LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc :

ALS Vvial : 11 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128910.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.328 510 517 526 rBV 1765377 2334111 2.60% 0.640%
2 6.834 768 773 782 rBV 3219768 3738926 4.17% 1.025%
3 7.145 823 826 849 rBV 1097547 1606654 1.79% 0.440%
4 7.504 876 887 889 rBV2 894252 1409863 1.57% 0.386%
5 7.857 937 947 959 rBV 412526 926799 1.03% 0.254%

6 8.628 1074 1078 1081 rVB 1727760 1253881 1.40%
7 9.716 1260 1263 1267 rVV2 1608803 1334186 1.49%
8 10.133 1309 1334 1336 rBV 5085144 19262120 21.48%
9 10.686 1425 1428 1432 rBV3 1172638 1165933 1.30%
10 10.833 1450 1453 1454 rVV 2223244 2588352 2.89%

OOV
N
N
o]
R

11 10.851 1454 1456 1460 rVV 4055839 5858881
12 10.892 1460 1463 1471 rVV2 5294156 8737778
13 10.957 1471 1474 1475 rVV2 1113320 1322785
14 11.004 1477 1482 1485 rVV 2417412 3738036

.53%
.74%
.48%
L17%

uhpRr oo
Wk oONR
w
<))

w
R

15 11.174 1506 1511 1520 rBV 9689129 13963742 15.57% 827%
16 11.245 1520 1523 1526 rVV 3870205 3831600 4.27% 1.050%
17 11.569 1570 1578 1585 rBV 1024448 1704106 1.90% 0.467%
18 11.739 1602 1607 1612 rBV2 3306530 5065420 5.65%  1.388%
19 11.792 1612 1616 1620 rBV 1083454 1203271 1.34% 0.330%

20 11.998 1620 1651 1653 rBV5 12572625 89667269 100.00% 24.576%

21 12.386 1713 1717 1720 rVV 2124646 1813059 2.02% 0.497%
22 12.433 1720 1725 1728 rVV3 897597 1511464 1.69% 0.414%
23 12.545 1741 1744 1747 rBV2 2572080 2529674  2.82% 0.693%
24 12.592 1750 1752 1758 rVB 948989 1164922 1.30% 0.319%
25 12.645 1758 1761 1764 rBV 1545450 1486355 1.66% ©.407%
26 12.786 1782 1785 1789 rBV 6447140 8589847 9.58%  2.354%
27 12.827 1789 1792 1794 rVV 5685402 6127678 6.83% 1.679%
28 12.851 1794 1796 1804 rVB2 1902274 2587423 2.89% ©.709%
29 13.110 1836 1840 1844 rVB 3664200 4076467 4.55% 1.117%
30 13.198 1850 1855 1858 rVV2 6180417 6792150 7.57% 1.862%
31 13.274 1865 1868 1869 rVV 1436061 1295288 1.44% 0.355%
32 13.292 1869 1871 1875 rVV 1607438 1292044 1.44% 0.354%
33 13.345 1875 1886 1883 rVW 807175 936030 1.04% 0.257%
34 13.380 1883 1886 1890 rVB2 946927 931963 1.04% ©.255%
35 13.445 1891 1897 1901 rBV 1268292 1595580 1.78% 0.437%

36 13.551 1909 1915 1918 rVB 5860569 5612472 6.26% 1.538%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS Vvial : 11 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.798 1949 1957 1960 rBV 11577994 19478560 21.72% 5.339%
38 13.892 1969 1973 1978 rVV2 4882605 6240992 6.96% 1.711%

39 13.939 1978 1981 1984 rVVv2 1145411 1203390 1.34% 0.330%
40 14.204 2020 2026 2031 rVV4 426121 1183827 1.32% 0.324%
41 14.362 2049 2053 2056 rVV 1636335 2206025 2.46%  ©.605%
42 14.409 2056 2061 2063 rVV 8815545 9520998 10.62% 2.609%
43 14.504 2072 2077 2080 rVV 784744 1205831 1.34% 0.330%
44 14.598 2089 2093 2100 rVV2 899563 1487245 1.66% ©.408%
45 15.027 2161 2166 2172 rBV 3084940 3549534 3.96% 0.973%

