LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140302.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 10 22 rVB 1581313 2467627 54.11% 4.145%
2 2.263 23 29 37 rVB4 24165 57628 1.26% 0.097%
3 2.440 48 59 71 rBV2 45049 184983 4.06% 0.311%
4  2.669 990 98 110 rBV 329385 633155 13.88% 1.064%
5 3.310 200 207 217 rBV 58704 128718 2.82% 0.216%
6 3.887 276 305 311 rBV2 22230 124389 2.73% 0.209%
7 4.263 364 369 372 rBV 29275 48929 1.07% 0.082%
8 4.357 373 385 390 rVW3 28421 115472  2.53% 0.194%
9 4.416 390 395 409 rVB 59730 97419 2.14% 0.164%
106 5.093 501 510 520 rBV2 75063 157259 3.45% 0.264%
11 5.493 576 578 584 rBV 1595606 2150159 47.14% 3.612%
12 5.675 604 609 613 rBvV 430293 524154 11.49% 0.880%
13 6.081 673 678 682 rBV 107694 140122 3.07% 0.235%
14 6.498 737 749 761 rBV 1677824 2429973 53.28% 4.082%
15 6.704 781 784 788 rVB 51280 60819 1.33% 0.102%
16 6.798 795 800 808 rVB 55969 73576  1.61% 0.124%
17 6.875 808 813 819 rVW 540830 674382 14.79%  1.133%
18 6.934 819 823 828 rVW 102204 133966 2.94%  0.225%
19 7.010 832 836 840 rvv2 49961 76250 1.67% 0.128%
20 7.051 840 843 855 rVB2 34860 65907 1.45% 0.111%
21 7.257 872 878 898 rVB 3223754 4560800 100.00% 7.661%
22 7.404 898 903 904 rBvV 128191 132005 2.89% 0.222%
23 7.434 904 908 913 rVB 1029367 1363839 29.90% 2.291%
24 7.540 918 926 934 rVW 130065 268772 5.89% 0.451%
25 7.610 934 938 945 rW 75113 125957 2.76%  0.212%
26 7.687 945 951 956 rvB2 61255 97972 2.15% 0.165%
27 7.969 978 999 1011 rBV 907827 3609483 79.14% 6.063%
28 8.063 1011 1015 1023 rVV2 45574 77190 1.69% 0.130%
29 8.157 1024 1031 1033 rVV 676150 917514 20.12% 1.541%
30 8.181 1033 1035 1039 rVW 559852 612793 13.44% 1.029%
31 8.251 1041 1047 1052 rVV 2195154 3188676 69.91% 5.356%
32 8.304 1053 1056 1062 rVB2 51845 80244 1.76% 0.135%
33 8.451 1076 1081 1085 rVB 188357 229279 5.03% 0.385%
34 8.498 1085 1089 1092 rBV 48595 66994  1.47% 0.113%
35 8.534 1092 1095 1098 rVV 121885 162198 3.56% 0.272%

