LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc :

ALS vial : 6 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127175.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.416 356 362 366 rBv2 30020 40660 1.12% 0.179%
2 5.104 475 479 485 rBV 45362 49957 1.37% 0.219%
3 5.510 538 548 555 rBV 1712309 1540864 42.34% 6.768%
4 6.516 715 719 725 rVV 1119459 1003112 27.56% 4.406%
5 6.569 725 728 732 rVB 125374 102306 2.81% 0.449%
6 6.710 749 752 757 rVB 94308 76146 2.09% 0.334%
7 6.886 779 782 785 rBV 786672 628083 17.26% 2.759%
8 6.939 788 791 798 rVB 88742 85813 2.36% 0.377%
9 7.063 810 812 816 rVB 203040 173238 4.76% 0.761%
106 7.128 820 823 833 rVB 145289 144077 3.96% 0.633%
11 7.204 833 836 837 rBV 58788 59256 1.63% 0.260%
12 7.222 837 839 844 rVB 49680 45685 1.26% 0.201%
13 7.275 845 848 857 rBV 92042 103523  2.84% 0.455%
14 7.345 857 860 862 rBV 59425 50184 1.38% 0.220%
15 7.416 868 872 874 rBV 253466 241607 6.64% 1.061%
16 7.457 874 879 882 rVB 2422225 2377555 65.33% 10.443%
17 7.569 894 898 901 rBV2 93345 85791 2.36% ©.377%
18 7.651 909 912 914 rBV 199706 151206 4.15% 0.664%
19 7.681 914 917 919 rVB 167416 148164 4.07% 0.651%
20 7.769 928 932 937 rVB3 45657 53695 1.48% 0.236%
21 7.816 937 940 942 rBV 52554 50512 1.39% 0.222%
22 7.839 942 944 949 rVB2 141108 129810 3.57% 0.570%
23 7.904 949 955 958 rBvV 464687 410909 11.29% 1.805%
24 7.981 964 968 970 rBV3 39063 41186 1.13% 0.181%
25 8.010 970 973 975 rVB 43602 39783 1.09% 0.175%
26 8.081 980 985 988 rBV2 50780 85085 2.34% 0.374%
27 8.169 991 1000 1005 rVV 955473 1195581 32.85% 5.252%
28 8.210 1005 1007 1010 rVB 136117 116355 3.20% ©.511%
29 8.286 1017 1020 1024 rBV2 44126 47860 1.32% 0.210%
30 8.351 1027 1031 1036 rVB5 35864 50274 1.38% 0.221%
31 8.445 1044 1047 1052 rVB2 77968 86804 2.39% 0.381%
32 8.528 1056 1061 1063 rBV3 40442 64425 1.77% 0.283%
33 8.551 1063 1065 1068 rVV2 56935 42363 1.16% 0.186%
34 8.633 1076 1079 1083 rBV 43572 42870 1.18% 0.188%
35 8.757 1097 1100 1103 rVB4 40476 46278 1.27% 0.203%
36 8.980 1135 1138 1142 rBvV2 41290 49276 1.35% 0.216%

8270-BF021622.M Fri Mar 04 16:46:09 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc :

ALS vial : 6 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.251 1178 1184 1187 rBV 4067418 3639215 100.00% 15.985%
38 9.316 1192 1195 1198 rVB2 54510 51483 1.41% 0.226%
39 9.698 1257 1260 1269 rVB 62615 117649 3.23% 0.517%
40 9.775 1269 1273 1275 rBv4 30088 46636 1.28% 0.205%
41  9.927 1296 1299 1303 rBV 1049607 920301 25.29% 4.042%
42 10.180 1338 1342 1348 rBV 41345 57995 1.59% 0.255%
43 10.463 1388 1390 1394 rBV 52916 49413 1.36% 0.217%
44 10.722 1430 1434 1438 rBV 2530737 2456888 67.51% 10.792%
45 10.827 1450 1452 1461 rVB5 38445 60475 1.66% 0.266%
46 11.057 1488 1491 1497 rBv2 40132 60953 1.67% 0.268%
47 11.363 1540 1543 1546 rVB 112065 88548 2.43% 0.389%
48 11.421 1549 1553 1556 rBV 1143616 908400 24.96%  3.990%
49 11.580 1577 1580 1587 rBv2 75767 98002 2.69% 0.430%
50 11.939 1637 1641 1644 rBV 78208 88440 2.43% 0.388%
51 11.974 1644 1647 1649 rVB 83046 62703 1.72% 0.275%

52 13.010 1818 1823 1826 rBV 3616229 3225076 88.62% 14.166%

53 13.945 1977 1982 1989 rBv4 74036 162319 4.46% 0.713%
54 14.062 1999 2002 2007 rBV 572667 542124 14.90%  2.381%
55 15.562 2251 2257 2264 rVB 363680 469364 12.90%  2.062%

