LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF127029.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.545 550 554 561 rVB 750046 650289 80.13% 8.020%
2 6.357 688 692 696 rBvV2 48049 51045 6.29% 0.630%
3 6.551 722 725 734 rVB 805650 676205 83.32%  8.340%
4 6.928 786 789 794 rBV 634404 491699 60.59% 6.064%
5 7.451 875 878 881 rBV 49633 44097 5.43% 0.544%
6 7.487 881 884 887 rVW 552556 425922 52.48% 5.253%
7 7.557 894 896 901 rVB 52291 50802 6.26% 0.627%
8 7.934 953 960 965 rBv3 45581 74099 9.13% 0.914%
9 8.145 992 996 1000 rBV2 243828 255966 31.54% 3.157%
10 8.210 1004 1007 1010 rBV 666010 552008 68.02% 6.808%
11 8.451 1044 1048 1050 rBvV2 57043 53424 6.58% 0.659%
12 8.539 1060 1063 1067 rBV 55967 60530 7.46% 0.747%
13 8.633 1072 1079 1084 rVB7 20030 52328 6.45% 0.645%
14 9.110 1157 1160 1166 rBV 50513 44679 5.51% ©.551%
15 9.286 1186 1190 1193 rBV 854826 694820 85.62% 8.570%
16 9.380 1204 1206 1211 rVB2 75975 60644 7.47% 0.748%
17 9.428 1211 1214 1217 rVB 57847 42536 5.24% ©0.525%
18 9.651 1249 1252 1256 rBv4 43855 41036 5.06% ©.506%
19 9.775 1269 1273 1276 rVB3 35805 51489 6.34% 0.635%
20 9.875 1288 1290 1294 rVB2 47509 51462 6.34% 0.635%
21  9.969 1303 1306 1312 rVB 634268 568299 70.03% 7.009%
22 10.163 1336 1339 1345 rVB3 72478 71444 8.80% 0.881%
23 10.386 1370 1377 1381 rBV2 72641 113051 13.93% 1.394%
24 10.651 1419 1422 1426 rVB5 34776 42721 5.26% ©.527%

4.

25 10.763 1437 1441 1446 rBV 435279 387299 47.72%

26 10.869 1456 1459 1463 rBV2 123223 179237 22.09%
27 11.116 1498 1501 1504 rBV3 50859 47074  5.80%
28 11.316 1532 1535 1537 rBV2 87102 118022 14.54%
29 11.345 1537 1540 1546 rVB 155719 169566 20.89%
30 11.404 1548 1550 1553 rBvV2 62714 54630 6.73%
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31 11.463 1557 1560 1563 rBV ~ 598591 496772 61.21%
32 11.739 1605 1607 1609 rBV 104656 83578 10.30%
33 11.980 1645 1648 1650 rBV 137761 140653 17.33%
34 13.033 1824 1827 1828 rBV 389923 399067 49.17%
35 13.051 1828 1830 1836 rVB 768132 811554 100.00% 10.
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 8108047
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