36 8.587 1098 1104 1113 rVB 2298666 3218092 70.56% 5.406%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.710 1119 1125 1128 rBV3 33240 54459 1.19% 0.091%
38 8.745 1128 1131 1134 rBV 63043 78469 1.72% 0.132%
39 8.816 1139 1143 1146 rBV 44617 60559 1.33% 0.102%
40 8.863 1146 1151 1157 rVB6 45985 101364 2.22% 0.170%
41  8.981 1166 1171 1173 rBV3 39744 65899 1.44% 0.111%
42 9.081 1181 1188 1198 rBV2 328590 603838 13.24% 1.014%
43 9.175 1201 1204 1209 rVB3 61495 83173 1.82% 0.140%
44  9.234 1209 1214 1219 rVB 1720047 2120745 46.50% 3.562%
45  9.310 1223 1227 1235 rBV 165658 237795 5.21% 0.399%
46 9.381 1236 1239 1242 rBV 38777 60697 1.33% 0.102%
47  9.439 1246 1249 1253 rVB3 40427 47902 1.05% ©0.080%
48  9.498 1253 1259 1264 rVB3 50037 109773 2.41% 0.184%
49 9.569 1267 1271 1277 rBV4 75446 145376 3.19% 0.244%
50 9.628 1277 1281 1285 rBv4 96957 166994 3.66% 0.281%
51 9.716 1290 1296 1301 rBV 1872992 2398993 52.60% 4.030%
52 9.845 1313 1318 1320 rBV 253292 354530 7.77% 0.596%
53 9.916 1325 1330 1334 rVB 665327 817840 17.93% 1.374%
54 10.116 1360 1364 1369 rVV6 85817 178390 3.91% 0.300%
55 10.163 1369 1372 1381 rVB6 78649 175471  3.85% 0.295%
56 10.234 1381 1384 1391 rBV3 108501 176387 3.87% 0.296%
57 10.345 1397 1403 1407 rBV 354862 501529 11.00% ©0.842%
58 10.563 1436 1440 1443 rBV 150373 224090 4.91% 0.376%
59 10.604 1444 1447 1448 rVV2 120759 149694 3.28% 0.251%
60 10.628 1449 1451 1458 rW 206513 271312 5.95% 0.456%
61 10.710 1458 1465 1474 rVV2 1088190 1991053 43.66% 3.344%
62 10.781 1474 1477 1480 rVVv4 61952 79400 1.74% 0.133%
63 10.822 1480 1484 1493 rVB 437236 770557 16.90% 1.294%
64 11.210 1547 1550 1555 rVB 210348 264940 5.81% 0.445%
65 11.269 1555 1560 1562 rVV 253086 355389 7.79% 0.597%
66 11.298 1562 1565 1570 rVB2 206772 281262 6.17% 0.472%
67 11.404 1579 1583 1588 rBV 542333 679386 14.90%  1.141%
68 11.698 1629 1633 1638 rVB 193785 259464 5.69% 0.436%
69 11.792 1645 1649 1652 rBV 166032 255954 5.61% 0.430%
70 11.828 1652 1655 1659 rVV 253813 372144 8.16% 0.625%
71 11.863 1659 1661 1666 rVB 110646 129194 2.83% 0.217%
72 11.933 1668 1673 1680 rBV2 508828 741144 16.25% 1.245%
73 12.045 1688 1692 1696 rVWV 230709 284415 6.24% 0.478%
74 12.104 1698 1702 1707 rVB2 202557 275192 6.03% 0.462%
75 12.210 1716 1720 1727 rBV 1368564 1821527 39.94% 3.060%
76 12.386 1746 1750 1755 rBV 289374 445604 9.77% 0.749%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 12.492 1765 1768 1772 rBV 185966 253613 5.56% 0.426%
78 12.610 1785 1788 1791 rBV 108781 159216  3.49% 0.267%
79 12.722 1804 1807 1810 rBV4 79171 97140 2.13% 0.163%
80 12.898 1834 1837 1844 rVB 277515 372293 8.16% 0.625%
81 12.998 1849 1854 1856 rBV 2259843 3546810 77.77% 5.958%
82 13.251 1893 1897 1901 rBV2 458617 628705 13.78% 1.056%
83 13.298 1902 1905 1914 rVB 500127 750831 16.46% 1.261%
84 13.433 1924 1928 1932 rBV 216224 344564  7.55% ©.579%
85 13.757 1979 1983 1993 rBV 1227027 1871406 41.03% 3.143%
86 13.845 1994 1998 2003 rVB2 532290 792890 17.38% 1.332%
87 14.057 2031 2034 2039 rVB 518431 687548 15.08%  1.155%
88 14.451 2097 2101 2111 rVB 518055 847046 18.57% 1.423%
89 14.716 2141 2146 2151 rBV3 508338 893609 19.59% 1.501%
90 15.563 2286 2290 2301 rVB 308254 522840 11.46% ©0.878%
91 15.721 2312 2317 2327 rVB 256757 515732 11.31% ©0.866%

Sum of corrected areas: 59532842
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 08 Nov 2024 16:43
: RC/JU
: P4738-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
BF140302.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF140302.D\data.ms
7.257

6.498

.152 5.493

7.434

2.669
262.440 3.310 3887  4.268416 5.093

Time-->

=N —
L L B L B B O BN LB IR

2.20 2.40 2.60 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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF140302.D\data.ms

12.998

8.251 8.587

9.716
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12.210

1332

11.933
249

12.8

19%a0

12

0
Time-->

— — — — — — 7
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Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF140302.D\data.ms

13.757

84
24.057 14.45114.716

3.433
15568 701
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Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.152 73.18 ng 2467630 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# 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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 10 (2.152 min): BF140302.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.1
87.1

P

‘ Lgl 2.202.302.402.502.60

Obr ekl o220 L2000 m/z 43.10 39.90%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000

