LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133417.D

Acqg On : 17 May 2023 17:14

Operator : CG\JU

Sample : 02812-14 :
Misc : \WG-0516-B4-10-13

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133417.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.904 474 479 493 rVB 962976 1286112 22.45% 2.979%
2 5.334 547 552 555 rBvV 5101321 5195474 90.68% 12.035%
3 5.722 614 618 624 rBV 102079 97420 1.70% 0.226%
4 6.363 722 727 730 rBV 5270060 5214921 91.02% 12.080%
5 6.710 783 786 790 rBV 1563356 1317674 23.00% 3.052%

6 7.281 878 883 886 rBV 4001055 3451877 60.25%  7.996%
7 7.998 1001 1005 1008 rBV 2170376 1759341 30.71% 4.075%
8 9.075 1184 1188 1191 rBV 6512095 5729403 100.00% 13.272%
9 9.751 1299 1303 1306 rBV 2454648 2037751 35.57% 4.720%
10 10.463 1420 1424 1428 rBV 195636 155948 2.72%
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11 10.539 1433 1437 1452 rBV 3610806 3496533 61.03%
12 11.233 1551 1555 1558 rBV 2563707 2104165 36.73%
13 11.257 1558 1559 1563 rVB 137031 71896 1.25%
14 11.769 1643 1646 1656 rBv3 121301 201613 3.52%
15 12.445 1757 1761 1767 rBV ~ 292826 267244  4.66%
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16 12.669 1792 1799 1802 rBV2 230755 268631

4 Q.
17 12.822 1821 1825 1828 rBV 5706502 5374259 93.80% 12.449%
18 13.057 1859 1865 1870 rBV2 147420 166739 2.91% ©.386%
19 13.398 1918 1923 1926 rBV2 99053 110662 1.93% 0.256%
20 13.727 1973 1979 1991 rBV2 358732 554170 9.67%  1.284%
21 13.869 1997 2003 2006 rBV 1336944 1309439 22.85% 3.033%
22 13.892 2006 2007 2015 rVB 99474 98314 1.72% 0.228%
23 14.045 2026 2033 2036 rBV 113920 122729 2.14% 0.284%
24 14.351 2081 2085 2087 rBV 155818 190831 3.33% 0.442%
25 14.645 2132 2135 2138 rBV 99651 96841 1.69% ©.224%
26 14.786 2155 2159 2164 rVB2 73223 77778 1.36% ©0.180%
27 14.886 2173 2176 2180 rBV 75419 110196 1.92% ©.255%
28 14.968 2186 2190 2193 rBV 150426 156503 2.73% ©.363%
29 15.010 2193 2197 2200 rBV6 39515 74798 1.31% 0.173%
30 15.233 2231 2235 2239 rVB 72830 79185 1.38% 0.183%
31 15.292 2240 2245 2249 rVV 1208162 1414196 24.68%  3.276%
32 15.321 2249 22560 2257 rVB2 107101 124556 2.17% 0.289%
33 15.515 2279 2283 2288 rVB6 41732 64331 1.12% 0.149%
34 15.733 2316 2320 2327 rVB 134696 179653 3.14% ©0.416%
35 16.204 2395 2400 2408 rBV3 68416 118929 2.08% ©0.275%
36 16.757 2490 2494 2499 rVB 50807 90111 1.57% 0.209%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
Data File : BF133417.D

Acqg On : 17 May 2023 17:14

Operator : CG\JU

Sample : 02812-14 :
Misc : \WG-0516-B4-10-13

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 43170223
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
Data File : BF133417.D

Acqg On : 17 May 2023 17:14

Operator : CG\JU

Sample : 02812-14 :
Misc : \WG-0516-B4-10-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133417.D\data.ms
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Abundance TIC: BF133417.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133417.D

Acqg On : 17 May 2023 17:14

Operator : CG\JU

Sample : 02812-14 :
Misc \WG-0516-B4-10-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.904 19.52 ng 1286110 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 479 (4.904 min): BF133417.D\data.ms (-474) (-) m/z 43.00 100.00%

3.0
5000
101.1 A RREEEEREEE
‘ ‘ 4.60 4.80 5.00 5.20
Ol 70 2900 nyz 59.10 54.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B LR R IR L R
4.60 4.80 5.00 5.20
m/z 101.10 19.83%
15.0 ‘ 101.0
0\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A R Rma
4.60 4.80 5.00 5.20
5000 m/z 58.10 14.57%
0 I \‘H 12\60
et
m/z--> 20 40 60 80 100 120 140 160 180 200 A\
Abundance #4156: 1-Propen-2-ol, acetate R EmamEE R
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.51%
5000
15.0 72.0 100.0
0‘H“‘mH““;Hw“H‘H‘HH{‘H“HHWH‘HHWHWH \\‘HH‘\H\‘\\\\‘\\A'\]\L‘
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133417.D

Acqg On : 17 May 2023 17:14

Operator : CG\JU

Sample : 02812-14 :
Misc \WG-0516-B4-10-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.057 2.55 ng 166739  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 1865 (13.057 min): BF133417.D\data.ms (-1859) (- m/z 57.05 100.00%
57.0

