LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc :

ALS Vvial : 12 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: BF128935.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.804 81 88 98 rBV 74697 121756  2.48% 0.502%
2 4.957 451 454 463 rVB 53545 66163 1.35% 0.273%
3 5.387 523 527 542 rBV 1504541 1601797 32.67% 6.599%
4 6.398 696 699 710 rBV 924970 989839 20.19% 4.078%
5 6.745 754 758 762 rBV 758168 632298 12.90% 2.605%

6 7.316 849 855 858 rBV 2029095 2472933 50.43% 10.
7 8.028 971 976 983 rVB 918242 841944 17.17% 3
8 8.257 1010 1015 1017 rBV 249917 245848 5.01% 1.013%
9 8.286 1017 1020 1028 rVB 223969 295373  6.02% 1
8.910 1117 1126 1130 rBV 95113 90900 1.85% ©

11  9.110 1153 1160 1163 rBV 4934053 4903337 100.00% 20.200%
12 9.780 1269 1274 1278 rVB 978967 934535 19.06%  3.850%
13 10.580 1404 1410 1413 rBV 2739582 2633114 53.70% 10.847%
14 11.251 1520 1524 1525 rBV 400535 353517 7.21% 1.456%
15 11.269 1525 1527 1531 rVB 1137313 979276 19.97%  4.034%

16 11.557 1571 1576 1585 rVB1e 18119 49620 1.01% 0.204%
17 11.663 1590 1594 1599 rVB 149962 142542 2.91% ©.587%
18 11.804 1615 1618 1621 rBV 95571 110672 2.26% ©.456%
19 12.369 1708 1714 1723 rVB 211982 195121 3.98% 0.804%
20 12.457 1726 1729 1732 rBV 77907 62388 1.27% 0.257%

21 12.863 1793 1798 1801 rBV 4287464 4638298 94.59% 19.108%

22 13.798 1952 1957 1970 rBV3 106639 267706 5.46% 1.103%
23 13.915 1973 1977 1981 rVB 1012338 863829 17.62%  3.559%
24 14.010 1987 1993 1999 rVB 111195 111189 2.27% ©0.458%
25 15.357 2217 2222 2231 rBV 519718 670078 13.67% 2.760%

Sum of corrected areas: 24274073
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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: BF128935.D\data.ms
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Abundance TIC: BF128935.D\data.ms
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Abundance TIC: BF128935.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.804 3.85 ng 121756 1,4-Dichlorobenzene-d4 6.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 90
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 50
3 Butane 58 C4H1ie 000106-97-8 10
4 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 9
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance  Scan 88 (2.804 min): BF128935.D\data.ms (-81) (-) m/z 43.10 100.00%

