LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15 Instrument :
Operator : CG/JU BNA_M

Sample : M2225-01 5X ClientSampleld :
Misc : HD-02-042921

ALS Vvial : 19 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 M\Methods\8270-BM043021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29741.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.192 387 392 405 rBV 127944 196741 1.48% 0.424%
2 6.781 655 662 674 rBvV 107329 192883 1.45% 0.416%
3 7.592 793 800 811 rBV 244003 390083 2.94% 0.841%
4 10.369 1261 1272 1279 rBV 309114 585118 4.41% 1.262%
5 12.851 1689 1694 1703 rVB 267011 399667 3.01% 0.862%
6 13.068 1723 1731 1737 rBV 123502 192581 1.45% 0.415%
7 14.151 1909 1915 1920 rBV 183945 248739 1.88% 0.537%
8 14.239 1923 1930 1938 rVB2 537671 817994 6.17% 1.765%
9 15.104 2069 2077 2082 rBV 211765 295972 2.23% 0.638%
10 15.509 2140 2146 2151 rBV 77777 133269 1.00% 0.287%
11 15.733 2178 2184 2192 rVB 233055 359644 2.71% 0.776%
12 15.968 2219 2224 2236 rBV 257414 458639 3.46% 0.989%
13 16.756 2354 2358 2363 rBV 217639 280033 2.11% 0.604%
14 16.809 2363 2367 2376 rVB 99865 170358 1.28% 0.367%
15 16.986 2391 2397 2401 rBV 643281 932346 7.03% 2.011%

16 17.027 2401 2404 2408 rVB 118297 159103 1.20% 0.343%
17 17.492 2479 2483 2488 rBV 196715 264695 2.00% ©.571%
18 17.674 2508 2514 2518 rBV 3816984 4848101 36.55% 10.458%
19 17.898 2547 2552 2562 rVB2 295047 437552 3.30% 0.9447%
20 18.186 2596 2601 2604 rBV 191024 237787 1.79% ©0.513%

21 18.821 2703 2709 2712 rBV 9378532 13263331 100.00% 28.611%
22 18.856 2712 2715 2719 rVB2 9358775 10471323 78.95% 22.
23 18.986 2732 2737 2741 rBV 1820051 2117086 15.96% 4.567%
24 19.045 2741 2747 2749 rBV2 566144 929271 7.01% 2

0

25 19.197 2768 2773 2780 rVB5 131352 262929  1.98% 567%
26 19.350 2795 2799 2803 rBV2 249522 305854 2.31% ©.660%
27 19.409 2805 2809 2820 rVB2 435762 674064 5.08% 1.454%
28 19.621 2840 2845 2848 rBV 527131 675934 5.10% 1.458%
29 19.844 2879 2883 2885 rBv2 153758 182892 1.38% ©0.395%
30 19.880 2885 2889 2890 rVV3 234704 284953 2.15% 0.615%
31 19.897 2890 2892 2897 rVV3 280595 384740  2.90% ©.830%
32 19.944 2897 2900 2902 rVV2 152056 208091 1.57% 0.449%
33 19.968 2902 2904 2910 rVB3 179842 245752  1.85% 0.530%
34 20.080 2920 2923 2927 rVB2 216399 225748 1.70% ©.487%
35 20.244 2948 2951 2957 rBV5 132199 185762 1.40% 0.401%

36 20.703 3024 3029 3033 rVB3 152292 256130 1.93% ©.553%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS Vvial : 19 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 M\Methods\8270-BM043021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.897 3059 3062 3067 rVB2 161164 180463 1.36% 0.389%
38 21.027 3081 3084 3087 rBV 155011 168683 1.27% 0.364%
39 21.168 3102 3108 3112 rBV2 1022426 1612211 12.16% 3.478%
40 21.203 3112 3114 3122 rVB 228477 301963 2.28% 0.651%
41 21.750 3205 3207 3218 rVB4 203303 285258 2.15% 0.615%
42 22.691 3364 3367 3373 rBV2 238969 406729 3.07% 0.877%