46 15.262 2200 2206 2211 rBV 2276117 3038306 3.39% 0.833%
47 15.815 2294 2300 2305 rBV 808160 1261890 1.41%  0.346%
48 15.886 2305 2312 2317 rVV 752984 1464507 1.63% 0.401%
49 16.280 2361 2379 2383 rVV2 10022335 36509434 40.72% 10.006%
50 17.456 2545 2579 2580 rBV3 9016954 57456490 64.08% 15.747%

Sum of corrected areas: 364863158
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128910.D\data.ms

1.2e+07

le+07
8000000
6000000
4000000 6.834

2000000 5.328
7145 7504

0\\‘\\\\‘\\\ H\\‘HH‘\H\‘H\‘v—p—v—v—vj\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HAH L L L L L Y L L L I

\ \ N 1
Time--> 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 TIC: BF128910.D\data.ms

11.998
1.2e+07

le+07

8000000

6000000

4000000

2000000 8.628

o‘u‘ﬁ‘ A /‘L/U : AL s o S — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF128910.D\data.ms

1.2e+07 13.798

16.280
le+07

8000000

6000000

4000000

2000000

0 ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Pentanoic acid, 4-methyl-, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.504  30.42 ng 1409860 Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 4-methyl-, methy... 130 C7H1402 002412-80-8 59
2 Methyl-2-0-methylfucoside 192 C8H1605 1010426-87-8 59
3 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 47
4 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 43
5 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 43

Abundance Scan 887 (7.504 min): BF128910.D\data.ms (-876) (-) m/z 74.10 100.00%

74.1
5000
| Tlf-l 2670 , 7.20 7.40 7.60 7.80
ol ST L] 1e29 | 2670 3850 .0 g3 05 63.45%
miz--> 50 100 150 200 250 300 350
Abundance #15561: Pentanoic acid, 4-methyl-, methyl ester
74.0
27, 7.20 7.40 7.60 7.80
m/z 87.10 60.07%
\‘ \ H‘ hlS'o
0- “‘\W\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
74.0
SPNSEEDUYAL 4
7.20 7.40 7.60 7.80
5000 m/z 41.05 56.61%
130.0
ol A e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #35358: Octanoic acid, methyl ester
74.0 7.20 7.40 7.60 7.80
m/z 55.05  49.26%
5000
29'1 ‘ 127.0
oo bbb
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Propanoic acid, octyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.628 27.06 ng 1253880  Naphthalene-d8 8.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, octyl ester 186 C11H2202 000142-60-9 83
2 11-Tridecenyl propionate 254 C16H3002 1000130-96-7 64
3 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 59
4 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 53
5 Propanoic acid, heptyl ester 172 C10H2002 002216-81-1 53
Abundance Scan 1078 (8.628 min): BF128910.D\data.ms (-1074) (-) m/z 57.10 100.00%
57.1
5000
‘ ' 8.40 8.60 8.80 9.00
112.1 : : : :
0 ‘\‘ ““JH“W‘HMW‘_‘lww%51'}”‘%99-‘9“_”””‘27‘1‘{ m/z 41.05 32.42%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #60747: Propanoic acid, octyl ester
290 570
5000
8.40 8.60 8.80 9.00
m/z 43.05 31.18%
ol L H ‘M | 1120 15701870
H\‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
8.40 8.60 8.80 9.00
5000 m/z 56.05 31.01%
97.0
0 126.0 15601850  239.0
T T e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #60805: Oxirane, [[(2-ethylhexyl)oxy]methyl]- R RN AR
57.0 8.40 8.60 8.80 9.00
m/z 75.10 29.81%
5000
29.0
ob i1 150 12901570 S AR
m/z--> 20 40 60 80 100120140160180200220240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26

Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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
Peak Number 3 Dodecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.133 288.75 ng 19262100 Acenaphthene-dle 5.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 Cl2H2402 000143-07-7 98

2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Nonanoic acid 158 C9H1802 000112-05-0 64
4 n-Decanoic acid 172 C1eH2002 000334-48-5 62