43.1
5000 101.1
72‘1 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
H 58.0 ‘ 86.0 2.40 2.60 2.80 3.00 3.20
0L b 889wz 161,10 49.79%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 B e e
2.40 2.60 2.80 3.00 3.20
72.0 m/z 42.10 23.43%
58.0
o s0200 | B0 g0 g,
\H’HH’HH’\\H‘\\H‘\H\‘\H\‘HH‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
R RAR R
720 2.40 2.60 2.80 3.00 3.20
5000 ' 101.0 m/z 41.10  19.46%
29.0
57.0 87.0
15.0
0L rrrprrrrprrt prre b i e b e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #263: Butane
43.0 2.40 2.60 2.80 3.00 3.20
m/z 72.10 17.12%
5000 29.0
150 ‘ 58.0
0 ‘“1,'9”,”‘],”1‘_MH:H_m!‘mwmwwwwwww IS S ——
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.957 2.09 ng 66163 1,4-Dichlorobenzene-d4 6.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 454 (4.957 min): BF128935.D\data.ms (-451) (-) m/z 43.00 100.00%
3.0
59.1
5000
1011
| | ‘ 831 4.60 4.80 5.00 5.20 .
O veprvpre b el m/z 59.10  59.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
=000 59.0 ‘_HA_AH,W_WI\
4.60 4.80 5.00 5.20
101.0 m/z 101.10  19.39%
31.0 0 83.0 |
0\\\’\\\\‘\\\‘\“‘\\\\‘\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
 RammaEs e R
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.10 12.78%
20.0 101.0
ol 139 73.0 85.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime A Ramas e A ARR
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.31%
5000
101.0
ol 120 310 | °80 700 86,0
R AL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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 3 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.257 5.84 ng 245848 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 83
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 78
3 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 78
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
5 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 72
Abundance Scan 1015 (8.257 min): BF128935.D\data.ms (-1010) (-) m/z 59.05 100.00%
59.0
5000 M
103.1 S L S i U
39}9 | ‘ 62 8.00 8.20 8.40 8.60
Ol 820 | 12491882 n/z 103.10  22.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethox
59.0
5000 HH‘HH‘HH‘H'—\/\\I\F/"\\T
103.0 8.00 8.20 8.40 8.60
31.0 m/z 41.10 18.69%
O TTT ’ \‘1“\ \“H\‘\ T \“i T “ \8‘3\'(\)\ T ‘ T TT ‘1\2\9\.(\)‘ T \]\-5\?.\0\ T ‘
miz--> 20 40 60 80 100 120 140 160
Abundance
59.0
R e ARABEaamEs
8.00 8.20 8.40 8.60
5000 m/z 57.05 15.52%
31.0 103.0
Ot e e e ey
m/z--> 20 40 60 80 100 120 140 160
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox e e T T
59.0 8.00 8.20 8.40 8.60
m/z 45.05 13.50%
5000
31.0 103.0
0 \ \‘ ‘H‘ i 83.0 | | 130.0 16;"0 /J\/\L‘L
s B R A RERETEEREE SR
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.286 7.02 ng 295373  Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
3 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 56
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 56
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 56
Abundance Scan 1020 (8.286 min): BF128935.D\data.ms (-1017) (-) m/z 59.10 100.00%
59.1
5000 M
103.1 S I W A V=
39 # 830 ‘ " 8.00 8.20 8.40 8.60
bl 220l 1480 m/z s7.10 27.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 L B L L L L B R
103.0 8.00 8.20 8.40 8.60
31.0 m/z 45.10 25.99%
0 “‘ ‘H 830 | 130.0149.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0 m
el e
8.00 8.20 8.40 8.60
5000 m/z 41.10 24.20%
31.0 103.0
0ttt el e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2- Propanol 1-(2-butoxy-1-methylethoxy)- T T T
59.0 8.00 8.20 8.40 8.60
m/z 103.10 21.83%
5000
103.0
29.0
L0 s “ 1460 1720 e
H“‘H‘“H“‘H“‘H“‘H“‘H“‘H‘,‘H‘,‘ P e
m/z--> 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.663 2.91 ng 142542  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Undecanoic acid, 1@-methyl-, met... 214 C13H2602 005129-56-6 80
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 80
Abundance Scan 1594 (11.663 min): BF128935.D\data.ms (-1590) (- m/z 74.10 100.00%
74.1
5000
411
143.0 M\ T ‘ T T ‘ T
227.2 11.50 12.00
lioso | 1802 T 2703 am
ob b L ab 30200 L P Ly SR S8L s 87,10 75.49%
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
11.50 12.00
410 143.0 m/z 43.85 43.33%
‘ | | 185.0 227.0 270.0
O \H“\‘\“\“M\h" T ‘\ T = “ T \‘\ T T T T
miz-> 50 100 150 200 250 300
Abundance
74.0
—— —
11.50 12.00
m/z 55.10  34.95%
5000 41.0 /
1430 1850 55
ol—pl by b L
miz--> 50 100 150 200 250 300
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester —— ——
74.0 11.50 12.00
m/z 41.10 32.77%
5000 270.0
41,0
185.0
ok dllgoy | 180 | | e N e
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.804 2.26 ng 110672  Phenanthrene-die 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1618 (11.804 min): BF128935.D\data.ms (-1615) (- m/z 43.05 100.00%

43.0, 73.0
5000
129.1

— —r
‘1?1 1 157. 1185 ? ‘ 256.1 11.50 12.00
0 ‘NHWMMNWWMHM‘WWMMHMMMHJH‘_H‘_H‘_ m/z 72.95 91.70%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 f el !
11.50 12.00

97.0 m/z 55.05 91.47%

H 157.01g5,0213.0  256.0
\H‘HH“}‘HH!H\H\\‘H\‘\\‘}‘h‘“\\”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance

