LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acqg On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc :

ALS Vvial : 18 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132726.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.887 388 391 402 rBV 96831 120969 1.19% 0.137%
2 5.198 441 444 452 rVB 903613 957437 9.43% 1.082%
3 5.604 510 513 523 rVB 2707105 2395024 23.59% 2.705%
4 6.604 680 683 691 rBV 1824752 1664797 16.40% 1.881%
5 6.798 713 716 723 rBV 133750 127351 1.25% 0.144%
6 6.975 743 746 750 rBV 1281572 1107338 10.91% 1.251%
7 7.028 752 755 767 rVB 764088 655617 6.46% 0.741%
8 7.292 797 800 802 rBV 312771 261198 2.57% ©.295%
9 7.363 807 812 816 rBV 166103 179075 1.76% 0.202%
10 7.440 821 825 826 rBV 369380 320463 3.16% 0.362%
11 7.463 826 829 832 rVB 488993 411264 4.05% 0.465%
12 7.510 833 837 839 rBV 1255625 970622 9.56% 1.096%
13 7.545 839 843 846 rVB 2901174 2651502 26.12% 2.995%
14 7.622 851 856 857 rBV3 254185 271095 2.67% ©.306%
15 7.657 857 862 864 rBV 873288 952552  9.38% 1.076%
16 7.745 864 877 879 rBV 2331731 4565096 44.97% 5.157%
17 7.769 879 881 884 rBV 1996836 1933312 19.05% 2.184%
18 7.992 917 919 922 rVB3 6924784 5679053 55.95% 6.415%
19 8.022 922 924 929 rVB 347781 302909 2.98% 0.342%
20 8.075 929 933 935 rVB2 193870 261398 2.58% 0.295%
21 8.128 939 942 944 rVB 338525 290527 2.86% 0.328%
22 8.169 944 949 953 rBV2 193664 290559 2.86% 0.328%
23 8.210 953 956 959 rBV2 659895 604843 5.96% 0.683%
24 8.269 962 966 967 rVVv2 1836492 2069316 20.39% 2.338%
25 8.287 967 969 972 rVV 3344589 2650225 26.11% 2.994%
26 8.345 974 979 982 rVB 338825 270841 2.67% ©0.306%
27 8.416 987 991 993 rBV2 491015 477867 4.71%  0.540%
28 8.457 993 998 1000 rBV 692763 1021359 10.06% 1.154%
29 8.522 1001 1009 1011 rVV 2315372 5261552 51.83% 5.944%
30 8.557 1011 1015 1019 rVB3 2525957 4316343 42.52% 4.876%
31 8.639 1019 1029 1032 rBv4 2199028 5201889 51.25% 5.876%
32 8.751 1036 1048 1052 rVV2 3060449 10150991 100.00% 11.467%
33 8.786 1052 1054 1055 rVV 2001005 1783431 17.57% 2.015%
34 8.810 1055 1058 1062 rVB2 3163279 3424724 33.74% 3.869%
35 8.857 1064 1066 1069 rVB 483953 346862  3.42%  0.392%

36 8.922 1073 1077 1079 rBV 115471 108855 1.07% 0.123%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acqg On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc :

ALS Vvial : 18 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.981 1083 1087 1090 rBvV2 687720 710875 7.00% ©.803%
38 9.081 1101 1104 1107 rVB2 309597 276660 2.73% 0.313%
39 9.175 1117 1120 1122 rBV 118795 108059 1.06% 0.122%
40 9.339 1144 1148 1151 rVB 5504445 4426438 43.61% 5.000%
41  9.404 1157 1159 1163 rBV 388724 336255 3.31% 0.380%
42 9.681 1198 1206 1209 rBV 565102 553481 5.45% 0.625%
43 9.728 1209 1214 1216 rVV4 143291 203290 2.00% 0.230%
44  9.751 1216 1218 1222 rVV 114091 108553 1.07% 0.123%
45  9.939 1247 1250 1253 rVB 726250 510166 5.03% ©.576%
46 10.028 1261 1265 1268 rVB 1707872 1476884 14.55% 1.668%
47 10.169 1286 1289 1292 rBV 459904 430943  4.25% 0.487%
48 10.398 1324 1328 1332 rBV 535487 510511 5.03% ©0.577%
49 10.439 1332 1335 1338 rVB 398492 293809 2.89% 0.332%
50 10.739 1383 1386 1389 rVB 663804 551017 5.43% 0.622%
51 10.822 1396 1400 1403 rBV 2543154 2441108 24.05% 2.758%
52 10.916 1412 1416 1422 rBV3 129626 181144 1.78% 0.205%
53 11.522 1515 1519 1522 rBV 1402122 1310788 12.91% 1.481%
54 12.033 1602 1606 1609 rBV 576808 558811 5.50% ©.631%
55 12.069 1609 1612 1621 rVB 453080 405226  3.99% 0©.458%
56 12.422 1669 1672 1675 rBV 284309 229350 2.26% 0.259%
57 12.586 1697 1700 1706 rVB2 111731 119891 1.18% 0.135%
58 12.745 1722 1727 1731 rBV 282577 308094 3.04% 0.348%
59 12.822 1737 1740 1744 rBV 117127 136621 1.35% 0.154%
60 12.904 1751 1754 1758 rBV 1036420 931310 9.17% 1.052%
61 13.110 1785 1789 1793 rBV 4048401 3545147 34.92%  4.005%
62 13.998 1937 1940 1951 rBV 402551 737652 7.27% 0.833%
63 14.180 1967 1971 1974 rBV 1258859 1132288 11.15% 1.279%
64 14.268 1982 1986 1989 rVB 421109 423371  4.17% 0.478%
65 15.027 2112 2115 2119 rBV 263557 272640 2.69% 0.308%

66 15.721 2228 2233 2241 rVB 947006 1237463 12.19% 1.398%

Sum of corrected areas: 88526101
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132726.D\data.ms
7000000

.99
6000000
5000000
4000000
3000000 5.604

2000000 6.604

6.975
1000000 5.198 .028

4.887 6.798 > 'R,
O ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ TITT ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ L ‘ TTIT ‘ TTIT ‘ TTIT ‘ L ‘ TTTT ‘ TTTT ‘ TrTT ’ TTTT ’ TTTT ’ T
2

Time--> .60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80

Abundance TIC: BF132726.D\data.ms
7000000

6000000 9.339

5000000

13.110
4000000

8.287 89810

3000000

2000000
11.522
12.904

12 we |
\ 12.4
ol i S o e e — ‘Wﬁ%“
Time--> . 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF132726.D\data.ms

7000000

1000000

6000000
5000000
4000000
3000000

2000000 14.180

15.721
1000000 13.998 14.268 15.027

O T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ’ T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.198 17.29 ng 957437  1,4-Dichlorobenzene-d4 6.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 444 (5.198 min): BF132726.D\data.ms (-441) (-) m/z 43.00 100.00%

43.0
5000
101.0

‘T*$*W“”\‘”‘\‘”‘\”
4.80 5.00 5.20 5.40 5.60
0 H"H"wu‘d‘99‘w“u_“‘_“‘_“w“‘w“u%QTP m/z 59.00  63.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl- /L
43.0
5000 AR RARAA AR AR

4.80 5.00 5.20 5.40 5.60
m/z 100.95 23.53%

101.0
O\\\‘\“\H\\“H}\\”\‘\7\.\01“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R o
4.80 5.00 5.20 5.40 5.60
5000 ITI z 58.00 15.76%
om0 1260
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate
43.0 4.80 5.00 5.20 5.40 5.60

m/z 41.00 8.82%

5000
150 ‘ 72.0 1000
0 | A |

‘V—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_V
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1-Isobutoxy-2-ethylhexane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.028 11.84 ng 655617 1,4-Dichlorobenzene-d4 6.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 59
5 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502 1000365-51-2 50

Abundance Scan 755 (7.028 min): BF132726.D\data.ms (-752) (-) m/z 56.95 100.00%

57.0
5000
83.0 E AREEERERREEEES Y
‘ ‘ ‘ 105.0 6.80 7.00 7.20 7.40
bl bl L2989 sz .95 31.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
5000 L,Mﬂ
6.80 7.00 7.20 7.40
29.0 -
m/z 43.05 29.18%
“ ‘ 83.0 112.0
0 \H‘\‘\H“\‘H‘ “\\‘Hl\“h‘u\‘[\H“\‘\\\174‘.\3.\()\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
o BRRREA I
6.80 7.00 7.20 7.40
5000 m/z 55.00 25.16%
29.0 83.0
L
O e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl- P T
57.0 6.80 7.00 7.20 7.40
m/z 70.10 20.07%
5000
29.0 83.0
b 1120 J
0 e et e et e e e e ABRRREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF022223.M Fri Mar 10 12:42:58 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 3 o-Cymene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.463 7.43 ng 411264  1,4-Dichlorobenzene-d4 6.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 p-Cymene 134 CleH14 000099-87-6 94
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
Abundance Scan 829 (7.463 min): BF132726.D\data.ms (-826) (-) m/z 119.00 100.00%
119.0
5000
1341
91.0
39.0 65.0 | ‘ I 7.20 7.40 7.60 7.80

