LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8990.D

Acqg On : 01 Feb 2022 17:04
Operator : CG/JU

Sample : N1335-04

Misc :

ALS Vvial : 13  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-BP011422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8990.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.040 4 9 19 rVB 190179 298128 3.31% 0.623%
2 5.417 407 413 432 rBV 2443489 3938440 43.69% 8.226%
3 7.011 676 684 714 rBV 2235562 4132353 45.84% 8.631%
4 7.828 815 823 831 rBV 765436 1282810 14.23% 2.679%
5 8.987 1010 1020 1043 rBV 1456860 2704938 30.01% 5.650%

6 10.434 1258 1266 1277 rBV3 26367 92903 1.03% 0.194%
7 10.622 1291 1298 1326 rBV 959999 1756350 19.48%  3.668%
8 13.087 1710 1717 1746 rBV 4196129 6685121 74.16% 13.963%
9 14.469 1944 1952 1971 rBV 1445612 2316984 25.70%  4.839%
10 15.963 2199 2206 2226 rBV 3031464 4809406 53.35% 10.045%

11 17.222 2413 2420 2433 rBV 1752879 2734768 30.34% 5
12 18.116 2568 2572 2580 rBV 354187 622846 6.91% 1
13 19.351 2778 2782 2794 rBV2 248912 504089 5.59% 1.053%
14 19.786 2850 2856 2866 rBV 7062929 9014758 100.00% 18.
15 21.039 3064 3069 3074 rBV2 345849 570759 6.33% 1

16 21.092 3075 3078 3084 rVB 336813 467963 5.19% ©.977%
17 21.316 3111 3116 3121 rBV 2135596 2948702 32.71% 6.159%
18 23.721 3519 3525 3533 rVB2 1411956 2995531 33.23% 6.257%

Sum of corrected areas: 47876849
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Feb 2022 17:04
: CG/IU
: N1335-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
BP008990.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP008990.D\data.ms

St 7.011

8.987

7.828 10.622

040 10.43

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
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP008990.D\data.ms
19.786

13.087

15.963

17.222
14.469

18.116 19.351
L L

0

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 1600 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP008990.D\data.ms

21.316
23.721

Time--> 20.

50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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\BP020122\
Data File : BP@@8990.D

Acqg On : 01 Feb 2022 17:04

Operator : CG/JU

Sample : N1335-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
: 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.
3.040 4.65 ng 298128 1,4-Dichlorobenzene-d4 7.828
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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 9 (3.040 min): BP008990.D\data.ms (-4) (-) m/z 73.00 100.00%

73.0
5000
A RRaREEEE ]
‘ ‘ 3.103.203.303.40
ol oAl 1330 2070 281.1343.3 4458 5402 n/; 43.00  32.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B R R R R
3.103.203.303.40
“ ‘ m/z 87.10 28.20%
O ‘\\]‘\‘IH‘HWWI\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
A RRaRzEEE ]
3.103.203.303.40
5000 m/z 55.05 23.18%
0 “H,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2245: Silane, tetramethyl- R A AEARARRES
73.0 3.103.203.303.40
m/z 71.05 11.47%
5000 d]\w\wwjk\v\mﬂxwx
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8990.D

Acqg On : 01 Feb 2022 17:04
Operator : CG/JU

Sample : N1335-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.116 4.56 ng 622846  Phenanthrene-di10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2572 (18.116 min): BP008990.D\data.ms (-2568) (-~ m/z 73.00 100.00%

5000 MAVJ\\\WMNAM
213.2 — ——
M m ‘ b81.0 3501 18.00 18.50
oA ﬂu“wfwmJ‘m"m"“““““42‘9‘?“‘95“3“5““3“‘ m/z 43.65 78.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
213.0 m/z 59.95 78.42%
O\\i“ ‘“‘"!"“1‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
—r= =
18.00 18.50
5000 ITI/Z 57.05 62.36%
H 1850 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid — —
73.0 18.00 18.50
m/z 41.05 62.35%
5000
P 214.0
ol | e
m/z--> 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\BP020122\
Data File : BP0@8990.D

Acqg On : 01 Feb 2022 17:04
Operator : CG/JU

Sample : N1335-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.351 3.42 ng 504089 Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 2782 (19.351 min): BP008990.D\data.ms (-2778) (- m/z 73.00 100.00%

.