Abundance TIC: BF127029.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000

1000000 5545 6.551

6.928 7487

500000
6.357 7.46557

0\\‘\\\\‘\ TT L L I L L L L L L L L L L L L L L B RO B I

T T
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Abundance TIC: BF127029.D\data.ms
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(0 - ‘ T T — — — — —
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Abundance TIC: BF127029.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 1 2-Heptanone, 6-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.357 2.08 ng 51045 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 80
2 2-Hexanone 100 C6H120 000591-78-6 50
3 Pentanal, 2-methyl- 100 C6H120 000123-15-9 47
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 45
5 2-Hexanone, 4-hydroxy-3-propyl- 158 C9H1802 062338-17-4 40
Abundance Scan 692 (6.357 min): BF127029.D\data.ms (-688) (-) m/z 43.05 100.00%
58.1
5000
e B AR
‘ 5 95‘0 1101 6.00 6.20 6.40 6.60
0 wWH_m‘;MHMUJWwﬁzm_c‘;‘,mWHJW,WW m/z 58.10  67.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14374: 2-Heptanone, 6-methyl-
43.0
58.0
5000 L LA B L LI BB B
6.00 6.20 6.40 6.60
m/z 41.10 21.47%
15.0 29.0 95.0 110.0
O H‘H“H‘H\‘\“\\H“‘M\\‘\‘\‘H\“H\ZE-\(\)\‘\\‘H’H‘H‘\\\\}\\\\’\]-\2\}8‘.9\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4260: 2-Hexanone
43.0
AR REES
6.00 6.20 6.40 6.60
5000 58.0 m/z 95.00  13.50%
29.0
150 || | 85.0 100.0
o e N S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4321: Pentanal, 2-methyl-
43.0 58.0 6.00 6.20 6.40 6.60
m/z 71.10 13.11%
5000
29.0
\H\ ‘\‘\ \H\ ‘ 1090
Ot et e e e e e T T T T AT T

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60

8270-BF021622.M Wed Feb 23 14:42:39 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 2 unknown7.557 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.557 2.07 ng 50802 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octen-1-0l1, (E)- 128 C8H160 018409-17-1 46
2 1-Methylpentyl cyclopropane 126 CSH18 006976-28-9 35
3 E-12-Tetradecenal 210 C14H260 1000130-96-1 35
4 (Z)-2-Heptene 98 C7H14 006443-92-1 30
5 3-Heptene 98 C7H14 000592-78-9 30

Abundance Scan 896 (7.557 min): BF127029.D\data.ms (-894) (-) m/z 57.10 100.00%

57.1
5000 W/\M\M/\WWWW
98.0 e A RmaE
‘H‘ M 1270 7.20 7.40 7.60 7.80
0! B R R RS m/z 41.05 78.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14306: 2-Octen-1-ol, (E)-
57.0
5000 L L AL B LI BN B
20.0 7.20 7.40 7.60 7.80
' 81.0 m/z 43.10 62.96%
H 110.0
O' \“U\\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13238: 1-Methylpentyl cyclopropane
56.0
 aamana e REARS
7.20 7.40 7.60 7.80
5000 m/z 56.10 51.78%
27.0 84.0
T I =~ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87546: E-12-Tetradecenal  aamaa e REARS
41.0 7.20 7.40 7.60 7.80
m/z 55.05 43.05%
67.0
5000
95.0
0 Hh AL gl H 1230 1670 2100
R b e e A RmaE
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 3 Octanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.934 2.68 ng 74099  Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 72
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 59
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
5 Pentanoic acid 102 C5H1002 000109-52-4 47
Abundance Scan 960 (7.934 min): BF127029.D\data.ms (-953) (-) m/z 59.95 100.00%
60.0
5000
101.0
‘ ‘h ‘ s62 7.60 7.80 8.00 8.20
0t N“WWuWM“ﬁwﬁ““‘,““ 7 m/z 72.95 62.17%
mlz--> 50 100 150 200 250 300 350
Abundance #24060: Octanoic acid
6Q.0
5000 L L B B B
101.0 7.60 7.80 8.00 8.20
' m/z 43.05 57.00%
OL\7\Q\ ‘\‘\“H“\ ““ \‘\]\_4\4‘-0\ L e
miz--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
AR EEERREE
127.0 7.60 7.80 8.00 8.20
5000 m/z 41.10 48.05%
ol \m i MJ ok 2180 2730 S99
miz--> 50 100 150 200 250 300 350
Abundance #9148: Hexanoic acid ERamas AR
60.0 7.60 7.80 8.00 8.20
m/z 55.10 36.60%
h /\J\J\AJM
9.0
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 4 unknown8.145 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.145 9.27 ng 255966  Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,5-Trithiepane 152 C4H8S3 006576-93-8 49
2 Trisulfide, methyl 2-propenyl 152 C4H8S3 034135-85-8 38
3 Ethane, isothiocyanato- 87 C3H5NS 000542-85-8 35
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 470 C21H42011 1000351-91-8 35
5 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 35

