LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc :

ALS vial : 5 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135373.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.763 280 285 288 rBV 35333 51846 1.31% 0.168%
2 4.940 481 485 489 rBvV 36009 42565 1.08% 0.138%
3 5.304 544 547 552 rBV 93235 120545 3.05% ©.390%
4 5.345 552 554 558 rWw 55506 81051 2.05% 0.262%
5 5.387 558 561 569 rVV 1660623 1619672 40.92% 5.237%
6 5.451 569 572 577 rVB2 42388 56518 1.43% ©0.183%
7 5.604 593 598 601 rBV 126130 109131 2.76% ©.353%
8 6.204 696 700 710 rVB 752571 646476 16.33% 2.090%
9 6.316 716 719 723 rBV 75001 73182 1.85% 0.237%
10 6.398 729 733 739 rBV 1090190 1074540 27.15% 3.474%
11 6.581 761 764 767 rBV 71035 61802 1.56% 0.200%
12 6.757 789 794 801 rBV 963074 832601 21.03% 2.692%
13 6.810 801 803 806 rBv2 41173 43571 1.10% 0.141%
14 6.928 815 823 826 rBV3 121246 247499 6.25%  0.800%
15 6.981 828 832 845 rVB2 144526 263710 6.66% ©.853%
16 7.163 859 863 870 rVB 70482 78320 1.98% 0.253%
17 7.286 878 884 886 rBv4 42700 67680 1.71% 0.219%
18 7.322 886 890 893 rBV 2489671 2679329 67.69% 8.663%
19 7.433 901 909 912 rBV 105369 135709 3.43% 0.439%
20 7.569 926 932 934 rBv2 37116 44773 1.13% 0.145%
21 7.781 964 968 970 rBV3 71877 94161 2.38% 0.304%
22 7.886 983 986 991 rVB 73363 69494 1.76% 0.225%
23 7.986 997 1003 1007 rBV3 32248 55533 1.40% 0.180%
24  8.033 1007 1011 1014 rBV 1192444 1029376 26.01%  3.328%
25 8.198 1037 1039 1042 rBV 59314 52601 1.33% 0.170%
26 8.298 1053 1056 1064 rVB2 53526 87638 2.21% 0.283%
27 8.375 1064 1069 1081 rBV3 314071 732989 18.52%  2.370%
28 8.633 1111 1113 1116 rVB 127504 97328 2.46% 0.315%
29 9.039 1177 1182 1186 rBV3 35802 52758 1.33% 0.171%
30 9.116 1190 1195 1198 rBV 4093378 3958190 100.00% 12.798%
31 9.304 1221 1227 1239 rVB2 56767 168677 4.26%  0.545%
32 9.404 1240 1244 1251 rVB4 39796 50111 1.27% 0.162%
33  9.504 1255 1261 1270 rVB 102522 269084 6.80% 0.870%
34 9.792 1306 1310 1320 rVB 1272459 1079146 27.26% 3.489%
35 9.916 1327 1331 1335 rBV 112178 156530 3.95% 0.506%
36 9.945 1335 1336 1340 rVB 60967 47361 1.20% ©0.153%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc :

