LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028630.D

Acqg On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS Vvial : 11 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-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28630.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.987 301 306 314 rBV 8142 11006 1.16% 0.144%
2 5.469 382 388 398 rBvV 423966 599268 63.32% 7.861%
3 7.104 659 666 680 rBV 394558 612272 64.70%  8.032%
4 7.928 799 806 812 rVvB 101704 155309 16.41% 2.037%
5 9.104 998 1006 1018 rBV 236748 396757 41.93% 5.205%
6 10.739 1277 1284 1290 rVB 128630 207390 21.91% 2.720%
7 11.745 1449 1455 1459 rBV2 8678 13400 1.42% 0.176%
8 13.098 1681 1685 1690 rVV 13905 18228 1.93% 0.239%
9 13.198 1692 1702 1710 rVB 542182 789442 83.42% 10.356%
10 13.386 1723 1734 1743 rBV5 12667 33487 3.54% 0.439%
11 13.904 1817 1822 1828 rBV4 6181 11074 1.17% 0.145%
12 13.992 1833 1837 1840 rVvV2 10782 14707 1.55% 0.193%
13 14.039 1840 1845 1851 rVB2 24440 45385 4.80% ©.595%
14 14.304 1886 1890 1897 rBV4 7690 17417 1.84% 0.228%
15 14.404 1901 1907 1914 rVV8 12913 29619 3.13% 0.389%
16 14.463 1914 1917 1924 rVB 15177 21948 2.32% 0.288%
17 14.580 1931 1937 1943 rVB2 187042 275625 29.13% 3.616%
18 14.974 1999 2004 2009 rVB4 7652 12077 1.28% 0.158%
19 15.080 2020 2022 2028 rVB3 6170 9472 1.00% 0.124%
20 15.357 2063 2069 2073 rBV5 6835 11360 1.20% 0.149%
21 15.415 2074 2079 2083 rVB 14445 18171 1.92% 0.238%
22 15.621 2109 2114 2124 rBV3 12364 23910 2.53% 0.314%
23 15.815 2142 2147 2153 rVB 15775 26019 2.75% 0.341%
24 16.062 2180 2189 2197 rBV 395539 584994 61.82% 7.674%
25 16.292 2220 2228 2233 rBV 35870 71443  7.55% ©.937%
26 16.621 2277 2284 2289 rBV6 6734 14852 1.57% 0.195%
27 16.674 2289 2293 2301 rVB5 9108 14012 1.48% 0.184%
28 17.057 2354 2358 2362 rBvV2 18372 24535  2.59% 0.322%
29 17.109 2363 2367 2377 rVB4 18265 41712 4.41% 0.547%
30 17.315 2396 2402 2406 rBV 196650 287954 30.43% 3.777%
31 17.357 2406 2409 2414 rVB 90049 115778 12.23% 1.519%
32 17.445 2419 2424 2430 rVB 23910 33583 3.55% 0.441%
33 17.792 2480 2483 2486 rBV 14353 15029 1.59% 0.197%
34 18.192 2544 2551 2555 rBV2 81323 130906 13.83% 1.717%
35 18.233 2555 2558 2565 rVwV 38667 53367 5.64% 0.700%
36 18.309 2567 2571 2576 rVV2 11134 21081 2.23% 0.277%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028630.D

Acqg On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS Vvial : 11 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-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.374 2577 2582 2586 rVW2 34204 65630 6.94% 0.861%
38 18.415 2586 2589 2596 rVB 15600 22282 2.35% 0.292%
39 18.480 2596 2600 2604 rBV 10733 13297 1.41% 0.174%
40 18.680 2630 2634 2637 rVB2 11846 14910 1.58% 0.196%
41 18.921 2672 2675 2681 rBvV2 7311 10762 1.14% 0.141%
42 18.974 2681 2684 2687 rBV 9950 11841 1.25% 0.155%
43 19.098 2700 2705 2710 rBV2 22019 41020 4.33% 0.538%
44 19.156 2710 2715 2718 rVV3 6517 11817 1.25% ©.155%
45 19.233 2724 2728 2732 rBvV2 6878 12803 1.35% 0.168%
46 19.356 2744 2749 2755 rVB 117668 151207 15.98% 1.983%
47 19.462 2762 2767 2772 rBV4 24229 36784 3.89% 0.483%
48 19.686 2801 2805 2806 rBvV 19449 21620 2.28% 0.284%
49 19.715 2806 2810 2818 rvV 143263 207069 21.88% 2.716%
50 19.786 2819 2822 2828 rVB2 8848 12946 1.37% 0.170%
51 19.915 2839 2844 2849 rBV 795393 946349 100.00% 12.414%
52 20.045 2860 2866 2872 rBvV3 11785 28520 3.01% 0.374%
53 20.209 2884 2894 2899 rBV2 34197 69462 7.34% 0.911%
54 20.309 2907 2911 2916 rBV 26069 37781 3.99% 0.496%
55 20.362 2916 2920 2924 rBV 27663 36509 3.86% 0.479%
56 20.503 2940 2944 2947 rBV2 20856 26349 2.78% 0.346%
57 20.550 2948 2952 2956 rvv 16868 22179  2.34% 0.291%
58 21.109 3045 3047 3051 rBvV2 8931 11962 1.26% 0.157%
59 21.162 3051 3056 3067 rVV3 116206 173345 18.32% 2.274%
60 21.456 3100 3106 3110 rBV2 276322 423234 44.72%  5.552%
61 21.492 3110 3112 3119 rVB 56766 71540 7.56% ©.938%
62 23.615 3470 3473 3481 rVB 41113 71034 7.51% 0.932%