2.202.302.402.502.60
43.0

87.0 m/z 55.05 27.56%
29.0
Wl \‘ 90 1],
O\‘\\\\‘\\\\‘f\f\‘\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 A
2.202.302.402.502.60
5000 41.0 55.0 ITI/Z 87.10 26.36%
27.0
0 H ‘m L ‘\‘ i | 1120 1290
b e e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- P
73.0 2.202.302.402.502.60

m/z 41.10 13.28%

5000 43.0
58.0
29.0 ‘ 87‘-0
i ‘ | |

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 2.202.302.402.502.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Acetoin Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.669 18.78 ng 633155 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetoin 88 (C4H802 000513-86-0 86
2 2-Propanone, 1l-methoxy- 88 C4H802 005878-19-3 43
3 Ethanol, 2-(vinyloxy)- 88 C4H802 000764-48-7 9
4 Propane, 1l-methoxy-2-methyl- 88 C5H120 000625-44-5 9
5 Isoamyl lactate 160 C8H1603 019329-89-6 9

Abundance  Scan 98 (2.669 min): BF140302.D\data.ms (-90) (-) m/z 45.05 100.00%

45.0
5000 L
L \\\‘\\\\‘\\\\‘\\\\’\\\\
88.1 2.40 2.60 2.80 3.00

b 30U 590 730 T hyz 43.e5  62.90%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2258: Acetoin
45.0

5000 UL L R R B B
2.40 2.60 2.80 3.00
m/z 88.10 8.12%
. 27.0 730 830
TTT ‘ TTTT ‘ TT T ‘ TTTT ’ T \ \ T ‘ TTTT ‘ TT T ‘ TTTT ’ TTTT ‘ TTTT
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2302: 2-Propanone, 1-methoxy-

45.0
L

2.40 2.60 2.80 3.00
5000 m/z 42.00 6.02%

58.0
29.0
oL 150 | 370, i 88.0
““H““‘H““‘W““‘H““‘w“",H““‘H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2296: Ethanol 2-(vinyloxy)-
5.0

2.40 2.60 2.80 3.00
m/z 44.05 3.17%

5000
P
12 ol | L

m/z--> 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 2-Heptanone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.675 15.54 ng 524154 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 64
4 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 40
5 1-Butoxy-2-propanol acetate 174 CSH1803 085409-76-3 39
Abundance Scan 609 (5.675 min): BF140302.D\data.ms (-604) (-) m/z 43.05 100.00%
43.0
58.0
5000
711 T
5.40 5.60 5.80 6.00
85.1 99.1 114.1
o‘H_mwH‘WM‘JHwm‘_m“em_m‘wwww‘ m/z 58.05 59.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8423: 2-Heptanone
43.0
58.0
5000 LI L B B R

5.40 5.60 5.80 6.00
m/z 71.10 14.92%

27.0 71.0
o ol | 850 990 1140
\H‘\H\‘HH‘H\\‘\\\\[\!H‘1\H‘\H\‘\H\‘\\\\‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8507: 2-Hexanone, 5-methyl-
43.0
R AR
5.40 5.60 5.80 6.00
5000 58.0 ITI z 41.05 11.56%
71.0
0 | 27\‘.\0 | ‘\ | H‘ ‘ ‘\ $50 99.0 11\4‘0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8492: 2-Hexanone, 4-methyl- ST T e
43.0 5.40 5.60 5.80 6.00

m/z 59.05 9.98%

5000 58.0
27.0
0 o[ 710850 990 1140

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 1-Octanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.257 135.26 ng 4560800 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol 130 C8H180 000111-87-5 91
2 Cyclopropane, pentyl- 112 C8H16 002511-91-3 78
3 1-Heptene 98 C7H14 000592-76-7 64
4 Formic acid, heptyl ester 144 C8H1602 000112-23-2 59
5 Formic acid, octyl ester 158 CSH1802 000112-32-3 59
Abundance Scan 878 (7.257 min): BF140302.D\data.ms (-872) (-) m/z 56.05 100.00%
41.1 5.0
70.1
5000 84.0
EAmE e RRARRE R
‘ I 7.00 7.20 7.40 7.60
Ol il 9811121 1291 7 55,10 94.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15651: 1-Octanol
41.0 56.0
70.0
270 84.0
5000 L L L I L L L B
7.00 7.20 7.40 7.60
m/z 41.10 89.78%
O\H]I\S\‘(\)\’\H!’HH}\“H‘\” \‘\\\!“H\\’l\‘\\’\\gﬁ‘o\\\l\]‘-%9‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7559: Cyclopropane, pentyl-
56.0
o ARAEEEEEREE S SR
42.0 0.0 7.00 7.20 7.40 7.60
5000 ’ m/z 43.10 64.77%
84.0
‘ ‘ 112.0
O et e et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3706: 1-Heptene AR RN REEEE
41.0 56.0 7.00 7.20 7.40 7.60
m/z 69.05 62.09%
5000 70.0
27.0
‘ 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Mequinol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.251 69.51 ng 3188680 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mequinol 124 C7H802 000150-76-5 97
2 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 91
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
4 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 80
5 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 78
Abundance Scan 1047 (8.251 min): BF140302.D\data.ms (-1041) (-) m/z 109.05 100.00%
109.1
124.1
81.1
5000
53.0
R Ea  RER
38‘.0 | 8.00 8.20 8.40 8.60
OFrrrrrrrprrerpre et st bt bl m/z 124,05 83.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11897: Mequinol
109.0124.0
81.0
5000
8.00 8.20 8.40 8.60
53.0 m/z 81.10  61.42%
27.0
O H‘HH‘HN\“\\\}“‘\\HM1‘\\[‘!“!“!!‘\H\‘}\H‘H‘H‘HH}HH’\‘\‘H’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance  #12093: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)-
109.0

