LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0@9304.D

Acqg On : 08 Mar 2022 14:54

Operator : CG/JU

Sample : N1730-11 :

Misc : 21-22-SAMPLE-LOCATION-11

ALS vial : 9 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_ P\Methods\8270E-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9304.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.070 10 14 27 rVB 796970 1145741 9.41% 1.425%
2 5.411 405 412 429 rVB 4561119 7230376 59.40% 8.994%
3 6.987 671 680 690 rBV 4370881 7463104 61.32% 9.283%
4 7.816 813 821 829 rBV 1428066 2429586 19.96%  3.022%
5 8.969 1008 1017 1027 rBV 2716914 4699106 38.61% 5.845%

6 10.399 1254 1260 1266 rBV 87374 154847 1.27% 0.193%
7 10.610 1286 1296 1305 rBV 1785545 3184801 26.17%  3.962%
8 13.081 1708 1716 1729 rBV 6044829 9672944 79.47% 12.032%
9 14.116 1887 1892 1900 rVB3 87433 150247 1.23% 0.187%
10 14.457 1943 1950 1960 rBV 2357710 3786925 31.11% 4.710%

11 15.281 2085 2090 2094 rBV2 95536 143856 1.18%
12 15.622 2142 2148 2159 rVB 72770 169550 1.39%
13 15.945 2197 2203 2213 rBV 4330056 6772537 55.64%
14 16.604 2309 2315 2324 rVB5 100160 235566 1.94%
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15 17.157 2405 2409 2413 rBv2 122301 168224  1.38% 209%
16 17.216 2413 2419 2431 rVB 2750150 4355337 35.78% 5.418%
17 17.516 2466 2470 2475 rBV 74009 131797 1.08% ©.164%
18 17.910 2533 2537 2541 rVB2 91251 126162 1.04% ©.157%
19 18.122 2568 2573 2579 rBV 290261 440824 3.62% 0.548%
20 18.187 2580 2584 2589 rVB 168872 224686 1.85% 0.279%
21 18.381 2612 2617 2620 rBV 216675 330142 2.71% 0.411%
22 18.422 2620 2624 2641 rVB2 419052 797898 6.56%  0.992%
23 19.239 2757 2763 2773 rVB4 134782 300169 2.47% 0.373%
24 19.363 2780 2784 2787 rBV3 148148 210102 1.73% 0.261%
25 19.592 2819 2823 2830 rBV3 104723 220732 1.81% ©.275%

26 19.792 2851 2857 2869 rVB 9110656 12171648 100.00% 15.
27 21.045 3066 3070 3074 rBV2 455178 691530 5.68%
28 21.104 3075 3080 3090 rVB2 529820 1247731 10.25%
29 21.322 3111 3117 3131 rBV 3867524 5457124 44.83%
30 23.722 3519 3525 3543 rVB2 2780727 6280454 51.60%
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Sum of corrected areas: 80393746
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Mar 2022 14:54
: CG/IU
¢ N1730-11

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
BP009304.D

21-22-SAMPLE-LOCATION-11

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BP009304.D\data.ms

5.411 6.987

8.969

10.610
7.816

.070

10.39

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: BP009304.D\data.ms
19.792

13.081

15.945

15.2815.622 16.604 17.

0
Time-->
Abundance

8000000

6000000

4000000

2000000

0

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP009304.D\data.ms

21.322
23.722

231048

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0G@9304.D

Acqg On : 08 Mar 2022 14:54
Operator : CG/JU

Sample : N1730-11

Misc

ALS vial : 9 Sample Multiplier: 1

21-22-SAMPLE-LOCATION-11

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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.
3.070 9.43 ng 1145746  1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16

Abundance  Scan 14 (3.070 min): BP009304.D\data.ms (-10) (-)

m/z 73.05 100.00%

73.0
5000
F T
‘ ‘ 3.103.203.303.403.50
oL ALLl 1589 2681 342.3400.84613 549 ./, 43,00 32.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T[T T[T T T T[T [T T[T
3.103.203.303.403.50
‘ m/z 87.00 25.57%
OJ“‘W “
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T
3.103.203.303.403.50
5000 m/z 55.05 22.52%
o‘H”ﬂ,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- R RARARENENEENSEEN sy
73.0 3.103.203.303.403.50
m/z 71.05 10.98%
5000 Jk
I Vi U ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP@@9304.D

Acqg On : 08 Mar 2022 14:54

Operator : CG/JU

Sample : N1730-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid

Concentration Rank 5

21-22-SAMPLE-LOCATION-11

R.T. EstConc Area Relative to ISTD R.T.
18.122 2.02 ng 440824  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2573 (18.122 min): BP009304.D\data.ms (-2568) (-

m/z 73.00 100.00%

257 . .
5000
213.1
—— —
m' q\ \ 811 18.00 18.50
ol A H‘J“?Mwutw ik, PBL1342.9 41514768 548 1/, 6p.00  76.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
e
43.0 256.0
5000 — —
129.0 18.00 18.50
m/z 43.05 75.62%
O‘\\\‘““‘ J‘“llh‘m”‘\\\}?ﬂ’.b\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
— —
18.00 18.50
5000 ITI/Z 57.10 64 .88%
129.0 2420
0 %m“h%‘\‘“mmW“,umw‘Wm“m_m_m‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —— —
73.0 18.00 18.50
m/z 55.00 58.26%
5000
L 228.0
ol 52 R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP@@9304.D

