LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5216.D

Acqg On : 07 Apr 2021 12:32

Operator : CG/JU

Sample : M1933-12 :
Misc : BENNETT BH 04 2-2.5

ALS vial : 6 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©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5216.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.834 294 297 305 rVB3 8803 14541 1.71% 0.294%
2 5.293 369 375 383 rBV 292205 411793 48.54% 8.316%
3 6.875 635 644 653 rBV 266992 426077 50.23% 8.605%
4 7.693 776 783 790 rVB 71045 115962 13.67% 2.342%
5 8.852 973 980 989 rBV 162788 268744 31.68% 5.427%
6 10.481 1249 1257 1264 rBV 95434 158568 18.69% 3.202%
7 12.963 1671 1679 1686 rBV 377922 555722 65.51% 11.223%
8 13.810 1818 1823 1830 rVB 15098 23119 2.73% 0.467%
9 14.345 1907 1914 1921 rBV2 134523 204057 24.06% 4.121%
10 15.845 2160 2169 2180 rBV 268347 400602 47.23%  8.090%
11 17.11@ 2375 2384 2389 rBV 167960 243259 28.68% 4.913%
12 17.151 2389 2391 2395 rVB2 9971 11339 1.34% 0.229%
13 18.010 2529 2537 2545 rBV2 107330 157727 18.59% 3.185%
14 18.475 2611 2616 2622 rBV6 5299 13444 1.58% 0.272%
15 18.580 2630 2634 2638 rBV4 7553 9605 1.13% 0.194%
16 18.739 2657 2661 2665 rBvV2 27263 30878 3.64% 0.624%
17 19.016 2703 2708 2714 rBVS8 5520 11058 1.30% 0.223%
18 19.133 2720 2728 2734 rBV2 52599 79981 9.43% 1.615%
19 19.245 2742 2747 2757 rBV2 48644 86410 10.19% 1.745%
20 19.480 2784 2787 2791 rVB 29443 37319 4.40% 0.754%

21 19.686 2816 2822 2830 rBV 694173 848272 100.00% 17.131%

22 19.798 2838 2841 2847 rVB8 5724 10068 1.19% 0.203%
23 20.345 2931 2934 2938 rBV4 8216 11409 1.34% 0.230%
24 20.545 2965 2968 2974 rBV 30720 37020 4.36% ©0.748%
25 20.874 3022 3024 3027 rVB4 11995 10422 1.23% 0.210%

26 20.921 3028 3032 3040 rVB 84076 115671 13.64%
27 21.204 3075 3080 3085 rBV 236756 324483 38.25%
28 22.786 3345 3349 3353 rBv4 23298 49620 5.85%
29 23.486 3462 3468 3475 rVB2 158477 284459 33.53%
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Sum of corrected areas: 4951629
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Apr 2021 12:32
: CG/JU
: M1933-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
BP005216.D

BENNETT BH 04 2-2.5

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5216.D

Acqg On : 07 Apr 2021 12:32

Operator : CG/JU

Sample : M1933-12 :
Misc : BENNETT BH 04 2-2.5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1 Pyrimidine-2,4(1H,3H)-dione... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.834 2.51 ng 14541 1,4-Dichlorobenzene-d4 7.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrimidine-2,4(1H,3H)-dione, 5-b... 248 C7H9BrN203 296879-03-3 50
2 2-Methyl-tridecane-2,12-diol 230 C14H3002 1000187-03-5 40
3 1,3-dioxane-4,6-dione-5-oxime, 2... 173 C6H7NO5 081539-54-0 40

4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 39
5 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 38

Abundance Scan 297 (4.834 min): BP005216.D\data.ms (-294) (-) m/z 43.05 100.00%

43.0
5000 101.0
R
J | 207.2 283.0 3654 4833 4.60 4.80 5.00 5.20
bbb 283:0 305.4422.4483.3545.0  m/z s9.10  92.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101005: Pyrimidine-2,4(1H,3H)-dione, 5-bromo-1-(1-me
59.0
5000 LA B R I L B B R U

4.60 4.80 5.00 5.20
m/z 101.00 37.83%

o 1 169.0 250.0
\\\f‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86147: 2-Methyl-tridecane-2,12-diol
59.0
\\\\‘\\\\A‘\\\\’\\\\‘\\\
4.60 4.80 5.00 5.20
5000 ITI/Z 56.00 13.39%
197.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #40698: 1,3-dioxane-4,6-dione-5-oxime, 2,2-dimethyl- PR e e
43.0 4.60 4.80 5.00 5.20
m/z 40.00 13.29%
5000
115.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5216.D

Acqg On : 07 Apr 2021 12:32

Operator : CG/JU

Sample : M1933-12 :
Misc : BENNETT BH 04 2-2.5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.010 12.97 ng 157727  Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Tetradecanoic acid 228 C14H2802 000544-63-8 35

Abundance Scan 2537 (18.010 min): BP005216.D\data.ms (-2529) (-  m/z 73.10 100.00%

7’2
5000
2133 e ‘
ez |, o c
bl HE‘MWWW‘W'W?’F’Fa?‘_45‘4”37“?‘4‘2_ m/z 60.10 67.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00
213.0 m/z 43.05 60.01%
O\\\“‘ m’“\““‘\!!!‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
T T \
18.00
5000 ITI/Z 57.10 54.09%
‘ 143.0 242.0
UML)
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid T
73.0 18.00
m/z 41.05 53.50%
5000
L 2140
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5216.D