ALS vial : 5 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.063 1354 1356 1360 rVB 153918 127930 3.23% 0.414%
38 10.192 1375 1378 1380 rBV3 60312 70109 1.77% 0.227%
39 10.427 1415 1418 1423 rVB3 53710 58222 1.47% 0.188%
40 10.474 1423 1426 1429 rVB 135466 108601 2.74% 0.351%
41 10.586 1441 1445 1455 rBV 2045405 2076947 52.47% 6.715%
42 10.704 1455 1465 1477 rBV5S 75268 329448 8.32% 1.065%
43 10.839 1481 1488 1490 rBV 80429 141130 3.57% 0.456%
44 11.157 1537 1542 1545 rBV 2836986 2877255 72.69%  9.303%
45 11.216 1548 1552 1555 rVV 932997 773195 19.53%  2.500%
46 11.286 1558 1564 1567 rBV 1018827 915895 23.14% 2.961%
47 11.621 1615 1621 1628 rBV6 16333 39894 1.01% 0.129%
48 11.821 1650 1655 1658 rBV 289910 317628 8.02% 1.027%
49 11.886 1663 1666 1674 rVB2 130583 225453 5.70% 0.729%
50 12.610 1785 1789 1800 rBV3 131570 215521 5.44% 0.697%
51 12.880 1831 1835 1839 rBV 2468858 2428003 61.34% 7.850%
52 12.951 1839 1847 1852 rVVv8 40265 149462 3.78% 0.483%
53 13.457 1929 1933 1936 rBV3 38709 43854 1.11% 0.142%
54 13.721 1974 1978 1983 rBV4 40307 77934 1.97% 0.252%
55 13.792 1986 1990 1992 rBV 71601 87749  2.22% 0.284%
56 13.862 1999 2002 2012 rVWW5 75839 231180 5.84% 0.747%
57 13.939 2012 2015 2025 rVB 723396 750469 18.96% @ 2.426%
58 14.110 2041 2044 2050 rVB2 61304 82848 2.09% 0.268%
59 14.415 2092 2096 2099 rBv2 77265 82415 2.08% 0.266%
60 14.645 2132 2135 2137 rBV3 47760 64837 1.64% 0.210%
61 14.868 2169 2173 2195 rVB2 138902 320014 8.08% 1.035%
62 15.057 2201 2205 2212 rVB 210069 251674 6.36% 0.814%
63 15.409 2260 2265 2275 rBV 524309 719342 18.17% 2.326%
64 15.639 2301 2304 2322 rVB3 165642 352354 8.90% 1.139%
65 15.874 2339 2344 2351 rBV 298088 438061 11.07% 1.416%
66 16.680 2477 2481 2490 rVB2 58773 111172 2.81% 0.359%

67 16.986 2529 2533 2541 rVB2 65921 129117 3.26% ©.417%

Sum of corrected areas: 30929210
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092123\

BF135373.D
: 21 Sep 2023 11:26
: CG\JU
: 04474-04
: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF135373.D\data.ms

7.322

5.387

6.398

6.757
6.204
JL'E:’ 6.581 8&6‘3@%.1@ o

3.763 4940 5530851604 64%3569

Time-->

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
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135373.D\data.ms
9.116

11.157
12.880
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3486

.951

Time-->

.7BBB6368.
O-h—==

QQQMEU ‘

e L R
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lbgfloatoHomes

10.00 10.50 11.00

8.375
wags 8933 o039 9amA

AR
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4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF135373.D\data.ms

13.939
15.409

5.874
4.6434.868-057 15.63
14.120 14 418409357 ) N 166

Time-->
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VLN
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 wunknown6.204 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.204 15.53 ng 646476 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,4-Oxadiazole, 2-(acetyloxy)-... 172 C7H12N203 066398-57-0 42
2 Ethyl ether 74 C4H1e0 000060-29-7 27
3 Propanoic acid, 2-oxo-, ethyl ester 116 C5H803 000617-35-6 9
4 Propane, 1-(ethynylsulfinyl)- 116 C5H80S 121564-27-0 9
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9

Abundance Scan 700 (6.204 min): BF135373.D\data.ms (-696) (-) m/z 43.00 100.00%

3.0
5000
74.0 R
‘ ‘ 100.0116.1 5.80 6.00 6.20 6.40 6.60
O T L e e e e e T R m/z 45.00 20.18%
miz--> 20 40 60 80 100 120 140
Abundance #47690: 1,3,4-Oxadiazole, 2-(acetyloxy)-2,5-dihydro-2,5,
43.0
5000 L L LR R
5.80 6.00 6.20 6.40 6.60
m/z 74.00 16.60%
100.0
O\ T \\’\\\\“‘w \\\‘[\7\2}‘\0‘ \“\\\“‘\ L ‘ \\\\1‘4.\4'.\0\
miz-> 20 40 60 80 100 120 140
Abundance #972: Ethyl ether
31.0
59.0 R RAREE R
5.80 6.00 6.20 6.40 6.60
5000 m/z 58.00 9.66%
150 | M 75.0
0t e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #9118: Propanoic acid, 2-oxo-, ethyl ester T T e
43.0 5.80 6.00 6.20 6.40 6.60
m/z 41.05 4.27%
5000
15.0
0 . | i 61.0 1l§'0
et P R T
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26

Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 2 unknown6.981 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.981 6.33 ng 263710 1,4-Dichlorobenzene-d4 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanoic acid, 2,2-dimethyl-