Acqg On : 08 Mar 2022 14:54

Operator : CG/JU

Sample : N1730-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 trans-Sinapyl alcohol

Concentration Rank 3

21-22-SAMPLE-LOCATION-11

R.T. EstConc Area Relative to ISTD R.T.
18.422 3.66 ng 797898  Phenanthrene-die 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 95
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 93
3 Phenol, 2-chloro-4-cyclohexyl- 210 C12H15C10 003964-61-2 64
4 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 60
5 Syringylacetone 210 C11H1404 019037-58-2 60

Abundance Scan 2624 (18.422 min): BP009304.D\data.ms (-2620) (-

m/z 167.00 100.00%

16Y7.0
5000
77.0
e
Ll leesz o
0. GhMULY, 1299:2302.1 4019 47595351  n/; 210.10  96.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000
14 18.50
77.0 ﬂ m/z 154.00  38.97%
OJ‘mf”‘\“f“”"““l“”h‘{ﬂ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
e
18.50
5000 77.0 ITI/Z 149.00 37.76%
149.0
sl |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87109: Phenol, 2-chloro-4-cyclohexyl- =
167.0 18.50
m/z 77.00 36.09%
5000
77.0 }
Ow‘ﬂwwﬁmﬂUW‘M‘_H‘_‘H‘HH‘H‘WH‘W‘H‘_H‘_ —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0G@9304.D

Acqg On : 08 Mar 2022 14:54
Operator : CG/JU

Sample : N1730-11

Misc

ALS vial : 9 Sample Multiplier: 1

21-22-SAMPLE-LOCATION-11

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1-Heneicosanol

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.045 2.53 ng 691530  Chrysene-di12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cyclohexadecane 224 C16H32 000295-65-8 95
3 Cyclotetracosane 336 C24H48 000297-03-0 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3070 (21.045 min): BP009304.D\data.ms (-3066) (-

m/z 83.05 100.00%

83.0
5000
LN \
]lg 2070 28203411 21.00
ob ALMLLIPBARQ, | 4 28203411 415147515352 . 57 o 95.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 — ‘
21.00
125.0 m/z 97.05 93.73%
O‘\\J\M\"\\\‘l\l\‘\\‘!‘h\l\l\g\e‘\q\\z‘e\?\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
LN \
21.00
5000 ITI/Z 55.05 93.09%
WMige
LT D U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane T
83.0 21.00
m/z 69.05 92.99%
- T Wﬁ/\/w
l‘ ‘\1 | \In ZGSOJ \\
O e ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0G@9304.D

Acqg On : 08 Mar 2022 14:54
Operator : CG/JU

Sample : N1730-11

Misc

ALS vial : 9 Sample Multiplier: 1

21-22-SAMPLE-LOCATION-11

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Tetracosane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.104 4.57 ng 1247730  Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 58
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 47
3 Nonadecane 268 C19H40 000629-92-5 46
4 Hexatriacontane 507 C36H74 000630-06-8 38
5 Heptadecane 240 C17H36 000629-78-7 38

Abundance Scan 3080 (21.104 min): BP009304.D\data.ms (-3075) (-

m/z 105.00 100.00%

105.0
50007 43.1
— —
207.0 21.00 21.50
o"W‘a\u'hmmH“‘m‘2?‘1‘?‘3““‘1‘949‘3‘9ﬁ‘fﬁ‘ﬁ?ﬁ‘?] m/z 57.10 81.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane
57.0
5000 — ——
21.00 21.50
m/z 149.00  78.99%
Jl || 1270 197.0 28103380
O\\\‘1'11‘\[!\1T‘\11\‘!\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
—— —
21.00 21.50
5000 ITI/Z 71.05 62.04%
127.0
oL LU 00 S00ses0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane — ——
57.0 21.00 21.50
m/z 85.05 51.79%
- NJ\/\“”
oLt B0 goro 280 ) e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0O@9304.D

Acqg On : 08 Mar 2022 14:54

Operator : CG/JU

Sample : N1730-11 :

Misc : 21-22-SAMPLE-LOCATION-11

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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... 3.070 9.4 ng 1145740 1 7.816 2429590 20.0
n-Hexadecanoic ... 18.122 2.0 ng 440824 4 17.216 4355340 20.0
trans-Sinapyl a... 18.422 3.7 ng 797898 4 17.216 4355340 20.0
1-Heneicosanol 21.045 2.5 ng 691530 5 21.322 5457120 20.0
Tetracosane 21.104 4.6 ng 1247730 5 21.322 5457120 20.0
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