5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS

029926-41-8 43

Abundance Scan 1334 (10.133 min): BF128910.D\data.ms (-1309) (- m/z 73.05 100.00%
3.0
41.1
5000
129.1
911572 — ——
LJM 101.1 200.2 2411 10.00 10.50
0! . m/z 60.00 97.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75716: Dodecanoic acid
60.0
5000 — —p—
650 129.0 1570 10.00 10.50
29.0 ’ ’ m/z 41.10 70.90%
Ly
O\\\‘\‘\\\‘i{‘\\”!“\M\‘\‘H!w\}‘h‘“\\‘hi‘\\‘\\‘i‘\\\\"\\‘\\‘\\\\}\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60.0 vmikjﬁkJ
e
10.00 10.50
5000 20.0 ITI/Z 55.05 66.49%
129.0
87.0
157.0 186.0
e N N 1 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35300: Nonanoic acid e ‘“>“7¥7J¥R4
60.0 10.00 10.50
m/z 43.05 65.53%
5000
115.0
29.0 87.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF060222.M Wed Jun 22 15:31:12 2022

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Acetic acid, 3,7,11,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.851 30.58 ng 5858880  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 72
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 64
3 Pentadecafluorooctanoic acid, tr... 596 C21H27F1502 1000406-04-3 59
4 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 59
5 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 59

Abundance Scan 1456 (10.851 min): BF128910.D\data.ms (-1454) (. m/z 57.10 100.00%
57.1

=

5000
10.50 11.00
140.2
o_m’uuheh‘lqmw‘2“1‘3‘13“‘HW‘H‘w_ww,w_m m/z 41.10 18.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #249041: Acetic acid, 3,7,11,15-tetramethyl-hexadecyl eg
57.0
5000 - T
25.0 10.50 11.00
m/z 83.10 14.31%
L 1m0 2o
O‘HJ\ “\\l\\‘l\‘\‘\J\“\\\‘\HH\‘\HL\‘\H\‘HH‘HH‘HH’HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
10.50 11.00
5000 ITI/Z 55.10 14 .00%
125.0
196.0
0 392.0
[ T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346374: Pentadecafluorooctanoic acid, tridecyl ester — e

57.0 10.50 11.00
m/z 69.10 13.60%

5000

3

182.0
ol L1 119.0 281.0 369.0 455.0 578.1
SIS RS T Ui T S L- A S L SE U

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.892 45.61 ng 8737780  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 9-methylheptadecane 254 C18H38 026741-18-4 91
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1463 (10.892 min): BF128910.D\data.ms (-1460) (- m/z 57.10 100.00%
57.1

%

85.1
5000
‘ ‘ 2.1140.2 168.2 10.50 11.00
W R m‘!h ) 1682 21022393265¢ ./, 7116  86.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 85.0
10.50 11.00
m/z 43.10 77.69%
a0t 2o
0 ‘\\\\‘\\\\‘\\}\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance
57.0
“ P
85.0 10.50 11.00
5000 ITI/Z 85.10 57.21%
140.0
e 112.0
0 ' 168.0196.0 239.0
L e R
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0 10.50 11.00
m/z 41.10 41.94%
85.0
5000
29.0 113.0
0‘JLA‘HhHMWM‘wHw‘HH‘HHM‘H_‘HMH‘MH‘MHW‘H — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-Dodecanol, 2-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.174 72.89 ng 13963700  Phenanthrene-d1e 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
5 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 89
Abundance Scan 1511 (11.174 min): BF128910.D\data.ms (-1506) (| m/z 57.10 100.00%
57.1
5000
97.1 WA
—= —
11.00 11.50
392
- u L “” ‘ 432 1962 2412 2810 ./, 43.16  63.24%
miz--> 50 100 150 200 250
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
5000 = o
97.0 11.00 11.50
m/z 71.10 60.25%
R7. ‘ ‘
of 0L L 11| 1390 1820 23902520
miz--> 50 100 150 200 250
Abundance
57.0
== —L—
11.00 11.50
5000 m/z 55.10 54.90%
97.0
027-0 127.0 188.0  224.0 297.(
—— T
m/iz--> 50 100 150 200 250
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester —= =
57.0 11.00 11.50
m/z 41.10 48.24%
5000
97.0
o"??\;"M | 1270 16601960 2600 hd S S
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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, 9-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.739  26.44 ng 5065420  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 62
2 Hentriacontane 437 C31H64 000630-04-6 62
3 Heptacosane 380 C27H56 000593-49-7 58
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 58
5 Heneicosane 296 C21H44 000629-94-7 58
Abundance Scan 1607 (11.739 min): BF128910.D\data.ms (-1602) (- m/z 57.10 100.00%
57.1
e —
| } 11.50 12.00
ol A L] ”‘M ‘ll “1‘97,‘2 2673 3449 m/z 43.10 67.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176396: Nonadecane, 9-methyl-
57.0
5000 — —
11.50 12.00
140.0 m/z 71.10 53.06%
O\\\‘\“\“H‘\‘h‘\"’\h‘\“\‘\‘\\\\2’1-\1\0\\2‘6\7\\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
LA/
11.50 12.00
5000 m/z 85.10 42.53%
113.0
0 169.0 2250  309.0 365.0 437.
e e e e e
m/z--> 50 100 150 200 250 300 350 400 Q\
Abundance #287976: Heptacosane P —
57.0 11.50 12.00
m/z 41.10 40.75%
5000
oL LT 1690 2250 2810 3800
H“““,H‘ A T — —
m/z--> 50 100 150 200 250 300 350 400 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.998 468.04 ng 89667300  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1651 (11.998 min): BF128910.D\data.ms (-1620) (- m/z 43.10 100.00%
43.1
5000
e 218.2 A‘J\A/L
256.3 —r—
‘ 17‘1"2 ‘ 12.00
ol ‘ vl I ‘ | Ao bl 1 2993 SBLU sz 73.05  99.26%
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
5000 129.0 IR
12.00
H 171.0 213.0 256.0 m/z 60.05 92.03%
O\\\\M‘ ““‘h”‘““M\“‘\\‘\‘\“\‘\‘\\“\\\\‘\\\\|\\
miz--> 100 150 200 250 300 350
Abundance
73.0
——
12.00
5000 129.0 m/z 41.10 84.57%
29.0
199.0 242.0
o I
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid T
73.0 12.00
m/z 55.10 78.94%
5000 129.0
185.0
29. H 2280
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.645 24.70 ng 1486360  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1761 (12.645 min): BF128910.D\data.ms (-1758) (- m/z 43.10 100.00%