-
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‘ 13.00 |
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169.1
0 Hu"u"wmuhMm“2‘2‘4‘12"‘H‘HH‘w‘www m/z 43.05 74.03%
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0 ‘\‘ ||\ 1‘\ ” ” A ‘ll.\69.02250 295.0 367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
U \
13.00
5000 ITI/Z 85.10 48.08%
ol 1L |113-0169.0225.0281.0337.0394.0
A A A e e T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane el
57.0 13.00
m/z 41.05 27 .40%
13.0
0 Aw ILW””\}599225028L03310393044&05061
e T A e e R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133417.D

Acqg On : 17 May 2023 17:14

Operator : CG\JU

Sample : 02812-14 :
Misc \WG-0516-B4-10-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Carbonic acid, octadecyl pr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.727 8.46 ng 554170  Chrysene-d12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
Abundance Scan 1979 (13.727 min): BF133417.D\data.ms (-1973) (-] | m/z 57.05 100.00%
57.0
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7.0
= =
13.50 14.00
N Ll A “ 4403 1822 2391 2821 njz 43.e5  79.58%
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5000 e o
13.50 14.00
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57.0
P P
13.50 14.00
5000 m/z 55.05 46.60%
97.0
0260, | n‘ Li \‘h 1390 1820 2520
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Abundance #161355: 1-Decanol, 2-octyl- T T
57.0 13.50 14.00
m/z 85.10  39.50%
5000
97.0
02 26,0 Ol & | ‘ “w‘” 1‘ L L “J m 1820 2520 J ‘ ol
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\BF@51723\
Data File : BF133417.D

Acqg On : 17 May 2023 17:14

Operator : CG\JU

Sample : 02812-14 :
Misc : \WG-0516-B4-10-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.351 2.91 ng 190831  Chrysene-di2 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 98
2 Octadecane 254 C18H38 000593-45-3 97
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
Abundance Scan 2085 (14.351 min): BF133417.D\data.ms (-2081) (-} | m/z 57.05 100.00%
57.0
. Mm&ﬂ\wuwaﬁ\wxwkﬂﬂwﬂw
‘ 14.00 14:50
69.1 254.2 : :
0 Hw‘u‘h‘ L _\‘wh e NS 38 4200, 7105 66.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123958: Heptadecane
57.0
5000 P hada
14.00 14.50
m/z 43.10 63.61%
“ H130 169.0 240.0
O\\‘T‘\“\‘T‘\“‘\“‘T“\‘\\“‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
— ——
14.00 14.50
5000 m/z 85.05 50.52%
1] | 139 4600 2540
Ol b e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane T T
57.0 14.00 14.50
m/z 55.00  23.88%
- M
13.0
LS 190 sz
o‘mmm“n‘\«uﬁMMmm‘Wm_m_m_m — e
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133417.D

Acqg On : 17 May 2023 17:14

Operator : CG\JU

Sample : 02812-14 :
Misc : \WG-0516-B4-10-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.968 2.21 ng 156503  Perylene-di12 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Nonadecane 268 C19H40 000629-92-5 94
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
Abundance Scan 2190 (14.968 min): BF133417.D\data.ms (-2186) (-} | m/z 57.10 100.00%
57.1
15.00
411 4 268.1 i
ob— “m Al H L3110 1833 2043 26013070 355\ 4305 61.14%
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 R
15.00
m/z 71.10 60.53%
9.0
0% \“‘\ ‘\“‘“‘\ “!‘ “‘ “‘ “ :!-41 Q\ 1\8\2\0‘ t \2\49.’0\ L I
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
——
15.00
5000 m/z 85.05 49.,13%
ol Al A LA, u\ »&4‘1‘0‘1‘?32 S R
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 15.00
m/z 55.00 22.29%
5000
‘ 9.0
41.0
50 ||| 050250 290 o
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133417.D

Acqg On : 17 May 2023 17:14

Operator : CG\JU

Sample : 02812-14 :
Misc \WG-0516-B4-10-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.733 2.54 ng 179653  Perylene-di12 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2320 (15.733 min): BF133417.D\data.ms (-2316) (. | m/z 57.05 100.00%

57.0
5000

9.1 —T —T—

LLLL] 197.3237.2280.1 3410 1550 1690
0 “u“$ﬂ“ﬂ‘“‘”““‘“““““““““‘ m/z 71.18  65.99%
miz-> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 T
15.50 16.00

m/z 43.05 62.21%

9.0
e o
O\‘\‘\“‘\‘\‘\H‘\“‘f“\“\““\‘\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0

15.50 16.00

5000 m/z 85.10 52.01%
ol i H | 141-0183.0225.0267.0300.0 3650
““““““ b T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane — —
57.0 15.50 16.00

m/z 55.05 23.80%

- W

oL hk 14101830050 30 .

\ T
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\

Data File : BF133417.D

Acqg On : 17 May 2023 17:14
Operator : CG\JU

Sample : 02812-14

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT

1317670
1309440
1309440
1309440
1414200

20.
20.
20.
20.
20.

\WG-0516-B4-10-13

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 4.904 19.5 ng 1286110 1
Hexacosane 13.057 2.5 ng 166739 5
Carbonic acid, ... 13.727 8.5 ng 554176 5
Heptadecane 14.351 2.9 ng 190831 5
Nonadecane 14.968 2.2 ng 156503 6
Octadecane 15.733 2.5 ng 179653 6

8270-BF042123.M Thu May 18 15:14:21 2023

1414200

20.

Pag 10



