LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample : Q1115-01

Misc :

ALS vial : 4 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141195.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.211 14 20 42 rvB 119159 239883 3.80% 0.522%
2 5.040 489 501 509 rBvV 299640 543287 8.60% 1.182%
3 5.434 560 568 573 rBV 3623717 5380366 85.19% 11.709%
4 6.440 732 739 757 rVB 3654914 5598408 88.64% 12.184%
5 6.810 796 802 807 rBV 922470 1139531 18.04% 2.480%

6 7.369 890 897 903 rBV 2501419 3610603 57.17% 7

7 7.628 936 941 948 rVB 160378 207631 3.29% ©

8 8.087 1014 1019 1028 rBV 1129437 1543743 24.44%  3.360%

9 8.310 1049 1057 1062 rBV 72947 104360 1.65% ©
9.163 1195 1202 1208 rBV 4624136 6315675 100.00% 13.

11  9.839 1309 1317 1322 rBV 1371653 1781200 28.20%
12 10.039 1345 1351 1360 rBv2 43259 84023 1.33%
13 10.557 1433 1439 1445 rBV 441140 560066  8.87%
14 10.634 1445 1452 1457 rBV 3318814 4527786 71.69%
15 10.986 1506 1512 1527 rVB6 43033 84427 1.34%
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16 11.328 1564 1570 1577 rBV 1407107 1788739 28.32%
17 11.863 1652 1661 1671 rBV 1023710 1760492 27.87%
18 12.028 1686 1689 1699 rVB2 55743 103692 1.64%
19 12.539 1772 1776 1779 rBV 49077 83510 1.32%
20 12.645 1787 1794 1806 rBV 463641 823039 13.03%
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21 12.916 1834 1840 1850 rVB 4046224 5427398 85.94% 11.
22 13.680 1965 1970 1978 rBV2 32953 65603 1.04%
23 13.816 1989 1993 2004 rVB 125355 223595 3.54%
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24 13.963 2013 2018 2027 rBV 810134 1109387 17.57% 414%
25 14.269 2066 2070 2077 rVB 42732 74249 1.18% 162%
26 14.451 2097 2101 2108 rVB 53533 76595 1.21% 0.167%
27 14.757 2149 2153 2156 rBV 67491 115192 1.82% ©.251%
28 14.827 2162 2165 2175 rVB 57500 92364 1.46% 0.201%
29 15.092 2205 2210 2226 rBV 111826 272360 4.31% 0.593%
30 15.421 2260 2266 2271 rBV 743149 1129998 17.89%  2.459%
31 15.469 2271 2274 2280 rVB 108474 156333 2.48%  ©.340%
32 15.898 2342 2347 2353 rBV 130494 237160 3.76% ©.516%
33 16.404 2428 2433 2440 rVB 120079 237796 3.77% ©.518%
34 16.992 2527 2533 2541 rVB 104354 218743 3.46% 0.476%
35 17.686 2645 2651 2663 rVB 86472 232784 3.69% ©.507%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Ql115-01

Misc

ALS vial : 4 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 45950018
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 17 Jan 2025 16:21
: RC/JU
¢ Ql115-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011725\
BF141195.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

Abundance TIC: BF141195.D\data.ms
4000000
5.434 6.440
3000000
7.369
2000000
1000000 6.810
211 5.040 7.62¢
0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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 TIC: BF141195.D\data.ms
9.163
12.916
4000000
10.634
3000000
2000000
9.839 11.328
8.087
1000000
10.5%
0 8.310 10.03 AA#MA 10.986
— T —— e e e e R = T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF141195.D\data.ms
4000000
3000000
2000000
1000000 13.963 15.421
13 é§0816 14.289.451 142%p715.092 15469 15.898 16.404 16.992 17.686
0 L -9 ARSI - NN NN~
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T 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\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Propane, 1,1-dimethoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.211 4.21 ng 239883 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 45
3 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 42
4 Propane, 3-chloro-1,1-dimethoxy- 138 C5H11Cl02 035502-06-8 40
5 Isopropyl alcohol, TMS derivative 132 C6H160Si 001825-64-5 40
Abundance  Scan 20 (2.211 min): BF141195.D\data.ms (-14) (-) m/z 75.05 100.00%
75.0
5000 45.0
T
‘ 0.0 1050 220 240 2.60
0o 220 lly 0801170 s 73,05 72.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90450 L L L B B B
220 240 260
m/z 45.05 42.67%
0 \“ \‘\ ‘ \‘ ‘ \590 ulily 89.0 103.0
H‘HH‘HH‘\\H‘H\\‘\\H‘HH‘\H\‘HH’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5623: Glycolaldehyde dimethyl acetal
75.0
e
220 240 260
5000 m/z 41.05 28.92%
31.0 450
15.0
ol 1L H\ 590 | 105.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10523: 2-Propanol, 1,1-dimethoxy- e B
75.0 220 240 260
m/z 47.05 22.52%
5000
31.0 47.0 89.0
Oty JJ‘ \J‘\ %%O oty ‘r 1390
R e e e e e e e O SR mian e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.040 9.54 ng 543287 1,4-Dichlorobenzene-d4 6.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 501 (5.040 min): BF141195.D\data.ms (-489) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T
4.80 5.00 5.20 5.40
| 83.0 o
L m/z 59.18  59.18%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL B L I BN L
4.80 5.00 5.20 5.40
101.0 m/z 101.10 20.53%
27.0 | ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A RRmEEE AR
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 16.22%
126.0
el i 2802420
m/iz--> 20 40 60 80 100 120 140
Abundance #4528 2,3-Butanedione, monooxime R RRREEE e AR
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.86%
5000
101.0
o130 600 840
e R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Pentanedioic acid, dimethyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.628 2.69 ng 207631  Naphthalene-d8 8.093