63 23.715 3484 3490 3496 rBV2 164782 308458 32.59% 4.046%

Sum of corrected areas: 7623299
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028630.D\data.ms
800000

700000
600000
500000
5.469

400000 7.104
300000

9.104
200000

10.739

100000 7.528

4.987 11.745

I s e s B s B I s s s B B O s Bt e At e s e B e e s By I s B B B B
I T I | | I I I I I I T I I T T T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM028630.D\data.ms
800000 19.915

o

700000

600000
13.198

500000

16.062

400000
300000

200000 14.580

100000

1&gﬁ§386 1

O e e e e e e e e e e e e e e e e e

Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM028630.D\data.ms
800000

700000

600000

500000

400000

21.456

300000

200000

100000

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Decane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.386 2.43 ng 33487  Acenaphthene-die 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 72
2 Tetradecane 198 C14H30 000629-59-4 72
3 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 64
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 59
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
Abundance Scan 1734 (13.386 min): BM028630.D\data.ms (-1723) - m/z 57.10 100.00%
57.1
5000
85.1
— —
H | 1251 13.00 13.50
bl L m/z 43.85  73.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane
43.0
5000 — —
71.0 13.00 13.50
m/z 71.05 50.48%
O \]-\5\-(‘)\‘}‘\\“‘}\\‘!“\\“\\‘1\\9\%‘.(\)\\‘\‘\\\]-\4‘%.\()\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
#yN e W
13.00 13.50
5000 m/z 41.10 42.16%
85.0
29.0
0 ‘\‘ “\ HH\ MH\ Il \\‘ 11\\30 m 14;"0 169.0 19\80
A A e m et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28442: Octane, 2,3,3-trimethyl- — —
43.0 13.00 13.50
m/z 85.10 33.74%
71.0
5000
113.0
N - B N | RO
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Benzoic acid, 2-(1-oxopropy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.039 3.29 ng 45385  Acenaphthene-d10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl phthalate 194 C10H1004 000131-11-3 92
2 Benzoic acid, 2-(1-oxopropyl)-, ... 192 C11H1203 032025-37-9 50
3 Methyl octan-2-yl phthalate 292 C17H2404 1000373-81-2 50
4 1,2-Benzenedicarboxylic acid, bu... 236 C13H1604 034006-76-3 50
5 Allyl methyl phthalate 220 C12H1204 1000373-89-1 50
Abundance Scan 1845 (14.039 min): BM028630.D\data.ms (-1840) (-  m/z 163.00 100.00%
163.0
5000 43.1
71.0
] \
AL poso 150 | seao
0 mewk‘ bl M;HmHmwwuww m/z 43.10 41.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55707: Dimethyl phthalate
168.0
5000 — :
14.00
77.0 m/z 57.05 41.70%
500 “ 1040 1330 | 1040
O \\\‘\\\\‘\\\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #54258: Benzoic acid, 2-(1-oxopropyl)-, methyl ester
163.0
T \
14.00
5000 m/z 71.05 32.57%
77.0
50.0 104.0 133.0
O L 1860
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137720: Methyl octan-2-yl phthalate AV —— ‘
163.0 14.00
m/z 85.10 20.54%
) M\J\ﬂ Jk
770
o150 410 117 1050 1350 222¢ Lo LMY WW |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknownl4.404 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.404 2.15 ng 29619  Acenaphthene-die 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylpropanoic acid, 2,7-... 236 C15H2402 1000299-33-5 32
2 (R)-(-)-(Z)-14-Methyl-8-hexadece... 254 C17H340 030689-78-2 27
3 [1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000351-50-1 25
4 2-(1-Butyl-2-nitroallyl)cyclohex... 239 C13H21NO3 1000192-05-9 25
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 11
Abundance Scan 1907 (14.404 min): BM028630.D\data.ms (-1901) (-  m/z 193.10 100.00%
193.1
41.0
69.0
5000 123.1
L nilil
‘ ‘ ‘ 14.50
01 . Hw‘w‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘H‘W m/z 41.05 70.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90787: 2,2-Dimethylpropanoic acid, 2,7-dimethyloct-7-el
57.0
5000 193.0 7
119.0 14.50
91.0 m/z 55.00 63.57%
29\ 0\‘\ b ) ‘\H | 152.0 ! 236.0
O ‘\WH‘\\‘\‘“‘\H\‘\\‘H\}‘H\\‘HH‘H‘H‘HHi\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #105867: (R)-(-)-(2)-14-Methyl-8-hexadecen-1-ol
55.0
——
82.0 14.50
5000 m/z 97.10 58.18%
109.0
ol A | ‘ ‘h 137:0 165.0 225.0 254.(
Raasaessesy R R e e RARRRES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55576: [1,2,4]Triazolo[1,5-a]pyrimidin-7-ol, 6-amino-2-et T
193.0 14.50
m/z 69.05 55.76%
54.0
5000 165.0
137.0
S S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Heptadecane, 7-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.292 4.96 ng 71443  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 86
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 74
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72