Sum of corrected areas: 22766277
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Mar 2022 17:07
¢ CG\JU
: N1689-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030322\
BF127175.D

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Mesitylene

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.710 2.42 ng 76146  1,4-Dichlorobenzene-d4 6.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 752 (6.710 min): BF127175.D\data.ms (-749) (-) m/z 105.10 100.00%
105.1
5000 1201 J ﬂ
e,
390 571 77‘-0 91‘.0 | 6.40 6.60 6.80 7.00
0 b e bt m/z 1200100 37.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 1200 \\‘[\\/\\\\‘\\\\’\\\\‘\\\A\/‘\
6.40 6.60 6.80 7.00
770 m/z 77.00 11.96%
51.0 " 91.0
O \\’\\\\’\2\\7\.?\\H"\\\\"“\‘\\\“6\4\"‘10\‘\\\‘“‘\\H“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.40 6.60 6.80 7.00
m/z 119.05 10.36%
5000 1200 /
39.0 77.0 91,0
15.0 | ‘\ I 637'\0 M ‘ LIl M‘\
Ot e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 ﬂ
Abundance #10721: Benzene, 1-ethyl-4-methyl- H“‘H“MH,‘AA‘MH“
105.0 6.40 6.60 6.80 7.00
m/z 91.05 10.31%
5000
120.0
77.0 91.0
N L S RO S RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, 1-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.939 2.73 ng 85813 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 791 (6.939 min): BF127175.D\data.ms (-788) (-) m/z 105.10 100.00%
105.1
5000
120.1
77.0 910 6.60 6.80 7.00 7.20
38?'0 5]1.0 6‘\"\'0 M ‘ | ‘ Lol 9
O e e e e e m/z 120.10  37.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000
6.60 6.80 7.00 7.20
120.0 9
770 910 m/z 77.00 12.05%
OH‘\\H‘\2\71"0\\\\“\\\S\ﬁ\.‘\ou?ﬂ‘.\(\)‘\i\m‘uu“‘hHH‘\}\‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.60 6.80 7.00 7.20
5000 m/z 79.00 9.52%
39.0 77.0 91.0
oh 280 eSS0l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0 6.60 6.80 7.00 7.20
m/z 106.00 8.49%
120.0
5000
39.0 77.0 91.0
0H“H"m"?uu““mi‘\w?%f“o‘m‘1“””“1‘H“‘:Mmh“‘mw
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\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.063 5.52 ng 173238 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 59
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
5 Benzene, (isocyanomethyl)- 117 C8H7N 010340-91-7 50
Abundance Scan 812 (7.063 min): BF127175.D\data.ms (-810) (-) m/z 117.05 100.00%
11y.1
5000
910 T T T T T
30.0 63.0 6.80 7.00 7.20 7.40
b bl e b m/z 118.@5  58.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 R R AR O AR
6.80 7.00 7.20 7.40
m/z 115.05 35.96%
39.0 63.0 91.0
O\1\5\‘0\\\\‘\\H\\““\‘\\\’\\“\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
o ERREEEEEEE SRR L
6.80 7.00 7.20 7.40
5000 m/z 91.05 18.03%
91.0
39.0 @50 ‘
) O Y M | O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide
117.0 6.80 7.00 7.20 7.40
m/z 63.00 9.75%
5000
91.0
Jso ¥0630 | 169.0 1960
A B B R RGE
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1,3-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.128 4.59 ng 144077 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94

4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91

Abundance Scan 823 (7.128 min): BF127175.D\data.ms (-820) (-) m/z 105.10 100.00%

105

05.1
5000 1341
77.1

51.0 6.80 7.00 7.20 7.40
0 H‘WHH‘HH‘,u‘H;M,;M‘W“J‘Wm,:uH‘:‘H‘,HW;JM_ww m/z 119.10  96.21%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000 134.0

6.80 7.00 7.20 7.40

27.0 510 91.0 m/z 134.05 43.18%
0 \\‘HH‘\H‘i“\\\i"‘\\H}‘UH”M‘H‘??‘*\?HH"‘MH‘iu!\’H‘\‘\lHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
110.0 M N
A A e e
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.05  29.43%
91.0
39.0 65.0
LTy N P |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.10 14.88%
5000 134.0
91.0
41.0 65.0
-4t Y PR N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07

Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1-methyl-4-propyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.275 3.30 ng 103523  1,4-Dichlorobenzene-d4 6.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 91
5 2-Indanol 134 C9H1e0 004254-29-9 90
Abundance Scan 848 (7.275 min): BF127175.D\data.ms (-845) (-) m/z 105.10 100.00%
105.1
5000
134.1
390 77.1 7.00 7.20 7.40 7.60
1290, I \ 1l 9
otr———r—dpr—tem el m/z 134.05 24.64%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 77.10 11.89%
77.0
0\\\\‘2\7‘\.(]\\“\5\1‘\-()\“\‘\\\““\\‘i\“}‘\\‘\“\\\‘\‘\
miz-> 20 40 60 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 106.10 11.17%
134.0
27.0 77.0
ol 120 T 1 SR
miz--> 20 40 60 80 100 120 140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 7.00 7.20 7.40 7.60
m/z 79.05 9.59%
5000
7.0 134.0
0 27.0 51\"0 H ‘ | ‘
L e e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.651 2.53 ng 151206 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 o-Cymene 134 C1eH14 000527-84-4 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93
Abundance Scan 912 (7.651 min): BF127175.D\data.ms (-909) (-) m/z 119.05 100.00%
119.1

=

5000 134.1
390 651 0 7.40 7.60 7.80 8.00
Oberprrrprrerpreeberee s e bt bl m/z 134,05 40.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000
7.40 7.60 7.80 8.00
m/z 91.05 16.24%
39.0 65.0 91.0
O \\’:L\'f-)\.\o‘\H‘\‘\\H“‘HH“\‘\H‘\‘\‘i-\‘\\\‘w‘HH“H\\‘\m\\‘H‘ml\\\\‘\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 133.05  9.04%
41.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 120.10 8.96%
134.0
5000
39.0 65.0 91.0
0“M‘Hw‘ﬁ_‘H“HHHNH‘MM‘HJMH‘WM‘WHNW‘MW‘H‘JN‘_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.681 2.48 ng 148164  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
Abundance Scan 917 (7.681 min): BF127175.D\data.ms (-914) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
390 650 7.40 7.60 7.80 8.00
ettt bbbl m/z 134,05 45.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000
7.40 7.60 7.80 8.00
290 m/z 91.05 18.51%
65.0 91.0
O \\‘H\\‘\H‘\‘HH"‘HHi‘“\\\’\\‘\\‘\\\‘“‘\\H"HH‘\H\’H‘\‘\l\H\‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10 9.40%
39.0 970
I S AR AR N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 117.05 7.78%
5000 134.0
91.0
150 | 90 680 L]
O brearr ety eyt pereeer e el el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.839 2.17 ng 129810 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 91
4 Indan, 1-methyl- 132 C10H12 000767-58-8 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
Abundance Scan 944 (7.839 min): BF127175.D\data.ms (-942) (-) m/z 117.10 100.00%
117.1
5000
51.0 91"0 ‘ ‘ 7.60 7.80 8.00 8.20
Ol bl bt g Ml al 1470 1929 0 935 05 40.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
7.60 7.80 8.00 8.20
m/z 115.10 27.07%
390 g50 910 ‘ ‘
0 \H‘\‘H\““\ \“”\“‘U\\H\“‘\\“\\“W\\U‘\‘U‘\‘\ [T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
7.60 7.80 8.00 8.20
5000 m/z 131.00 21.85%
bkl e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.05 16.09%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.904 6.87 ng 410909 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 89
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 955 (7.904 min): BF127175.D\data.ms (-949) (-) m/z 117.10 100.00%
117.1
5000
91.0
39.0 650 ‘ 184.1 7.60 7.80 8.00 8.20
) S S P O PR o “g AL —— m/z 132.85 36.06%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 7.60 7.80 8.00 8.20
51.0 m/z 119.10 30.54%
27.0 ' ‘ 1:+3.0
Ot T \‘\ T \“i‘\ \“U \““H \7\4“.18‘ T \H T “H‘\ T r“ \‘!H r‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
7.60 7.80 8.00 8.20
5000 m/z 115.10 30.42%
91.0
390  66.0 ‘ 1%3.0
o280 Ll J\_‘MMW
miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.05 19.31%
5000
39.0 91.0
R I 143-0
A RN L I R R R
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.698 2.56 ng 117649  Acenaphthene-di10 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 91
2 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 78
3 Heptaethylene glycol 326 C14H3008 005617-32-3 64
4 Tetraethylene glycol 194 C8H1805 000112-60-7 59
5 Hexaethylene glycol 282 C12H2607 002615-15-8 59
Abundance Scan 1260 (9.698 min): BF127175.D\data.ms (-1257) (-) m/z 45.10 100.00%
451
‘ 89.0 e =
9.50 10.00
156.2
ol “HW‘ML L m/z 57.05 59.19%
miz--> 50 100 150 200 250
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 i bl
9.50 10.00
89.0 m/z 41.10 26.88%
0~ \‘H‘\‘ ‘\H“M\ \‘”“\H“\ ”‘1\1?(\‘) :\L5‘1\0\ LA B e B B e B
miz--> 50 100 150 200 250
Abundance #135270: 3,6,9,12-Tetraoxahexadecan-1-ol
45.0
— —
9.50 10.00
5000 ITI/Z 89.05 23.28%
89.0
144.0
ok “H“\ M“\M‘ }\m‘ L ‘1?5;0‘2‘07‘-0‘ ——
miz--> 50 100 150 200 250
Abundance #231002: Heptaethylene glycol
45.0 9.50 10.00
m/z 59.10 18.68%
5000
89.0
oleoy |y oyl 1330 17702070 230.0 281.C
el e e e —— —
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1,2-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.588  2.161ng 08002 Phenanthrene-d16 11.422

