LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc :

ALS Vvial : 22 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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126648.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.305 29 37 43 rVB 1422623 1897692 57.49% 7.545%
2 3.534 242 246 254 rBV 33155 55366 1.68% 0.220%
3 5.199 526 529 538 rVB 108552 128319 3.89% 0.510%
4 5.581 589 594 597 rBV 3095143 2900778 87.88% 11.534%
5 6.087 676 680 682 rBV 85704 83812 2.54% 0.333%
6 6.1106 682 684 692 rVB 122391 127173 3.85% 0.506%
7 6.575 757 763 766 rBV 2982290 3070641 93.03% 12.209%
8 6.963 825 829 832 rBV 878053 713177 21.61% 2.836%
9 7.522 919 924 927 rBV 2173006 2058827 62.37% 8.186%
10 8.245 1043 1047 1050 rBV 1054914 911189 27.61% 3.623%
11  9.322 1225 1230 1233 rBV 3723475 3300811 100.00% 13.124%
12 9.392 1239 1242 1245 rBV 81870 60271 1.83% 0.240%
13 9.798 1308 1311 1316 rVB4 25195 38445 1.16% 0.153%
14  9.922 1327 1332 1335 rVB 42771 37011 1.12% 0.147%
15 10.004 1341 1346 1349 rBV 1234800 1018859 30.87% 4.051%
16 10.792 1476 1480 1483 rBV 1996432 1702793 51.59% 6.770%
17 10.898 1496 1498 1504 rVB 33363 43180 1.31% 0.172%
18 11.492 1596 1599 1602 rBV 1108164 980238 29.70% 3.897%
19 11.516 1602 1603 1607 rVB 70773 52348 1.59% 0.208%
20 11.880 1662 1665 1668 rVB 122967 97181 2.94% 0.386%
21 12.004 1683 1686 1688 rBV2 39860 37110 1.12% 0.148%
22 12.569 1779 1782 1784 rBV2 137558 115504 3.50% 0.459%
23 12.586 1784 1785 1791 rVB2 131980 111709 3.38% 0.444%
24 12.675 1797 1800 1803 rBV 48982 38491 1.17% 0.153%
25 12.710 1803 1806 1815 rVB 136678 123876  3.75% 0.493%

26 12.939 1843 1845 1849 rVB 128048 107000  3.24%
27 13.086 1865 1870 1873 rBV 3318244 2902820 87.94% 1
28 13.974 2017 2021 2029 rBV2 234520 284183  8.61%

NORRFLRO
=
w
)
R

29 14.116 2041 2045 2046 rBV 129006 103313 3.13% 411%
30 14.139 2046 2049 2052 rVW 760503 717829 21.75% 854%
31 14.163 2052 2053 2058 rVB 46944 39284 1.19% 0.156%
32 14.239 2058 2066 2069 rBV6 39432 77609 2.35% 0.309%
33 14.616 2125 2130 2133 rBV3 50568 74657 2.26% 0.297%
34 14.774 2154 2157 2162 rBv4 22183 38117 1.15% ©.152%
35 15.204 2227 2230 2234 rBV2 39492 61275 1.86% ©.244%
36 15.286 2240 2244 2247 rBV2 33273 39540 1.20% 0.157%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22 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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.321 2247 2250 2257 rVB6 21965 38817 1.18% ©.154%
38 15.527 2281 2285 2292 rVB 29995 41364 1.25% 0.164%
39 15.592 2292 2296 2301 rVB 36346 44617 1.35% 0.177%
40 15.663 2303 2308 2313 rBV 486804 641014 19.42%  2.549%
41 16.215 2397 2402 2411 rBV9 26611 61906 1.88% 0.246%
42 17.862 2674 2682 2691 rBV6 28154 69926 2.12% 0.278%
43 18.368 2761 2768 2778 rVBS 18280 49674 1.50% 0.198%
44 18.733 2823 2830 2839 rBvV9 17851 52814 1.60% ©0.210%
Sum of corrected areas: 25150560
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Jan 2022 19:24
: CG/IU
: N1188-01

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
BF126648.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.305 53.22 ng 1897690 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# 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 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 37 (2.305 min): BF126648.D\data.ms (-29) (-) m/z 73.10 100.00%