O et b el s bl b m/z 134,050 26.50%

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

Abundance #16998: 0-Cymene
119.0
5000
134.0 7.20 7.40 7.60 7.80 ]
91.0 m/z 91.00 14.92%
41.0 65.0

O\\‘H\-\‘H\‘\‘H\\“‘H\\“H\‘i‘\‘\‘\\‘\H‘i“HH‘i‘\H‘\W\\‘H‘\‘\l\\\\‘\\‘\\‘\\\

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

Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-

119.0 A
A A
7.20 7.40 7.60 7.80
5000 m/z 120.00 9.90%
134.0
91.0
0 \\‘1”5(\0‘”m‘u\4\‘:h.\0\\‘H\\‘1‘6\?\'\0‘\u‘;“u\\‘1‘\\\‘M\‘u‘m‘\m‘u‘u‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0 7.20 7.40 7.60 7.80
m/z 77.00 8.31%
5000
91.0 134.0
41.0 65.0
0H‘HH‘?ﬁ‘.\o‘u\\“‘H\\“H\\‘\‘\‘\\‘\HM“H\\H‘H\‘\W\\‘H‘\Mluu‘u‘u‘u\ A M‘J\\\/LHWHWHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 p-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.657 9.21 ng 952552  Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 93
2 o-Cymene 134 C10H14 000527-84-4 93
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 89
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 76
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 76
Abundance Scan 862 (7.657 min): BF132726.D\data.ms (-857) (-) m/z 119.00 100.00%
119.0
5000
73.0 88.0 134.1
41.0 57.0 ‘ 1030 7.40 7.60 7.80 8.00
0 ‘wWWHHMM‘uu““_m_:“mm‘u_www‘l‘;lwmw m/z 73.00  35.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
5000 L B I L LA BN B R
7.40 7.60 7.80 8.00
91.0 134.0 m/z 134.05 32.96%
41.0 65.0
O \\‘HH‘H\‘.\O‘H\\“‘H\\“\\H‘\‘\‘H‘\HM“H\\‘H‘H\‘\WH‘H‘\Ml\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
7.40 7.60 7.80 8.00
5000 m/z 88.00 29.83%
134.0
91.0
41.0 65.0 ‘
0 \\‘u\\‘u\‘\‘u\\wu\\“\\\‘1‘m‘\\‘\u‘i“u\\‘m\\‘\‘1‘\\‘H‘H‘\m‘u‘u‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- R R RRRRREEaY
119.0 7.40 7.60 7.80 8.00
m/z 91.00 17.95%
5000
91.0 134.0
39.0 65.0 ‘
0 "‘1“5"‘0‘”m‘H‘““H‘q‘mH‘“1“"‘H‘l“H‘w‘m"‘1‘1‘1“H‘Muw‘m‘m
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\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35

Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 5 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
7.745 44.12 ng 4565100 Naphthalene-d8 8.263
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 93
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 92
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 92
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 CleH14 076089-59-3 70
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 70
Abundance Scan 877 (7.745 min): BF132726.D\data.ms (-864) (-) m/z 119.05 100.00%
119.1
5000
41.0
‘ ‘ 7.40 7.60 7.80 8.00
ok ‘“ H” ull | ‘hm b B myz 73,00 49.59%
m/z--> 100 150 200 250
Abundance #17068. Benzene, 1,2,4,5-tetramethyl-
119.0
5000 L L BN B L R
7.40 7.60 7.80 8.00
m/z 134.05 42.02%
39.0 77.0
O T T ‘\ ‘\‘ “‘ \“ T “‘\ \ H T M! \“ T ‘ T T T T ‘ T T T T ‘ T T T T
miz—-> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 88.00 40.47%
39.0 770
[o | IR “\ ‘M‘H ‘u “ ‘M‘H‘! “\‘ - e e
m/z--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- R A RRR RS o
119.0 7.40 7.60 7.80 8.00
m/z 41.00 18.43%
5000
410 77.0
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS vial : 18