43 23.344 3473 3478 3484 rVB2 649971 1127705 8.50% 2.433%

Sum of corrected areas: 46358177
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Apr 2021 22:15
: CG/JU
: M2225-01 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM043021\
BM029741.D

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1le+07

8000000

6000000

4000000

2000000

0
Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BM029741.D\data.ms

5.192 6.781 7.592 10.369

300 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
TIC: BM029741.D\data.ms
18dP

17.674

14.239 16.986
. 968 497217.898.
12.831068 14.1gf 15-10415.516%%\ 16673618027 17.49 98.186

0
Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BM029741.D\data.ms

21.168 23.344

0.2 03 21.750 22.691

Time-->

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_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.069 4.71 ng 192581  Acenaphthene-die 14.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
4 Tetracosane 338 C24H50 000646-31-1 80
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64

Abundance Scan 1731 (13.068 min): BM029741.D\data.ms (-1723) - m/z 57.10 100.00%

57.1
5000 85.0
7 T
| H | 1131 1541 1982 13.00
o‘H,‘H‘H:"u,‘muH_‘:M‘mH_HM‘HH_wwwww‘ m/z 71.10 78.74%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #59880: Tetradecane
57.0
5000 85.0 N
13.00
29.0 m/z 43.10 75.89%
\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #83024: Hexadecane
57.0
T T
13.00
5000 ITI/Z 85.05 50.90%
85.0
29.0
o L‘ | | | 13014101600 2260
H‘V‘H_‘H,HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance  #161094: Sulfurous acid, 2-propyl tetradecyl ester e
43.0 13.00
m/z 41.05 49.16%
71.0
5000
9
ol 1| | 12901270 1680197.0 2310 261
HW‘H‘_H‘W‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘H —
m/z--> 20 40 60 80 100120 140160180 200220240260 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.151 6.08 ng 248739  Acenaphthene-die 14.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 87
4 Hexadecane 226 C16H34 000544-76-3 81
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 1915 (14.151 min): BM029741.D\data.ms (-1909) (- m/z 57.05 100.00%
57.0

> T AMJ\\N
‘ 1400 1450
11819412 212.2 ' :
om‘w_H!m“wm‘_mh_mm‘ﬁf"?‘z‘wwww‘_m m/z 71.05 72.55%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #71396: Pentadecane
57.0
85.0
5000 T L
14.00 14.50
20.0 m/z 43.10 71.80%
\H‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117637: Nonadecane
57.0
T —
14.00 14.50
85.0 o
5000 ITI/Z 85.10 50.35%
29.0
Ol o b S4LOI60 01070 268
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59880: Tetradecane T e
57.0 14.00 14.50
m/z 41.10 46.60%
5000 85.0
29.0
AR o e
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.104 7.24 ng 295972  Acenaphthene-die 14.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 2077 (15.104 min): BM029741.D\data.ms (-2069) (- m/z 57.10 100.00%
57.1

85.1
5000
‘ 15.00 15.50
113.1 : :
141.1 226.3
oww‘u‘w!_“wm‘_nsh_uw“‘}?‘5‘9_%97_2‘”_”‘ m/z 43.10  73.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83026: Hexadecane
57.0
5000 85.0 —— e
15.00 15.50
m/z 71.10 73.80%
29.0 11
O\\\\‘\\\\‘\\\H‘\\Hl\‘w‘\\\”“\\‘”\‘\“\]\-\4>i‘].\9‘\]‘-\622\1\-\939\\2‘2\6\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
= —
15.00 15.50
5000 85.0 m/z 85.10 53.67%
29.0
b b d L L 1901810 1600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane = =
57.0 15.00 15.50
m/z 41.10 43.76%
5000 85.0
29.0
0 \‘ 1l H \‘\ A ‘11“30 1410 169.0 212.0
R R L o R R — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Hexacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.509 3.26 ng 133269  Acenaphthene-die 14.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Dodecane 170 C12H26 000112-40-3 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 2146 (15.509 min): BM029741.D\data.ms (-2140) - m/z 57.10 100.00%
57.1