2 Butanoic acid, 2-ethyl-, 1,2,3-p...

3 Acetic acid, diethyl-
4 Propanoic acid, 2-methyl-
5 Butanoic acid, 2,2-diethyl-

144 C8H1602
386 C21H3806
116 C6H1202
88 C4H802
144 C8H1602

000813-72-9 42
056554-54-2 40
000088-09-5 38
000079-31-2 38
000813-58-1 37

Abundance Scan 832 (6.981 min): BF135373.D\data.ms (-828) (-) m/z 57.10 100.00%
57.1
9.1 e
6.60 6.80 7.00 7.20 7.40
0 ey m/z 88.80  75.14%
miz--> 50 100 150 200 250 300 350
Abundance #24143: Hexanoic acid, 2,2-dimethyl-
57.0
5000
6.60 6.80 7.00 7.20 7.40
99.0 m/z 43.10 51.07%
O T H\ ‘\ W‘ \‘ ‘\ T }4\5‘.0\ LI ‘ T T T T ‘ T T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0
R RRRRR=SEE SRR
6.60 6.80 7.00 7.20 7.40
5000 ITI/Z 41.00 48.04%
0 “M ! “ 135.0173.0 214.0  272.0 313.0 355.
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #9191: Acetic acid, diethyl- R ARE R
43.0 6.60 6.80 7.00 7.20 7.40
88.0 m/z 73.00 27.21%
5000
0 ; M“
m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.375 14.24 ng 732989 Naphthalene-d8 8.033

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 93
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 59
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 47
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 47
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 38
Abundance Scan 1069 (8.375 min): BF135373.D\data.ms (-1064) (-) m/z 93.95 100.00%
94.0
5000 430
77.0 A
152.1 ey
8.00 8.20 8.40 8.60
Il | L 2190 g
0 ““““”“ ‘ ‘ \\‘\\\\‘\\\\‘\\\\‘\\w\‘\ m/z 43.00 50.91%
m/z--> 20 100 120 140 160
Abundance #30117.1-Phen0x propan-2-ol
94.0
5000 L LN N BN LR R B
8.00 8.20 8.40 8.60
7.0 1520  m/z 86.95  36.47%
\\\‘\\\\’\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 100 120 140 160
Abundance #30139 1- Propanol3 phenoxy-
94.0
R RRRREEE NER T
8.00 8.20 8.40 8.60
5000 m/z 59.00 33.05%
45.0 77.0 152.0
0 ‘H_“?“,“MHWHh_m‘ww! 1210
miz--> 20 100 120 140 160
Abundance #30136.1—PropanoL2—phenoxy— R e R RARE
94.0 8.00 8.20 8.40 8.60
m/z 77.05 26.03%
5000
77.0 121.0 152.0
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.304 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.304 3.13 ng 168677  Acenaphthene-di10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-diethoxy- 132 C7H1602 004744-08-5 39
2 Silane, diethyldimethyl- 116 C6H16Si 000756-81-0 39
3 Methyltrioxitol, TBDMS derivative 278 C13H3004Si 1000352-09-5 32
4 Glutaric acid, di(2-methoxyethyl... 248 C11H2006 1000360-11-6 32
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 32

Abundance Scan 1227 (9.304 min): BF135373.D\data.ms (-1221) (-) m/z 59.00 100.00%

59.0 87.0
5000
‘ 9.009.20 940960
117.1 189.1 : : : :
0 ‘H"HniMmw;mwmm‘mu‘mlf‘f‘c?wH_Ju_wm m/z 87.05 86.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16545: Propane, 1,1-diethoxy-
59.0
87.0
5000 UL L R R N R
29.0 9.00 9.20 9.40 9.60
m/z 41.10 27.80%
O \\‘\‘\“‘1‘\\““\‘\\\hi\\\\‘\“\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9423: Silane, diethyldimethyl-
59.0
R Rama e A
87.0 9.00 9.20 9.40 9.60
5000 m/z 45.05 18.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170418: Methyltrioxitol, TBDMS derivative A REmAmmEEEE S
59.0 9.00 9.20 9.40 9.60
m/z 43.00 12.83%
103.0
5000
29.0
0 ‘H M‘ i “‘ u‘ Ll m 13‘30 1590 1890 2210
et e e e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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-(1-Methoxypropan-2-yloxy)... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.504 4.99 ng 269084  Acenaphthene-di10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Methoxypropan-2-yloxy)propa... 190 C9H1804 1000367-08-6 64
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
3 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 64
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 64
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 50

Abundance Scan 1261 (9.504 min): BF135373.D\data.ms (-1255) (-)| | m/z 59.05 100.00%