3.1
5000
43.0 87.1
e
‘ %9 1 220 240 2.60
bbbl 22 m/z 43.05  27.73%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L B B B B
43.0 220 240 2.60
' 87.0 m/z 87.10 24.72%
29.0
‘\‘ Il ‘\‘ ‘ Lglo ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘\\f‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘HH
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 A
220 240 2.60
5000 41.0 55.0 ITI/Z 55.10 20.98%
27.0
oyl 1120 1200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- e
73.0 220 240 2.60
m/z 71.10 10.68%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q(Q“VH“‘H“_‘%pﬁxq‘_“w“‘w““ R e e R
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\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.199 3.60 ng 128319 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
4 Guanidine 59 CHS5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 529 (5.199 min): BF126648.D\data.ms (-526) (-) m/z 43.00 100.00%

43.0
59.0
5000
1011 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
83.0 4.80 5.00 5.20 5.40 5.60
0 b et et m/z 59.00 64.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 101.05  23.92%
O \\\‘\f‘!‘f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
e A RaR R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 20.58%
58.0
150 270 | 720 100.0
Ot et et e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R EARESRARE S
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.24%
5000
101.0
oL 180 310 || %89 790 gso n
R Ea T e R e RAARARRaR R RARAR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Hexylene glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.087 2.35 ng 83812 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 83
3 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 78
4 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 50
5 dl-Erythro-0-methylthreonine 133 C5H11NO3 1000214-70-7 45
Abundance Scan 680 (6.087 min): BF126648.D\data.ms (-676) (-) m/z 59.00 100.00%
59.0
43.0
5000
85.0 e B =
1] M Y 1030 5.80 6.00 6.20 6.40
Ol el m/z 43.00  53.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10018: Hexylene glycol
59.0
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5000 L L L L L B R
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m/z 56.10 23.07%
8.0 1030
ol 180 200 [l || 720 ] “116.0
H\‘\H\‘HH‘HH‘HH‘H\\‘\H\‘H\\‘H\\‘H\\‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol
59.0 ﬂ
43.0 e RARREEESE S
5.80 6.00 6.20 6.40
5000 m/z 41.10 17.15%
85.0
27.
o200, 70 L ge0 I 1980
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4399: Oxetane, 2,2,4-trimethyl- aamnasE e e
59.0 5.80 6.00 6.20 6.40
43.0 m/z 45.00 16.82%
5000
85.0
271 J“ | 1000 1
ol e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Oxetane, 2,2,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.110 3.57 ng 127173  1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 74
2 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 72
3 HEX-5-EN-3-0L 100 C6H120 000688-99-3 50
4 dl-Erythro-0-methylthreonine 133 C5H11NO3 1000214-70-7 50
5 3-Methyl-oxirane-2-carboxylic ac... 116 C5H803 1000194-20-4 42

Abundance Scan 684 (6.110 min): BF126648.D\data.ms (-682) (-) m/z 59.05 100.00%

59.0
43.0
5000
e
I ‘ . 87'0 103.1 5.80 6.00 6.20 6.40
Ob e bl RO LT nyz 43.00  54.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10017: Hexylene glycol
43.0 59.0
5000 L B R R R R
5.80 6.00 6.20 6.40
m/z 56.05 21.85%
85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4399: Oxetane, 2,2,4-trimethyl-
59.0
43-0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
5.80 6.00 6.20 6.40
5000 m/z 45.00 18.55%
31.0 85.0
Ll 1000
[ e o o IR I A o o oy U e S
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4279: HEX-5-EN-3-OL |
59.0 5.80 6.00 6.20 6.40
m/z 41.00 16.93%
31.0
5000
‘ 71.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 7-Hexadecyne Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.569 2.36 ng 115504  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecyne 222 C16H30 074685-28-2 80
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 76
3 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 64
4 5-Undecyne 152 C11H20 002294-72-6 64
5 9,12-Octadecadien-1-0l1, (Z,Z)- 266 C18H340 000506-43-4 60

Abundance Scan 1782 (12.569 min): BF126648.D\data.ms (-1779) (- m/z 67.05 100.00%

