LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12422\
Data File : BF126652.D

Acqg On : 24 Jan 2022 21:11
Operator : CG/JU

Sample : N1242-01

Misc :

ALS Vvial : 26 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: BF126652.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.299 29 36 43 rVB 298766 387805 11.54%  1.551%
2 2.551 73 79 88 rBv 18147 35241 1.05% 0.141%
3 3.557 242 250 258 rBV 106066 204750 6.09% 0.819%
4 5.204 523 530 536 rBV 31070 40774 1.21% 0.163%
5 5.581 589 594 597 rBV 3078108 3196173 95.12% 12.785%
6 6.157 689 692 697 rBV 39722 39870 1.19% 0.159%
7 6.575 758 763 767 rBV 2882428 3359980 100.00% 13.440%
8 6.963 825 829 832 rVB 975630 771344 22.96%  3.085%
9 7.522 917 924 927 rBV 2155231 2206062 65.66% 8.824%
10 8.133 1025 1028 1032 rBV 61168 58469 1.74% 0.234%
11  8.245 1043 1047 1050 rBV 1198782 1001305 29.80% 4.005%
12 8.316 1056 1059 1068 rVB 54199 53600 1.60% 0.214%
13 9.322 1225 1230 1233 rBV 3624522 3099018 92.23% 12.396%
14  9.392 1239 1242 1244 rBV 55343 43038 1.28% 0.172%
15 9.798 1308 1311 1316 rVB3 47642 55740 1.66% 0.223%
16 9.922 1326 1332 1335 rBV 44097 40474 1.20% 0.162%
17 10.004 1342 1346 1349 rBV 1396798 1108441 32.99% 4.434%
18 10.033 1349 1351 1354 rVB 78114 61001 1.82% 0.244%
19 10.210 1378 1381 1384 rVB 53564 48796 1.45% 0.195%
20 10.422 1415 1417 1420 rVB2 46838 44072 1.31% 0.176%
21 10.551 1436 1439 1444 rVB 84676 65131 1.94% 0.261%
22 10.792 1476 1480 1484 rBV 2203042 1911107 56.88% 7.645%
23 10.898 1496 1498 1500 rBvV2 39630 42546 1.27% 0.170%
24 10.998 1512 1515 1519 rBV2 60602 64100 1.91% 0.256%
25 11.098 1528 1532 1534 rBvV4 28163 42193 1.26% ©0.169%
26 11.145 1538 1540 1544 rVB4 38390 43262 1.29% 0.173%
27 11.186 1544 1547 1551 rBV 61950 60867 1.81% 0.243%
28 11.351 1568 1575 1577 rBV3 48970 57899 1.72% 0.232%
29 11.380 1577 1580 1585 rVB3 37935 57889 1.72% 0.232%
30 11.439 1588 1590 1596 rVB3 50772 47243 1.41% 0.189%
31 11.498 1596 1600 1602 rBV 1188071 1051646 31.30% 4.207%
32 11.521 1602 1604 1607 rVB 309632 233202 6.94% 0.933%
33 11.651 1624 1626 1632 rBV 41654 48070 1.43% 0.192%
34 12.004 1681 1686 1688 rBV2 80255 100506 2.99% 0.402%
35 12.051 1692 1694 1696 rVB 64061 43686 1.30% ©0.175%
36 12.110 1701 1704 17067 rBV2 40009 42570 1.27% 0.170%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12422\
Data File : BF126652.D

Acqg On : 24 Jan 2022 21:11
Operator : CG/JU

Sample : N1242-01

Misc :