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Met

: C:\Database\NIST20.L

hods\8270-BF022223.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2,3,4-tetramethyl- Concentration Rank 8

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

7.769 18.69 ng 1933310  Naphthalene-d8 8.263
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 CleHi4 000095-93-2 95
4 o-Cymene 134 CleHi4 000527-84-4 94
5 p-Cymene 134 CleH14 000099-87-6 94

Abundance Scan 881 (7.769 min): BF132726.D\data.ms (-879) (-) m/z 119.05 100.00%
119.1

=

5000 134.1
91.0
390 650 | 7.40 7.60 7.80 8.00
Obrrrrrrrererrhier o el e e bl e mjz 134,05 39.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0
7.40 7.60 7.80 8.00
m/z 91.00 17.92%
300  g50 10
0 \\‘1\?\.\0‘\\\‘\‘\\H“‘\H\wu\’\‘ml\‘\HM“H\\“\\H‘\WH’HMMHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
7.40 7.60 7.80 8.00
134.0 .
5000 m/z 120.10 10.41%
91.0
0 H_‘H‘HM‘HH‘H‘qm‘WMWW‘JM‘wau‘ww‘“‘my‘uwhu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.00 9.03%
134.0
5000
91.0
39.0 65.0
0 \\‘1\5\.\0‘\\\‘\‘HH“‘HH“\‘H\’\‘\‘M‘\H‘U‘H\\“\\H‘\W\\’Hw{luu‘\‘\‘u‘u
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\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 1-Phenyl-1-butene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.992 54.89 ng 5679050  Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 86
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 83
Abundance Scan 919 (7.992 min): BF132726.D\data.ms (-917) (-) m/z 117.00 100.00%
117.0
5000
39.0 65.(1 ‘ 7.60 7.80 8.00 8.20 8.40
O bbbt o Ml yl440 2021 Fpo 919 05 61.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
5000
910 7.60 7.80 8.00 8.20 8.40
L m/z 115.00  35.72%
51.0 ‘
O \\\‘2\7\9\‘\\“}H\‘H\\\h‘\\w\‘”“‘\\!‘\‘U“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 132.00 33.58%
91.0
390 66.0 ‘
NEL1 T O N ) I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 7.60 7.80 8.00 8.20 8.40
m/z 91.00 22.74%
5000
91.0
51.0
27.0 ‘
0 H“H“‘HWNWMHu_“‘N““MJW“H“‘H“H“‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Neodecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.457 9.87 ng 1021360  Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Neodecanoic acid 172 C10H2002 026896-20-8 59
2 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 35
3 2-t-Butylpentanoic acid, methyl ... 172 C10H2002 1000202-22-5 35
4 Hydrazine, 1l-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 30
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 27

Abundance Scan 998 (8.457 min): BF132726.D\data.ms (-993) (-) m/z 87.00 100.00%

87.0
43.0
5000
116.0
O RAREEEEEEYEEREEEL
8.20 8.40 8.60 8.80
67 ‘ 157.1
oww_m;‘:‘”!‘ nm‘“ Ll ,““43‘?9”_”‘ m/z 88.00  73.49%
m/z--> 20 40 60 100 120 140 160
Abundance #46969: Neodecanom:acm
87.0
41.0
5000
8.20 8.40 8.60 8.80
116.0 m/Z 71.05 66.73%
oL 150 | H\fﬂ Lo a0
\\\\‘\\\\‘\\\‘\\\\‘\\\‘\\\\’\\\\’\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
57.0 88.0
8.20 8.40 8.60 8.80
5000 m/z 43.00 64.42%
29.0
“ ‘ H 129.0
oH‘wHH‘HH‘Hm“wm_m,m‘,‘m_m
m/z--> 20 60 80 100 120 140 160
Abundance #47118: 2-t-Butylpentanoic acid, methyl ester e o e  RRR SRR
87.0 8.20 8.40 8.60 8.80
m/z 57.00 61.84%
41.0
5000 116.0
15.0
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF022223.M Fri Mar 10 12:43:08 2023 Page: 11