T \
‘ Fg ! 169.1 15.50
ol d L [ L o 2232 m/z 71.10  65.42%
mlz--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 - :
15.50
90 m/z 43.10 46.54%
oL Ll L] 11018302250 06703090 36s:
\\\\‘\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #38318: Dodecane
57.0
T \
15.50
5000 ITI/Z 41.10 31.98%
9.0 1700
01‘4'9“\“‘ %
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- — ‘
57.0 15.50
m/z 85.10 30.03%
5000
0 L\ “\ I \‘ u‘ 141 0183.0 239.0 296.0
e =
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.968 9.84 ng 458639  Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Tetradecane 198 C14H30 000629-59-4 87
3 Dodecane 170 C12H26 000112-40-3 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87

Abundance Scan 2224 (15.968 min): BM029741.D\data.ms (-2219) - m/z 57.10 100.00%

571
85.0
5000
‘ 16.00
1131 .
140.0 169.1 240.3
oH‘_mw!_uH:w‘!w“_m“_m;muwm‘_l?ﬁ‘lm_m,” m/z 71.10  79.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 T
85.0 16.00
29 m/z 43.10 77.02%
. \ L4y [MP0141016001060 2400
H\‘HH‘HH‘\H\‘H\\‘HH‘\\H‘HH‘HH‘\H\‘\H\‘HH’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59879: Tetradecane
57.0
——
16.00
5000 85.0 ITI/Z 85.05 55.60%
290‘
113.0 1980
et a0 600 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38315: Dodecane T
57.0 16.00
m/z 41.10 44.02%
5000
85.0
29.0
L 2014101700
Ot e e T T e pree e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.756 6.01 ng 280033  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 86
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 76

Abundance Scan 2358 (16.756 min): BM029741.D\data.ms (-2354) (- m/z 57.10 100.00%
57.1

85.1
5000
‘ 1650  17.00
113.1 . .
141.1 3
0 ‘H_HJ“m!u‘u”m‘uHJ“‘Hs“mm_H‘lf?‘z“%(??‘lwwf?ﬂ m/z 71.10  79.19%
m/z--> 20 40 60 80 100120140160 180200 220 240
Abundance #105884: Octadecane
57.0
5000 850 T T T T I T
16.50 17.00
m/z 43.10 72.17%
29.0 113.0
0 L ‘ J u‘ | 141.0169.0197.0225.0 254.0
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59879: Tetradecane
57.0
—— ——
16.50 17.00
5000 85.0 m/z 85.10 57.49%
29.0‘
113.0 198.0
O b L 2041016001980
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #83023: Hexadecane T T
57.0 16.50 17.00
m/z 41.10 43.00%
5000 85.0
29.0
0 \‘ ‘ bl \‘11? 0\14\1 0169.0 197.0 226.0
‘H"m‘H‘“‘H"H‘“‘H‘“‘H"H‘“‘H‘mwuu‘mwuu“ —— ——
m/z--> 20 40 60 80 100120140160 180200220240 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 7 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.809 3.65 ng 170358  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tetradecane 198 C14H30 000629-59-4 81
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
4 Hexadecane 226 C16H34 000544-76-3 74
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 2367 (16.809 min): BM029741.D\data.ms (-2363) - m/z 57.10 100.00%

57.1
5000
184.1 s b
h | Jom ‘12‘7'1 ‘ J15.12462 16.50 17.00
N ) OV ) O OVIRUPRNN V.. m/z 71.10  95.28%
miz--> 50 100 150 200 250
Abundance #48831: Tridecane
57.0
5000 - s
16.50 17.00
m/z 43.10 53.44%
27,0
J L ‘99-0 141.0 184.0
O\\‘\“\‘\‘\“\H‘\”\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #59882: Tetradecane
57.0
— ——
16.50 17.00
5000 ITI/Z 85.10 52.11%
27.0 99.0
UL amo 1990
[(JRALEE, N S S A S S
m/z--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- — b
57.0 16.50 17.00
m/z 41.10 31.78%
B \J\W\A
99.0
0 ‘\\ \“‘\ i \‘ | \14?"0 183.0 239.0 296.(
el A — ——
miz--> 50 100 150 200 250 16.50 17.00

