LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acqg On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc :

ALS Vvial : 13  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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131409.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.257 22 29 34 rBV 1897167 2558816 25.43% 2.557%
2 2.657 91 97 107 rVB4 54369 155563 1.55% 0.155%
3 3.357 209 216 221 rBV 120905 209432 2.08% 0.209%
4 3.769 281 286 291 rVB 72544 112760 1.12% 0.113%
5 3.851 291 300 309 rBV2 82097 156131 1.55% 0.156%
6 4.063 331 336 341 rVB 767336 971593  9.66% 0.971%
7 4.122 341 346 350 rVB 111646 138606 1.38% 0.138%
8 4.498 404 410 413 rBV2 152492 235658 2.34% 0.235%
9 4.581 418 424 428 rBV 208292 244838 2.43% 0.245%
10 4.728 442 449 453 rBvV3 69438 102336 1.02% 0.102%
11 5.181 521 526 531 rVB 203937 229691 2.28% 0.230%
12 5.457 566 573 576 rBV 5986808 8082108 80.32% 8.076%
13 5.581 585 594 597 rBV2 5459179 10062188 100.00% 10.054%
14 5.816 628 634 637 rBV 4740499 5625636 55.91% 5.621%
15 6.128 683 687 690 rBV 987541 851947 8.47% 0.851%
16 6.416 732 736 740 rVB 2273998 1960512 19.48% 1.959%
17 6.481 743 747 750 rVWW 1966609 1767475 17.57% 1.766%
18 6.516 750 753 756 rVWW 2669162 2176017 21.63% 2.174%
19 6.557 756 760 770 rVB2 2512371 2832323 28.15% 2.830%
20 6.645 770 775 778 rBV 2863637 2447688 24.33% 2.446%
21 6.792 794 800 803 rVB 6346975 7386598 73.41% 7.381%
22 6.892 812 817 818 rBV 120847 114350 1.14% 0.114%
23  6.910 818 820 824 rVB 166680 140202 1.39% 0.140%
24 6.957 824 828 831 rBV 713718 585414 5.82% ©.585%
25 7.016 834 838 841 rBV 3293856 2988413 29.70% 2.986%
26 7.104 850 853 855 rBV 81827 102574 1.02% 0.102%
27 7.139 855 859 862 rVB 3463726 3354357 33.34% 3.352%
28 7.204 867 870 871 rBV 558052 528176 5.25% ©.528%
29 7.228 871 874 878 rVB2 538082 608849 6.05% 0.608%
30 7.275 878 882 884 rBV 1251689 1136658 11.30% 1.136%
31 7.292 884 885 891 rVB 159889 111489 1.11% 0.111%
32 7.345 891 894 899 rBV 430172 380318 3.78% 0.380%
33 7.422 903 907 909 rBV 657842 681579 6.77% 0.681%
34 7.445 909 911 914 rVB 492955 377231 3.75% ©.377%
35 7.492 914 919 921 rBV 1833224 1786440 17.75% 1.785%
36 7.528 921 925 928 rVV 2857221 3099012 30.80% 3.097%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acqg On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc :

ALS Vvial : 13  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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.557 928 930 933 rVW3 360338 525452  5.22% ©.525%
38 7.639 941 944 947 rBV2 435900 369399 3.67% 0.369%
39 7.728 955 959 961 rBvV 812808 770759 7.66% 0.770%
40 7.751 961 963 966 rVB 1144649 866173 8.61% ©.865%
41 7.810 966 973 976 rBv4 130481 222088 2.21% 0.222%
42 7.892 984 987 988 rBv2 196932 214241 2.13% 0.214%
43 7.916 988 991 996 rVB 967844 935004 9.29% 0.934%
44  7.981 996 1002 1005 rBV 2411658 2255596 22.42%  2.254%
45  8.957 1012 1015 1017 rVB2 112023 120919 1.20% 0.121%
46 8.081 1017 1019 1022 rVB 484426 407298 4.05% 0.407%
47  8.186 1031 1037 1039 rBV3 92714 115222 1.15% ©.115%
48  8.275 1041 1052 1057 rVV2 3880533 5403675 53.70% 5.399%
49 8.322 1057 1060 1063 rVB2 257359 265257 2.64% 0.265%
50 8.439 1075 1080 1083 rVB3 106830 116673 1.16% 0.117%
51 8.492 1085 1089 1092 rVV5 133636 209803 2.09% 0.210%
52 8.522 1092 1094 1099 rVB2 200514 190207 1.89% 0.190%
53 8.628 1108 1112 1116 rVB 271313 234083 2.33% 0.234%
54 8.710 1122 1126 1130 rBvV2 219725 240622 2.39% 0.240%
55 8.745 1130 1132 1138 rVB2 267118 254997 2.53% 0.255%
56 8.833 1144 1147 1150 rBV2 251368 243436 2.42% 0.243%
57 8.910 1156 1160 1163 rVB2 177077 179641 1.79% 0.180%
58 8.963 1163 1169 1172 rBV 2434911 2307053 22.93% 2.305%
59 8.986 1172 1173 1176 rVV2 157892 104499 1.04% 0.104%
60 9.063 1180 1186 1189 rBV2 2312819 2308216 22.94% 2.306%
61 9.086 1189 1190 1192 rVvv2 189759 152911 1.52% 0.153%
62 9.122 1194 1196 1201 rVB4 129084 114348 1.14% 0.114%
63 9.192 1206 1208 1211 rWV 138790 112852 1.12% 0.113%
64 9.251 1216 1218 1221 rVB 193677 152527 1.52% 0.152%
65 9.327 1226 1231 1234 rVB 3627618 3346863 33.26% 3.344%
66 9.422 1244 1247 1252 rBV2 252182 234853 2.33% 0.235%
67 9.492 1257 1259 1262 rVV3 144376 195226 1.94% 0.195%
68 9.522 1262 1264 1270 rVB 232320 249190 2.48% 0.249%
69 9.592 1270 1276 1279 rBV 623832 906843 9.01% 0.906%
70 9.663 1284 1288 1291 rBV 739582 777939 7.73% 0.777%
71  9.692 1291 1293 1297 rVB 628391 513622 5.10% ©.513%
72 9.780 1305 1308 1310 rBV 308011 260745 2.59% 0.261%
73 9.863 1317 1322 1325 rBV 186782 179894 1.79% 0.180%
74 9.916 1328 1331 1335 rVB 230522 239001 2.38% 0.239%
75 9.986 1340 1343 1344 rVWW 153257 122259 1.22% 0.122%
76 10.010 1344 1347 1350 rVV 1060680 884654 8.79%  0.884%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acqg On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vvial : 13  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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 10.045 1350 1353 1355 rvv2 158603 163280 1.62% 0.163%
78 10.098 1359 1362 1369 rvB3 78712 169232 1.68% 0.169%
79 10.210 1378 1381 1384 rVB2 187125 174979 1.74% 0.175%
80 10.251 1384 1388 1397 rVB3 141635 229453 2.28% 0.229%
81 10.327 1397 1401 1404 rBV2 155289 170629 1.70% 0.170%
82 10.557 1436 1440 1443 rBV2 136425 153560 1.53% 0.153%
83 10.627 1449 1452 1457 rVB3 96712 115959 1.15% 0.116%
84 10.727 1462 1469 1472 rBV 305313 294576  2.93% 0.294%
85 10.804 1477 1482 1485 rBV 2278299 2131565 21.18% 2.130%
86 11.504 1598 1601 1604 rBV 927911 807637 8.03% 0.807%
87 12.027 1685 1690 1696 rBV3 180260 206141 2.05% 0.206%
88 13.104 1868 1873 1876 rBV 2987245 2665711 26.49% 2.664%
89 14.004 2022 2026 2035 rBV 108476 151218 1.50% 0.151%
90 14.162 2049 2053 2056 rVB 632229 538128 5.35% ©.538%
91 15.698 2309 2314 2318 rBV 388141 499286 4.96%  ©.499%

Sum of corrected areas: 100078372
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 25 Nov 2022 22:25
: CG\JU
: N5747-03