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
BF132726.D

: 09 Mar 2023 19:35

: CG\JU

. 01832-01

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 unknown8.522 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.522 50.85 ng 5261550  Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 25
2 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 22
3 Butanoic acid, 2-ethyl-3-oxo-, m... 144 C7H1203 051756-08-2 22
4 Methyl-4-deoxy-2,3-di-O-methyl.b... 218 C9H1406 1000312-09-9 22
5 pentanoic acid, 2,4,4-trimethyl-... 172 C9H1603 1000404-62-8 22

Abundance Scan 1009 (8.522 min): BF132726.D\data.ms (-1001) (-) m/z 88.00 100.00%

88.0
43.0
5000
133.0
‘ | 11‘{1 H ‘ 1 8.20 8.40 8.60 8.80
Ob e BRI L EST LL A5TL 2068 0 g7 00 77.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9325: Butanoic acid, 2-methyl-, methyl ester
88.0
57.0
5000 LB L B R I BB |
8.20 8.40 8.60 8.80
m/z 43.05 71.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
57.0 88.0
FOEET T
8.20 8.40 8.60 8.80
5000 m/z 71.10 67.53%
29.0
O A=
0 e et e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #23906: Butanoic acid, 2-ethyl-3-oxo-, methyl ester
43.0 8.20 8.40 8.60 8.80
m/z 57.10 65.02%
5000 87.0
15.0
ob i e 50 O 1440
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 unknown8.557 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.557 41.72 ng 4316340 Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 37
2 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 25
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 16
4 2,2-Dimethylthiirane 88 C4H8S 003772-13-2 16
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 16
Abundance Scan 1015 (8.557 min): BF132726.D\data.ms (-1011) (-) m/z 88.00 100.00%
88.0
s000, 430 /L /?
‘ ‘ 1‘27.1 8.20 8.40 8.60 8.80
ol LA ““ Lhlisy . m/z 57.65 53.23%
m/z--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0
5000 L L LA B B I
8.20 8.40 8.60 8.80
m/z 43.05 49.23%
0 M UL “ 135.0173.0 214.0  272.0 313.0 355.
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
88.0
P T
8.20 8.40 8.60 8.80
5000 410 m/z 71.10 48.22%
oo
m/z--> 50 100 150 200 250 300 350
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0 8.20 8.40 8.60 8.80
m/z 41.00 42.60%
) i JM
0 JJM“ o S e L SRR s
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 11 unknown8.639 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.639 50.28 ng 5201890 Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 47
2 1-Butene, 1-(methylthio)-, (Z)- 102 C5H10S 017414-15-2 43
3 1-Butene, 1-(methylthio)-, (E)- 102 C5H1eS 017414-27-6 43
4 3-Octanol, 2,3-dimethyl- 158 C10H220 019781-10-3 16
5 Butanoic acid, 2,3-dimethyl-, et... 144 C8H1602 054004-42-1 16
Abundance Scan 1029 (8.639 min): BF132726.D\data.ms (-1019) (-) m/z 87.00 100.00%
87.0
57.0
5000
A RAEEN SRS
39‘ | ‘ | ‘ ‘ ‘ ‘ 12‘7 1%6 0 8.40 8.60 8.80 9.00
0L Ll 2080, L] TEPC1650 s 162,00 92.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35453: Hexanoic acid, 2-ethyl-, methyl ester
102.0
57.0
5000
8.40 8.60 8.80 9.00
m/z 71.05 65.86%
290 H ‘ 130.0 /
O \\\‘\‘\‘\\‘\\\1‘\\“\H\‘\\\\H““\\\‘\‘\‘\“\\‘\\]_\5\8‘.\0\\\
miz--> 60 80 100 120 140 160
Abundance #4910. 1-Butene, 1-(methylthio)-, (Z)-
87.0
45.0 8.40 8.60 8.80 9.00 )
5000 m/z 57.05 58.88%
260 || | 890 | |
ot e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #4911: 1-Butene, 1-(methylthio)-, (E)- R B RamEEE
87.0 8.40 8.60 8.80 9.00
45.0 m/z 41.10 49.17%
5000
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 unknown8.751 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.751 98.11 ng 10151000 Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiophane, propyl- 130 C7H14S 001551-34-4 46
2 Neodecanoic acid 172 C10H2002 026896-20-8 45
3 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H1802 014251-45-7 38
4 Heptanoic acid, 2,4-dimethyl-, m... 172 C10H2002 018524-86-2 37
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 35
Abundance Scan 1048 (8.751 min): BF132726.D\data.ms (-1036) (-) m/z 87.00 100.00%
87.0
5000
43.1
130.1
‘ ‘ ‘ ‘ ( 8.40 8.60 8.80 9.00
ol bl b L1731 3808 0 gglee  76.47%
miz--> 50 100 150 200 250 300
Abundance #15591: Thiophane, propyl-
87.0
5000 L L LA L LA B R
8.40 8.60 8.80 9.00
130.0 m/z 43.10 32.74%
O\\\\“M“‘\“\m\“‘\‘\!\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #46969: Neodecanoic acid
87.0
e T
410 8.40 8.60 8.80 9.00
5000 m/z 41.00 29.11%
130.0
ST 1T 0 )
miz--> 50 100 150 200 250 300
Abundance #35506: Hexanoic acid, 2,4-dimethyl-, methyl ester, [S-(R T T T T T T
88.0 8.40 8.60 8.80 9.00
m/z 101.00 20.42%
5000
41.0
IRINEE
ol b e
m/z--> 50 100 150 200 250 300 8.40 8.60 8.80 9.00