8270-BMO43021.M Mon May 03 14:54:56 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 8 Dodecane, 2-methyl-6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.492 5.68 ng 264695  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2483 (17.492 min): BM029741.D\data.ms (-2479) (- m/z 57.10 100.00%
57.1
99.1 U
17.50
41.0
ol L1, h“ L 1410173,02041237.22683 0 7119 77.23%
miz-> 50 100 150 200 250
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
5000 T
17.50
m/z 43.10 71.91%
99.0 140.0
182.0
O ‘\““‘\ H‘ \m\h“ \“‘\‘\ !‘ T \“\ T \2\26\0\ T T
miz--> 50 100 150 200 250
Abundance #117638: Nonadecane
57.0
—1=
17.50
5000 m/z 85.10 57.33%
‘ | 90 410 268.0
NI u\ L 1830 2250 T
m/z--> 50 100 150 200 250
Abundance #141426: Heneicosane —
57.0 17.50
m/z 41.10 39.20%
5000
‘ 99.0
41.0
ol260) | |11 ) 40 1830 zas0 296 e
m/z--> 50 100 150 200 250 17.50

8270-BMO43021.M Mon May 03 14:54:57 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 9 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.674 104.00 ng 4848100 Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 89
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 72
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72
Abundance Scan 2514 (17 674 min): BM029741.D\data.ms (-2508) (- m/z 74.05 100.00%
74.0
5000
143.1 227.2 — —
” h ‘ ‘ 5.2 ‘ 270.3 17.50 18.00
ol STy W L J“‘u‘uh“! 3% m/z 87.05  75.32%
mlz--> 50 100 150 200 250 300 350
Abundance #119400: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
17.50 18.00
143.0 m/z 43.10  28.25%
m ‘mwnmﬂw
O\\\\““\“‘MH!H\‘\\‘\\‘\‘\‘\\‘\‘\‘ \‘\‘\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #84483: Tridecanoic acid, methyl ester
74.0
[
17 50 18 00
5000 m/z 55.10 24.25%
143.0
185.0
‘? i L 1 20
0 L B T
miz--> 100 150 200 250 300 350
Abundance #95860: Methyl tetradecanoate
74.0 17 50 18 00
m/z 41.10 23.17%
5000
29.
‘ h | 1430 199.0 242.0
0 [T Y | ‘ ||

m/z--> 50 100 150 200 250 300 350 17 50 18 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 10 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.898 9.39 ng 437552  Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 78
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 Octadecanoic acid 284 C18H3602 000057-11-4 49

Abundance Scan 2552 (17.898 min): BM029741.D\data.ms (-2547) - m/z 73.05 100.00%

73.0
43.1
5000 129.1 213.2
171.1 256.3 N L
‘ H ‘ ‘ ‘ ‘ 302, 17.50 18.00
oL ‘hM“ NWquuw ‘WW N‘L‘u““‘ 1 m/z 43.10 76.07%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
17.50 18.00
97.0 1710 2130 2560 m/z 60.00 70.80%
olb— i““ . \\h“\ ;‘H‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ ““\‘ , “\‘ ——
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid
73.0 A
-t e
43.0 17.50 18.00
5000 m/z 41.10 63.62%
129.0
185.0 228.0
ok “‘ \“d‘u‘u‘ {M‘\‘H} A L ul “\‘ b ‘\‘ e
m/z--> 50 100 150 200 250 300
Abundance #39472: n-Decanoic acid = =
60.0 17.50 18.00
m/z 57.10 62.52%
5000129.0 129.0
172.0
0 u‘!kmowm_m_m_m_ = iSs
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 11 Tridecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.186 5.10 ng 237787  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2601 (18.186 min): BM029741.D\data.ms (-2596) (- m/z 57.10 100.00%
57.1
o LJMwﬂﬂﬁwhnAvﬂnﬁﬁxan
21 1800 1850
141.2 183 1 : :
N — I ‘“‘ L1502 2252 2821 355 n/z 71.10  80.10%
mlz--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
5000 e =
18.00 18.50
9.0 m/z 43.10 70.36%
226.0
0 \5\q\ \‘ “\‘”‘ H‘ “‘ \“‘\“\4%‘9\%8\3\0‘ T \‘\ L L B
miz--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
—— —
18.00 18.50
5000 m/z 85.10 59.26%
9.0
L1 )] 14101830 2540
0 Hu_w‘ S P NI it e
miz--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- — T
57.0 18.00 18.50
m/z 41.10 38.10%
9.0 183.0
0 Do T a0 e e
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM@43021.M Mon May 03 14:54:59 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 12 Methyl 9-cis,l1l1-trans-octad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.821 284.51 ng 13263300 Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98