43.1
5000
105.1

1852 2413 = e
L ‘ 284.3 12.50 13.00

(a— 450 M‘ b L8252 nyz 57.10 90.39%

H‘h\
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0

5000 129.0 12,50 13,00

m/z 55.10 81.76%

29. ‘ 185.0 547  284.0
o! ‘“‘“h“““““‘\“\H\‘HH“H\‘\‘HH‘\H
m/z--> 50 100 150 200 250 300 350
Abundance
43.0

T
12.50 13.00

m/z 73.00 75.31%
5000 284.0 /
83.0 129.0
1850 2410
0 372.
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid T —
73.0 12.50 13.00

m/z 41.10 75.03%

5000
129.0
29. 171.0 214 0
| “ Il uhh HM a1 ‘ \

ol A L) ““‘ N
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 10 1-Decanol, 2-octyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.786 142.76 ng 8589850  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
2 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
4 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 91
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91

Abundance Scan 1785 (12.786 min): BF128910.D\data.ms (-1782) (- m/z 57.10 100.00%
57.1
5000
" M«MM\J
— —
12.50 13.00
Y “!‘ i e‘“ 1392 1822 2523 3282 ... 4310 65.98%
m/z--> 50 100 150 200 250 300
Abundance #126382: 1-Decanol, 2-hexyl-
57.0
5000 —— e
12.50 13.00
F”) m/z 55.10  59.18%
04 h\‘ H‘ T l‘h \“‘\3?.?\ T \22\4\0\ AL B e e
miz-> 50 100 150 200 250 300
Abundance
57.0
— —
12.50 13.00
5000 m/z 71.10 58.59%
97.0
. 139.0 182.0 2520
— e
m/iz--> 50 100 150 200 250 300
Abundance #161356: 1-Dodecanol, 2-hexyl- —T —
57.0 12.50 13.00
m/z 41.10 43.08%
5000
| WQM
ARNORRNRECIR-TINE S S AV
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF060222.M Wed Jun 22 15:31:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26

Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 11 Carbonic acid, heptadecyl i... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
131106 6775 g a076470 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 58

2 9-Eicosene, (E)- 280 C20H40 074685-29-3 53
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 53
4 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 52
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 49