8.00 8.20 8.40 8.60

5000 43.0 9.0 124.0 m/z 53.05 27.14%
27.0
0 620 || eao L L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11912: Phenol, 2-methoxy-
109.0124.0 8.00 8.20 8.40 8.60
m/z 39.05 10.14%
81.0
5000
27.0 53.0
0 H"‘H‘H1‘1""1“""}‘Hm‘c‘c“‘“‘mUm‘mwuu}uu,‘ b R N B AT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 1-Decanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.587 70.15 ng 3218090 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol 158 C10H220 000112-30-1 91
2 Cyclodecane 140 C1eH20 000293-96-9 90
3 Cyclooctane 112 C8H16 000292-64-8 87
4 1-Decene 140 C1eH20 000872-05-9 87
5 Cyclopropane, 1-ethyl-2-heptyl- 168 C12H24 074663-86-8 86
Abundance Scan 1104 (8.587 min): BF140302.D\data.ms (-1098) (-) m/z 55.10 100.00%
55.1
5000 83.0 J
39) [Trr Qi iyt
‘ ‘ 112.1 8.20 8.40 8.60 8.80 9.00
Ol ML 3403 s a1 10 82.04%
miz-> 20 40 60 80 100 120 140
Abundance #34585: 1-Decano
43.0
70.0
5000 _”/\‘J\\\\\‘\\\\‘\\\\’\\\\/‘\\/:
8.20 8.40 8.60 8.80 9.00
27,0 97.0 m/z 56.10 81.16%
05— T \“1 ‘\ \‘i 1‘ T \“ T \‘! ‘\ T “‘\‘\ T 1“‘ \1\1!3\0‘ T \1\4(‘).\0\ T
miz-> 20 40 60 80 100 120 140
Abundance #20646: Cyclodecane
55.0
RN R
83.0 8.20 8.40 8.60 8.80 9.00
5000 m/z 43.10 76.85%
39,0 ‘ 1110 1400
bsoy WLl b L 1
miz--> 20 40 60 80 100 120 140
Abundance #7497: Cyclooctane vJ¥ﬁﬁ‘_“W“u,“u“
41.0 8.20 8.40 8.60 8.80 9.00
m/z 70.10 75.46%
5000 700 112.0
L)
ob e Ll ll Al eso | L
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43

Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: 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 n-Decanoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.081 14.77 ng 603838  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 90
2 Octanoic acid 144 C8H1602 000124-07-2 47
3 Hexanoic acid 116 C6H1202 000142-62-1 47
4 Nonanoic acid 158 C9H1802 000112-05-0 42
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 38
Abundance Scan 1188 (9.081 min): BF140302.D\data.ms (-1181) (-) m/z 60.00 100.00%
60.0
41.1
5000 129.1
87.0 R EEEN e N Ran
8.80 9.00 9.20 9.40
1101
0 m_m‘g““ bl 45231722 g3 05 93 64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #46962: n-Decanoic acid
60.0
41.0
5000 LI L B B R
129.0 8.80 9.00 9.20 9.40
670 - m/z 41.10  58.14%
0 T ‘ T ‘\‘\ \‘i‘}‘\ \H!“‘\w“{‘\ ‘ ‘\ T \M“\ \%P‘ T \ T “\1\5\3\(‘)\ T ! T ‘
miz--> 20 40 60 80 100 120 140 160
Abundance #24060: Octanoic acid
60.0
R A R
8.80 9.00 9.20 9.40
5000 m/z 43.10 47.18%
41,0 101.0
Ciros Ll mb | s
“‘_““H“ “H““w““‘u““u““‘
m/z--> 20 60 80 100 120 140 160
Abundance #9149: Hexanoic acid A
60.0 8.80 9.00 9.20 9.40
m/z 55.10 45.89%
5000
41.0
| 87.0
0 "WMUHnU‘“uu‘wHH_WWHWHWH P T T
m/z--> 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 1-Decene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.716 58.67 ng 2398990  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 94
2 Cyclopropane, nonyl- 168 C12H24 074663-85-7 93
3 2-Butenedioic acid (Z)-, monodod... 284 C16H2804 002424-61-5 91
4 Cyclododecane 168 C12H24 000294-62-2 91
5 Cyclodecane 140 C10H20 000293-96-9 89