1.0
5000
09.1 L — T
150.0 262.1 12.50
0 N m/z 81.10  94.68%
miz--> 50 100 150 200 250
Abundance #102174: 7-Hexadecyne
67.0
5000 el :
29.0 12.50
09.0 m/z 95.05 58.41%
O T T “\ L“ “ \H“‘ H‘l‘ \h T ‘\ ’1§5\.0\ \20‘4\.0\ T T ‘ T T T T ’
m/z--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
T \
12.50
5000 m/z 55.05 54.91%
09.0
149.0
b WUl Lypee a0z
m/z--> 50 100 150 200 250
Abundance #19432: 4,5-Nonadiene, 2-methyl- ——
270 67.0 12.50
' m/z 68.10 48.15%
5000
09.0
ol LA AHH‘MM - .
miz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.586 2.28 ng 111709  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 90
2 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 86
3 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 68
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 68
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 64
Abundance Scan 1785 (12.586 min): BF126648.D\data.ms (-1784) (- m/z 55.10 100.00%
5|:
5000
RN T
‘]{231 180.1 2222 264.1 12.50
ob— H‘ H“H\‘H‘\HH‘\HH\ T A, “‘ — ‘H‘ — m/z 69.10 82.86%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8.0 — |
12.50
230 m/z 74.00 74.53%
‘ ‘ WA ‘ 180.0 222.0 26402
02‘5“0“\\‘ I ‘H“\‘\‘\HM“‘H\H“‘\ ull ‘\\‘ 1 e ‘u‘ ] ‘H‘ . ‘96‘(:
miz--> 50 100 150 200 250 300
Abundance #194435 (2)-15-Octadecenoic acid methyl ester
74.
PV 1 N
12.50
5000 m/z 87.00 68.42%
41.0 264.0
10.0
L = |
o ‘\h‘\“ ‘! I H ‘w\““h\‘”m \\\\1550 L “ ——— ‘2‘9‘6‘(:
miz-> 50 150 200 250 300 A /\ /
Abundance #194411: 6—Octadecen0|c acid, methyl ester — o
41.0| 74.0 12.50
m/z 41.00 66.25%
5000
264.0
222.0
BT
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.974 7.92 ng 284183  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2021 (13.974 min): BF126648.D\data.ms (-2017) (-, m/z 83.05 100.00%

83.0
43.0
5000
ﬁ251 i4bd
1651 2341 i
oL il “‘ R T AL m/z 69.10  94.19%
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 LN
14.00
m/z 57.10  93.20%
39.0
ot H | 11810222.0264.0306.0 _ 378!
\\\\‘\ \‘\\\\‘\\\\‘\\\\\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0 -
14.00
5000 ITI/Z 54.95 86.34%
25.0
i “ 168.0 2380
oL hRRNA {1, d080 2880
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol T
55.0 14.00
97.0 o
m/z 97.10 78.68%
h \ML
s LLLLLI 20000000 L
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Triphenylphosphine oxide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.239 2.16 ng 77609  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 60
2 2-Methoxy-5-amino-4,6-diphenylpy... 277 C17H15N30 076891-83-3 35
3 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 27
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 25
5 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 23
Abundance Scan 2066 (14.239 min): BF126648.D\data.ms (-2058) (1  m/z 277.10 100.00%
277.1
5000 69.0
123.1 199022&1 — —
‘ H ‘ ‘ H ‘ 14.00 14.50
oL L HMH H \H H\‘H “ H H | ‘M‘\ H\‘ e m/z 69.00 42.65%
miz--> 100 150 200 250
Abundance #171172.TnphenwphospmneOXMe
277.0
5000 i —
14.00 14.50
77.0 199.0 m/z 95.00 31.51%
o140 47‘\0 ‘ 107.0 15f0 H |
T T T T T T T T ‘ T T T T T T \ T T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #169717: 2-Methoxy-5-amino-4,6-diphenylpyrimidine
277.0
—— —
14.00 14.50
5000 m/z 278.10 30.74%
77.0
240.0
wo | mosgome |
ol hm ol ] o, “ ey = \‘M‘ A
miz--> 50 150 200 250
Abundance #169872: Carbazol—l—one, 1,2,3,4-tetrahydro-6-phenoxy- P ——
277.0 14.00 14.50
m/z 76.95 29.81%
5000
77.0 221.0
39.0 1150  165.0 ‘ ‘
[0 E— { T r ‘Hh‘ ly ‘\H ‘h“‘\ " ‘”i . U . “ . “\‘
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Pentadecafluorooctanoic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.616 2.08 ng 74657 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 81
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 81
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 74
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 74