Abundance Scan 1840 (13.110 min): BF128910.D\data.ms (-1836) (| | m/z 57.10 100.00%
57.1
P7.1
e 1
13.00 13.50
- L1392 21122523 297.3 3550 n.. 7510  48.20%
miz--> 50 100 150 200 250 300 350
Abundance  #266194: Carbonic acid, heptadecyl isobutyl ester
57.0
5000 — S
97.0 13.00 13.50
‘ m/z 43.10 43.97%
239.0
O T “\ ‘\‘ “ \‘“!‘ \‘H‘\‘H“ }‘h ‘\%\3?.‘9\]78\2.\0’ } T H\ ‘ L ‘ L ‘ 1
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
97.0 13.00 13.50
5000 ITI/Z 55.10 43.57%
0 139.0 181.0 223.0 280.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)- T —
57.0 13.00 13.50
m/z 83.10 32.90%
7.0
5000
ol 4L LLL 1390 1820 2240 2800 WL
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF060222.M Wed Jun 22 15:31:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Benzoic acid, tridecyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.198 112.88 ng 6792150  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 97
2 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 86
3 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 83
4 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 80
5 Benzoic acid, octyl ester 234 C15H2202 000094-50-8 80

Abundance Scan 1855 (13.198 min): BF128910.D\data.ms (-1850) (- m/z 123.10 100.00%

128.1
5000
77.0
L 182.2 227.2265.1304.1 345.2

—— —
s
‘N%L%w“"V““““““““ 304.13452  4/7 105.10  80.03%

‘ ‘ 13.00 13.50
M il
m/z--> 50 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
123.0
5000

o

13.00 13.50
77.0 m/z 77.05 37.01%
182.0
O\“\%“‘H\Hh"\“‘\““\‘\‘\\‘\\\‘\‘\\\\‘\\\3\0‘4\0\\\‘\\\
m/z--> 100 150 200 250 300 350
Abundance
123.0
13.00 13.50
5000 m/z 55.10 24 .35%
77.0
0229 1780 2380 360.0
T T T T T T T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #283301: Benzoic acid, octadecyl ester T —
1238.0 13.00 13.50

m/z 41.10 22.30%

5000
55.0
Ry L, Lreo | 2520 374

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Dodecyl isobutyl ether Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.445 26.52 ng 1595580  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl isobutyl ether 242 C16H340 1000406-32-6 90
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 80
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
4 Hexadecane, 1l-chloro- 260 C16H33Cl 004860-03-1 80
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 80
Abundance Scan 1897 (13.445 min): BF128910.D\data.ms (-1891) (- m/z 57.10 100.00%
57.1
- M
=
‘ ‘ H 1542 13.50
oLl l1u1582 2253 28008250 L. 4310 36.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126391: Dodecyl isobutyl ether
57.0
5000 1
13.50
m/z 71.10 26.51%
| LS o0
O\‘\\‘\“M\‘\“‘\d\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350 400
Abundance
57.0
=
13.50
5000 m/z 85.10 22.25%
111.0
0 196.0 269.0
e e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- T
57.0 13.50
m/z 55.10 19.79%
- M
0 | ‘L‘ |y H .., ,183.0231.0 287.0 343.0 414(
““‘ b b e e S e S e =
m/z--> 50 100 150 200 250 300 350 400 13.50

8270-BF060222.M Wed Jun 22 15:31:24 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 14 Benzoic acid, octadecyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.551 93.28 ng 5612470  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 91
2 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
3 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 90
4 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 90
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 90

Abundance Scan 1915 (13.551 min): BF128910.D\data.ms (-1909) (- m/z 123.10 100.00%
123.1
5000
77.1
—
13.50
3%“ 196.2
ol u‘?““ ““‘ “«“‘w‘w Lot 2463 8182 n/z 105.05  72.38%
miz--> 50 100 150 200 250 300 350
Abundance #283301: Benzoic acid, octadecyl ester
123.0
5000
13.50
m/z 77.10 32.43%
55.0
O \L‘ “M\ Hh‘ H“\ ““\‘ \L\ | \1\78\\0‘ T \2\5‘2\0\ LA A ‘3\7\4\(
miz--> 50 100 150 200 250 300 350
Abundance
123.0
13.50
5000 m/z 55.10 23.37%
77.0
o 29.0 182.0 304.0
e e T e e
m/z--> 50 100 150 200 250 300 350
Abundance #222566: Benzoic acid, tetradecyl ester —T ‘
123.0 13.50
m/z 43.10 21.79%
5000
77.0
29. ‘ .
i T O - 1 R L
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 1-Octadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.798 323.73 ng 19478600  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 90
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 76
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 76
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 76
Abundance Scan 1957 (13.798 min): BF128910.D\data.ms (-1949) (- m/z 57.10 100.00%
57.1
- JW
11.2 s i
” ||| 1682 2523 3253 1350 14.00
ob L AMLELL,3002  5eS S 893 m/z 75.18 70.11%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #138521: 1-Octadecene
57.0
5000 —— ——
111.0 13.50 14.00
m/z 43.10 43.61%
L asme 220
O\\\"\\\‘\“‘J\\‘\l\‘“\‘\\\‘\\\\“\\\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
— —
13.50 14.00
m/z 55.10 43.37%
5000 111.0 /
0 168.0 238.0 2959
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecyl heptafluorobutyrate T T
57.0 13.50 14.00
m/z 83.10 41.37%
5000
111.0
LU pome o
U 0V O S U R VWO DR L VL o
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Data Path :