59.0
5000
103.1 T \
41 “ 9.50
bbbt 820 L A249  A6LL s 43,00 51.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #65371: 1-(1-Methoxypropan-2-yloxy)propan-2-yl acetate
59.0
5000 — ‘
9.50
m/z 103.05 18.30%
ol150 P | 8301010 1300
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
J AT ‘Nﬁfﬂww‘
9.50
5000 m/z 101.00 15.77%
1.
310 103.0
0l 140 ‘\H‘ L850 134.0
e e B e e i G
m/z--> 20 40 60 80 100 120 140 160
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox e i
59.0 9.50
m/z 45.05 13.11%
5000
31.0 103.0
0 L \‘ m 11y 85.0 | ‘ 130.0 16;'0
L a BEE s S e o
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1,3-Dioxolane, 2-ethyl-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.704 7.19 ng 329448  Phenanthrene-d10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 64
2 Propane, 1,1-diethoxy- 132 C7H1602 004744-08-5 56
3 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 38
4 Pentane, 2-methoxy- 102 C6H140 006795-88-6 35
5 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 35
Abundance Scan 1465 (10.704 min): BF135373.D\data.ms (-1455) (- m/z 59.05 100.00%
59.0 87.0
5000
| 105 1100
117.0 145.0 189.1 . .
oHWm“:‘m‘w‘u:‘wmmH‘W‘u_hH‘HHW‘H_HWHZ“'T?:? m/z 87.00 97.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9293: 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
59.0
31.0
5000 . ilios
10.50 11.00
m/z 41.00  29.90%
\‘\ \H\ \ \‘ 115.0
OH\‘\\‘H“H‘\i\\\\‘\‘\\\‘\\\‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16545: Propane, 1,1-diethoxy-
59.0
— —
87.0 10.50 11.00
5000 m/z 43.00 22.75%
29.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4585: Butanamide, 3-methyl- —= —
59.0 10.50 11.00
m/z 45.00 17.75%
5000
29.0H 86.0
0u\‘\‘\‘u“\uwu‘\‘wm‘mu‘uu‘uu‘uu‘\m‘\m‘\m‘\m == P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF091123.M Fri Sep 22 15:46:26 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Tri(propylene glycol) propy... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.839 3.08 ng 141130  Phenanthrene-di10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tri(propylene glycol) propyl ether 234 C12H2604 096077-04-2 72
2 4,8,12,16-tetraoxaeicosan-1-ol 306 C16H3405 1010397-63-6 56
3 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C1OH2204 020324-33-8 45
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 42
5 Propanol, [(butoxymethylethoxy)m... 248 C13H2804 055934-93-5 39
Abundance Scan 1488 (10.839 min): BF135373.D\data.ms (-1481) (- m/z 59.00 100.00%
59.0
20 NA\WV/\/\\Jﬁ\xﬂ«Nf/VVVW
101.1 O‘d “Od
10.5 11.
161.1
oH‘_""”:M‘m,"w‘,‘:‘W‘M‘H“l??ﬂw_m‘l??ﬂww m/z 43.00  39.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115774: Tri(propylene glycol) propyl ether
59.0
5000 = —
10.50 11.00
117.0 ITI/Z 101.10 18.75%
O \\\‘\3\]-\\0“‘\‘\\\h’\\\\’\7\\0\M\\\\‘\\\\‘\\]\-\6“1-\\0\\‘\\%0‘\3\0\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206623: 4,8,12,16-tetraoxaeicosan-1-ol
59.0
s P
10.50 11.00
5000 m/z 117.05 18.67%
31.0 117.0
0 H ‘H‘ ‘\ i 8?0 | \‘ 143.0 1750 219.C
R L B B e R R RRRERECRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82003: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1- s ——
59.0 10.50 11.00
m/z 41.00 10.61%
5000
117.0
310 161.0
o"‘_m‘“h"‘,"",‘7“0““"w"H_m_Wwww — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF091123.M Fri Sep 22 15:46:27 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Tris(2-chloropropyl) phosphate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.157 62.83 ng 2877260  Phenanthrene-d10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tris(2-chloropropyl) phosphate 326 C9H18C1304P 006145-73-9 90
2 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 64
3 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 43
4 Tris(3-chloropropyl) phosphate 326 C9H18C1304P 001067-98-7 38
5 Bis(3-chloro-1-propyl)(1-chloro-... 326 C9H18C1304P 137888-35-8 16