Abundance Scan 2130 (14.616 min): BF126648.D\data.ms (-2125) (- m/z 57.05 100.00%
57.0

5000

3

254.2 — ——
178.1 14.50 15.00
ol MW L U m/z 83.05  80.84%
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

3

5000 — e
14.50 15.00

m/z 69.05 80.03%

‘ %FIOA 2520 3690 648.1

Il n L
‘\\\\‘\\\\‘\\IT"\TV\‘V\I\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

o

e

— —
14.50 15.00

5000 m/z 55.00 79.17%

169.0
“ilnh 1 255.0 406.0

m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester

¥

o

— —
14.50 15.00

57.0
m/z 43.10 69.24%
5000
169.0
o L [yza0 a0 A
m/z--> 0 50 100150200250 300350400450500550600650 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\

Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24

Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M

Quant Tit

TIC Libra

le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : 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 unknownl7.862 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.862 2.18 ng 69926  Perylene-d12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [3,3-Dimethyl-2-(3-methylbuta-1,... 206 C14H220 1000195-13-8 35
2 Cedran-diol, (8S,14)- 238 C15H2602 062600-05-9 35
3 (1R,9R,E)-4,11,11-Trimethyl-8-me... 204 C1l5H24 068832-35-9 22
4 Longifolene 204 C15H24 000475-20-7 22
5 Icosa-9,11-diyne 274 C20H34 028393-07-9 22

Abundance

Scan 2682 (17.862 min): BF126648.D\data.ms (-2674) (- m/z 43.05 100.00%

43.0 91.0
5000
P e
17.50 18.00
0F— ““‘ m/z 91.00 97.53%
miz--> 50 100 150 200 250 300
Abundance #82842: [3,3-Dimethyl-2-(3-methylbuta-1,3-dienyl)cyclohe
105.0
5000
17.50 18.00
m/z 93.00 87.84%
410 135.0 175'02060
ol \“\ ‘\“‘7\;!"9\ ‘h\‘ \“‘ “‘i‘ al ‘.mi L ‘\“‘ I | ‘- e
miz--> 50 100 150 200 250 300
Abundance #121036: Cedran-diol, (8S,14)-
43.0
189.0
17.50 18.00
5000 m/z 81.05  84.41%
93.0 149.0
0l— i | L_uu# “LHM‘ \‘\}\ \‘m‘\‘ L, \“\ “‘\‘22“3"0‘ —————
miz--> 50 100 150 200 250 300
Abundance #80324: (1R,9R,E)-4,11,11-Trimethyl-8-methylenebicyclo — —
41.0 91.0 17.50 18.00
133.0 m/z 55.00 82.73%
5000
oh “‘ “\M“H‘\ p'pq L ‘\‘ — — ——
m/z--> 50 100 150 200 250 300 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126648.D

Acqg On : 24 Jan 2022 19:24
Operator : CG/JU

Sample : N1188-01

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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... 2.305 53.2 ng 1897690 1 6.963 713177 20.0
2-Pentanone, 4-... 5.199 3.6 ng 128319 1 6.963 713177 20.0
Hexylene glycol 6.087 2.4 ng 83812 1 6.963 713177 20.0
Oxetane, 2,2,4-... 6.110 3.6 ng 127173 1  6.963 713177 20.0
7-Hexadecyne 12.569 2.4 ng 115504 4 11.492 980238 20.0
9-Octadecenoic ... 12.586 2.3 ng 111709 4 11.492 980238 20.0
1-Heptacosanol 13.974 7.9 ng 284183 5 14.139 717829 20.0
Triphenylphosph... 14.239 2.2 ng 77609 5 14.139 717829 20.0
Pentadecafluoro... 14.616 2.1 ng 74657 5 14.139 717829 20.0
unknownl7.862 17.862 2.2 ng 69926 6 15.663 641014 20.0
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