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204
2 Phthalic acid, butyl isohexyl ester 306 C18H2604
3 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004
4 Phthalic acid, hept-4-yl isobuty... 320 C19H2804
5 Phthalic acid, 2-fluorophenyl he... 344 C20H21F04

Abundance Scan 1580 (11.580 min): BF127175.D\data.ms (-1577) (-]
149.0

5000
57.1

104.0
\M ol bt | ;]'792 21\3\2 24\32

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #170896: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0

o

5000

57.0

104.0
290 189.0 2230

m/z--> 20 40 60 80 100120140160180200220240260280

o

Abundance #206885: Phthalic acid, butyl isohexyl ester
149.0
5000
43.0 76.0 104.0 223.0
0 Y P RS Y SN

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #241877: 1,2-Benzenedicarboxylic acid, butyl octyl ester
149.0

5000

41.0 7.0 104.0 223.0 279.(

(] RN At MR T S
miz—> 20 40 60 80 100120140 160180200220 240 260 280

8270-BF021622.M Fri Mar 04 16:46:22 2022

000084-69-5 80
1000309-03-6 72
000084-78-6 72
1000356-78-3 72
1000360-51-6 72

m/z 149.00 100.00%

=

11.50
m/z 57.10  23.92%

3

L \
11.50
m/z 41.10 10.72%

3

L \
11.50
m/z 150.00 8.30%

=

11.50
m/z 104.00 7.77%

=

11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @3 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1-Nonadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.945 5.99 ng 162319  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 Cetene 224 C16H32 000629-73-2 98
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
4 1-Heptadecene 238 C17H34 006765-39-5 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 1982 (13.945 min): BF127175.D\data.ms (-1977) (- m/z 57.05 100.00%
57.0

97.1
5000
) 1400
38.1 =+ 240.2 287.: :
ol m‘“‘ wh‘ LA% A08Y L A28 s ss.es 97.97%
m/z--> 50 100 150 200 250
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 L
14.00
m/z 97.10 84.31%
39.0
O T T “\ ‘i“ “‘ ‘\ H\‘ \‘ \“‘ ‘JL \‘F‘\ ‘H ‘H\ %8\2\0‘ !22\4\.0\ ‘2\66\.0\ T
m/z--> 50 100 150 200 250
Abundance #104592: Cetene
43.0
83.0 i
14.00
5000 m/Z 83.05 80.98%
| | |5 2240
ol S UL [N, 1e80 2280
m/z--> 50 100 150 200 250
Abundance #155962: Z-5-Nonadecene —
55,0 97.0 14.00
m/z 43.10 79.59%
5000
266.0
39.0
o LLELLL 90 a0 2200 | -
m/z--> 50 100 150 200 250 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30322\
Data File : BF127175.D

Acqg On : @03 Mar 2022 17:07
Operator : CG\JU

Sample : N1689-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Mesitylene 6.710 2.4 ng 76146 1 6.886 628083 20.0
Benzene, 1l-ethy... 6.939 2.7 ng 85813 1 6.886 628083 20.0
Indane 7.063 5.5 ng 173238 1 6.886 628083 20.0
Benzene, 1,3-di... 7.128 4.6 ng 144077 1 6.886 628083 20.0
Benzene, 1-meth... 7.275 3.3 ng 103523 1 6.886 628083 20.0
Benzene, 1,2,4,... 7.651 2.5 ng 151206 2 8.169 1195580 20.0
Benzene, 1,2,3,... 7.681 2.5 ng 148164 2 8.169 1195580 20.0
1H-Indene, 2,3-... 7.839 2.2 ng 129810 2 8.169 1195580 20.0
Benzene, 2-ethe... 7.904 6.9 ng 410909 2 8.169 1195580 20.0
Ethanol, 2-[2-(... 9.698 2.6 ng 117649 3 9.927 920301 20.0
1,2-Benzenedica... 11.580 2.2 ng 98002 4 11.422 908400 20.0
1-Nonadecene 13.945 6.0 ng 162319 5 14.068 542124 20.0
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