Abundance Scan 1542 (11.157 min): BF135373.D\data.ms (-1537) (- m/z 41.05 100.00%
41.0 99.0
5000
157.0 201.0
—r— —
277.0 11.00 11.50
ob ‘,wm“ bl | A L 1230 | 3129 m/z 99.00  88.82%
miz--> 50 100 150 200 250 300
Abundance #232388: Tris(2-chloropropyl) phosphate
125.0
41.0
5000 — —
11.00 11.50
77.0 201.0 277.0 m/z 124.95 86.67%
0L ’\‘\‘M\“\ ‘\\\ \ﬂ\\ “\‘\23\“5\0‘\\“‘ \‘3‘1\3\0
miz--> 50 100 150 200 250 300
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
b -
11.00 11.50
5000 m/z 201.00 32.17%
201.0 277.0
45.0 g1 159.1 ‘ ‘
SR O T Y
m/iz--> 50 100 150 200 250 300
Abundance #232393: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosp P ——
99.0 11.00 11.50
m/z 157.00 31.51%
157.0
5000 201.0 277.0
45.0
b L] i
ol Aphd- L N Y | N
m/z--> 100 150 200 250 300 11.00 11.50

8270-BF091123.M Fri Sep 22 15:46:28 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Bis(1l-chloro-2-propyl)(3-ch... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.216 16.88 ng 773195  Phenanthrene-di10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 90
2 Tris(3-chloropropyl) phosphate 326 C9H18C1304P 001067-98-7 47
3 Bis(3-chloro-1-propyl)(1-chloro-... 326 C9H18C1304P 137888-35-8 43
4 Tris(2-chloropropyl) phosphate 326 C9H18C1304P 006145-73-9 38
5 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 38
Abundance Scan 1552 (11.216 min): BF135373.D\data.ms (-1548) (- m/z 99.00 100.00%
41.1 99.0
5000 157.0
201.0 — —
| B ‘ 2330 277.0 11.00 11.50
ol w‘\ww‘m‘u AL e wmyz a1.10 94.38%
miz--> 50 100 150 200 250
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phospt
99.0
5000 41.0 157.0 —— ——
11.00 11.50
m/z 125.00 60.11%
‘ ‘ 201.
Ot W‘“ “\H\““‘\L T ‘\”\ i T ‘\ T ‘\ T “‘ \‘\23\§.\0‘ \2\8\1\0‘
m/z--> 50 100 150 200 250
Abundance #232389: Tris(3-chloropropyl) phosphate
99.0
b o
11.00 11.50
5000 m/z 157.00 44 .11%
41.0 157.0
oot L a00as0 mno
m/iz--> 50 100 150 200 250
Abundance #232396: Bis(3-chloro-1-propyl)(1-chloro-2-propyl)phosp — e
99.0 11.00 11.50
m/z 117.00 35.37%
157.0
50001 410
201.0 277.0
N O 0 <YM/ N PO | N
miz--> 50 100 150 200 250 11.00 11.50

8270-BF091123.M Fri Sep 22 15:46:29 2023

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.821 6.94 ng 317628 Phenanthrene-d10 11.286
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1655 (11.821 min): BF135373.D\data.ms (-1650) (- m/z 73.00 100.00%
43.0 |73.0
5000
129.0
213.2 i T i
0“W‘Hﬂlww M“”‘Jﬁmem“m‘wu‘wu‘wu‘wh‘wulw m/z 59.95 95.85%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 = T
129.0 11.50 12.00
213.0 m/z 43.05 95.41%
‘ H (ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H \M{‘\‘HH\H““\\H‘”h “\H\‘H‘HH‘H‘H‘\‘H‘H‘H\\‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ——
11.50 12.00
5000 129.0 m/z 57.05 83.24%
199.0
s e T
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid T T
3
43.0 73.0 11.50 12.00
m/z 41.10 72.18%
5000 129.0
171.0
e e
0150\\\\\ww\\ S
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF091123.M Fri Sep 22 15:46:30 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownll.886 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.886 4.92 ng 225453  Phenanthrene-di10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, 4-(1... 268 C16H2803 017904-29-9 35
2 Propanamide, 2-methoxy-N-methyl- 117 C5H11NO2 1000196-12-6 22
3 Bicyclo[2.2.1]heptane-2-carboxyl... 154 C9H1402 032508-22-8 22
4 Ethane, isothiocyanato- 87 C3H5NS 000542-85-8 22
5 5-Fluoro-2-methylbenzoic acid 154 C8H7F02 033184-16-6 18