8270-BF022223.M Fri Mar 10 12:43:15 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 13 unknown8.786 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.786 17.24 ng 1783430  Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Glycine, N-methyl-N-methoxycarbo... 245 C12H23NO4 1000320-60-8 23
2 Glycine, N-methyl-N-methoxycarbo... 301 C16H31NO4 1000320-61-2 23

3 Ethyldiethanolamine 133 C6H15N02 000139-87-7 9
4 Ethoxycitronellal 198 C12H2202 1000132-02-6 9
5 1-Alanine, N-methoxycarbonyl-, h... 245 C12H23NO4 1000313-37-7 9
Abundance Scan 1054 (8.786 min): BF132726.D\data.ms (-1052) (1) | [ m/z 102.00 100.00%

102.0 w
5000
43.1

‘ 8.40 8.60 8.80 9.00 9.20
obr by 1431 2080 L. g7.00  88.28%

miz--> 50 100 150 200 250 300

Abundance #129228: Glycine, N-methyl-N-methoxycarbonyl-, heptyl

102.0
5000 BEEEREREENEARRN EER N
8.40 8.60 8.80 9.00 9.20
m/z 43.10 19.88%
0 n 5%0 \\ 148.0 2450
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #200736: Glycine, N-methyl-N-methoxycarbonyl-, undecy
102.0
RERsaREESSE SRS
8.40 8.60 8.80 9.00 9.20
5000 m/z 55.00 12.32%
ol 30 | 1480 1990 301.(
A
m/z--> 50 100 150 200 250 300
Abundance #16801: Ethyldiethanolamine T T T
102.0 8.40 8.60 8.80 9.00 9.20
m/z 41.00 11.16%
0150, u‘”H‘u dor )y 1340 e
m/z--> 50 100 150 200 250 300 8.40 8.60 8.80 9.00 9.20

8270-BF022223.M Fri Mar 10 12:43:17 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Butanoic acid, 2-ethyl-, me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.810 33.10 ng 3424720  Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 64
2 1-Butene, 1-(methylthio)-, (Z)- 102 C5H10S 017414-15-2 50
3 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 40
4 1,2-Propanediol Butyrate Ester 146 C7H1403 1000458-47-4 38
5 2-Butenoic acid, 4-hydroxy-, met... 116 C5H803 004508-99-0 27

Abundance Scan 1058 (8.810 min): BF132726.D\data.ms (-1055) (-) m/z 102.00 100.00%

102.0
71.1
43.1
5000
127.1
8.40 8.60 8.80 9.00 9.20
1441
Of e “‘ Ll w“‘d“ I I ‘ A3 myz 87.e0 95.96%
m/z--> 20 60 80 100 120 140 160
Abundance #15535: Butanoic acid, 2-ethyl-, methyl ester
43.0
102.0
5000 RN R R
71.0 8.40 8.60 8.80 9.00 9.20
m/z 71.10 64.20%
0 26{EL\’ ‘
m/z--> 20 40 100 120 140 160
Abundance #4910. 1—Butene, 1-(methylthio)-, (Z)-
87.0
Rmaas e NN R R
45.0 8.40 8.60 8.80 9.00 9.20
5000 ' m/z 43.10  57.23%
27.0
‘ “ ‘ ‘ 59 o 104.0
0 L i HU\\N\\\\‘\\\\‘\\\\‘\\\
m/z--> 80 100 120 140 160
Abundance #35458.Hexanmcacm,ZfﬂhyLJnemyleﬁer RERsaREESSE SRS
87.0 8.40 8.60 8.80 9.00 9.20
m/z 57.10 48.88%
57.0
5000 20.0
130.0
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.681 7.50 ng 553481  Acenaphthene-d10 10.028