Abundance Scan 2709 (18.821 min): BM029741.D\data.ms (-2703) - m/z 67.05 100.00%

67.0
5000
09.1
— —
‘ 263.3 18.50 19.00
220 3
ol ‘J“ “‘ Lk “‘ “‘n w50 L3081 386 47 g1.10  88.99%
mlz--> 50 100 150 200 250 300 350
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 — e
18.50 19.00
09.0 294.0 m/z 95.10 60.80%
O “‘H“ Hh M‘ “H “ \“\“\ T ‘2\299\ T \H\ T \“ L
miz--> 50 100 150 200 250 300 350
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
— =
18.50 19.00
5000 m/z 55.10  56.41%
29.0 09.0
294 0
“ ‘\ \ “h “M\ \“h \‘\ o 223.0 L
oA S T M= S .
miz--> 50 100 150 200 250 300 350
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- — -
67.0 18.50 19.00
m/z 41.10 48.17%
5000
09.0
| 262.0
0 “ WWWWHH“ A — =
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BM043021.M Mon May 03 14:55:00 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 13 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.856 224.62 ng 10471300 Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 96
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 95
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 95

Abundance Scan 2715 (18.856 min): BM029741.D\data.ms (-2712) - m/z 55.10 100.00%

5[:
5000 264.3
222.3

180.2
18. 50 19 00

37.1
oL ‘; m“\ \\m‘n A I ‘ ;'306‘:!-‘35‘5‘ m/z 69.10 77.97%

m/z--> 150 200 250 300 350
Abundance #141302. 9-Octadecenoic acid (2)-, methyl ester ﬂ}t%
55.0
5000
18. 50 19. 00
m/z 74.10 70.97%
W%S?“Z%“%”’ M
0t D DU S A S

miz--> 50 150 200 250 300 350
Abundance #141288. 16-Octadecenoic acid, methyl ester
55.0
18. 50 19. 00
5000 m/z 41.10 67.85%
7.0
264.0
‘ H | 138.0 180.0 222.0 ‘
0‘““\‘ \‘M\\wa‘um g H““‘H“HH“
miz--> 50 100 150 200 250 300 350
Abundance #141277: 6-Octadecenoic acid, methyl ester
74.0 18. 50 19 00

m/z 83.10 62.89%

264.0
180.0 222.0
;

m/z--> 50 100 150 200 250 300 350 18. 50 19 00

5000129.0

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15

Operator : CG/JU

Sample : M2225-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 14 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.986 45.41 ng 2117090  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl stearate

298 C19H3802

2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802
3 Hexadecanoic acid, methyl ester 270 C17H3402
4 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802
5 Methyl tetradecanoate

242 C15H3002

Abundance Scan 2737 (18 986 min): BM029741.D\data.ms (-2732) (-

000112-61-8 99
005129-61-3 91
000112-39-0 90
054833-55-5 87
000124-10-7 81

m/z 74.05 100.00%

74.0
5000
1431 255.3 —
39 h H ‘ 199.2 ‘ 2983 19.00
ol L L L ‘f it L34l s g7.05  79.33%
miz--> 50 100 150 200 250 300
Abundance #143128: Methyl stearate
74.0
5000 UK
19.00
143.0 m/z 43.10 32.14%
# ‘ 199.0  255.0 2959 /
0 ‘\“ \‘\‘\\‘ M‘u \H ok o L [ “‘h‘ e
miz--> 100 150 200 250 300
Abundance #143189. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
el
19.00
5000 ITI/Z 55.10 25.41%
28.0
143.0 . 298.0
‘ 199.0 ‘
miz--> 50 100 150 200 250 300
Abundance #119408: Hexadecanoic acid, methyl ester -
74.0 19.00
m/z 41.10 23.71%
5000
143.0
‘ | 1l | 1850 2270 2700
ob—pll s o L L T L S
m/z--> 50 100 150 200 250 300 19.00