Abundance Scan 996 (8.145 min): BF127029.D\data.ms (-992) (-) m/z 152.00 100.00%

152.0
55.0 87.0
5000
L 780800820840
38. H ‘ 105.9 ’ : ’ :
R H;u“;”“ww‘m““u 2991281l 2 ss.es  75.20%
mlz--> 20 40 60 80 100 120 140 160
Abundance #29615: 1,2,5-Trithiepane
152.0
60.0
5000 L L B I B LA BN R I
87.0 7.80 8.00 8.20 8.40
124.0 9
270 106.0 ‘ m/z 87.00  73.61%
O\\\\‘\“}i‘\“\h\\\““!‘\\‘\“\1‘!1‘\“\\\“\‘\\\‘\\“\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #29618: Trisulfide, methyl 2-propenyl
87.0
R R e R AR
7.80 8.00 8.20 8.40
5000 45.0 m/z 58.95 42.18%
64.0 111.0
152.0
Ol 250 ‘\“ ‘ m!w‘w‘i RIS R
miz--> 20 40 60 80 100 120 140 160
Abundance #2076: Ethane, isothiocyanato- AR e S RRARERER e
87.0 7.80 8.00 8.20 8.40
59.0 m/z 88.10 37.64%
5000 271.0
R SO AL NN, S0
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 5 Nonanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.539 2.19 ng 60530 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Octanoic acid 144 C8H1602 000124-07-2 64
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 59
4 Hexanoic acid 116 C6H1202 000142-62-1 59
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 53

Abundance Scan 1063 (8.539 min): BF127029.D\data.ms (-1060) (-) m/z 60.00 100.00%

60.0
5000
115.1 TR T
‘ ‘ ‘ 8.20 8.40 8.60 8.80
0! JWWwHNuu““““‘ B e m/z 73.05 81.55%
mlz--> 50 100 150 200 250 300 350
Abundance #35300: Nonanoic acid
6Q.0
5000 LB L R R IR B
115.0 8.20 8.40 8.60 8.80
m/z 57.10 65.71%
01\8\@ ‘\H‘”“ “1“\““\”““ T L \l‘5§9\ L L B
miz--> 50 100 150 200 250 300 350
Abundance #24056: Octanoic acid
60.0
e EARmmEESs ST
8.20 8.40 8.60 8.80
5000 m/z 41.05 60.53%
101.0
o150 WM‘ MH“ I
m/z--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt e EEARRmEESs ST
60.0 8.20 8.40 8.60 8.80
m/z 43.10 57.95%
127.0
ol [y 2160 2730 SR
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\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 6 2-Tridecanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.380 2.13 ng 60644  Acenaphthene-di0 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tridecanone 198 C13H260 000593-08-8 59
2 2-Octanone 128 C8H160 000111-13-7 59
3 2-Decanone 156 C10H200 000693-54-9 53
4 6-Methyl-2-tridecanone 212 C14H280 073105-73-4 45
5 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 45

Abundance Scan 1206 (9.380 min): BF127029.D\data.ms (-1204) (-)
1

m/z 43.10 100.00%

43.
5000
71.1
1540 L L AL L L R
1091 1802 o15g 900 9.20 9.40 9.60 9.80
Ot m/z 58.05 97.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73900: 2-Tridecanone
58.0
5000 U L LU R
9.00 9.20 9.40 9.60 9.80
85.0 0o . m/z 41.10 32.29%
29.0 . 198.
O\\H‘\‘1‘\\“‘\Hm‘\wh“m‘\\w”‘l\l\elwo‘\‘\\\‘}\\\\%\6\9\.\0“\\H“HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14278: 2-Octanone
43.0
R RRREE s e
9.00 9.20 9.40 9.60 9.80
5000 m/z 71.10 28.51%
15.0 71.0
ool ool L 050_1280
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32835: 2-Decanone T
58.0 9.00 9.20 9.40 9.60 9.80
m/z 59.05 24.03%
5000
29.0
I 85.0‘ 113.0 15$3.0
O et bt e e e EARES mams e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 7 Dodecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.163 2.51 ng 71444  Acenaphthene-dile 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 83
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Octanoic acid 144 C8H1602 000124-07-2 50
4 Nonanoic acid 158 C9H1802 000112-05-0 50
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 49

