LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130940.D

Acqg On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc :

ALS Vvial : 10 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130940.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.228 17 24 31 rvB 385874 501154 28.58% 3.763%
2 2.340 39 43 50 rVB 33953 42542 2.43% 0.319%
3 4.034 326 331 338 rvB 113190 139311 7.94% 1.046%
4 5.151 516 521 534 rVB 361558 420800 24.00%  3.159%
5 5.540 582 587 590 rBV 1699581 1661325 94.74% 12.474%
6 6.545 752 758 761 rBV 1670121 1695521 96.69% 12.730%
7 6.922 818 822 826 rBV 545681 422688 24.10% 3.174%
8 7.316 885 889 899 rVvB 52501 54909 3.13% 0.412%
9 7.486 913 918 921 rBV 1247494 1080975 61.64% 8.116%
10 8.104 1020 1023 1035 rBV 125371 241683 13.78%  1.815%
11  8.210 1037 1041 1043 rVV 588004 538128 30.69% 4.040%
12 8.228 1043 1044 1047 rVB 38897 23265 1.33% 0.175%
13 9.286 1219 1224 1227 rBV 2148051 1753617 100.00% 13.167%
14  9.969 1336 1340 1343 rVB 653931 516433 29.45% 3.878%
15 10.610 1446 1449 1455 rVB2 26427 25196 1.44% 0.189%
16 10.757 1470 1474 1477 rBV 1131074 904702 51.59% 6.793%
17 10.804 1479 1482 1485 rVB 45262 36349 2.07% 0.273%
18 10.880 1490 1495 1498 rBV 21664 27304 1.56% 0.205%
19 11.345 1571 1574 1580 rVB4 17095 22675 1.29% 0.170%
20 11.457 1590 1593 1596 rBV 486525 433122 24.70% 3.252%
21 11.480 1596 1597 1600 rVB 78451 53829 3.07% 0.404%
22 11.845 1656 1659 1662 rBV 54642 37842 2.16% 0.284%
23 11.974 1676 1681 1682 rBV2 24389 29112 1.66% 0.219%
24 12.074 1694 1698 1701 rBV3 16913 21049 1.20% ©.158%
25 12.557 1775 1780 1785 rBV3 47002 51663 2.95% 0.388%
26 12.674 1797 1800 1803 rBV 120289 99306 5.66% 746%
27 12.910 1834 1840 1843 rBV 94554 109875 6.27% 825%

28 13.051 1860 1864 1867 rVB 1286935 1098823 62.66%

(ORI RN OIS
N
Ul
[}
3R

29 13.186 1884 1887 1890 rBV 32106 30700 1.75% 231%
30 13.233 1893 1895 1898 rVB 23010 22398 1.28% 168%
31 14.027 2025 2030 2031 rBV5 28124 44245 2.52% ©0.332%
32 14.110 2039 2044 2046 rBV2 396773 399316 22.77%  2.998%
33 14.133 2046 2048 2051 rVB 55980 41098 2.34% ©0.309%
34 14.568 2120 2122 2125 rVB 26429 25418 1.45% 0.191%
35 15.174 2221 2225 2228 rBV 50004 81696 4.66% 0.613%
36 15.245 2234 2237 2241 rVB 46452 50083 2.86% ©.376%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130940.D

Acqg On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc

ALS Vvial : 10 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.551 2286 2289 2293 rBV 40908 43946  2.51% 0.330%
38 15.621 2296 2301 2310 rBV 332357 443977 25.32%  3.334%
39 15.857 2339 2341 2345 rVB5 29022 36207 2.06% ©0.272%
40 16.109 2381 2384 2390 rVB2 38172 56352 3.21% 0.423%
Sum of corrected areas: 13318634
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 02 Nov 2022 20:35
: CG\JU
: N5395-08

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
BF130940.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

o

Time-->

TIC: BF130940.D\data.ms

5.540

6.545

7.486

6.922
2.228

5.151

340 4.034 7.316

\\‘\HA\‘HH’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘H\

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

2000000

1500000

1000000

500000

TIC: BF130940.D\data.ms
9.286

13.051
10.757

8.210 9.969
11.457

0
Time-->

12.6742.91
10.6108%B0 1134500 11.84%me74 1ZM 33863
P LS 4 B s =

—T L T = ‘ ‘
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF130940.D\data.ms

14.110 15.621

14541333 14.568 1387245 15551 15.85716.109

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\BF110222\
Data File : BF130940.D