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 98
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 87
3 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 80
4 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 74
5 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 72
Abundance Scan 1206 (9.681 min): BF132726.D\data.ms (-1198) (-) m/z 191.10 100.00%
191.1
5000
57.0
131.0 e —r—
‘ 91.0 ] ‘ 9.50 10.00
ol b L LD 2811 3260057 65 23.31%
miz--> 50 100 150 200 250 300
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 e L
9.50 10.00
57.0 131.0 m/z 206.10  23.19%
‘ 91.0 ‘ ‘
OL\S.\O‘\ ‘\‘ ‘”H‘\H‘\ ‘\‘ “h\‘m\‘ h\“‘ \H“ \“\‘\ T “\ LA e
miz--> 50 100 150 200 250 300
Abundance #82739: 2,4-Di-tert-butylphenol
191.0
—— —
9.50 10.00
5000 m/z 131.00 17.81%
57.0
115.0149_
) S L O i< T ) E—
m/z--> 50 100 150 200 250 300
Abundance #82760: Phenol, 2,5-bis(1,1-dimethylethyl)- P =
191.0 9.50 10.00
m/z 163.05 15.03%
5000
57.0
115.0
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 1H-Benzotriazole, 5-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.398 6.91 ng 510511  Acenaphthene-d10 10.028
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
2 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 96
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 74
4 Benzene, 1l-azido-2-methyl- 133 C7H7N3 031656-92-5 64

5 Phenol, 4-bromo-2-[(1H-indazol-7... 317 C14H12BrN30 1000350-54-6 52

Abundance Scan 1328 (10.398 min): BF132726.D\data.ms (-1324) (- m/z 103.95 100.00%

104.0
133.0
5000
77.0
51.0 - =
“ ‘ 10.00 10.50
bt Al 1890 1900 4; 133,00 60.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16858: 1H-Benzotriazole, 5-methyl-
104.0
133.0
N
5000 P =
77.0 10.00 10.50
51.0

m/z 77.00  36.44%

o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16851: 1H-Benzotriazole, 4-methyl-
104.0
133.0 A e e e

10.00 10.50
5000 m/z 78.00 29.69%
77.0
51.0
270 ‘H TR ‘\
0 bt el el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16910: 2H-Indol-2-one, 1,3-dihydro-
104.0 10.00 10.50
133.0 m/z 50.95 19.82%
5000
78.0
51.0
olozoy bk b
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Benzophenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.739 7.46 ng 551017  Acenaphthene-d10 10.028
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 3-Deoxy-L-ribose-2,5-dibenzoate 342 C19H1806 1000194-12-7 47
5 Benzilamide 227 C14H13NO2 004746-87-6 47
Abundance Scan 1386 (10.739 min): BF132726.D\data.ms (-1383) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 L — —r
10.50 11.00
152.0
O e A 22O OEE L mjz 77.00 62.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 o —r
182.0 10.50 11.00
510 m/z 182.00  54.86%
o 2o | 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 1090
— —
10.50 11.00
5000 182.0 m/z 51.00 19.92%
51.0
150.0
) S | N H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- = ==
105.0 10.50 11.00
m/z 181.00 8.54%
5000 77.0
51.0 17
0 27‘0 o i 133.0 \80
A E o e AR T on g Py
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35

Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 18 Butyl citrate Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
12.904 16.45 ng 931310  Chrysene-di12 14.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, isobutyl pent-4-en-... 270 C15H2604 1000354-11-8 72
3 Adipic acid, isobutyl 2-methylpe... 286 C16H3004 1000353-55-7 72
4 Adipic acid, cyclohexyl isobutyl... 284 C16H2804 1000324-25-8 72
5 Adipic acid, isobutyl 4-methylpe... 286 C16H3004 1000353-50-1 64