.13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
BF131409.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.257 87.42 ng 2558820 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 29 (2.257 min): BF131409.D\data.ms (-22) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
T
‘ 91 2. 20 240 2. 60
O B2 L2000 w/z 43.10  46.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI IR LA N A B B
43.0 220 240 260
87.0 m/z 55.10 32.41%
29.0
\ \‘ 9 0 _ll
O \‘HH‘\\H‘\H\‘\f\f‘\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 o e
2. 20 240 2. 60
5000 41.0 55.0 m/z 87.10 26.91%
27.0
0 H ‘m | ‘\‘ I | 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e
73.0 2. 20 240 2. 60
m/z 41.10 14.73%
5000 43.0
58.0
29.0 ‘ 87‘-0
0“HWMH‘WH‘WH‘W‘HW‘MW‘H‘_H‘VH‘_‘H_‘HV‘H O i e b
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2. 20 240 2. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.816 192.19 ng 5625640 1,4-Dichlorobenzene-d4 6.957

Hit# of 4 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H1e@ 000108-38-3 97
2 o-Xylene 106 C8H1e 000095-47-6 97
3 p-Xylene 106 C8H1e 000106-42-3 97
4 Ethylbenzene 106 C8H10 000100-41-4 91
Abundance Scan 634 (5.816 min): BF131409.D\data.ms (-628) (-) m/z 91.10 100.00%
91.1
5000 106.1
‘\\\\‘\\\\‘\\\\‘\\\\’\\
39.0 510 450 77‘~° 5.40 5.60 5.80 6.00 6.20
0 Wm‘m‘,mWH‘Mwml‘_mwH_‘m‘ww m/z 106.10  43.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 1060 L B N R

5.40 5.60 5.80 6.00 6.20
m/z 105.10 18.92%

39.0 51.0 65.0 77.0

27.0
0 w‘th‘mhuu‘MMH‘HN‘M‘MMH‘NJ‘H‘MHW“H‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5727 o-Xylene
91.0 A
‘\\\\‘\\\\‘\\\\‘\\\\’\\
5.40 5.60 5.80 6.00 6.20
5000 106.0 m/z 77 .00 13.20%
270 39‘.0 5]‘..0 65‘.0 77“0
O\‘\\\‘\‘\\\}’\\\\}1‘\\\‘{‘\\\‘\\\1‘\\\\“1\\\‘\H\‘\‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5724:p—Xylene T T T T T T T T
91.0 5.40 5.60 5.80 6.00 6.20
m/z 51.00 12.18%
5000 106.0
27.0 39.0 51.0 65.0 77.0 ‘
0\‘H\‘\-‘\H}"\H\H“\HH‘\‘H‘\M‘H‘\H\“1\\\‘\‘1\‘\‘\\\\‘\\ ‘mwm‘mwu/\k\,u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzene, propyl- Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
6.416 66.98 ng 1960516  1,4-Dichlorobenzene-d4  6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 coH12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78

013622-43-0 72
000104-63-2 72
1000486-84-7 64

3 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN
4 Ethanol, 2-[(phenylmethyl)amino]- 151 CSH13NO
5 1-(Benzylamino)propan-2-ol 165 C1OH15NO

Abundance Scan 736 (6.416 min): BF131409.D\data.ms (-732) (-)
91.0

m/z 91.05 100.00%

——

5000
120.1 UG L V' W1
65.0
390 ‘ 6.00 6.20 6.40 6.60 6.80
o_‘H“uu‘wmuH‘MuH‘mH,w,w,w,w m/z 120.10  22.74%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000
6.00 6.20 6.40 6.60 6.80
120.0 m/z 64.95 13.61%
390 650
O‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘!\‘\‘\\\“\\\\’\\\\’\\\\’\\\\’\\\\

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

=

Abundance #88774: N-Benzyl-2-phenethylamine
91.0
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 92.10 11.27%
65.0
0 390 165.0 209.0
R R B B e B AR R

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

MA/\AA

m/z--> 20 40 60

Abundance #129554: Phenethylamine, N-benzyl-p-chloro- A
91.0 6.00 6.20 6.40 6.60 6.80
m/z 39.00 6.81%
120.0
5000
a10 %0 164.0
0l bt e e e e R R u