Abundance Scan 1296 (9.716 min): BF140302.D\data.ms (-1290) (-) m/z 55.10 100.00%
55.1

H ‘\‘ |

9.50 10.00
140.2
(IR ‘M“ L AL m/z 43.10  80.15%
miz--> 50 100 150 200 250
Abundance #20642: 1-Decene
58.0

m/z 41.10 80.14%

140.0
0150 ““ \‘\ T 1 L L B B B B B
m/z--> 50 100 150 200 250
Abundance #43499: Cyclopropane, nonyl-

55.0

5000 97.0 950 10,00
Hh‘mw“
T T T T ‘

9.50 10.00
5000 m/z 69.10 76.37%
97.0
0l,25:0 h‘}49?‘ S
miz--> 50 100 150 200 250
Abundance #178638: 2-Butenedioic acid (Z)-, monododecyl ester P =T
69.0 9.50 10.00

m/z 56.10 70.52%

5000 11.0
29.0
H ‘ 168.0
Al 2230 284

‘WM\MW
T T T T ‘Y—'—Y—Y—Y—Y—'—Y—r
m/z--> 50 160 150 200 250 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.345 12.26 ng 501529  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 87
Abundance Scan 1403 (10.345 min): BF140302.D\data.ms (-1397) (- m/z 57.10 100.00%
57.1
20 \\V/J«ANVJ\\KNANvAVA
— ——
1411 10.00 10.50
ob b b H‘ poatil 1821 2262 m/z 43.10 73.18%
miz-> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
5000 — —
10.00 10.50
99.0 m/z 71.10 58.56%
O \2\61\0\ ‘H‘\ ‘ H‘ H‘ \ \]\-4“18\ %8\3\0‘ \2\2‘6\0\ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
— —
10.00 10.50
5000 m/z 85.10 40.76%
o1 w0 amo a0
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T —
57.0 10.00 10.50
m/z 41.10 37.02%
5000
‘ 99.0
41.0
o280) ‘\M [ 110 1m0 zzso  zesc
m/z--> 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.822 22.68 ng 770557  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane 170 C12H26 000112-40-3 86
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 1484 (10.822 min): BF140302.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1
. ge.1 W
— ——
1131 10.50 11.00
1412 1832 3
oHwHH\Mth”:WM‘_us“mwHH_m,w‘z‘l”lwluzf‘ﬂ‘ m/z 43.10 72.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
5000 — e
85.0 10.50 11.00
29.0 m/z 71.10 64.68%
d h | J, , 11301410 1840
0H\‘HHHH\‘H\\“HH“\H‘\‘\‘\\\‘HH‘\H\’\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123970: Hexadecane, 2-methyl-
57.0
— ——
85.0 10.50 11.00 .
5000 m/z 85.10 37.95%
197.0
113.0
141.0
290 | | ‘ ‘ \1690 | 22?0
Ol bl e e e e b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107216: Hexadecane T —
57.0 10.50 11.00
m/z 41.10 32.78%
5000 85.0
29.0
0 \‘ Il \‘ 1\’\3 0\14\1 0169.0 197.0 226.0
‘H‘HH‘H‘wu‘wH‘W‘HW‘HW‘H‘_H‘MH‘_‘H_‘HM‘ — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 11 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.933 21.82 ng 741144  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55
Abundance Scan 1673 (11.933 min): BF140302.D\data.ms (-1668) (- m/z 91.10 100.00%
43.1 91.1
5000
129.1
213.2 T
L o3 7T
owww ”!”“J““\”“‘H“J‘ ‘MHmmH“m‘”_‘WHu_kkwlwh_ m/z 43.10  89.79%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T
129.0 12.00
213.0 m/z 73.00 84.84%
bt
O]T%\.R\‘l\ HH\H\M{‘\‘HHHHM[“\\H‘”h“\”\‘\\‘\\\\‘H‘H‘\‘H‘N‘HH‘\‘\H‘\\H“HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
—=
