LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc :

ALS vial : 9 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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38780.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.969 292 303 310 rBV 257068 370922 13.45% 2.017%
2 5.440 375 383 388 rBvV 778776 1087051 39.41% 5.911%
3 5.487 388 391 403 rVB 30699 65393  2.37% 0.356%
4 5.857 446 454 461 rBV3 24947 49316 1.79% ©0.268%
5 6.840 617 621 626 rVB 24210 34700 1.26% ©.189%
6 6.951 635 640 644 rBV 25010 34574 1.25% 0.188%
7 7.010 644 650 653 rVw4 18120 33892 1.23% 0.184%
8 7.063 653 659 670 rVB 761682 1190022 43.14% 6.471%
9 7.522 732 737 743 rVB 46654 74847 2.71% 0.407%
106 7.881 793 798 805 rVB 287055 427811 15.51% 2.326%
11 8.422 883 890 899 rVB5 23505 56596 2.05% 0.308%
12 8.522 899 907 913 rBVS 23688 47326 1.72% 0.257%
13 8.986 980 986 991 rVB 29293 47816 1.73% 0.260%
14 9.063 991 999 1009 rBV 480257 798651 28.95% 4.343%
15 9.510 1069 1075 1080 rBV 20621 30784 1.12% 0.167%
16 10.086 1167 1173 1179 rBV4 19592 39356 1.43% 0.214%
17 10.645 1262 1268 1270 rBV3 19715 32302 1.17% 0.176%
18 10.692 1270 1276 1282 rVV 373498 632753 22.94%  3.441%
19 10.739 1282 1284 1290 rVB2 32435 50512 1.83% 0.275%
20 11.880 1469 1478 1481 rBV7 15353 32793 1.19% 0.178%
21 12.098 1509 1515 1520 rBV3 30768 44325 1.61% 0.241%
22 12.357 1555 1559 1567 rVB2 20554 33009 1.20% 0.179%
23 13.157 1689 1695 1702 rVB 1602618 2179569 79.02% 11.852%
24 13.339 1715 1726 1734 rVB 45340 80743  2.93% 0.439%
25 13.998 1834 1838 1841 rVB5 26854 34776  1.26% ©.189%
26 14.045 1841 1846 1850 rVVeé 18899 34127 1.24% 0.186%
27 14.116 1850 1858 1864 rVB9 18573 49591 1.80% 0.270%
28 14.415 1904 1909 1913 rVB 62969 76191 2.76% 0.414%
29 14.533 1923 1929 1935 rVB 570367 830333 30.10% 4.515%
30 14.927 1991 1996 2005 rVBS 16841 46740 1.69% 0.254%
31 15.362 2066 2070 2075 rVB 70062 92049  3.34% 501%
32 15.768 2132 2139 2145 rBv2 19007 43845 1.59% 238%

33 15.898 2156 2161 2167 rVB 379379 490241 17.77%
34 16.027 2178 2183 2189 rVB 1186968 1632169 59.17%
35 16.227 2213 2217 2225 rBV 71153 129923 4.71%

OO NOO
o))
[e))
o))
B

36 16.457 2252 2256 2263 rBV3 23078 35530 1.29% 0.193%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc :

ALS vial : 9 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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.562 2271 2274 2281 rBV8 14423 29416 1.07% 0.160%
38 17.021 2348 2352 2356 rBV 62192 70910 2.57% 0.386%
39 17.068 2356 2360 2364 rvV 21106 30625 1.11% 0.167%
40 17.286 2391 2397 2401 rBV 657782 910997 33.03% 4.954%
41 17.327 2401 2404 2411 rVB 70501 92595 3.36% 0.504%
42 17.762 2474 2478 2482 rBV 57102 65641 2.38% 0.357%
43 17.939 2505 2508 2512 rVB 47300 57701 2.09% 0.314%
44 18.051 2522 2527 2531 rBV7 20899 41141  1.49% 0.224%
45 18.174 2543 2548 2552 rBV 300217 419328 15.20%  2.280%
46 18.356 2574 2579 2582 rBV5 24162 43760 1.59% 0.238%
47 18.456 2592 2596 2600 rBV 52202 71881 2.61% ©.391%
48 19.086 2699 2703 2706 rBv2 183284 212316 7.70%  1.155%
49 19.115 2706 2708 2715 rVB4 84660 99511 3.61% 0.541%
50 19.339 2742 2746 2751 rVB 127958 169996 6.16% 0.924%
51 19.386 2751 2754 2759 rVB2 68359 82437  2.99% 0.448%
52 19.445 2761 2764 2775 rBV2 143755 217490 7.88% 1.183%
53 19.668 2799 2802 2805 rBV3 55722 66888  2.42% 0.364%
54 19.703 2805 2808 2816 rVB 119595 173696 6.30%  0.945%
55 19.903 2837 2842 2847 rBV 2353143 2758340 100.00% 15.000%