80 100 120 140 160 180 200

6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.481 60.38 ng 1767480 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 747 (6.481 min): BF131409.D\data.ms (-743) (-) m/z 105.10 100.00%
105.1
5000
120.1
390 630 77‘-0 91‘-0 6.20 6.40 6.60 6.80
Obrrererrrrre et myz 120010 30.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 76.95 13.48%
39.0 77.0 91.0
0 H‘H\\‘\2\6\‘.\0‘\\H“‘\\Hi‘{‘u\‘s‘%\"?\‘H\‘H‘HH“M\\‘\‘11\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.05 13.44%
120.0
77.0 91.0
39.0
Y | O S i
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl- ““H““‘H,AT‘W“‘
105.0 6.20 6.40 6.60 6.80
m/z 79.00 10.43%
120.0
5000
39.0 77.0 91.0
0HW;WHMW‘“‘MH‘i‘mﬁ%f‘?‘w:“w“mW‘:Mmu“w‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1-ethyl-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.516 74.34 ng 2176020 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 753 (6.516 min): BF131409.D\data.ms (-750) (-) m/z 105.05 100.00%

105.1

5000
120.1
390 630 77‘-‘0 91‘-0 6.20 6.40 6.60 6.80
Olrrrrerrrerprredprerliers et el e m/z 120,100 29.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 77.00 12.59%
77.0 91.0
O \\‘]\_\5\.\0‘\H‘\‘\\3\?‘.\0\H“H\\?%\.‘9‘H\m‘\\H“{H\‘\Ml\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 fk /\
 ARBEEEELE TS SR
6.20 6.40 6.60 6.80
5000 m/z 91.00 11.79%
120.0
77.0 91.0
O 180, 200 20 el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene ‘W“‘W“‘WATH,“ﬁ{
105.0 6.20 6.40 6.60 6.80
m/z 79.05 10.17%
120.0
5000
39.0 77.0 91.0
0 H‘m‘Wm‘HH“Mmi‘mﬁ%"‘gm“1“‘m“m““1!“”“““‘””‘”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

8270-BF112122.M Thu Dec 01 13:09:45 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.645 83.62 ng 2447690  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 775 (6.645 min): BF131409.D\data.ms (-770) (-) m/z 105.10 100.00%
105.1
5000
120.1
51.0 77.0 91.0 6.40 6.60 6.80 7.00
Oy 3L T 840 Ml LM m/z 120,10 30.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.40 6.60 6.80 7.00
m/z 91.00 13.12%
77.0 91.0
O\\‘]\_\5\.(\)’\\\‘\‘\\3\19‘.(\)\\\“\\\\6’%\.‘\0\‘\\\}“\\\\“MH‘\M}\‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.40 6.60 6.80 7.00
5000 m/z 76.95 12.99%
120.0
79.0
39.0 650 | 90 |
Ol et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-  AAREEREEEEE SN
105.0 6.40 6.60 6.80 7.00
m/z 79.10 11.50%
5000
120.0
390 63.0 77.0 91.0
0 2 1 N1 OV
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00

8270-BF112122.M Thu Dec 01 13:09:46 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.792 252.35 ng 7386600 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 800 (6.792 min): BF131409.D\data.ms (-794) (-) m/z 105.05 100.00%

105.1

=

5000 120.1
_ 77.0 911 6.40 6.60 6.80 7.00 7.20
oH_m_Hw?"‘7:‘9“H\MuHm‘_H‘H‘mW‘HH_‘:!wm“mw m/z 120.10  42.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000

6.40 6.60 6.80 7.00 7.20
m/z 76.95 13.44%

39.0 77.0 91.0
OH‘H\.\‘H\‘\‘HH“‘HHi‘i‘\\\6‘:\3‘\"\0\‘H\‘H‘H\\“HH‘\Ml\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00 7.20
5000 120.0 m/z 119.05  12.15%
77.0
51.0 91.0
Obrrrrrr 200 b0 i Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00 7.20
m/z 91.10 11.48%
120.0
5000
77.0 91.0
ob.150 38030640 10 T/ )
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00 7.20