12.00
5000 129.0 m/z 60.00 77 .96%
‘ 199.0 2420
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid ]
73.0 12.00
43.0 m/z 41.10 71.34%
5000 129.0
171.0
‘ 214.0
oberrr bl —
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Benzene, (1-methyltridecyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.210 53.62 ng 1821530  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 91
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 87
3 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 72
4 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 64
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 59
Abundance Scan 1720 (12.210 min): BF140302.D\data.ms (-1716) (|  m/z 105.10 100.00%
105.1
5000
J\—_\ ‘ T T ‘ T
12.00 12.50
41.1 274.3
ObriZbd | | 1471 1892 2312 2783 a0 0 13504
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #166414: Benzene, (1-methyltridecyl)-
105.0
5000 e N — 1
12.00 12.50
m/z 91.10 11.31%
o 410 760 | 1470 1800 2310 210
\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH’\\H‘HH’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114094: Benzene, (1-methyldecyl)-
105.0
T e
12.00 12.50
5000 m/z 41.10 5.84%
232.0
0 650, | | 147.0176.0 \ W
e R T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131090: Benzene, (1-methylundecyl)- T —
105.0 12.00 12.50
m/z 43.10 5.41%
oo 20 710 | | 147.0176.0207.0 2460
T e e e e e e e e P P
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 13 Ethanol, 2-[2-(2-methoxyeth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.386 13.12 ng 445604  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 64
2 Paraldehyde 132 C6H1203 000123-63-7 58
3 Tetraethylene glycol 194 C8H1805 000112-60-7 56
4 Triethylene glycol 150 C6H1404 000112-27-6 56
5 Hexaethylene glycol 282 C12H2607 002615-15-8 49
Abundance Scan 1750 (12.386 min): BF140302.D\data.ms (-1746) (-} | m/z 45.10 100.00%
451
5000
89.1
— =
12.00 12.50
133.1
ol B 1951 23902721 T gg 10 32.77%
miz--> 0 50 100 150 200 250
Abundance #40135: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-
45.0
5000 — ~
89.0 12.00 12.50
m/z 43.10  13.35%
0 T \‘\MU \‘h‘ f \‘\H\ ““\-“\]-3\3.\0‘ L s B B B B
miz--> 0 50 100 150 200 250
Abundance #16351: Paraldehyde
45.0
— —
12.00 12.50
5000 m/z 87.00 10.74%
89.0
olasol LT o
miz--> 0 50 100 150 200 250
Abundance #69770: Tetraethylene glycol T 7
45.0 12.00 12.50
m/z 57.10 9.57%
- MUJM
89"0 133.0
ob— A — —
m/z--> 0 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 14 .alpha.-D-Mannofuranoside, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.251 18.29 ng 628705 Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-D-Mannofuranoside, 1-nonyl- 306 C15H3006 1000160-13-8 64
2 Oxalic acid, ethyl neopentyl ester 188 C9H1604 1000309-72-4 22
3 4,6-0-Ethylidene-.alpha.-D-glucose 206 C8H1406 013224-99-2 22
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 22
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 22