5000
185.1
284.3 T T
‘ \“ | ] ‘ ' 19.00 19.50
Ol MR AL L L L | 3448 416.0 489.4547. ;43 g5 85.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid
43.0
5000 “ ——
129.0 19.00 19.50
\' 284.0 m/z 60.00 81.96%
109.
0 ‘\1‘! “‘\‘ 'IHHI\MMH\“Pgw'olr‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
= —r
19.00 19.50
5000 m/z 57.05 69.01%

L 228.0
o L zes], |

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

-

Abundance #126199: Pentadecanoic acid — —
73.0 19.00 19.50
m/z 41.00 62.40%
5000
199.0

015-$L ! |m “I\ 139.0, | ‘ |

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8990.D

Acqg On : 01 Feb 2022 17:04
Operator : CG/JU

Sample : N1335-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 unknown21.039 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.039 3.87 ng 570759  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 42
2 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 38
3 Glyoxylamide, N-phenyl- 163 C9HONO2 ©032331-52-5 38
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 36
5 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 28

Abundance Scan 3069 (21.039 min): BP008990.D\data.ms (-3064) (- m/z 105.00 100.00%

105.0
163.0
5000
43 \ 21,00 |
0 m“g‘ﬂ?'l‘ JH‘ Lol 3261 021 4043 4754 549 0 16300 72.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 o :
21.00
m/z 77.00 29.98%
0 4L 220.0
\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo
105.0
T T I
163.0 21.00
5000 ITI/Z 83.00 15.97%
45
s L B — JLW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl- —— ‘
163.0 21.00
m/z 97.05 14.68%
- T ¢wwwvwvwwwﬂLﬂmthNNWM
0 L\JL4' T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8990.D

Acqg On : 01 Feb 2022 17:04
Operator : CG/JU

Sample : N1335-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.602 3.17ng 467963 Chrysene-d12 21.316

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803
3 Diethylene glycol dibenzoate 314 C18H1805
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008
5 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403

Abundance Scan 3078 (21.092 min): BP008990.D\data.ms (-3075) (-
105.0

5000

44,0 | 167.9 281.0 355.1 427.3485.2546.

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

Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
149.0

o

77.0
5000

[ib 1. || 211.0 287.0

L AL LA L B L L B L B R R R IR B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-ylymethanol, m

o

1000368-92-7 78
1000507-07-6 78
000120-55-8 72

1000366-97-0 64
1000156-71-2 64

m/z 105.00 100.00%

-

1 \
21.00

m/z 149.00  86.33%

N

— 1 \
21.00

m/z 77.00 41.61%

-

149.0
U I
21.00
5000 m/z 51.00 8.30%
77.0
0 ] L \ L 239.0
e b e ST e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate B ‘
105.0 21.00
m/z 150.05 8.07%
B ”JL\M\/\
42.o| 179.0
2 1 W I £ —— —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8990.D

Acqg On : 01 Feb 2022 17:04
Operator : CG/JU

Sample : N1335-04

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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... 3.040 4.7 ng 298128 1 7.828 1282810 20.0
n-Hexadecanoic ... 18.116 4.6 ng 622846 4 17.222 2734770 20.0
Octadecanoic acid 19.351 3.4 ng 504089 5 21.316 2948700 20.0
unknown21.039 21.039 3.9 ng 570759 5 21.316 2948700 20.0
Benzoic acid, 2... 21.092 3.2 ng 467963 5 21.316 2948700 20.0
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