Abundance Scan 1666 (11.886 min): BF135373.D\data.ms (-1663) (- m/z 57.05 100.00%
57.0

87.0
127.1
5000
154.1
179.1 [ "5 oA
M H‘ | | 2130 2477 150 12.00
0 _me bbb m/z 0 87.05  74.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #158239: Cyclohexanecarboxylic acid, 4-(1,5-dimethyl-3-
57.0 108.0
5000 1150 12,00
36.0 : :
168.0 m/z 59.05 74.36%
8 211.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9656: Propanamide, 2-methoxy-N-methyl-
59.0
— ——
11.50 12.00
87.0 o
5000 m/z 41.10 71.99%

Ll L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32245: Bicyclo[2.2.1]heptane-2-carboxylic acid, 2-methy
87.0

o
N
©
o

11.50 12.00
m/z 109.05 65.89%

5000

41.0 154.0

[RVTA—[1 125. q ‘\

0 el e
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

-

8270-BF091123.M Fri Sep 22 15:46:31 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.610 4.71 ng 215521  Phenanthrene-di10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Octadecanoic acid 284 C18H3602 000057-11-4 76
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Maltose 342 C12H22011 000069-79-4 38
Abundance Scan 1789 (12.610 min): BF135373.D\data.ms (-1785) (- m/z 43.10 100.00%
3.1
73.0
5000
129.0
—— —
‘ H ‘ 1851 2412 2841 12.50 13.00
0 ,w\“‘mh‘“U‘e““M‘Ml‘wwmhumm,w_m_m,‘wwm m/z 60.00  88.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510:n-Hexadecanok:add

%

5000 129.0 _— -
12,50 13.00
' 171.0 2130 256.0 m/z 57.05 83.01%

ol

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179089: Octadecanoic acid
73.0

— —
12.50 13.00
5000 129.0 m/z 73.0  77.37%
1850 40 284(
ol

m/z--> 20 40 60 80 100120140160180200220240260280

=

—

Abundance #46962: n-Decanoic acid
60.0 12.50 13.00
m/z 41.10 69.37%
%0001 o 129.0 J\m
‘\ LA P70y Lo
oY Ot O O OO ————
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

8270-BF091123.M Fri Sep 22 15:46:33 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownl2.951 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.951 3.98 ng 149462  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 38
2 Butyric acid, 3-bromo-, methyl e... 180 C5H9Bro2 021249-59-2 35
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 27
4 Octadecane 254 C18H38 000593-45-3 27
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 27
Abundance Scan 1847 (12.951 min): BF135373.D\data.ms (-1839) (| m/z 43.00 100.00%
3.0
——
‘ ‘ 141.1 175.1 208.1 13.00
0t b Al by e S m/z 59.05 99.86%
miz-> 50 100 150 200 250
Abundance #9511: 2-Pentanol, 2,3-dimethyl-
59.0
5000 T
13.00
1010 m/z 57.05 90.15%
270 4y |
O T T M\ ‘\ ‘H ‘\ \‘ T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #55148: Butyric acid, 3-bromo-, methyl ester
59.0
——
1010 13.00 ]
5000 m/z 101.05 48.85%
27.0 149.0
R O B -
miz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl- —
57.0 13.00
m/z 71.05 42.70%
5000
99.0 0
ob Ll T 1970 2390 2810 e
m/z--> 50 100 150 200 250 13.00

8270-BF091123.M Fri Sep 22 15:46:34 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownl3.863 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.863 6.16 ng 231180  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 30
2 1-Heptacosanol 396 C27H560 002004-39-9 30
3 17-Pentatriacontene 491 C35H70 006971-40-0 30
4 Cyclobutanecarboxylic acid, octa... 352 C23H4402 1000280-41-3 27
5 Triacontan-15-o0l 438 C30H620 031849-26-0 25

Abundance Scan 2002 (13.862 min): BF135373.D\data.ms (-1999) (- m/z 43.00 100.00%

43.0
101.1
5000
— —
162.9 267.0 3498 13.50 14.00
0l m/z 101.10 67.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197433: 1-Eicosano
43.0
7.0
5000 T —
13.50 14.00
m/z 57.00 61.26%
0‘ T \l‘H‘}lP’?O T \\2\5‘2\.\0\ T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
— —
1o 13.50 14.00
5000 ' ITI/Z 55.00 53.94%
0 e ‘\ ‘ I \J\ 1\‘11163"0 222.0278.0 378.0 MM
e e e S e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene — —
43.0 13.50 14.00
m/z 59.10 42.72%
. I J\/\/\/&<
0 ‘ { ” | } 1153.0 210.0 267.0321.0 490.(
e A e e e e e T — —
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00