Abundance Scan 1897 (13.251 min): BF140302.D\data.ms (-1893) (- m/z 73.00 100.00%

9.

5000

s

L,M& 11941 1892 13.00 13.50

2312 ,
- oty o L 5505 21713153 858« s 57 10 65.85%

m/z--> 50 100 150 200 250 300 350
Abundance #206489: .alpha.-D-Mannofuranoside, 1-nonyl-
73.0

5000 —— E—
13.00 13.50
29 116.0 m/Z 71.10 49.16%
S L s 20
O T \‘\‘ ‘\M“f‘ T \“‘H\ \‘\ \“ T T T ‘ T \‘\ \“ T T T ‘ T T T ‘ 1
miz--> 50 100 150 200 250 300 350
Abundance #63370: Oxalic acid, ethyl neopentyl ester
57.0
—r— —
13.00 13.50
5000 m/z 43.10 47 .74%
133.0
ol T 30
m/z--> 50 100 150 200 250 300 350
Abundance #83162: 4,6-O-Ethylidene-.alpha.-D-glucose —— ——
73.0 13.00 13.50

m/z 41.10 33.67%

5000
31, 117.0
H Hu\m MM “ | 159.0 205.0

T T
m/z--> 50 100 150 200 250 300 350 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 15 unknown13.298 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.298 21.84 ng 750831  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-D-Mannofuranoside, 1-nonyl- 306 C15H3006 1000160-13-8 53
2 .alpha.-D-Mannofuranoside, 1-0-h... 278 C13H2606 111570-47-9 43
3 Scyllo-Inositol, 1-C-methyl- 194 C7H1406 000564-92-1 35
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 27
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 22
Abundance Scan 1905 (13.298 min): BF140302.D\data.ms (-1902) (- m/z 73.05 100.00%
73.0
5000
189.2
I =
119.1 ‘ 13.00 13.50
231.2 .
0 “M‘ vaW e (E5E 2873 388y 57,10 61.33%
m/z--> 50 100 150 200 250 300 350
Abundance #206489: .alpha.-D-Mannofuranoside, 1-nonyl-
73.0
5000 B ——
13.00 13.50
(1{ ‘ 116.0 m/z 71.10  53.92%
O \“\‘ ‘WM“H H‘ h“m\“\ ‘\ \‘%‘6\3\0\2\0?\()\ \24\.‘?’(\)\ T ‘ L ‘ LU
miz-> 100 150 200 250 300 350
Abundance #170412:.Mpha:D—Mannoﬂuanoade,1—O—heMyL
73.0
— —
13.00 13.50
5000 ITI/Z 43.10 49,18%
29.
2170
0 L “‘ Mwu\k 030 fT 2890
m/z--> 50 lOO 150 200 250 300 350
Abundance #69607: Scyllo-Inositol, 1-C-methyl- —— —
73.0 13.00 13.50
m/z 41.10 33.31%
- J\M
030 || | 1150 1580
——pe e P —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 16 unknownl13.757 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.757 54.44 ng 1871416  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 27
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 27
3 Tetradecane 198 C14H30 000629-59-4 27
4 Tetradecane, 4-ethyl- 226 Cl16H34 055045-14-2 27
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 27

Abundance Scan 1983 (13.757 min): BF140302.D\data.ms (-1979) (- m/z 60.00 100.00%

60.0
5000

—— ——
13.50 14.00
1 200.2 .
ALO " 20022422 2801 3433386 iy 5710 77.79%
1

141.2
0L— \“\“w
m/z--> 50 00 150 200 250 300 350
Abundance #90192: Pentadecane
57.0
5000 T ——
13.50 14.00

m/z 73.10 55.51%

9.0
01\5\ T ‘\““\ ‘!‘ \‘“‘\ ““ \H \]“-\41‘1“0\ T \2‘1\‘2\0\ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0

T T
13.50 14.00

5000 m/z 43.10 53.91%
9.0
ol | % el BN W
m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane T —
57.0 13.50 14.00

m/z 71.10  44.59%

- \LW/L/\M
i
15.0 b

T L L —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 17 2-[2-[2-[2-[2-[2-[2-[2-(2-H... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.845 23.06 ng 792890  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 58
2 2,5,8,11,14-Pentaoxahexadecan-16- ol 252 C11H2406 023778-52-1 47
31,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 47
4 3,6,9,12,15-Pentaoxanonadecan-1- 01 294 C14H3006 001786-94-3 38
5 Hexaethylene glycol 282 C12H2607 002615-15-8 38

Abundance Scan 1998 (13.845 min): BF140302.D\data.ms (-1994) (- m/z 45.10 100.00%

48.1
181.1
5000 690
= A\
‘ ” 1331 - 13.50 14.00
0““‘yﬂ““ﬂw‘ww““ﬁ 22322651 8294 386 47 181.10  56.76%

m/z--> 0 50 100 150 200 250 300 350
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e

45.0
89.0
5000 = —
13.50 14.00
133.0 m/z 41.10 42.92%
ok ‘ L “ 1770221.0263.0 327.0371.0
‘ L ‘ T ] T 1T ‘ T T T T ‘ LI ‘ L ‘ LI ‘ L

miz--> 0 50 100 150 200 250 300 350

Abundance #137460: 2,5,8,11,14-Pentaoxahexadecan-16-ol
43.0

%

— ——
13.50 14.00
5000 m/z 89.05  38.69%

89.0

Wjuhd\m3on7ozmo
0\““\“"““““\““\““\“H\\\\\

m/z--> 0 50 100 150 200 250 300 350

Abundance #221903: 1,4,7,10,13,16-Hexaoxanonadecane, 18-(2-pro
45.0 13.50 14.00

m/z 43.10 22.48%

B

5000 89.0
133.0

%

277.0
0 MMMMM“‘ 177.0221.0 “"/""318.0

“ T
m/z--> 0 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 18 Octyl-.beta.-D-glucopyranoside Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.451 24.64 ng 847046  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octyl-.beta.-D-glucopyranoside 292 C14H2806 029836-26-8 64
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 38
3 Octanoic acid 144 C8H1602 000124-07-2 38
4 Dodecane 170 C12H26 000112-40-3 38
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 35