56 21.162 3053 3056 3065 rVvB2 195739 276386 10.02%  1.503%
57 21.468 3103 3108 3112 rBV 636520 850381 30.83% 4.624%
58 23.856 3509 3514 3520 rBV2 362704 677474 24.56%  3.684%

Sum of corrected areas: 18389488
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM038780.D\data.ms
2500000

2000000

1500000

1000000
5.440 7.063

9.063
500000 10.692
4.969 7.881

5487 5.857 6. 7.522 88K22 8986 9.510 10.086 1067389 11.8
0\\‘\\\\‘\\\\‘\\\\‘\\\\“Y_Y_V/\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10,50 11.00 11.50

Abundance TIC: BM038780.D\data.ms
2500000 19.603

2000000

13.157
1500000

16.027

1000000
17.286

18.174
E "x@%ﬁ@w
012:098.357 3339 1iggnget 6. 21?&@552 1770561327 17. Iﬁ_:s

Time--> 12.00 1250 13.00 1350 14.00 14.50 15.00 15.50 1600 1650 17.00 17.50 18.00 1850 1900 19.50 20.00 20.50

Abundance TIC: BM038780.D\data.ms
2500000

14.533

500000

2000000

1500000

21.468
1000000 23.856

21.162
500000

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.969 17.34 ng 370922 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 303 (4.969 min): BM038780.D\data.ms (-292) (-) m/z 42.95 100.00%

3.0
59.0
5000
101.0
A RERERRESES S
| ‘ 83.0 4.60 4.80 5.00 5.20 .
ob e e m/z 59.00 64.84%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L NN B R I
59.0 4.60 4.80 5.00 5.20
m/z 101.00  33.09%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e A RmaES S
4.60 4.80 5.00 5.20
5000 2410 m/z 58.00 15.93%
126.0
ol L 1250320
miz--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate R EERAaREEEE SRR
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.19%
5000
58.0
15.0 100.0
[y — i \““1 e N e A A
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Mesitylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.522 3.50 ng 74847  1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 90
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
4 1,3-Cyclopentadiene, 5-(1-methyl... 120 C9H12 003141-02-4 83
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 81
Abundance Scan 737 (7.522 min): BM038780.D\data.ms (-732) (-) m/z 105.00 100.00%
105.0
5000 120.1 \J\
R E
g0 00 91"0 | 7.20 7.40 7.60 7.80
bbbl M msz 120005 46.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10691: Mesitylene
105.0
120.0 /\
5000 \H‘\/\\H‘HH‘HH‘H\I‘\
7.20 7.40 7.60 7.80
m/z 90.95 16.36%
39.0 77.0 91,0
O \\’\\\\’\\\rW’\\H"‘\\\\"1‘1\1?%1“?\‘\\\‘H‘\\\\“\H\‘\Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 7.20 7.40 7.60 7.80
5000 m/z 77.00 15.21%
39.0 77.0 91.0
X OB O O R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 119.00 13.57%
5000 120.0
28.0 77.0 91.0 (\
1.0 :
P O RN PN O OOV SO U O O A o
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