Abundance Scan 1339 (10.163 min): BF127029.D\data.ms (-1336) (1 m/z 60.00 100.00%

60.0
5000
85.1 129.0 157.2 e =
7 200.2 10.00 10.50
0/ m/z 73.00 96.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75713: Dodecanoic acid
73.0
43.0
5000 T —
129.0 10.00 10.50
157.0 200.0 m/z 55.10 74.23%
‘ 101.0 ‘
O\\\‘\‘\\\“\‘\\H!M‘\W\\‘Hh‘\‘\}m“\\ui‘\\‘\\‘M\\\\‘\\‘\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46966: n-Decanoic acid
73.0
— —
129.0 10.00 10.50
5000 ITI/Z 41.10 71.43%
43.0
I RO | r20
SR 0¥ N T At
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24059: Octanoic acid T —
60.0 10.00 10.50
m/z 43.10 64.49%
5000
29.0 85.0
M \‘\ M\ H\ ‘115'0 144.0
O vl ol b e —— ——
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\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 8 unknownl®.386 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.386 3.98 ng 113051  Acenaphthene-di10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 46
2 2-Tetradecanone 212 C14H280 002345-27-9 46
3 Nonadecane 268 C19H40 000629-92-5 38
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 38
5 Hexadecane 226 C16H34 000544-76-3 38

Abundance Scan 1377 (10.386 min): BF127029.D\data.ms (-1370) (-] m/z 43.10 100.00%

43.1
5000
85.1
— ——
10.00 10.50
149.0 .
b Ml o g, JAB0L2120 28800 57 96 76.49%
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
5000 — —
10.00 10.50
m/z 58.05 71.40%
27.0‘ 99.0
0 \“\ ‘\“‘“‘\ ‘!‘ \“‘\ ““ r“ T “]\_4\;?\ %8\2\0‘21\‘2\0\ LI
m/z--> 50 100 150 200 250
Abundance #90094: 2-Tetradecanone
58.0
— ——
10.00 10.50
5000 m/z 71.10 62.31%
210 || P80 1540 2120
ol—1 W‘” th W‘M pity e ——— " ———7————
m/z--> 50 100 150 200 250
Abundance #158597: Nonadecane o —
57.0 10.00 10.50
m/z 41.10 35.92%
o W
99.0
. 210 | | %) 1410 1830 zs0 2600
el e T S — ——
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 1-(2-Propen-1-yloxy)dodecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.869 7.22 ng 179237  Phenanthrene-di10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Propen-1-yloxy)dodecane 226 C15H300 006145-80-8 83
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 64
3 Heneicosane 296 C21H44 000629-94-7 62
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 62
5 Hexacosane 366 C26H54 000630-01-3 58

Abundance Scan 1459 (10.869 min): BF127029.D\data.ms (-1456) (- m/z 57.10 100.00%

57.1
5000
7.1 10'56 ELl‘Od
ol bl 0 122 9712330 3810 4316 95.88%
miz--> 50 100 150 200 250 300
Abundance #107166: 1-(2-Propen-1-yloxy)dodecane
57.0
5000 — e
10.50 11.00
m/z 71.10 84.22%
UL, w00
O LI “‘ ‘ ‘“ M\ T } ‘ T \ T ‘ T T T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #107232: Pentadecane, 7-methyl-
57.0
— —r
10.50 11.00
5000 m/z 58.10  48.74%
‘ 112.0
IO B E LT R
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane T T
57.0 10.50 11.00
m/z 85.10 42.94%
5000
‘ 99.0
oisa L iy 340 1830 2250 2960  IWIWTT T
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 10 Undecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.316 4.75 ng 118022  Phenanthrene-di10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 72
4 Carbonic acid, decyl dodecyl ester 370 C23H4603 1000383-16-1 72
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 72

