS-DRUM-2
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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]
Benzene, l-ethyl-_.. 6.41 99.5 ng 3622650 1 6.87 728423 20.0
unknown6 .65 6.65 93.6 ng 3407380 1 6.87 728423 20.0
Indane 7.06 21.9 ng 797635 1 6.87 728423 20.0
Benzene, 1,3-diet... 7.13 8.8 ng 320514 1 6.87 728423 20.0
Benzene, 1l-methyl... 7.15 12.8 ng 467399 1 6.87 728423 20.0
Benzene, l-ethyl-_.. 7.20 21.1 ng 768190 1 6.87 728423 20.0
Benzene, 2-ethyl-_._. 7.34 9.2 ng 336290 1 6.87 728423 20.0
unknown9 .04 9.04 14.3 ng 519024 2 8.16 726586 20.0
unknown9 .80 9.80 11.6 ng 2094370 3 9.93 3607100 20.0
unknown9 .84 9.84 13.4 ng 2423660 3 9.93 3607100 20.0
unknown14 .90 14.90 14.7 ng 524894 6 15.54 716724 20.0
unknown15.88 15.88 9.1 ng 325849 6 15.54 716724 20.0
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