8270-BF112122.M Thu Dec 01 13:09:47 2022 Page: 11



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

BF131409.D

: 25 Nov 2022 22:25
: CG\JU

: N5747-03

: 13 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, 1,2,4-trimethyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.016 102.10 ng 2988410 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 838 (7.016 min): BF131409.D\data.ms (-834) (-) m/z 105.10 100.00%
105.1
5000 1201
39.0 63.0 77‘ 0 91.0 6.60 6.80 7.00 7.20 7.40
b e el e m/z 120,05 38.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0
6.60 6.80 7.00 7.20 7.40
28.0 c1o 77.0 910 m/z 77.00 13.40%
0 H]‘-ﬂ’:\o\‘\H‘\‘HHM‘\H\}“H\H‘\‘\\‘H\M‘HH“‘HHH‘H\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 91.00 10.52%
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.05 9.56%
5000
120.0
390 63.0 77.0 91.0
YN WO i O O NI N OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20 7.40

8270-BF112122.M Thu Dec 01 13:09:47 2022

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.139 114.60 ng 3354360 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
3 Deltacyclene 118 C9H1e 007785-10-6 59
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 50
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
Abundance Scan 859 (7.139 min): BF131409.D\data.ms (-855) (-) m/z 117.05 100.00%
117.1
5000
910 L R I R B B
39.0 63.0 - ‘ 6.80 7.00 7.20 7.40
Obreperrerrrepreetrrreferr b it el - m/z 118,10 55.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
117.0
5000 A L R IR R
6.80 7.00 7.20 7.40
m/z 115.05 33.71%
300 630 910
OH‘HH‘HH‘HH“\\Hi‘\\\l‘}‘\‘H‘\7\\7\‘0\\H“HH‘\‘\H‘H!\‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.05 17.95%
91.0
s me )
O et el s e el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10184: Deltacyclene
117.0 6.80 7.00 7.20 7.40

m/z 62.95 10.26%

5000
390 91.0
65.0 ‘
Obreprrrrprrrr el bl el e el e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40

8270-BF112122.M Thu Dec 01 13:09:48 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25

Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 Benzene, 1,2-diethyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.204 18.04 ng 528176 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 97
2 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 95
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 90
Abundance Scan 870 (7.204 min): BF131409.D\data.ms (-867) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
. 75‘ ‘ ‘ 6.80 7.00 7.20 7.40 7.60
Ob e TRl L wmyz 1e5.05  99.54%
miz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 1340 B LN BB R L
910 6.80 7.00 7.20 7.40 7.60
' m/z 134.05 47.86%
39.0 65.0
0 \1\5\.0‘ \‘\‘\ \“‘\ \“1‘ \“‘\‘\ T \m‘ - “‘H\ \MH T \‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 1340 m/Z 91 . 60 29 -42°D
91.0
39.0 65.0 ‘ ‘
0t ‘\‘\‘\ \“‘\ H‘l‘w“c‘\ \ \H‘ b “H‘\ \M T
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 17.41%
5000 134.0
91.0
41.0 65.0
ol 280 T 20l L
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:09:49 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Benzene, 1-methyl-3-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.228 20.80 ng 608849  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 91
2 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 91
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 91
4 Benzene, (1-methylpropyl)- 134 C1eH14 000135-98-8 86
5 2-Indanol 134 C9H100 004254-29-9 80
Abundance Scan 874 (7.228 min): BF131409.D\data.ms (-871) (-) m/z 105.10 100.00%
105.1
5000
134.1 e A
77.0 7.00 7.20 7.40 7.60
39.0 571, || 4 | D
O e e e e e e e e e e m/z 134.05  20.247%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 106.10  13.79%
77.0
OH‘l\!\:;\.\o‘\\\‘\‘\ﬁ?‘.‘?\\“\H§‘2\‘.H\‘\Hw‘H\\‘H\H‘\H!\‘H‘H“HH‘H‘H‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
A RARSR TS EN S
7.00 7.20 7.40 7.60
5000 m/z 77.00 11.49%
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 7.00 7.20 7.40 7.60
m/z 91.00 9.35%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:09:49 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Benzene, 1,4-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.275 38.83 ng 1136660 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 95
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 94
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 94
5 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
Abundance Scan 882 (7.275 min): BF131409.D\data.ms (-878) (-) m/z 119.05 100.00%
119.1
5000 91.0 134.0 ?
39.0 65.0 ‘ 7.00 7.20 7.40 7.60

oH_m_W‘MH‘MwuwJ;‘;ww”‘mu‘MM_“:‘e“m‘_uhw m/z 105.05  61.48%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17031: Benzene, 1,4-diethyl-