ALS Vvial : 26 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 12.710 1803 1806 1811 rVB 250165 218318 6.50% 0.873%
38 12.939 1839 1845 1850 rBV2 152152 204493 6.09% 0.818%
39 12.986 1850 1853 1858 rVB4 36870 45509 1.35% 0.182%
40 13.086 1866 1870 1873 rVB 2844838 2338993 69.61% 9.356%
41 13.927 2009 2013 2017 rBv4 40046 57699 1.72% 0.231%
42 13.974 2017 2021 2029 rVB2 282987 302621 9.01% 1.211%
43 14.115 2042 2045 2046 rBV 107101 91852 2.73% 0.367%
44 14.139 2046 2049 2052 rVV 734386 741910 22.08%  2.968%
45 14.168 2052 2054 2056 rVB 61244 47909 1.43% 0.192%
46 14.615 2127 2130 2135 rVB4 30303 38355 1.14% 0.153%
47 14.774 2154 2157 2159 rBV 81968 80332 2.39% 0.321%
48 15.209 2228 2231 2235 rBV 44807 69347 2.06% 0.277%
49 15.533 2282 2286 2290 rBV 35230 47293 1.41% 0.189%
50 15.598 2293 2297 2302 rVB 37520 54299 1.62% 0.217%
51 15.668 2304 2309 2320 rBV2 559350 748482 22.28%  2.994%
52 16.168 2391 2394 2399 rVB6 28218 42517 1.27% 0.170%

53 16.221 2399 2403 2411 rBV5 51372 101687 3.03% 0.407%

Sum of corrected areas: 24999486
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Jan 2022 21:11
: CG/JU
: N1242-01

. 26

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
BF126652.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 : BF126652.D

Acqg On : 24 Jan 2022 21:11
Operator : CG/JU

Sample : N1242-01

Misc

ALS Vvial : 26 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.
2.299 10.06 ng 387805 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 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 36 (2.299 min): BF126652.D\data.ms (-29) (-) m/z 73.10 100.00%

73.1
5000 A
431 87.1 D S
‘ 220 240 260
oHWm‘w_‘Hu“m_m_‘H_:H_MW_M m/z 43.10  27.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
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43.0 220 240 2.60
5.0 87.0 m/z 87.10  22.06%
29.0 ‘
O\\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4994: Pentane, 3-methoxy-
73.0
e BAERm I Ea e
220 240 260
5000 ITI z 55.00 21.11%
45.0
29.0
Ol bl P90 1010
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Abundance #838: N-Ethylformamide e
30.0 220 240 260
73.0 m/z 71.1@  10.50%
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44.0 580
ol
ouwmlwl‘ Wl A
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126652.D

Acqg On : 24 Jan 2022 21:11
Operator : CG/JU

Sample : N1242-01

Misc

ALS Vvial : 26 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 unknown3.557 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.557 5.31 ng 204750 1,4-Dichlorobenzene-d4 6.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 43
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance Scan 250 (3.557 min): BF126652.D\data.ms (-242) (-) m/z 45.10 100.00%
45.1
5000
R RRREERE R
61.0 3.20 3.40 3.60 3.80
0 Fr e et b e e e m/z 43.00 21.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
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3.20 3.40 3.60 3.80
m/z 61.00 7.03%
29.0
O \\‘]\-\5\-9‘\\\‘\“‘\\\\“}‘1}\‘\\\?T“\.(\)\\‘\\\.\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
R e R NEREEE
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.58%
29.0
0 Ll 80 760 89.0 1020
R R RRARREE
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1093: (S)-(+)-1,2-Propanediol ST
45.0 3.20 3.40 3.60 3.80
m/z 57.00 3.41%
5000
ol 100 310 || 610 759
e et e e e e Rt B NRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126652.D

Acqg On : 24 Jan 2022 21:11
Operator : CG/JU

Sample : N1242-01

Misc

ALS Vvial : 26 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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.974 8.16 ng 302621 Chrysene-d12 14.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 91

Abundance Scan 2021 (13.974 min): BF126652.D\data.ms (-2017) (- m/z 83.10 100.00%