BM@38780.D

: 17 Feb 2023 18:36
: CG/JU

: 01570-01

: 9 Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021723\

hod : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST20.L
ration 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 1Indene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.422 2.65 ng 56596 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 64
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 58
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 47
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 47
5 Benzonitrile, 3,5-dimethyl- 131 C9HON 022445-42-7 35
Abundance Scan 890 (8.422 min): BM038780.D\data.ms (-883) (-) m/z 105.05 100.00%
105.1
5000
134.0
390 63.0 770
’ ‘ ‘ ‘ ‘ H H ‘ 8.00 8.20 8.40 8.60 8.80
0 _Hw‘uwu‘qu‘;uw Jm‘ummhw“"M‘N“_Hw‘mw“ m/z 115.60  95.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9543: Indene
116.0
5000
8.00 8.20 8.40 8.60 8.80
m/z 116.00 88.70%
39.0 670 89.0 |
O‘HH‘HH‘\H\‘H\\“HH‘1\\\‘\\H‘HH“HH‘HH‘\} \‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9548: 1-Propyne, 3-phenyl-
116.0
Raaas e R ARREa
8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 27.57%
200 63.0 89.0
0 ““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #9544: Benzene, 1-propynyl- | S NHENANES B
115.0 8.00 8.20 8.40 8.60 8.80
m/z 105.90  20.24%
5000
63.0 89.0
0 1SP \ 3%0 \ \J‘\ U S H [T
T e e A aa
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1,3,8-p-Menthatriene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.522 2.21 ng 47326  1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 90
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 90
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 87
4 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C1l0H14 000460-01-5 87
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 87
Abundance Scan 907 (8.522 min): BM038780.D\data.ms (-899) (-) m/z 119.00 100.00%
119.0
91.0
5000 57.0
‘H I ‘ Ll 206.9 8.20 8.40 8.60 8.80

0 "wW_JW\“M e m/z 91.00 57.08%

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

Abundance #17024: 1,3,8-p-Menthatriene
119.0
91.0
5000
8.20 8.40 8.60 8.80
m/z 134.00  49.26%
41.0 650 ‘
O \\\‘\\\\‘\\“\‘\“‘\‘H\\\‘\\J\“H\\‘}M\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
M 41
AR AT DAY
8.20 8.40 8.60 8.80
5000 m/z 105.00 46.53%
39.0 @50 91.0
0 H“ﬂ"MHJ‘ML‘JM“‘_‘Nm“NW“H“‘H“‘H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- “_“‘_“‘_“WAP‘W
119.0 8.20 8.40 8.60 8.80
m/z 57.05 43.36%
5000
390 91.0
65.0
0 15.0 ! ‘\ bt ‘ H‘ ‘\

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_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 o0-Cymene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.986 2.24 ng 47816 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 93
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
Abundance Scan 986 (8.986 min): BM038780.D\data.ms (-980) (-) m/z 119.10 100.00%
119.1
5000
134.1

91.0 L WY S AV |

510 ‘ | 8.60 8.80 9.00 9.20 9.40
0“_ku‘wHHm‘HMmuwmw‘ﬂmumyumﬁwmwhxwuwmhwu m/z 134.05  30.65%

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

Abundance #16997: 0-Cymene

119.0
5000 A‘\H\\u‘/\\/\\u‘\hu‘u/\\w\/
8.60 8.80 9.00 9.20 9.40
910 134.0 m/z 91.00  22.34%
41.0 65.0
0 \\‘H\\‘\H‘\‘HH"‘HH“\Hw’\‘\‘\\‘\H‘HH\\"i‘\u‘\WH’HMHHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 117.10 17.37%
91.0 134.0
39.0 65.0 ‘ ‘
0“ﬁae‘wwH‘¢HHHMH,NH‘Hhm‘wu‘uum‘““H‘HW‘MW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Aﬂ /v\\
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- Baan ‘Q‘ - MM -
119.0 8.60 8.80 9.00 9.20 9.40
m/z 105.00 12.38%
5000
91‘0 134.0
o250 30 L 0 ek,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.363 2.22 ng 92049  Acenaphthene-dile 14.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Tetradecane 198 C14H30 000629-59-4 83
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
4 Octacosane 394 (C28H58 000630-02-4 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 2070 (15.362 min): BM038780.D\data.ms (-2066) (- | m/z 57.10 100.00%
57.1