Data File :
: 21 Jun 2022 21:26
: CG\JU

: N3369-02 5X

Acqg On
Operator
Sample
Misc

ALS vial

11

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
BF128910.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 16 9-Octadecenoic acid, (E)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.362 36.66 ng 2206030  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 83
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 56
3 9-Nonadecene 266 C19H38 031035-07-1 49
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 46
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 42

Abundance Scan 2053 (14.362 min): BF128910.D\data.ms (-2049) (- m/z 57.10 100.00%
57.1
- NMAM
121 265.3 A A
’ 14.00 14.50
ol A1l \Mwu““ U“L uat022 2223 I 82323655  m/z 55.10  68.02%
miz--> 50 100 150 200 250 300 350
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
7.0
5000 = N
14.00 14.50
264.0 m/z 71.10 63.69%
LS 2220
[ R \“ T “\H‘\H“\mh{‘“‘“‘\h\ : \“‘\ e T T LB B
miz--> 50 100 150 200 250 300 350
Abundance
55.0
— T
14.00 14.50
5000 97.0 m/z 41.10 40.29%
1510 9902640
(I R L O o i M
m/z--> 50 100 150 200 250 300 350
Abundance #155958: 9-Nonadecene T 7
55.0 14.00 14.50
m/z 43.10 40.16%
7.0
5000
266.0
: ST M O g V¥ WA VN
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.410 158.24 ng 9521000 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 64
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 58
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 58
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 58
Abundance Scan 2061 (14.409 min): BF128910.D\data.ms (-2056) (| m/z 57.10 100.00%
57.1
- M»fWArWJAAWMJNﬂAJ_
11.1 o
| H\ ‘ 67.2 267.3  353.4 : 1450
oA AL L 2002 22232073 S0 430. n/z 75.05  74.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 1
11.0 14.50
m/z 55.10 43.48%
0+ ‘ “\“ 1 }L\J‘\ 4 }6\7\\0\ ‘2\2\4\(\)‘ \2\8\‘0\0‘ L B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—
14.50
5000 111.0 m/z 43.10 42.72%
0 167.0 2240 280.03250 426.C
B B L e B B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #248981: 1-Heneicosyl formate 7
57.0 14.50
m/z 83.10 42.66%
- I M\AAM
294.0
b LiLLL L 3e70 20 2493100 L
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Heptadecyl acetate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

14.598 24.72 ng 1487250  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl acetate 298 C19H3802 000822-20-8 87
2 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 55
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 55
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 50

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 50

Abundance Scan 2093 (14.598 min): BF128910.D\data.ms (-2089) (- m/z 57.10 100.00%

57.1
5000 229.2

[
‘ 168.2 14.50 15.00
0 — \‘ ‘M H‘ “ ‘“\‘\ H‘wh“\‘ \“ ‘ ‘ () ‘\ . “ . \280 4 325 0 396]

ol T m/z 43.10 88.60%
miz--> 50 100 150 200 250 300 350
Abundance #197281: Heptadecyl acetate
43.0
5000 7.0 — :
14.50 15.00

m/z 55.10 63.87%

| 1000 P
O T \h\ ‘\ ‘ \“ T ‘ \‘\ T ‘\‘ “\]_\8\2\()‘ \‘ T ‘\ ‘ \2\8\3\0‘\ 1T ‘ LI
m/z--> 50 100 150 200 250 300 350
Abundance