Abundance Scan 1535 (11.316 min): BF127029.D\data.ms (-1532) (-] m/z 57.10 100.00%
57.1

5000 W
ll‘Od El.l‘Sd
113.1140.1168.0 . 1 :
O 270 281 w2 4318 67.76%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #45487: Undecane, 2-methyl-
43.0
71.0
5000 — —
11.00 11.50
,70 m/z 71.10 62.31%
99.0 127.
155.0
OJ\-\S\.’O\‘W‘\\““H\M"\\H}\“}‘H\”“H\‘\‘\“H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
P e
11.00 11.50
5000 ITI/Z 85.10 49.,50%
85.0
141.0
S NP0 e S
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #107244: Dodecane, 2-methyl-6-propyl- — ——
57.0 11.00 11.50
m/z 41.10 38.45%
5000 5.0 WW
H 113.074%0 1820
Olrrr by el bbb e ey 2280 S
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 11 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.345 6.83 ng 169566  Phenanthrene-di10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 86
3 Tetratetracontane 619 C44H99 007098-22-8 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tritetracontane 605 C43H88 007098-21-7 86

Abundance Scan 1540 (11.345 min): BF127029.D\data.ms (-1537) (- m/z 57.10 100.00%
57.1

5

5000
— ——
‘ ‘ WLZ?.Z 197 2 11.00 11.50
ok bbb Ly 22 200s e mM/z 71,10 63.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 — e
11.00 11.50
m/z 85.10 48.91%
o lirmao_aeno
‘\\\\‘\\H‘\\\\‘\\\\’\\\\‘\\H‘W\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
— ——
11.00 11.50
5000 m/z 43.10 34.30%

7.0
x‘ﬂi‘ﬁu%?zxozeio389-0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

o

E

Abundance #347241: Tetratetracontane “ T
57.0 11.00 11.50
m/z 41.10 25.71%
5000 ﬁwm¢mﬂwﬁwﬂkﬂNmMm/dbw
o JHH‘Hﬁ;wozmo3w04wo 491.0 562.0
P N e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04

Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 10

Peak Number 12 unknownll.404

R.T. EstConc Area Relative to ISTD R.T.
11.404 2.20 ng 54630  Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 35
2 Pentanoic acid, ethyl ester 130 C7H1402 000539-82-2 22
3 2-Isopropyl-5,6-dimethyl-1,3,2-0... 172 C8H17BOS 143674-21-9 22
4 Ethyl acetoacetate 130 C6H1003 000141-97-9 16
5 n-Nonadecanol-1 284 C19H400 001454-84-8 14

Abundance Scan 1550 (11.404 min): BF127029.D\data.ms (-1548) (-]

m/z 43.10 100.00%

5000
——
11.50
0l m/z 55.10 92.99%
miz--> 50 100 150 200 250 300
Abundance #126250: Dodecanoic acid, 1-methylethyl ester
43.0
102.0
5000 200.0 S
11.50
‘ 1570 m/z 41.10  63.37%
o4& ‘\L \\M‘\“ h‘\‘ | “\ ‘\ ‘\‘ ‘\ , ‘2‘4‘2"0‘ T
miz--> 50 100 150 200 250 300
Abundance #15461: Pentanoic acid, ethyl ester
29.0 85.0
——
11.50
5000 m/z 69.10 55.82%
UL o0
Ol o W e
miz--> 50 100 150 200 250 300
Abundance #47939: 2-Isopropyl-5,6-dimethyl-1,3,2-oxathiaborinane P
69. 11.50
102.0 m/z 57.10 49.19%
5000
172.0
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 13 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.739 3.36 ng 83578  Phenanthrene-d1e 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 Nonadecane 268 C19H40 000629-92-5 83
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 1607 (11.739 min): BF127029.D\data.ms (-1605) (- m/z 57.10 100.00%
57.1