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 91
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 47
3 Propanal, 2-methyl-, methylhydra... 100 C5H12N2 016713-37-4 22
4 1,4-Di-0-acetyl-2,5-di-0-methyl-... 262 C12H2206 1000101-82-1 17
5 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 17

Abundance Scan 941 (7.628 min): BF141195.D\data.ms (-936) (-) m/z 59.00 100.00%

59.0
100.1
42.0
P e
m 74.0 7.40 7.60 7.80 8.00
Ol m/z 100.10  77.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
100.0
129.0
5000 L B I L I LN B
7.40 7.60 7.80 8.00
190 20 m/z 101.10  54.17%
‘ H 74.0 ‘
O H‘\H\‘\HH"\H\“\‘H\‘HM‘\HH‘1!\\‘H‘H’\H‘\H\\%%ﬁﬂ\\\\i\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #36521: Butanedioic acid, methyl-, dimethyl ester
59.0
R B R
7.40 7.60 7.80 8.00
5000 m/z 129.05 47 .95%
15.0 129.0
101.0
41‘.0 870 ‘ ‘
0‘WHH‘HHVHJNHWHVWHHMEH_HW‘H‘HH‘HH_H‘MHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4101: Propanal, 2-methyl-, methylhydrazone R BARREEESEE
30.0 100.0 7.40 7.60 7.80 8.00
57.0 m/z 55.00  39.82%
5000
L)
Oyt m;;‘mWm_Hl“ww‘m,w PP R ERAREEsEEECE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.557 6.29 ng 560066 Acenaphthene-d10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1439 (10.557 min): BF141195.D\data.ms (-1433) (-} | m/z 104.95 100.00%
105.0
77.0
182.1
5000
51.0 — :
10.50
152.1
Ot e b 228 m/z 77.85  63.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — "
10.50
51.0 m/z 182.10  51.91%
ol 20 | 1520 |
\\\‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\’\\}‘\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32010: Acetophenone, 2-chloro-
105.0
R \
77.0 10.50
5000 m/z 50.95 25.23%
51.0
0 27.0 1 \‘ il | ‘ 1540
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90576: 1-Propanone, 2-bromo-1-phenyl- —5 ‘
105.0 10.50
m/z 181.10 8.11%
5000
77.0
51.0
0 270 | | 133.0 212.0 A
e e e e e e e e e — ==
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.863 19.68 ng 1760490  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1661 (11.863 min): BF141195.D\data.ms (-1652) (| m/z 73.00 100.00%
43.1 73.0
5000 129.0
213.2 — P
H‘ ‘ 171 1 ‘ 256.3 11.50 12.00
0b—— W‘ ‘“‘M M b u w\\“\\‘\ﬁ\ ‘M‘ — m/z 43.10 87.36%
miz-> 50 100 150 200 250
Abundance #143510:n-Hexadecanok:add
5000 129.0 N T
11.50 12.00
97.0 1710 213.0 256.0 m/z 60.00 84.50%
oLb— ‘M‘ H\‘\ \\hH\ u‘\ i ‘ ‘ ‘ . \[ ““\‘ . ‘\‘ —
m/z--> 150 200 250
Abundance #92069:Tndecanok:add
73.0
— =
430 11.50 12.00
5000 129.0 m/Z 41.10 69.91%
171.0
‘ ‘ 214.0
ol— ‘\ H\ M‘ “HH‘ am‘\\ i “ M L “‘ : \‘H — _
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — T
43.0 73.0 11.50 12.00
m/z 57.10 69.75%
5000 129.0
‘ 199.0 2420
Ll Y e A ‘ L |
oLl 1670 L
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.645 14.84 ng 823039  Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1794 (12.645 min): BF141195.D\data.ms (-1787) (- m/z 43.10 100.00%