55.0

T
97.0 14.50 15.00

5000 m/z 229.20 44 ,98%
140.0
0 213.0 314.0
T P T [ T T T e e

m/z--> 50 100 150 200 250 300 350
Abundance #280777: Trichloroacetic acid, pentadecyl ester —r L
43.0 14.50 15.00
m/z 41.10 43.95%

h M\AAM
“ \“\ ‘\H]T Lo 820 : T

[N T
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\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Decane, 1,1'-oxybis- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.280 240.33 ng 36509400 Perylene-di12 15.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
2 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 74
3 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 52
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 50

5 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 49

Abundance Scan 2379 (16.280 min): BF128910.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1
5000 111.1 /JL
257.3 S —
‘ " 6 5 d 16.00 16.50
— m‘h Lid bk ‘h bh 3233 39L4 4625 n/; 43,10 64.63%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
5000 —— —
1110 16.00 16.50
' m/z 71.10 57.34%
O‘\\“\\‘\\‘\‘\““U\‘Mq%‘e\?\q‘\\\2\5‘2\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance
57.0
—— —
16.00 16.50
5000 ITI/Z 55.10 46.55%
111.0
0 168.0 252.0
e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197437: Decane, 1,1'-oxybis- T =T
57.0 16.00 16.50
m/z 69.10 41.86%
5000
112.0
L 100250 2080
R B L R AAmamaas s e e
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26

Operator : CG\JU

Sample : N3369-02 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 20 Oxalic acid, isobutyl penta... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.456 378.21 ng 57456500  Perylene-di12 15.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 81
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
3 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 81
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 72

Abundance Scan 2579 (17.456 min): BF128910.D\data.ms (-2545) (- m/z 57.10 100.00%
57.1
111.1 2573
——
I WE:canl o
ol kLR um‘*“‘31‘2“3‘367‘34‘19‘5 405 m/z 43.10 62.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161355: 1-Decanol, 2-octyl-
57.0
5000 1
17.50
111.0 m/z 71.10 58.37%
0 L M 168.0 2520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
—
17.50
5000 m/z 55.10 46.58%
111.0
0 167.0 252.0
B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #197438: 1-Dodecanol, 2-octyl- —
57.0 17.50
m/z 83.10 43.76%
5000
111.0
oL “ 167.0 224,0280.0
‘H‘H‘w“u‘u““H‘H“_‘H‘H“_‘H‘H“_‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062122\
Data File : BF128910.D

Acqg On : 21 Jun 2022 21:26
Operator : CG\JU

Sample : N3369-02 5X

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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|
Pentanoic acid,... 7.504 30.4 ng 1409860 2 8.039 926799 20.0
Propanoic acid,... 8.628 27.1 ng 1253880 2 8.039 926799 20.0
Dodecanoic acid 10.133 288.8 ng 19262100 3 9.792 1334190 20.0
Acetic acid, 3,... 10.851 30.6 ng 5858880 4 11.280 3831600 20.0
Dodecane, 2-met... 10.892 45.6 ng 8737780 4 11.280 3831600 20.0
1-Dodecanol, 2-... 11.174 72.9 ng 13963700 4 11.280 3831600 20.0
Nonadecane, 9-m... 11.739 26.4 ng 5065420 4 11.280 3831600 20.0
n-Hexadecanoic ... 11.998 468.0 ng 89667300 4 11.280 3831600 20.0
Octadecanoic acid 12.645 24.7 ng 1486360 5 13.939 1203390 20.0
1-Decanol, 2-oc... 12.786 142.8 ng 8589850 5 13.939 1203390 20.0
Carbonic acid, ... 13.110 67.8 ng 4076470 5 13.939 1203390 20.0
Benzoic acid, t... 13.198 112.9 ng 6792150 5 13.939 1203390 20.0
Dodecyl isobuty... 13.445 26.5 ng 1595580 5 13.939 1203390 20.0
Benzoic acid, o... 13.551 93.3 ng 5612470 5 13.939 1203390 20.0
1-Octadecene 13.798 323.7 ng 19478600 5 13.939 1203390 20.0
9-Octadecenoic ... 14.362 36.7 ng 2206030 5 13.939 1203390 20.0
3-Eicosene, (E)- 14.410 158.2 ng 9521000 5 13.939 1203390 20.0
Heptadecyl acetate 14.598 24.7 ng 1487250 5 13.939 1203390 20.0
Decane, 1,1'-ox... 16.280 240.3 ng 36509400 6 15.368 3038310 20.0
Oxalic acid, is... 17.456 378.2 ng 57456500 6 15.368 3038310 20.0
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