Acq On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.228 23.71 ng 501154 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
Abundance  Scan 24 (2.228 min): BF130940.D\data.ms (-17) (-) m/z 73.10 100.00%
3.1
5000 431
87.1
A
‘ Lg 1 220 240 2.60
Ob oot e Mz 43.10 47.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L
43.0 220 240 2.60
' 87.0 m/z 55.10  30.83%
29.0
M‘ \‘\“ LQO ‘ |
O \‘HH‘\\H‘\H\‘\f\‘f“\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e em
220 240 2.60
5000 41.0 55.0 m/z 87.10 26.93%
27.0
0 H\ ‘m \“ I 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 220 240 2.60
m/z 41.10 16.06%
5000 43.0
58.0
29.0 ‘ 87.0
o 1 A N — SV A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130940.D

Acq On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Propane, 1,1-dimethoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.340 2.01 ng 42542  1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
3 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Br02 005267-73-2 9
4 Silanol, trimethyl- 90 C3H1e0Si 001066-40-6 9
5 Formamide, N-methylthio 75 C2H5NS 018952-41-5 7

Abundance  Scan 43 (2.340 min): BF130940.D\data.ms (-39) (-) m/z 75.00 100.00%

75.0
5000 451
.
2.20 2.40 2.60
Ol e m/z 73.18 67.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 L L B B B B
2.20 2.40 2.60
.0 m/z 45.10 51.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4994: Pentane, 3-methoxy-
73.0
e AL
2.20 2.40 2.60
5000 m/z 41.10 36.08%
45.0
27.0
0"ﬂh‘wkuh“um“‘49¥q“_‘“_““H““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55143: 1,3-Dioxolane, 2-(1-bromoethyl)- e B Bmane
73.0 2.20 240 2.60
m/z 47.05  28.94%
5000
45.0
27.0
bl 1070 1350 1790 M Ly
m/z--> 20 40 60 80 100 120 140 160 180 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130940.D

Acq On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.151 19.91 ng 420800 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 521 (5.151 min): BF130940.D\data.ms (-516) (-) m/z 43.00 100.00%
3.0
59.1
5000
1011 L L AL LA BN R B
4.80 5.00 5.20 5.40
ol 830 :
o-———rY—d———————— m/z 59.10 56.37%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L LA N I BN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.18%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
 Rammaa e AR
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 13.51%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e AmARREE S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.85%
5000 41.0
0 \H \‘ \‘ Ly ‘ 12\6'0 142.0
7 T T
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\BF110222\
Data File : BF130940.D

Acq On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.104 8.98 ng 241683  Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Tetraethylene glycol 194 C8H1805 000112-60-7 53

Abundance Scan 1023 (8.104 min): BF130940.D\data.ms (-1020) (-) m/z 45.10 100.00%

45.1
5000

250 AT
| ‘ 1010 1319 7.80 8.00 8.20 8.40
0 H\\‘\\\\‘M\JMM\WMWJJ\\N\\\\M\HX‘\\\\‘\\\ m/z 57.10  91.80%

miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

5000 R Al
7.80 8.00 8.20 8.40

29.0 75.0 m/z 41.05 38.91%
i

100.0
LI ‘ \H“\ T ‘ \‘\ \MU‘\ \‘H\ T U\ L ‘ \1\3‘12.\()‘ T \]\-‘63\.\()\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0

7.80 8.00 8.20 8.40

o

5000 m/z 75.00 16.15%
27/0
‘ 75.0
100.0
ol Ll ol g0 wzo
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- T mmma e ARRAR
45.0 7.80 8.00 8.20 8.40

m/z 56.00 15.37%

5000
89.0
27‘0
119.0 1440

m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130940.D

Acq On : 02 Nov 2022 20:35

Operator : CG\JU

Sample : N5395-08

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 trans-13-Octadecenoic acid,... Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
12.557 2.39 ng 51663 Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 trans-13-Octadecenoic acid, meth... 296 C19H3602

2 13-Octadecenoic acid, methyl ester

296 C19H3602

3 10-Octadecenoic acid, methyl ester 296 C19H3602

4 Methyl myristoleate
5 9-Octadecenoic acid (Z)-, methyl...

240 C15H2802
296 C19H3602

1000333-61-3 91
056554-47-3 91
013481-95-3 81
056219-06-8 76
000112-62-9 68

Abundance Scan 1780 (12.557 min): BF130940.D\data.ms (-1775) (-

O,

55.0
5000
97.1
139017L12020 265.1
0! \M\NuﬂHMMAW\w\J“ W“ -
miz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
5000