8270-BM@43021.M Mon May ©3 14:55:01 2021

Page:

17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 15 unknownl19.198 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.198 3.26 ng 262929 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C16H10 000206-44-0 62
2 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 35
3 Pyrene 202 C1l6H10 000129-00-0 35
4 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 18

5 1H-Indole-3-acetic acid, 1-(trim... 275 C15H21NO2Si 074367-38-7 14

Abundance Scan 2773 (19.197 min): BM029741.D\data.ms (-2768) (-  m/z 202.10 100.00%

202.1
5000 256.0 325.9
— —
57.1 99.0 149.1 ‘ 19.00 19.50
[} m— ‘\‘ i “w“ \‘\‘h al, Hw \‘“h N M‘ H‘m\i‘ .‘d N T ‘u;‘ h‘m‘\‘ | ‘\\‘\ " ‘\‘UJ - ‘H\L T m/z 325.90 40 .89%
m/z--> 50 100 150 200 250 300 350
Abundance #62828: Fluoranthene
202.0
5000 j\AA
19.00 19.50

m/z 256.00  39.20%

101.0
oL 630 | 1500
T T T ‘ T ‘ T 1T ‘ L T T T ‘ LI ’ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance  #62830: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- M
202.0

T oy
19.00 19.50

5000 ITI/Z 254.00 37.58%
390 10%0 150.0
o) Y B P R N —
m/z--> 50 100 150 200 250 300 350
Abundance #62826: Pyrene 1 P
202.0 19.00 19.50

m/z 327.90  30.46%

5000
101.0

0260 630 | | 1500 | /\/\ A ﬂ A

\‘\‘\\‘\\\\i\\‘\\‘\\\\‘\\\\’\\\\‘\ L B LA A

m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 16 Methyl 1@-trans,12-cis-octa... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.350 3.79 ng 305854 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 97
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 93
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 91
5 Methyl 2-octylcyclopropene-1-hep... 294 C19H3402 005026-66-4 89

Abundance Scan 2799 (19.350 min): BM029741.D\data.ms (-2795) (- m/z 67.05 100.00%

67.0
5000
09.1 294.3 A

19. 00 19.50

=

H“MM\\ L “\ i 220 22571 _ | 3410

ow““_ ER bt m/z 81.10  75.26%
miz--> 100 150 200 250 300 350
Abundance #139709 Methyl 10-trans,12-cis-octadecadienoate L
67.0
5000 T
19. 00 19.50
09.0 294.0 m/z 95.10  54.23%

O LI ‘ Hh \h“ T H“\ “‘ “ \ “\ \ 2\29 O\ ‘ \“‘ LI ‘ ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
i
19. 00 19.50
5000 m/z 79.10  41.31%
09.0 294.0
A Y P S
miz-> 50 100 150 200 250 300 350
Abundance #139729: 9 12-Octadecadienoic acid, methyl ester, (E,E)- ‘

I
67. 19. 00 19 50

m/z 41.10 35.53%

o

5000 9.0 pono
09.0

ARR TN e I

m/z--> 50 100 150 200 250 300 350 19. 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 17 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.880 3.53 ng 284953 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9.cis.,1l.trans.t,13.tran... 292 C19H3202 1000336-42-6 95
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1OH16 016022-04-1 45
3 9,12,15-0ctadecatrienoic acid, m... 292 C19H3202 007361-80-0 43
4 Camphene 136 C1OH16 000079-92-5 42
5 Cyclopentane, 1-ethenyl-3-methyl... 108 C8H12 029668-63-1 38

Abundance Scan 2889 (19.880 min): BM029741.D\data.ms (-2885) - m/z 79.10 100.00%
79.]