o T WJJ
— ——
| ‘ H | ‘ 13.1 165.1 15.00 15.50
O Ll bl el ot et e e M/Z 43,00 74.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
5000 — —
85.0 15.00 15.50
29.0 m/z 71.05 65.39%
\H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
— —
15.00 15.50
5000 85.0 m/z 85.05 46.69%
29.0
oL L pouoegetsse
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45512: Decane, 3,8-dimethyl- T —T
57.0 15.00 15.50
m/z 41.00 38.98%
85.0
5000
‘ 113.0141.0
S Y- - —
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.898 11.81 ng 490241  Acenaphthene-d10 14.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
4 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 47
5 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
Abundance Scan 2161 (15.898 min): BM038780.D\data.ms (-2156) (- | m/z 105.00 100.00%
105.0
o 182.0
5000
51'0 ‘ T T ‘ T
15.50 16.00
152.0
Ol o 2270 TR L2069 s 77,00 70.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — o
15.50 16.00
51.0 m/z 182.00 64.22%
O \\\‘\\\\‘\\‘\\‘\\\h“‘\\\\‘\\\\]-‘2\\7.\0\‘]\_\5\%\.(‘)\\\\‘H\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— r—
77.0 15.50 16.00
5000 m/z 51.00 24 .33%
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester P —
105.0 15.50 16.00
m/z 181.00  10.95%
5000 77.0
51.0
0l15.0 ‘ 136.0 164.0 A
e e e e e e e e et s
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.227 2.85 ng 129923  Phenanthrene-di10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Hexadecane 226 Cl16H34 000544-76-3 90

Abundance Scan 2217 (16.227 min): BM038780.D\data.ms (-2213) (- m/z 57.05 100.00%
1.0

5
5000

99.0

—
‘ ‘ 155.0 192 0 16.00 16.50
0 ‘W¢“u$whﬁhﬂkw‘w“;“‘u]u‘ R m/z 71.05 82.74%
m/z--> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
5000 T T
16.00 16.50

99.0 )
oL L L] 1410 1m0 200
mi/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0

5000 m/z 85.05 55.19%
99.0
aso || |1, 140 30 5o e
miz-> 50 100 150 200 250
Abundance #59027: Tridecane - s
57.0 16.00 16.50

- W
24‘ “ 99.0 1410 1840

0H‘0‘1““l““u”““uhu“”“‘””‘””

T T
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.174 9.21 ng 419328  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2548 (18 174 min): BM038780.D\data.ms (-2543) (- m/z 73.00 100.00%
5000 129.0
213.1
171.1 T ‘ T T ‘ T
‘ ‘ ‘ 256.1 18.00 18.50
0 “H‘m e W b L8308 Tz 6000 79.19%
miz--> 150 200 250 300
Abundance #143508.n-Hexadecanok:add
. 256.0
5000 o —
129.0 18.00 18.50
33.0 213.0 m/z 43.00 60.97%
171.0 ‘
o 19 P O
miz-> 50 100 150 200 250 300
Abundance #92070: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 55.10 59.05%
450 129.0
1710 2140
oLt ‘\“ ‘u‘u‘ H“‘ \\hh “h ‘\H‘\‘\ N ‘m‘ “\ “‘ | “\‘ R R
m/iz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50
41,0 m/z 41.00  53.42%
5000 129.0
‘ 199.0 2420
ol w\\ww\wo\ A
m/z--> 50 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 11,14-Octadecadienoic acid,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.086  4.66ng 212316 Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 97
,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 96
,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96
»12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 95
,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 92

uih wNnPE
O OV 00 OV

Abundance Scan 2703 (19.086 min): BM038780.D\data.ms (-2699) (- | m/z 67.10 100.00%
67.1
T \
19.00
0 m/z 81.00 81.29%
miz--> 50 100 150 200 250 300
Abundance  #191911: 11,14-Octadecadienoic acid, methyl ester
67.0
5000 e :
19.00
09.0 roo m/z 57.85  76.43%
uh il \15\00 220.0 | .
0\\\‘” ‘ \\m\“\“\”\\‘\}\\‘\“\\\“\\\
miz--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
T \
19.00
5000 ITI/Z 55.00 73.07%
09.0
‘ ‘ 294.0
ol L Ly PP asroz200  TIT
miz--> 50 150 200 250 300
Abundance  #191899: 8,11—Octadecadienoic acid, methyl ester — ‘
67.0 19.00
m/z 43.05 68.79%
5000
09.0
29.
150.0 294.0
ol N\MH_W | 1187.02200 2590 ‘\u — —
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 unknown19.115 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.115 2.18 ng 99511  Phenanthrene-d1e 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 41
2 2-Butenoic acid, hexyl ester 170 C10H1802 019089-92-0 35
3 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 35
4 Methyl myristoleate 240 C15H2802 056219-06-8 30
5 3-Ethyl-4-octanol 158 C10H220 063126-48-7 27