119.0
5000 134.0 H\‘HHW‘HH‘HH
91.0 7.00 7.20 7.40 7.60
m/z 90.95 52.59%
41.0 65.0
O \\‘H\\‘?ﬁ"\?\\H“‘H\\i‘\\\\‘\‘\‘\\‘\Hm‘\H\“}‘H\‘\‘H\‘\\M‘{l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 134.00 46.59%
134.0
91.0
0 150 L 39\\0 L 6§O i ‘ M‘\ Ll ‘ Ul
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 76.95 16.32%
5000
134.0
390 g5 9O
0 H‘H"‘m“‘H‘““H"H;M"‘“1‘1‘“H‘:“‘H‘“‘m‘“1‘1“W““luummu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:09:50 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Benzene, 1-methyl-4-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.345 12.99 ng 380318 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-3-propyl- 134 CleHi4 001074-43-7 90
5 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 87
Abundance Scan 894 (7.345 min): BF131409.D\data.ms (-891) (-) m/z 105.05 100.00%
105.1
5000
134.1 A
77.0 7.00 7.20 7.40 7.60
390 620 || |
Ol e M e D m/z 134.05 22.35%
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 77.00 11.86%
77.0
O ‘2\7‘\'0\ \“ \5\17\.0\“\‘\ T \M’ T \‘1 T ‘M‘\ \‘\“ T T
miz—-> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 106.10 10.53%
134.0
77.0
0150 | 390 e20 TOT ‘
B L e I e o e
miz--> 20 40 60 80 100 120 140
Abundance #17046: Benzene, (1-methylpropyl)-
105.0 7.00 7.20 7.40 7.60
m/z 79.05 9.76%
5000
134.0
270 510 77"‘0 L
SR I
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\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.422  23.29 ng 681579 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
5 p-Cymene 134 CleH14 000099-87-6 94
Abundance Scan 907 (7.422 min): BF131409.D\data.ms (-903) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
510 0 ‘ | 7.00 7.20 7.40 7.60 7.80
b i B8Ol L myz 134,05 30.82%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 7.00 7.20 7.40 7.60 7.80
m/z 91.00 18.36%
150 390 450 91“0 |
O\\\‘\ T \‘\ T \““\ \“U\ “\“\ T \‘H‘ [ ,‘1‘\ \‘M 1 T
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.10 13.75%
134.0
91.0
olaso 00 L
m/z--> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- ‘H“vaﬁ“u“‘u‘,‘u
119.0 7.00 7.20 7.40 7.60 7.80
m/z 120.05 9.58%
5000
134.0
91.0
ol 150 MO
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60 7.80
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

d :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\

BF131409.D

: 25 Nov 2022 22:25
: CG\JU
: N5747-03

: 13 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 o-Cymene Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
7.445 12.89 ng 377231 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
Abundance Scan 911 (7.445 min): BF131409.D\data.ms (-909) (-) m/z 119.10 100.00%
119.1
5000 q
91.0
39.0 65.0 ‘ | 135.1 7.20 7.40 7.60 7.80
O b b TS m/z 134,05 27.31%
m/z--> 0 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000
7.20 7.40 7.60 7.80
91.0 m/z 91.60  15.39%
0+ T \1\5\.0‘ T \‘\1‘:‘]-"\0\ Iy \”’6?.\0\ \‘”‘ 1T ‘W\ \‘\"‘ T 1350
miz--> 0 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
7.20 7.40 7.60 7.80
5000 m/z 120.10 9.39%
91.0
P 1 o PR 1)
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 7.20 7.40 7.60 7.80
m/z 117.10 7.80%
5000
91.0
oLme 0 o T gme L
m/z--> 0 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80