43.1 73.0
5000 129.1

185.1 2412 ) — —
‘ ‘ ‘ ‘ 284.¢ 12.50 13.00
0 ,W\M‘WMMM Juwm_mWH‘\mu,“WWW‘H m/z 73.60  99.37%
miz--> 20 40 60 80 100120140160 180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 U T
12.50 13.00

m/z 60.00  83.82%

185.0 2410 284
!““‘ ‘\‘MH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
=

o

12.50 13.00
5000 256.0 m/z 57.10 81.33%
129.0
213.0
LA e
0 ’HHHHM‘H‘\‘\C“‘\\M\H“th \”\‘u‘m\‘\\u‘\‘HH“\m,\‘m‘uu“uu‘m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid o e
43.0 730 12.50 13.00

m/z 55.05 77.99%

5000 129.0
199.0 242.0
\\hH\ M‘\ il SBq ‘

— T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\

Library Search Compound Report

Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 7 Pentadecafluorooctanoic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.816 4.3 ng 223595 Chrysene-di2 13.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91

Abundance Scan 1993 (13.816 min): BF141195.D\data.ms (-1989) (- m/z 57.10 100.00%
57.1
51 — —
‘ Jfl 216.0 13.50 14.00 ;
O ettt e e m/z 43.05 83.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #347387: Pentadecafluorooctanoic acid, pentadecy! este
57.0
5000 - N
13.50 14.00
m/z 55.10 76.71%
5.0 210.0
O \\Jl ‘\‘H\J‘\H\‘L‘\“\‘Hi\‘L\\\%8\\1\.9\\\‘\\\4\‘1\5\.\\0‘\\\\‘\\\\‘H§\0‘6\\.\0\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— —
13.50 14.00
5000 m/z 83.05 69.40%
5.0
252.0
ol Hhm%%fm&'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #292190: Trichloroacetic acid, hexadecyl ester — —
43.0 13.50 14.00
m/z 97.10 60.93%
5000
1.0
ob L 3980 RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.757 2.04 ng 115192  Perylene-di2 15.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 87
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 2153 (14.757 min): BF141195.D\data.ms (-2149) (- m/z 57.10 100.00%

57.1
5000

— —
14.50 15.00

141.0 2070
ob— ‘ ‘hm‘“ “ Lo B 203t 8881 4y 71,10 67.78%
mi/z--> 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——

14.50 15.00
m/z 43.10 61.68%
i

01\5 \d\ gy “‘ \h‘\ h“ \“‘ \}\4%‘(‘)\ %8\3\0‘ \22\5\(\) T \29\6‘(\)\ T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

— —
14.50 15.00

5000 m/z 85.10 51.80%
ol ‘L‘ ”h‘ i \\ | 14} 9 183.0 225.0 267.0 309.0 _367.(
R S T T e e
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- —— —
57.0 14.50 15.00

m/z 55.05 21.50%

T

155.0 281.0
0197'0239'0 —— ——
miz--> 50 100 150 200 250 300 350 14.50 15.00
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011725\
BF141195.D
: 17 Jan 2025 16:21

Operator : RC/JU

Sample
Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

: Qlii5-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 9 Tetratetracontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.092 4.82 ng 272360  Perylene-di2 15.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 2210 (15.092 min): BF141195.D\data.ms (-2205) (- m/z 57.10 100.00%
57.1

5000

-

15.00
O v bbbl g b 5 ST e e m/z 71.1@

[N T
2711971 2751 3713

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 S :
15.00
m/z 43.10 69.09%
o /] 1 || }27:0197.0 267.0337.0407.0 491.0562.0
‘\\\\‘\\H‘\\\\‘\\\I]W\\T[HT\‘TFH}\\\\‘HH‘HH‘HH‘HH‘\H

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

R

Abundance #287976: Heptacosane
57.0
RN \
15.00
5000 m/z 85.05 50.89%
. .\‘ |17 2197.0067.0 3800
et L e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194590: Heneicosane T
57.0 15.00
m/z 55.10  26.87%
. J‘ 17701970 2960
e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00

8270-BF011025.M Mon Jan 20 01:33:06 2025
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011725\

BF141195.D
: 17 Jan 2025 16:21
: RC/JU
¢ Ql115-01
: 4 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 10 Heptadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.898 4.20 ng 237160  Perylene-di2 15.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91