83.1
43.0
5000
25.1 LN
| | L, 1801 2341 327.1 14.00
ol I g SEPS L PO m/z 57.10  95.45%
m/z--> 50 OO 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 LA
14.00
m/z 69.05 94.09%
O ]\-g\.q\) ‘\“ “‘ ‘\ ‘\‘ \‘ T “ ‘H‘ % ‘h ‘h\ “\8\‘]-\0 222\0\ ‘2(3\4\0\ \3?8\ \O\ T
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
——
14.00
5000 m/Z 55.10 83.20%
25.0
ol gm0 zm00 00
m/z--> 50 100 150 200 250 300
Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester T
57.0 14.00
97.0 m/z 97.10 80.45%
5000
400 196.0
god | LLLL [0 1900 a0 o, s
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\BF012422\
Data File : BF126652.D

Acqg On : 24 Jan 2022 21:11
Operator : CG/JU

Sample : N1242-01

Misc

ALS Vvial : 26 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 unknownl4.774 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.774 2.17 ng 80332  Chrysene-di12 14.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 49
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 47
3 2-Propenoic acid, 2-methyl-, oct... 198 C12H2202 002157-01-9 32
4 (E)-Tetradec-2-enal 210 C14H260 051534-36-2 16
5 5-Undecene, 3-methyl-, (E)- 168 C12H24 074630-67-4 14

Abundance Scan 2157 (14.774 min): BF126652.D\data.ms (-2154) (-, m/z 70.05 100.00%

70.0
149.1
5000 261.1
‘ ‘ 14:50 15.00
205.1 341.1 : '
ol ‘W‘ww uJ R PR T m/z 149.05 51.96%
mlz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 ‘14‘50‘ ‘15‘00‘
' 261.0 ‘ ‘
m/z 112.10 42.59%
29.
oL, L ‘\ , 2170 | | 333.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0 14.50 15.00
5000 m/z 261.15  40.59%
AN 1 T T vy
“““ b b “““““‘ e
miz--> 100 150 200 250 300 350
Abundance #73673:24%0pendcacm,24nemyh,odyleﬂer
7Q.0 14.50 15.00
m/z 57.10 37.28%
5000 112.0 MWJ\WM\PMW
241
obdd gl w00
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126652.D

Acqg On : 24 Jan 2022 21:11
Operator : CG/JU

Sample : N1242-01

Misc

ALS Vvial : 26 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 Bromoacetic acid, hexadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.221 2.72 ng 101687 Perylene-d12 15.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 90
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 58
3 1-Docosene 308 C22H44 001599-67-3 58
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49
5 1-Dotriacontanol, acetate 509 C34H6802 023811-94-1 45

Abundance Scan 2403 (16.221 min): BF126652.D\data.ms (-2399) (- m/z 83.05 100.00%

83.0
43.1
5000
‘ 9122105551 2951 1600 1650
ob—1 MMMH\A‘M‘WM\\ “Mﬂy‘u“ﬁ‘\“ m/z 81.18%
miz--> 50 100 150 200 250 300
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
83.0
5000
1600 1650
230 m/z 69.10  80.28%
1960
ok “‘\‘}L “\\ ‘H H‘ ‘ H‘\ \\ﬂ'ﬁ\‘ AP R ‘2‘6‘9"0‘ -
miz-> 50 100 150 200 250 300
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
— —
97.0 16.00 16.50
5000 m/z 57.10  74.81%
169.0 238.0
oL2slol i Il ‘h L 11310 "7 2000 " 2830
miz-> 50 100 150 200 250 300
Abundance #209741: 1-Docosene 7 —
55.0 16.00 16.50
m/z 43.10 66.27%
5000
olt2 Wm M [ e K R ! — ——
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\BF012422\
Data File : BF126652.D

Acqg On : 24 Jan 2022 21:11
Operator : CG/JU

Sample : N1242-01

Misc

ALS Vvial : 26 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... 2.299 10.1 ng 387805 1 6.963 771344 20.0
unknown3.557 3.557 5.3 ng 204750 1 6.963 771344 20.0
n-Tetracosanol-1 13.974 8.2 ng 302621 5 14.145 741910 20.0
unknownl4.774 14.774 2.2 ng 80332 5 14.145 741910 20.0
Bromoacetic aci... 16.221 2.7 ng 101687 6 15.668 748482 20.0

8270-BF011822.M Thu Jan 27 11:40:04 2022 Pag 9