8270-BF112122.M Thu Dec 01 13:09:55 2022
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

BF131409.D

: 25 Nov 2022 22:25
: CG\JU

: N5747-03

: 13 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 19 Naphthalene, 2,7-dimethyl-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.592  20.50 ng 906843  Acenaphthene-d1e0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
Abundance Scan 1276 (9.592 min): BF131409.D\data.ms (-1270) (-) m/z 156.10 100.00%
156.1
5000
117.1
9 67.0 | o 189.1 950
Y SRR W M 1 m/z 141.00 74.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 —HU e
9.50
m/z 117.05 35.60%
77.0 128.0
41.0
0 \\\‘\‘\\\“‘\\“\‘\‘H‘\\‘M“\\\l\()‘z\.\()\‘\‘\‘!‘\\‘i‘\\‘w‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
T \
9.50
5000 m/z 155.10 35.26%
115.0
51.0 /7.0
NI o Y A T |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 9.50
m/z 115.05 28.37%
) MMM
77.0 115.0
ol 20 o0 L L
m/z--> 20 40 60 80 100 120 140 160 180 9.50

8270-BF112122.M Thu Dec 01 13:10:00 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acq On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Naphthalene, 2,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.663 17.59 ng 777939  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 1288 (9.663 min): BF131409.D\data.ms (-1284) (-) m/z 156.10 100.00%
6.1

15
5000
115.0

510 77.0 ‘ 9.50 10.00
L) .968.0 | JL36/0 hj 188.2

bl 200 L BSER L 1952 m/z 141.00  88.38%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000

o

9.50 10.00
115.0 ITI/Z 155.10 31.64%
51.0 76.0
0 ‘2\7‘\.9\“ T \“\ T “U‘\ \MU“ T T \‘1 T \“!1\3\1"’(\)\‘“‘“ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
9.50 10.00
5000 m/z 115.00 19.69%
115.0
510 77.0
N O OO PSRN Y 1 Y |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33147: Naphthalene, 2,7-dimethyl- — =
156.0 9.50 10.00

m/z 153.00  15.34%

5000
77.0 128.0
41.0
TR 102‘0‘ \‘\ Al M
L o e ML B ML

m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131409.D

Acqg On : 25 Nov 2022 22:25
Operator : CG\JU

Sample : N5747-03

Misc :

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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|

Butane, 2-metho... 2.257 87.4 ng 2558820 1 6.957 585414 20.0
Benzene, 1,3-di... 5.816 192.2 ng 5625640 1 6.957 585414 20.0
Benzene, propyl- 6.416 67.0 ng 19605106 1 6.957 585414 20.0
Benzene, 1l-ethy.. 6.481 60.4 ng 1767480 1 6.957 585414 20.0
Benzene, 1-ethy... 6.516 74.3 ng 2176020 1 6.957 585414 20.0
Benzene, 1l-ethy... 6.645 83.6 ng 2447690 1 6.957 585414 20.0
Benzene, 1,2,3-... 6.792 252.3 ng 7386600 1 6.957 585414 20.0
Benzene, 1,2,4-... 7.016 102.1 ng 2988410 1 6.957 585414 20.0
Indane 7.139 114.6 ng 3354360 1 6.957 585414 20.0
Benzene, 1,2-di... 7.204 18.0 ng 528176 1 6.957 585414 20.0
Benzene, 1-meth... 7.228 20.8 ng 608849 1 6.957 585414 20.0
Benzene, 1,4-di... 7.275 38.8 ng 1136660 1 6.957 585414 20.0
Benzene, 1-meth... 7.345 13.0 ng 380318 1 6.957 585414 20.0
Benzene, 2-ethy... 7.422 23.3 ng 681579 1 6.957 585414 20.0
o-Cymene 7.445 12.9 ng 377231 1 6.957 585414 20.0
Naphthalene, 2,... 9.592 20.5 ng 906843 3 10.010 884654 20.0
Naphthalene, 2,... 9.663 17.6 ng 777939 3 10.010 884654 20.0
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