Abundance Scan 2101 (14.451 min): BF140302.D\data.ms (-2097) (-} ' m/z 60.00 100.00%
60.0
5000 WL
’ 1451 ‘14‘50‘
’ 228.2 .
(S 'l‘ H‘H\ Ao Lo CERE 2991 3864 m/z 57.16  86.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #188589: Octyl-.beta.-D-glucopyranoside
60.0
5000 LN
14.50
1130 m/z 73.00 57.37%
H ‘ ‘ 159.0
O T \“’\l ‘\M“ “‘ \‘M‘\‘ ‘\“ \Hl\ ‘\‘ \‘H l‘\ T \2‘1-\4:.\0\2‘6\]_\.9\ ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #74012: 3,5-Dimethyldodecane
57.0
——
14.50
5000 m/z 43.10 54.99%
169.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #24059: Octanoic acid T
60.0 14.50
m/z 71.10  45.69%
5000
15.0
015'*“'% —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 19 1,4,7,10,13,16-Hexaoxacyclo... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.716  25.99 ng 893609  Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 90
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 74
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 72
4 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 72
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 72

Abundance Scan 2146 (14.716 min): BF140302.D\data.ms (-2141) (- m/z 45.10 100.00%

45.1
5000
—

{ ‘ ” 1331 14.50 15.00
ol b dy [ 2070 2611 3153 380.2428. /. g9.p5  43.09%
miz--> 5 100 150 200 250 300 350 400
Abundance  #152473: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45.0
5000 N A
14.50 15.00

m/z 41.10 40.31%

133.0
O\\“‘”H“\‘\‘\\\\‘1\\\‘2\2\]-\0\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0

—
14.50 15.00

5000 m/z 43.10 28.73%
133.0
oLk b ‘ b J“‘ 420702520 8210
m/z--> 50 100 150 200 250 300 350 400
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth — —
45.0 14.50 15.00

m/z 87.05 23.96%

5000
133.0
w1 ‘ ’ 207.0 2830

O et b b e e S EBE = ‘
miz--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 20 15-Crown-5 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.721 19.73 ng 515732  Perylene-d12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Crown-5 220 C10H2005 033100-27-5 93
2 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 83
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 83
4 Tetraethylene glycol monododecyl... 362 C20H4205 005274-68-0 72
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 68

Abundance Scan 2317 (15.721 min): BF140302.D\data.ms (-2312) (- m/z 45.10 100.00%

45.1

133.1 7T T

“ 15.50 16.00
o_m‘“ J‘w‘m‘ PLL 2861 3844 4603 n/z 89.10  46.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #98209: 15-Crown-5
458.0
5000 == =
15.50 16.00
133.0 ITI/Z 41.10 37.33%
O‘\\\‘\‘“’\‘\'“\J\‘\\\\‘\\\\2‘\2\0\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343398: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)
43.0
—— —
15.50 16.00
5000 m/z 87.05 28.31%

133.0
obd Ly | | 221028303300 427.0 503,
A b L TR 283.0339.0  427.0 503
miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth o =
45.0 15.50 16.00
m/z 43.10 24.32%

5000
133.0

ol kil | 2210 2050 4150
b1 2210 2950 4180 I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140302.D

Acqg On : 08 Nov 2024 16:43
Operator : RC/JU

Sample : P4738-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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... 2.152 73.2 ng 2467630 1 6.875 674382 20.0
Acetoin 2.669 18.8 ng 633155 1 6.875 674382 20.0
2-Heptanone 5.675 15.5 ng 524154 1 6.875 674382 20.0
1-Octanol 7.257 135.3 ng 4560800 1 6.875 674382 20.0
Mequinol 8.251 69.5 ng 3188680 2  8.157 917514 20.0
1-Decanol 8.587 70.2 ng 3218090 2 8.157 917514 20.0
n-Decanoic acid 9.081 14.8 ng 603838 3 9.916 817840 20.0
1-Decene 9.716 58.7 ng 2398999 3 9.916 817840 20.0
Hexadecane 10.345 12.3 ng 501529 3 9.916 817840 20.0
Tridecane 10.822 22.7 ng 770557 4 11.404 679386 20.0
n-Hexadecanoic ... 11.933 21.8 ng 741144 4 11.404 679386 20.0
Benzene, (1-met... 12.210 53.6 ng 1821530 4 11.404 679386 20.0
Ethanol, 2-[2-(... 12.386 13.1 ng 445604 4 11.404 679386 20.0
.alpha.-D-Manno... 13.251 18.3 ng 628705 5 14.057 687548 20.0
unknown13.298 13.298 21.8 ng 750831 5 14.057 687548 20.0
unknown13.757 13.757 54.4 ng 1871410 5 14.057 687548 20.0
2-[2-[2-[2-[2-[... 13.845 23.1 ng 792890 5 14.057 687548 20.0
Octyl-.beta.-D-... 14.451 24.6 ng 847046 5 14.057 687548 20.0
1,4,7,10,13,16-... 14.716 26.0 ng 893609 5 14.057 687548 20.0
15-Crown-5 15.721 19.7 ng 515732 6 15.563 522840 20.0
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