73.0

o

43.0 T L —
11.50 12.00
5000 129.0 m/z 60.10  88.43%
185.0
228.0
101.0
0 15.0 157.0
e e S B R e AN
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — Tty ‘
43.0 73.0 11.50 12.00
m/z 41.05 84.54%
5000 129.0
199.0
RV v
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ — —r—
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.368 3.99 ng 195121  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 91
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
Abundance Scan 1714 (12.369 min): BF128935.D\data.ms (-1708) (- m/z 55.10 100.00%
55.1
5000
97.0
= —
‘H | %371 120, 2222 264.3 12.00 12.50
ol LBl o i 0 L 3B s 41,05 67.37%
m/z--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — —
12.00 12.50
m/z 43.10 51.48%
1370 1800 222.0 264.0
ol b b \ \‘wa I ——- T
miz--> 150 200 250 300
Abundance
55.0
— ——
12.00 12.50
5000 97.0 m/z 69.10  49.46%
264.0
137.0 180.0 222.0
0[50 298.0
e B B e A e
m/iz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester — T
55.0 12.00 12.50
m/z 74.00 40.92%
5000
97.0 264.0
222.0
180.0
o S e N 1 H S 1
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.798 6.20 ng 267706  Chrysene-di12 13.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1957 (13.798 min): BF128935.D\data.ms (-1952) (- m/z 55.05 100.00%
55.0
97.0
5000
e wdm
3 . .
0 “‘\‘ﬂhh ‘WLM‘ﬁ‘UW‘%89%~2210“‘%8}p““ ; m/z 43.05 99.51%
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol
55.0
97.0
5000 — ——
13.50 14.00
m/z 57.05 93.83%
o190 || || 1% 1520 g 2ss0
miz--> 50 100 150 200 250 300
Abundance
57.0 97.0
—— —
13.50 14.00
5000 m/z 83.05 85.12%
139.0
0 19.0 181.0 222.0 264.0 308.0
T e e T
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1 T —
83.0 13.50 14.00
43.0 m/z 69.10 74 .35%
5000
25.0
CLLLL L a0 zamo
oAb b —_ e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS vial : 12  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 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.010 2.57 ng 111189  Chrysene-di2 13.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 81
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 72
4 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 12
5 6H-Pyrazolo[3,4-H]quinazoline, 2... 278 C15H14N6 1000302-25-8 10
Abundance Scan 1993 (14.010 min): BF128935.D\data.ms (-1987) (- m/z 277.05 100.00%
277.1
5000
77.0 199.1 i ‘
39. ‘ ‘ 1150 15f0 H 14.00
09 bbb m/z 278.10  33.65%
miz--> 50 100 200 250 300
Abundance #171169: Trlphenylphosphme oxide
277.0
51.0
5000 199.0 =
152.0 14.00
m/z 77.05 27.37%
95.0
O T \ \ \ “ \‘ \‘H‘\ \‘ ‘\‘\‘Hh\‘ ‘\ “H‘\ }h \“\ ‘M T \23\3\0 T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance
277.0
N \
14.00
5000 m/z 199.10 24 .48%
77.0 183.0
ol 390 128.0 228.0
e
m/iz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h AL ey ‘
277.0 14.00
m/z 183.10 22.31%
5000
77.0 183.0
s
Y BN S S TR N YW I poful g o
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062222\
Data File : BF128935.D

Acqg On : 22 Jun 2022 16:56
Operator : CG\JU

Sample : N3384-03

Misc

ALS Vvial : 12  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|
1,3-Dioxolane, 2.804 3.9 ng 121756 1 6.745 632298 20.0
2-Pentanone, 4-... 4.957 2.1 ng 66163 1 6.745 632298 20.0
2-Propanol, 1-[... 8.257 5.8 ng 245848 2 8.028 841944 20.0
2-Propanol, 1-(... 8.286 7.0 ng 295373 2 8.028 841944 20.0
Hexadecanoic ac... 11.663 2.9 ng 142542 4 11.269 979276 20.0
n-Hexadecanoic ... 11.804 2.3 ng 110672 4 11.269 979276 20.0
9-Octadecenoic ... 12.368 4.0 ng 195121 4 11.269 979276 20.0
1-Heneicosanol 13.798 6.2 ng 2677066 5 13.916 863829 20.0
Triphenylphosph... 14.010 2.6 ng 111189 5 13.916 863829 20.0
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