Abundance Scan 2708 (19.115 min): BM038780.D\data.ms (-2706) (- | m/z 55.05 100.00%
55.0

5000

264.1 —— —
326.2 19.00 19.50

152.0 206.0

0! m/z 69.05 77 .26%
miz--> 50 100 150 200 250 300 350
Abundance #176207: Oleic Acid
558.0
5000 7.0 . ——
19.00 19.50
m/z 83.05 68.39%
264.0
8.0 180.0 222.0
018. ‘m‘ ‘H‘ \“\ }‘ “ T H \‘\ ’ \ \ \ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #45020: 2-Butenoic acid, hexyl ester
69.0
P e
19.00 19.50
5000 ITI z 74.00 65.82%
29.
oLl rroweo
m/z--> 50 100 150 200 250 300 350
Abundance #194411: 6-Octadecenoic acid, methyl ester W“\”MW""W ;
. 19. OO 19 50

m/z 41.00 59.45%

50007 29.0

264.0

180.0 222.0

ol bk,
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.445 5.12 ng 217490  Chrysene-di12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 Nonadecanoic acid 298 C19H3802 000646-30-0 64
Abundance Scan 2764 (19.445 min): BM038780.D\data.ms (-2761) (- | m/z 73.00 100.00%
5000 129.0 WWNxWNMMJ\MWMWMMw\
185.1
241.2 i
284.1
19.50
OﬁﬁﬁmH“WJMM V???é‘ m/z 60.00 86.54%
miz-> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 B
3‘0 19.50
1850 549 o 2000 m/z 43.05  78.47%
0! m}‘\\h“hl w““\‘ ‘L e “ - \‘ “\ ‘\‘ . ERE
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
——
19.50
5000 256.0 m/z 55.05 62.28%
129.0
30 213.0
‘ 171.0
I P P N
miz--> 100 150 200 250 300
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 57.10 61.41%
5000
129.0
29. 185.0 228.0
0 . ““ {ML‘H} “ i \‘m‘\ “\‘ \‘ - “\‘ N B . ‘ .
m/z--> 50 100 150 200 250 300 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36

Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Cyclotetracosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.162 6.50 ng 276386  Chrysene-di2 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 98
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Cyclopentadecane 210 C15H30 000295-48-7 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90

Abundance Scan 3056 (21.162 min): BM038780.D\data.ms (-3053) (- 57.10 100.00%
57.1,
5000 J\WJM\
15.1 — —
207.0 281.0 21.00 21.50
' 415.0
0 rritfhs 83.05 94.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #244233: Cyclotetracosane
83.0
5000 336.0
2100 2150
m/z 43.10 87.88%
OHJH‘HH‘\\%\“‘f'\?\“h“\%??%?ﬁ\\‘\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
—— —
21.00 21.50
5000 m/z 69.10 80.44%
ol h,“ 2520 3600 648,
H‘W‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane T —
55.0 21.00 21.50
m/z 55.00  79.15%
5000
FO 210.0
om“HH‘H\‘a_mww”wwHH_Hwwwwww — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38780.D

Acqg On : 17 Feb 2023 18:36
Operator : CG/JU

Sample : 01570-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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-... 4.969 17.3 ng 370922 1 7.881 427811 20.0
Mesitylene 7.522 3.5 ng 74847 1 7.881 427811 20.0
Indene 8.422 2.6 ng 56596 1 7.881 427811 20.0
1,3,8-p-Menthat... 8.522 2.2 ng 47326 1 7.881 427811 20.0
o-Cymene 8.986 2.2 ng 47816 1 7.881 427811 20.0
Nonadecane 15.363 2.2 ng 92049 3 14.533 830333 20.0
Benzophenone 15.898 11.8 ng 490241 3 14.533 830333 20.0
Heptadecane 16.227 2.9 ng 129923 4 17.286 910997 20.0
n-Hexadecanoic ... 18.174 9.2 ng 419328 4 17.286 910997 20.0
11,14-Octadecad... 19.086 4.7 ng 212316 4 17.286 910997 20.0
unknown19.115 19.115 2.2 ng 99511 4 17.286 910997 20.0
Octadecanoic acid  19.445 5.1 ng 217490 5 21.468 850381 20.0
Cyclotetracosane 21.162 6.5 ng 276386 5 21.468 850381 20.0
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