8270-BF091123.M Fri Sep 22 15:46:35 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.868 8.90 ng 320014  Perylene-d12 15.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 Hexacosanal 380 C26H520 026627-85-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Heptadecanal 254 C17H340 1000376-70-0 91
Abundance Scan 2173 (14.868 min): BF135373.D\data.ms (-2169) (- m/z 57.10 100.00%
57.1
14‘50‘ ‘15‘00‘
38.1 : :
183.0 248.0
ob—H i m/z 43.10 98.11%
miz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0
41.0
5000 — ——
14.50 15.00
m/z 82.10 75.06%
24.0
‘ Ll | H‘ | 166.0 222.0264.0
Ot \‘ ‘H\U‘\ \“‘ \“\“\“\‘ ““\‘\ t \“‘\ Tty i \‘\ L L B
miz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal
57.0
— —
14.50 15.00
5000 m/z 55.00 60.24%
97.0
3 362.0
oo UL 1990 00 o 20
m/z--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl- — —
82.0 14.50 15.00
m/z 96.05 55.87%
5000
w240
o Ll as02n0 amo el
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.057 7.00 ng 251674  Perylene-di2 15.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 4-Methylheneicosane 310 C22H46 025117-29-7 90
Abundance Scan 2205 (15.057 min): BF135373.D\data.ms (-2201) (- m/z 57.05 100.00%
57.0
9.0 T I
15.00
1410
ol ‘H L “ Latrnigsl 2382 2051 SS57.1 0 nmyz 71.10  60.95%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 s :
15.00
m/z 43.10 58.84%
ol ‘ || ‘\ ; }41 0183.0225.0267.0 323.0 380.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
T \
15.00
5000 m/z 85.05 40.09%
‘ 0 141.0
ol M L1 1a0tss02260
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane — ‘
57.0 15.00
m/z 55.10 20.26%
9.0
gL [ om0 200 o
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF091123.M Fri Sep 22 15:46:37 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.639 9.80 ng 352354  Perylene-d12 15.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 87
2 Eicosanal- 296 C20H400 002400-66-0 87
3 Docosanal 324 C22H440 057402-36-5 87
4 Octadecanal 268 C18H360 000638-66-4 87
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86

Abundance Scan 2304 (15.639 min): BF135373.D\data.ms (-2301) (- m/z 57.10 100.00%

57.1
6.0
5000

15.50 16.00
174.0 258. 0
} Lol \m :h \‘h %20 g‘ i ‘306 9 ‘3‘49 9 m/z 43 .05 79 .4700

lll i H bl
m/z--> 50 100 150 200 250 300 350
Abundance #171302: 1,19-Eicosadiene
55.0
96.0

\\\\‘ \\\\‘
5000

o

15.50 16.00
m/z 82.05 78.63%

l5d IL | ‘h\ N%37° 180.0 250.0
\\\\\f \\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0

o

43.0 T T
15.50 16.00
5000 m/z 55.00 70.75%
M240 278.0
R TS ANE L s —
m/z--> 50 100 150 200 250 300 350
Abundance #229611: Docosanal T —

82.0 15.50 16.00

m/z 96.05 56.83%

43.
5000
Mm .0 306.0

0! B — —— ——
miz--> 50 100 150 200 250 300 350 15.50 16.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26

Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 18 Hexadecane, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.874 12.18 ng 438061  Perylene-di12 15.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2344 (15.874 min): BF135373.D\data.ms (-2339) (1 m/z 57.10 100.00%
57.1

5000

-

J 12719975 2051 379.1 15.50 16.00
o e e S e M/z 71.10  59.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123970: Hexadecane, 2-methyl-
57.0
5000 — — T
197.0 15.50 16.00
rrlo m/z 43.10 56.84%
0‘\\H“J\\\\‘1\“H‘[‘\M‘\L\\\\}‘\\\\‘H\\‘\\H‘\\H‘HH‘HH‘HH‘\H

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

¥

Abundance #347241: Tetratetracontane
57.0
15.50 16.00
5000 ITI/Z 85.05 40.68%
0 JHHHZJ?;szm 0337.0407.0 491.0562.0
et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane T —
57.0 15.50 16.00
m/z 55.10  19.96%
ol 1l 1122701970 281.0  394.0
‘H‘WHHM‘HMH"HWH‘WHH‘HHMH‘_HW‘HWHH‘H‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00