5000 %MLMMkA“AﬂMKﬂJJWJNA
— —
99.1
11.50 12.00
ol “J‘ dol g JALINTTL 2252 2793 3290 74310 62.00%
m/z--> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
5000 — —
11.50 12.00
m/z 71.10 54.29%
99.0
(V5 “‘\ ‘\“‘““\ “\“ \‘H‘\ H“ \“‘ \%4%‘0‘\ ]‘\-8\2\0‘ f \2\49?\ L B B
m/z--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
— —
11.50 12.00
5000 m/z 85.10 43.43%
99.0
AERDUEEEECLE TN
m/z--> 50 100 150 200 250 300
Abundance #123971: Tetradecane, 2,6,10-trimethyl- T —
57.0 11.50 12.00
m/z 41.10 32.36%
5000 Mﬁmﬁ»AMWMAﬂNNWMLMNWW
113.0 155.0
N O O I~ T
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS vial : 23  Sample Multiplier: 1

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

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

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

Peak Number 14 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.980 5.66 ng 140653  Phenanthrene-di10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 Heptadecanoic acid 270 C17H3402 000506-12-7 42
Abundance Scan 1648 (11.980 min): BF127029.D\data.ms (-1645) (-, 55.10 100.00%
3.1
o0 AMMWMMMWNJWMWNwmﬁ/fV
129.1
213.1 —
171.1 ‘ 256.1 12.00
ol A Bbty L Ly L 172 978 .06 97.50%
mlz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 j
213.0 1250
73.00 86.14%
24 Db T
ok ‘\“ w u‘u ‘\H al ‘L‘\‘ ] ‘\‘\“ ‘\“‘ ‘ “‘ o
miz--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
1200
5000 m/z 60.00 78.12%
29.0
‘ 17102140
oL “\‘ “L“‘ h\ L | ‘\‘m‘ “\‘ ‘ - T e e
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —
73.0 12.00
m/z 41.10 74.47%
5000 129.0
29.0
‘ ‘ 19902420
OH“H‘ e
m/z--> 50 100 150 200 250 300 350 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127029.D

Acqg On : 23 Feb 2022 01:04
Operator : CG\JU

Sample : N1626-09 2X

Misc

ALS Vvial : 23  Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Heptanone, 6-... 6.357 2.1 ng 51045 1 6.928 491699 20.0
unknown?7.557 7.557 2.1 ng 50802 1 6.928 491699 20.0
Octanoic acid 7.934 2.7 ng 74099 2 8.210 552008 20.0
unknown8. 145 8.145 9.3 ng 255966 2 8.210 552008 20.0
Nonanoic acid 8.539 2.2 ng 60530 2  8.210 552008 20.0
2-Tridecanone 9.380 2.1 ng 60644 3 9.969 568299 20.0
Dodecanoic acid 10.163 2.5 ng 71444 3 9.969 568299 20.0
unknown10.386 10.386 4.0 ng 113051 3  9.969 568299 20.0
1-(2-Propen-1-y... 10.869 7.2 ng 179237 4 11.463 496772 20.0
Undecane, 2-met... 11.316 4.8 ng 118022 4 11.463 496772 20.0
Hexacosane 11.345 6.8 ng 169566 4 11.463 496772 20.0
unknownl1.404 11.404 2.2 ng 54630 4 11.463 496772 20.0
Heptadecane 11.739 3.4 ng 83578 4 11.463 496772 20.0
n-Hexadecanoic ... 11.980 5.7 ng 140653 4 11.463 496772 20.0

8270-BF021622.M Wed Feb 23 14:42:56 2022 Pag 18