216.1 292.3
5000
135.1 i —
“‘L 3581 417 19.50 20.00
0! st b Sy S FY m/z 93,10 97.94%
mlz--> 50 100 150 200 250 300 350 400
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienc
79.0 292.0
5000 - —
350 19.50 20.00
' m/z 91.10 93.15%
189.0
0! J ‘\LH‘\H“‘\H\‘ ‘\‘ \‘2\‘3\)‘5\'?\‘“\ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #15883: Bicyclo[3.1.1]heptane, 6,6-dimethyl-3-methylene
93.0
— —r
19.50 20.00
41.0 o
5000 m/z 292.25  59.49%
of‘ A 3310
miz--> 50 100 150 200 250 300 350 400
Abundance #138077: 9,12,15-Octadecatrienoic acid, methyl ester = T
79.0 19.50 20.00
292.0 m/z 216.10  57.45%
5000
35.0 236.0
191.0 ‘
0 28(#\’ “\HL) ‘hh“m‘ \“\‘ ‘\“\ i W ‘L‘ , }“‘ A mm = .
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 18 unknownl9.897 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.897 4.77 ng 384740 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2,2',3,3',4,4'-he... 358 C12H4Cl6 038380-07-3 38
2 1,1'-Biphenyl, 2,2',3,4,4"',5'-he... 358 C12H4Cl6 035065-28-2 30
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 30
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 25
5 2,3,4,6-Tetrachloro-1,1'-biphenyl 290 C12H6C1l4 054230-22-7 25

Abundance Scan 2892 (19.897 min): BM029741.D\data.ms (-2890) (-  m/z 216.10 100.00%

91.1 216.1
41.1 290.0
5000 36.1 359.9
= o
415 1950 20.00
0! m/z 91.10 98.25%
mlz--> 50 100 150 200 250 300 350 400
Abundance #188932: 1,1'-Biphenyl, 2,2',3,3',4,4'-hexachloro-
290.0 360.0
145.0
5000 218.0 — e
19.50 20.00
360 H m/z 215.10  95.99%
O‘MW‘ﬁNWM%MMJW“wm ‘W“Nw“\"‘L“W“‘_‘
m/z--> 50 100 150 200 250 300 350 400
Abundance  #188931: 1,1'-Biphenyl, 2,2',3,4,4',5-hexachloro-
145.0 290.0 360.0
= ——
19.50 20.00
5000 218.0 m/z 93.10  89.01%
74.0
o1 \h ‘“\‘\“\ \‘ | | Lk ‘\m\‘ - ‘\M\‘ i —
miz--> 50 100 150 200 250 300 350 400
Abundance #74420: 11H-Benzo[b]fluorene — ——
216.0 19.50 20.00
m/z 77.10 65.73%
108.0
5000
N \‘ 163.0,
oHu;w‘w,wwmu‘um‘m‘,‘m_m_‘ — —
mlz--> 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 19 unknown20.703 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.703 3.18 ng 256130 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenpropionic acid, 4'-hydroxy... 225 C10H11NO5 1000128-48-7 18
2 1-Cyclohexyl-3-isopropylcarbodii... 166 C10H18N2 003496-83-1 18
3 Aminocarb 208 C11H16N202 002032-59-9 18
4 4-Hydroxybenzoxazolone 151 C7H5NO3 028955-70-6 18
5 3,4-Dimethoxyphenylethylamine, N... 277 C12H14F3NO3 013230-71-2 18

Abundance Scan 3029 (20.703 min): BM029741.D\data.ms (-3024) (- m/z 151.05 100.00%
151.1
81.1

5000

%

308 3

H\ | “ \ h 2372 369.2 20.50 21.00
| ‘\L\u‘\lml ) I‘L‘m‘ .‘\‘m“ b “.‘..‘.‘ \‘ e ‘4‘2‘?‘2‘ ‘4‘8‘4‘5‘ | n/z 81.10  85.06%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81549: 3-Phenpropionic acid, 4'-hydroxy-2'-nitro-, methy
151.0

©

%

5000
20.50 21.00

94.0 m/z 95.10 58.22%
\2
I

| \uh‘n | ” \“ il ) 4 \7?