Acqg On : 07 Apr 2021 12:32

Operator : CG/JU

Sample : M1933-12 :
Misc : BENNETT BH 04 2-2.5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3 unknownl8.73 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.739 2.54 ng 30878 Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptene, 2,2,4,6,6-pentamethyl- 168 C12H24 000123-48-8 32
2 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 27
3 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 27
4 5-Nonanone, 2,2,8,8-tetramethyl- 198 C13H260 005709-95-5 25
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 18

Abundance Scan 2661 (18.739 min): BP005216.D\data.ms (-2657) (-  m/z 57.10 100.00%
57.1

-

5000
L — L —
‘ ‘ 169.3 2811 18.50 19.00
. C
Obrbbbia b Ly 281 3891 4648 544< ., 9719  72.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36859: 3-Heptene, 2,2,4,6,6-pentamethyl-
57.0
5000 A el
18.50 19.00
‘ 168.0 m/z 113.20 69.51%
O‘\\I‘\‘\l"‘\"\lu\d\”‘\‘H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\

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

Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate
57.0

-

P Pty
18.50 19.00
5000 m/z 55.10 32.09%

11, 1270 2110

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

Abundance #170750: Sulfurous acid, cyclohexylmethyl undecyl ester 7 —T
97.0 18.50 19.00

m/z 83.10 29.72%

o

-

5000

.

29.
Owwwﬁkhww‘%ﬁﬁp‘w“w‘”‘w‘H\‘H‘M‘H\‘H‘M‘H\‘ \

—T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5216.D

Acqg On : 07 Apr 2021 12:32

Operator : CG/JU

Sample : M1933-12 :
Misc : BENNETT BH 04 2-2.5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.245 5.33 ng 86410 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 50

Abundance Scan 2747 (19.245 min): BP005216.D\data.ms (-2742) (-  m/z 73.10 100.00%

73.1
5000
185.2
—r —
‘ n H 28?'4 , 19.00 19.50
0l A AL A‘ww‘ bt 359:2 4285 5122 n/z 60.05  85.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 DU U
19.00 19.50
’ 284.0 m/z 43.05 82.25%
O‘\\"\ “ HIJ‘“M\JH\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
73.0
—r —
19.00 19.50
5000 ITI/Z 57.10 76.89%
199.0
st UHMPM
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid T ——
60.0 19.00 19.50
m/z 55.10 67.69%
5000 129.0
U 213.0
(- ‘l““‘«\wm“‘Hw‘m‘\HH_m_m_m_m_m_ — ——
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\BP040721\
Data File : BP0@5216.D

Acqg On : 07 Apr 2021 12:32

Operator : CG/JU

Sample : M1933-12 :
Misc : BENNETT BH 04 2-2.5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.545 2.28 ng 37020 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 59
2 Heptane, 4-(bromomethyl)- 192 C8H17Br 101654-29-9 35
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 27
5 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 27

Abundance Scan 2968 (20.545 min): BP005216.D\data.ms (-2965) (-  m/z 57.10 100.00%
57.1

. MM
2050 |
169.2 2812 :
ol ML TS %12 seo7ap01  same 11315 gs7a
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 o :
20.50
m/z 97.15 66.25%
bk l ‘ 168.0
O‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54939: Heptane, 4-(bromomethyl)-
57.0
T \
20.50
5000 ITI/Z 83.10 31.37%
| 149.0
0‘H‘H‘mw\wum‘mH_m_HwmWm_m,uu,uu,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54934: Octane, 2-bromo- T ‘
57.0 20.50
m/z 55.10 30.25%
ol e 141.0 192.0
RRaaanE e e e R R —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP032321.M Thu Apr 08 08:52:18 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5216.D

Acqg On : 07 Apr 2021 12:32

Operator : CG/JU

Sample : M1933-12 :
Misc : BENNETT BH 04 2-2.5

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 Acetic acid, chloro-, octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.922 7.13 ng 115671 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 91
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 89
4 Cyclotetradecane 196 C14H28 000295-17-0 89
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 87

Abundance Scan 3032 (20.921 min): BP005216.D\data.ms (-3028) (-  m/z 83.10 100.00%

8’2
5000
{ 21.00
53.2 221.2282.1 :
o"Hx,uuH“H‘ﬁtwm-‘m_‘H_H‘_“3‘5‘91“_‘f‘ﬁ“‘ﬁf’?‘?ﬁ m/z 57.10  88.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #181284: Acetic acid, chloro-, octadecy! ester
57.0
5000 LN
21.00
105.0 m/z 97.15 84.91%
O‘\\l\\\"”\\l‘}\‘“\“\‘l\l‘i\'\\\‘l\\l(\)\‘“\%9\7‘\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
97.0
—
21.00
5000 m/z 55.05 74.41%
29.0
olibih J‘\‘PP?-OZBG-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)- —
55.0 21.00
m/z 69.10 74.13%
O}\H’“%ozsoo b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5216.D

Acqg On : 07 Apr 2021 12:32
Operator : CG/JU

Sample : M1933-12

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pyrimidine-2,4(... 4.834 2.5 ng 14541 1 7.693 115962 20.0
n-Hexadecanoic ... 18.010 13.0 ng 157727 4 17.110 243259 20.0
unknown18.73 18.739 2.5 ng 30878 4 17.110 243259 20.0
Octadecanoic acid  19.245 5.3 ng 86410 5 21.204 324483 20.0
2,4,4,6,6,8,8-H... 20.545 2.3 ng 37020 5 21.204 324483 20.0
Acetic acid, ch... 20.922 7.1 ng 115671 5 21.204 324483 20.0

8270E-BP032321.M Thu Apr 08 ©8:52:19 2021

BENNETT BH 04 2-2.5

Pa 9