Abundance Scan 1754 (12.904 min): BF132726.D\data.ms (-1751) (-] m/z 185.10 100.00%
185.1
129.0 i
5000
57.0
‘ 259.1 13.00
B A L ol 2280 | 8132 0 h/7 129.00  80.43%
m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000
13.00
41.0 250.0 m/z 57.05 29.53%
‘ \‘\ \“ L Ll | ‘ I 361.
O\\\‘\\\\ \\‘\\\\’\\\\‘\\\\’\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #160701. Adipic acid, isobutyl pent-4-en-2-yl ester
129.0
——
13.00
5000 185.0 m/z 41.00  21.85%
69.0
m/z--> 50 100 150 200 250 300 350
Abundance #181455: Adipic acid, isobutyl 2-methylpent-3-yl ester ——
129.0 13.00
m/z 111.00 13.87%
5000
85.0
m/z--> 5 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 19 1-Heptacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.998 13.03 ng 737652  Chrysene-d12 14.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Tetracosene 336 C24H48 010192-32-2 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Hexadecanol 242 C16H340 036653-82-4 90
Abundance Scan1940(13998nﬂm BF132726.D\data.ms (-1937) (- m/z 57.05 100.00%
57.
07.1
5000
——
| 13911822 237.0 1490
ob A bR LDy 280 2371027913194 m/z 83.10  92.79%
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 T
14.00
m/z 43.10 84.72%
.0
oL H | 1 181.0222.0264.0306.0 _ 378
\\\‘ \\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.9 83.0
——
14.00
5000 m/z 55.00 77 .76%
25.0
ol L ss0z00 w0
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol —
430 83.0 14.00
' m/z 69.05 77.42%
5000
25.0
0 | 1e702100 2000 .
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acq On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Triphenylphosphine oxide Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.269 7.48 ng 423371  Chrysene-d12 14.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 38
5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 37
Abundance Scan 1986 (14.268 min): BF132726.D\data.ms (-1982) (- m/z 277.10 100.00%
277.1
5000 k
77.0 198.9
‘ 152.0 ‘ H ‘ 1400 14 50
ol 209 L L) 2879 | 3164360 ./, 378,05  30.72%
m/z--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T
152.0 14 00 14.50
m/z 198.95 19.20%
oLk \‘ ““‘\‘th‘\\‘ \“\ \h‘\“ } .
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
7 \
14.00 14 50
5000 m/z 201.00 18.34%
77.0 183.0
o, 390 | 1280) 1 2280
ke S I I
m/z--> 5 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy —
277.0 14.00 14 50
m/z 77.00 18.01%
5000
77.0 183.0
me
bttt A
m/z--> 50 100 150 200 250 300 350 14 00 14 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132726.D

Acqg On : 09 Mar 2023 19:35
Operator : CG\JU

Sample : 01832-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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|
2-Pentanone, 4-... 5.198 17.3 ng 957437 1 6.975 1107340 20.0
1-Isobutoxy-2-e... 7.028 11.8 ng 655617 1 6.975 1107340 20.0
o-Cymene 7.463 7.4 ng 411264 1 6.975 1107340 20.0
p-Cymene 7.657 9.2 ng 952552 2 8.263 2069320 20.0
Benzene, 1,2,4,... 7.745 44.1 ng 4565100 2  8.263 2069320 20.0
Benzene, 1,2,3,... 7.769 18.7 ng 1933310 2  8.263 2069320 20.0
1-Phenyl-1-butene 7.992 54.9 ng 5679050 2 8.263 2069320 20.0
Neodecanoic acid 8.457 9.9 ng 1021360 2  8.263 2069320 20.0
unknown8.522 8.522 50.9 ng 5261550 2  8.263 2069320 20.0
unknown8.557 8.557 41.7 ng 4316340 2 8.263 2069320 20.0
unknown8.639 8.639 50.3 ng 5201890 2 8.263 2069320 20.0
unknown8.751 8.751 98.1 ng 10151000 2  8.263 2069320 20.0
unknown8.786 8.786 17.2 ng 1783430 2  8.263 2069320 20.0
Butanoic acid, ... 8.810 33.1 ng 3424720 2 8.263 2069320 20.0
Phenol, 2,6-bis... 9.681 7.5 ng 553481 3 10.028 1476880 20.0
1H-Benzotriazol.. 10.398 6.9 ng 510511 3 10.028 1476880 20.0
Benzophenone 10.739 7.5 ng 551017 3 10.028 1476880 20.0
Butyl citrate 12.904 16.4 ng 931310 5 14.180 1132290 20.0
1-Heptacosanol 13.998 13.0 ng 737652 5 14.180 1132290 20.0
Triphenylphosph.. 14.269 7.5 ng 423371 5 14.180 1132290 20.0
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