Abundance Scan 2347 (15.898 min): BF141195.D\data.ms (-2342) (- m/z 57.10 100.00%
57.1
1550  16.00
169.1 . .
0 “" ‘]H L1091 2582 8410 7110 72.82%
miz--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 — —r
15.50 16.00
m/z 43.10 61.73%
| ¥ u \ 169.0 ~ 240.0
O\\‘\‘\‘ \‘\]\“\“\“‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
— ——
15.50 16.00
5000 m/z 85.10 53.02%
1
o ‘\‘ | 31“\‘1‘6‘90 225.0 281.0 337.0 394.0
H“““ b e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane “ T
57.0 15.50 16.00
m/z 55.05 24.37%
o J\WM
0 uh\ \‘h]\.] h‘ L \9\0\2\2'\50 309.0 365.0 437.
L e B R A e e A — ——
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.404 4.21 ng 237796  Perylene-di2 15.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2433 (16.404 min): BF141195.D\data.ms (-2428) (- m/z 57.10 100.00%
57.1
1650
141.11831 .
— Ll ”‘ LI831 25322950 3851 ./, 71.10  70.50%
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 1
16.50
m/z 43.10 57.43%
\\\\[\ \\\ 1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
——
16.50
5000 m/z 85.10 53.02%
0 ‘ \L\ Hh\ \h\ M h‘ 14% (\)183.0225'0267'0309'0 367.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ——
57.0 16.50
m/z 55.10 22.31%
o w
L e oms e osong 3650 -
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.992 3.87 ng 218743  Perylene-di2 15.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2533 (16.992 min): BF141195.D\data.ms (-2527) (- m/z 57.10 100.00%
57.1
. ‘AJL
17.00
141.01831 :
ol ] A h‘ A ‘H‘ L7[1183122512661 3550 n/; 7116 71.23%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 R
17.00
m/z 43.10 58.58%
ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
——
17.00
5000 m/z 85.10 53.54%
0 ‘ \L\ Hh\ \h\ M h‘ 14% (\)183.0225'0267'0309'0 367.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 17.00
m/z 55.05 23.88%
- q\/v/\\“ﬂ\
41.0
SEENN M W01ms0050 290 -
m/z--> 50 100 150 200 250 300 350 17.00

8270-BF011025.M Mon Jan 20 01:33:07 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21

Operator : RC/JU

Sample ¢ Q1115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 13 Nonadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.686 4.12 ng 232784  Perylene-di2 15.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Nonadecane 268 C19H40 000629-92-5 94
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2651 (17.686 min): BF141195.D\data.ms (-2645) (| m/z 57.10 100.00%
57.1
5000 w¥f/¥m/\/\\ﬂﬁﬁﬂvw\/
1750  18.00
141.1 . .
0b— u‘u m‘“ ﬂ‘“ H Lii8312251 2963 386, . 7110 67.18%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —r— —
17.50 18.00
9.0 m/z 43.10 60.76%
oisd L1110 80250 2960
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
—— —
17.50 18.00
5000 m/z 85.10 53.39%
ol Al A LA, u\ \“\%4%0\1\8‘3‘9 S R
m/z--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- —— —
43.0 17.50 18.00
m/z 55.05 23.78%
o WMJ“/\/X]\fxwaMWJ
ol il Ll PPT71690 2250 29503370
— A L A —— ——
m/z--> 5 100 150 200 250 300 350 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141195.D

Acqg On : 17 Jan 2025 16:21
Operator : RC/JU

Sample ¢ Ql115-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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|
Propane, 1,1-di... 2.211 4.2 ng 239883 1 6.810 1139530 20.0
2-Pentanone, 4-... 5.040 9.5 ng 543287 1 6.810 1139530 20.0
Pentanedioic ac... 7.628 2.7 ng 207631 2 8.093 1543740 20.0
Benzophenone 10.557 6.3 ng 560066 3  9.839 1781200 20.0
n-Hexadecanoic ... 11.863 19.7 ng 1760490 4 11.328 1788740 20.0
Octadecanoic acid 12.645 14.8 ng 823039 5 13.963 1109390 20.0
Pentadecafluoro... 13.816 4.0 ng 223595 5 13.963 1109390 20.0
Heneicosane 14.757 2.0 ng 115192 6 15.422 1130000 20.0
Tetratetracontane 15.092 4.8 ng 272360 6 15.422 1130000 20.0
Heptadecane 15.898 4.2 ng 237160 6 15.422 1130000 20.0
Heptacosane 16.404 4.2 ng 237796 6 15.422 1130000 20.0
Octacosane 16.992 3.9 ng 218743 6 15.422 1130000 20.0
Nonadecane 17.686 4.1 ng 232784 6 15.422 1130000 20.0
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