8270-BF091123.M Fri Sep 22 15:46:39 2023 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Oxirane, hexadecyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.680 3.09 ng 111172  Perylene-di2 15.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72
3 Hexacosanal 380 C26H520 026627-85-0 62
4 Pentadecanal- 226 C15H300 002765-11-9 62
5 Triacontyl acetate 480 C32H6402 041755-58-2 58

Abundance Scan 2481 (16.680 min): BF135373.D\data.ms (-2477) (- m/z 57.10 100.00%

51.1
96.0
5000
M\“ 37.1 199.0238.9 281.0 3511

- I —
0 \hmumw\‘mmu u‘ U P ‘ T m/z 43.05 81.54%

16.50 17.00
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0

5000

T T
16.50 17.00

m/z 82.05 68.17%

24.0
0 166.0 222.0264.0
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0

1 —

16.50 17.00
5000 m/z 96.05 53.02%

24.0
M Ll 166.0 208.0 250.0
0 P e e
m/z--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal T ——
57.0 16.50 17.00

m/z 55.00  48.82%

6.0
= %M/\WW/\W

362.0
oLl

nHL%“ C1800 2500 3060 |

\ T
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF092123\

Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
16.986 3.59 ng 129117  Perylene-di2 15.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 72
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 68
3 Octacosane 394 C28H58 000630-02-4 64
4 1-Iodoundecane 282 C11H23I 004282-44-4 64

5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 55

Abundance Scan 2533 (16.986 min): BF135373.D\data.ms (-2529) (- m/z 57.05 100.00%
57.0

F

5000
17.00
197.2 285.1 .
0 m‘w“““w wme e S 399 7 4310 64.07%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0
5000 T
17.00
m/z 71.05 54.32%
\\\‘ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450

-

Abundance #345481: Dotriacontane, 1-iodo-
57.0
17.00
5000 ITI/Z 85.10 44 .00%
oLl “\‘ A | |16?9‘2‘2‘50 2950 3510 449!
A T B e R e I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane —
57.0 17.00
m/z 55.00 19.77%
- m/\‘wﬂ\w
oL ‘ | 1130 160.0 2250 281.0 337.0 394.0
el ‘“"H“‘“‘H“,“‘w“““u“““_ —
m/z--> 50 100 150 200 250 300 350 400 450 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92123\
Data File : BF135373.D

Acqg On : 21 Sep 2023 11:26
Operator : CG\JU

Sample : 04474-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
unknown6 . 204 6.204 15.5 ng 646476 1 6.757 832601 20.0
unknown6.981 6.981 6.3 ng 2637106 1 6.757 832601 20.0
1-Phenoxypropan... 8.375 14.2 ng 732989 2 8.033 1029380 20.0
unknown9. 304 9.304 3.1 ng 168677 3 9.792 1079150 20.0
1-(1-Methoxypro... 9.504 5.0 ng 269084 3 9.792 1079150 20.0
1,3-Dioxolane, ... 10.704 7.2 ng 329448 4 11.286 915895 20.0
Tri(propylene g... 10.839 3.1 ng 141130 4 11.286 915895 20.0
Tris(2-chloropr... 11.157 62.8 ng 2877260 4 11.286 915895 20.0
Bis(1-chloro-2-... 11.216 16.9 ng 773195 4 11.286 915895 20.0
n-Hexadecanoic ... 11.821 6.9 ng 317628 4 11.286 915895 20.0
unknownl11.886 11.886 4.9 ng 225453 4 11.286 915895 20.0
Octadecanoic acid 12.610 4.7 ng 215521 4 11.286 915895 20.0
unknown12.951 12.951 4.0 ng 149462 5 13.939 750469 20.0
unknown13.863 13.863 6.2 ng 231180 5 13.939 750469 20.0
Oxirane, heptad... 14.868 8.9 ng 320014 6 15.409 719342 20.0
Heptacosane 15.057 7.0 ng 251674 6 15.409 719342 20.0
1,19-Eicosadiene 15.639 9.8 ng 352354 6 15.409 719342 20.0
Hexadecane, 2-m... 15.874 12.2 ng 438061 6 15.409 719342 20.0
Oxirane, hexade... 16.680 3.1 ng 111172 6 15.409 719342 20.0
Eicosane 16.986 3.6 ng 129117 6 15.409 719342 20.0
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