O 1 il ] b
AL LA L LA L L L L B LB BN I B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35006: 1-Cyclohexyl-3-isopropylcarbodiimide

-

o

151.0
69.0 — 7
20.50 21.00
5000 ITI/Z 67.10 44 ,38%
o”r_"?‘w“‘wl‘h‘wm‘_"wH_ww_www W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67376: Aminocarb T ——
151.0 20.50 21.00
m/z 177.10  32.04%
5000
57.0
‘ L1 208.0
0 gl et def —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00

8270-BMO43021.M Mon May 03 14:55:04 2021 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 20 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.750 3.54 ng 285258 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 60
2 Hexadecane 226 C1l6H34 000544-76-3 60
3 Tetracosane 338 (C24H50 000646-31-1 60
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 53
5 Eicosane 282 C20H42 000112-95-8 53
Abundance Scan 3207 (21.750 min): BM029741.D\data.ms (-3205) (- m/z 57.10 100.00%
57.1
5000 2421
} 2150 22,00
309.2 - .
ol {“h'""\ ﬂlww;hmmnﬂ“M'w o ‘7’732‘ f??ﬁf?ﬁﬂ m/z 71.18  87.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71394: Pentadecane
57.0
5000 — ——
21.50 22.00
m/z 43.10 67.28%
‘[ [ | 1130 2120
O\\\l\’\\\'\“\“\‘\\“\\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83023: Hexadecane
57.0
— —
21.50 22.00
5000 m/z 85.10 65.29%
” 1130169.0226.0
0‘Jm,uuwﬁmuw‘u‘u‘W‘H‘W‘H‘H‘W‘H‘_‘H‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane T —
57.0 21.50 22.00
m/z 55.10 48.15%
5000
o \ ‘ | /1130169.0225.0281.0338.0
e B o e Raaasma o — —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29741.D

Acqg On : 30 Apr 2021 22:15
Operator : CG/JU

Sample : M2225-01 5X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@43021.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|
Tetradecane 13.069 4.7 ng 192581 3 14.239 817994 20.0
Pentadecane 14.151 6.1 ng 248739 3 14.239 817994 20.0
Hexadecane 15.104 7.2 ng 295972 3 14.239 817994 20.0
Hexacosane 15.509 3.3 ng 133269 3 14.239 817994 20.0
Heptadecane 15.968 9.8 ng 458639 4 16.986 932346 20.0
Octadecane 16.756 6.0 ng 280033 4 16.986 932346 20.0
Tridecane 16.809 3.6 ng 1706358 4 16.986 932346 20.0
Dodecane, 2-met... 17.492 5.7 ng 264695 4 16.986 932346 20.0
Hexadecanoic ac... 17.674 104.0 ng 4848100 4 16.986 932346 20.0
n-Hexadecanoic ... 17.898 9.4 ng 437552 4 16.986 932346 20.0
Tridecane, 1-iodo- 18.186 5.1 ng 237787 4 16.986 932346 20.0
Methyl 9-cis,11... 18.821 284.5 ng 13263300 4 16.986 932346 20.0
9-Octadecenoic ... 18.856 224.6 ng 10471300 4 16.986 932346 20.0
Methyl stearate 18.986 45.4 ng 2117090 4 16.986 932346 20.0
unknown19.198 19.198 3.3 ng 262929 5 21.168 1612210 20.0
Methyl 10-trans... 19.350 3.8 ng 305854 5 21.168 1612210 20.0
Methyl 9.cis.,1... 19.880 3.5 ng 284953 5 21.168 1612210 20.0
unknown19.897 19.897 4.8 ng 384740 5 21.168 1612210 20.0
unknown20.703 20.703 3.2 ng 256130 5 21.168 1612210 20.0
Tetracosane 21.750 3.5 ng 285258 5 21.168 1612210 20.0
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