38.0 180.0 222.0

264.0
296.C

miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
5000
264.0
. 230 1800 2220 206.C
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000
264.0
miz--> 50 100 150 200 250 300

m/z 55.00 100.00%
U \
12.50

m/z 43.10 69.68%
U \
12.50

m/z 41.05 61.20%
U \
12.50

m/z 69.00 51.49%
U \
12.50

m/z 74.00 47.52%

e
12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130940.D

Acq On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknownl4.027 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.027 2.22 ng 44245  Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 47
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 43
3 4,6-Bis(2,2,2-trifluoroethoxy)-1... 292 C7H6F6N402 301211-00-7 38
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 38
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 38
Abundance Scan 2030 (14.027 min): BF130940.D\data.ms (-2025) (- m/z 55.05 100.00%
55.0
5000
T \
155.3188.1 14.00
0l ol m/z 57.85  99.24%
m/z--> 50 100 150 200 250 300
Abundance  #87665: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
5000 —— :
14.00
167.0 m/z 69.10  84.42%
0 “ H ’h\‘ H \\‘H‘ ‘H ‘\\ ‘m‘ | ’\ ‘u‘\‘ T
miz--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
T \
97.0 14.00
5000 m/z 43.10 80.90%
OZQ\OM | | 1390 1820 2040 2800
el e e P
miz--> 50 100 150 200 250 300
Abundance #189568: 4,6-Bis(2,2,2-trifluoroethoxy)-1,3,5-triazin-2-yla — ‘
2
83.0 194.0 14.00 ;
43.0 m/z 83.00 62.64%
292.0
5000
126.0
0 ‘h“‘ ‘\‘\ ’m\‘\‘\‘\“‘m‘\‘ o ‘H‘ ‘1?6‘0“0‘ \‘H ‘ZZ‘JS‘-O‘ - ““ ‘\‘ ‘ —
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130940.D

Acq On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.245 2.26 ng 50083 Perylene-d12 15.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
3 Tetracosane 338 (C24H50 000646-31-1 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72

Abundance Scan 2237 (15.245 min): BF130940.D\data.ms (-2234) (- m/z 57.10 100.00%
57.1

5000
_ —— ——
‘ | ‘ |, 1411 2000 268.1 345.2 15.00 15.50
0 “Jyu“uwﬁ‘ﬂwwﬂ‘ww‘w‘V‘u‘h ynk‘w‘u AR m/z 43.10 71.35%
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 — ——
15.00 15.50

m/z 71.10 50.96%

O \“\ ‘\““ T “H H‘ h‘ \“‘ \%4}‘]-‘0\ ]\-8\3\()‘ T T T ‘2\6§.\0\ ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
— —
15.00 15.50
5000 ITI z 85.10 43.64%
99.0 141.0
o LU LI 00
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0 1500 1550
m/z 55.00 27 .46%
5000
99.0
ol Ll /. 14101830 2250 2670 3380
e A T — :
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130940.D

Acq On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.110 2.54 ng 56352  Perylene-di2 15.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
3 Heneicosane 296 C21H44 000629-94-7 64
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 64
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 59
Abundance Scan 2384 (16.109 min): BF130940.D\data.ms (-2381) (- m/z 57.10 100.00%
57.1
5000 fWMM/meWJ\WWWVM\MMWW
99.0 —— ——
16.00 16.50
207.0 268.0 :
[o ] m— \“‘h ‘M‘H‘ \‘W ‘\h ‘\‘\“ \‘\‘ \\%?%T\? }K%:}‘H ‘ H‘ lug H‘\ \‘ I uh‘ - \‘3‘1\‘9“ m/z 71.10 69. 2000
m/z--> 50 100 150 200 250 300
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 —r ——
16.00 16.50
1130 m/z 43.10 66.11%
’ 183.0
0 ]\-8\(3\ ‘\“‘ ‘\ “\‘ ey ““ \“ \“\ f “\ T \“ T “‘ T \25|3\0\ LI
miz--> 50 100 150 200 250 300
Abundance #141064: Heptadecane, 7-methyl-
57.0
—— —
16.00 16.50
5000 ITI/Z 85.10 32.51%
112.0
‘ ‘ 168.0
ol b b d )y 2890
miz--> 50 100 150 200 250 300
Abundance #194587: Heneicosane T ——
57.0 16.00 16.50
m/z 83.10 17.88%
5000 WWWMMN
99.0
ol | ||| | 140 1830 2250 2900, N
m/z--> 50 100 150 200 250 300 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130940.D

Acqg On : 02 Nov 2022 20:35
Operator : CG\JU

Sample : N5395-08

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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|
Butane, 2-metho... 2.228 23.7 ng 501154 1 6.922 422688 20.0
Propane, 1,1-di... 2.340 2.0 ng 42542 1 6.922 422688 20.0
2-Pentanone, 4-... 5.151 19.9 ng 420800 1 6.922 422688 20.0
Ethanol, 1-(2-b... 8.104 9.0 ng 241683 2 8.210 538128 20.0
trans-13-Octade... 12.557 2.4 ng 51663 4 11.457 433122 20.0
unknown14.027 14.027 2.2 ng 44245 5 14.110 399316 20.0
Nonadecane 15.245 2.3 ng 50083 6 15.621 443977 20.0
Hexadecane, 2,6... 16.110 2.5 ng 56352 6 15.621 443977 20.0
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