Abundance Scan 2228 (16.292 min): BM028630.D\data.ms (-2220) - m/z 57.05 100.00%
57.0

-

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0 16.00 16.50

m/z 85.05 27 .44%

5000
85.0
‘ ‘ 11‘31 111690 oo 16.00 16.50
ob bl bk L AL T 270wz 71.10 72.81%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #105899: Heptadecane, 7-methyl-
57.0
5000 i -
16.00 16.50
85.0 112.0 m/z 43.05 59.94%
b 2a00™ gm0
‘H\\‘\H\‘\\H‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
—r— —
16.00 16.50
5000 m/z 41.10 28.99%
85.0
290
o L [M3%1410 183051102300
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
—r— —

°

5000

113.0
183.0
ﬂ 141.0 | 225.0253.0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.00 16.50

290 ‘
H I,

o
(o]
a1
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.110 2.90 ng 41712  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 2367 (17.109 min): BM028630.D\data.ms (-2363) (- m/z 57.05 100.00%
57.0

2000 *AWNﬂVVWAAWWJMKAWAﬂ
—— —
‘ ‘ 9.1 1411 1921 17.00 17.50
ob— M‘M L T Y o m/z 71.e5 67.15%
miz--> 50 100 150 200 250
Abundance #48835: Tridecane
57.0
5000 — ——
17.00 17.50
m/z 43.10 52.51%
27‘\'0“ | | 1990 1410 1840
O\\\‘\“‘\‘\‘\“‘\“‘\“\‘\\“\\\‘\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
17.00 17.50
5000 ITI/Z 85.10 37.14%
113.0
27,0 183.0
o IO L L L 150t assoome
m/z--> 50 100 150 200 250
Abundance #124147: 2-Bromotetradecane T T
57.0 17.00 17.50
m/z 41.00 23.71%
b MWNMM\»WNV
99.0
27‘.0‘ ‘ ‘ ‘ ’141.0 197.0
L R 0 VN — —
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.192 9.09 ng 130906  Phenanthrene-die 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 62
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 60

Abundance Scan 2551 (18.192 min): BM028630.D\data.ms (-2544) (-  m/z 43.05 100.00%
43.0 ,73.0 192.1

:

5000
—— —
‘ | “1 18.00 18.50
0 _m‘; |yl m/z 73.85 93.71%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L

T :
18.00 18.50
m/z 60.00  93.50%

157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192.0
—— —
18.00 18.50
5000 ITI/Z 192.10 88.38%
96.0 165.0
- V0 - B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54741: Anthracene, 1-methyl- P e
192.0 18.00 18.50
m/z 41.10 78.84%
5000
165.0
27.0 63'0 96\'0 13‘9'0‘ h‘ i u‘ ‘\
[ e e e e e e e —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Phenanthrene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.233 3.71 ng 53367 Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 81
Abundance Scan 2558 (18.233 min): BM028630.D\data.ms (-2555) (- m/z 192.10 100.00%
192.1
5000 AM
630 245 152 .y 18.00 18:50
(o} : m/z 191.10 60.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 e R
18.00 18.50
m/z 189.00  28.61%
94.0
oero_ 530 17 sas0 1090 |
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54746: Phenanthrene, 1-methyl-
192.0 N\
——
18.00 18 50
5000 m/z 190.05 14.33%
o270 630 960 1260 1630 |
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54731: Anthracene, 9-methyl- — AA‘ ‘
192.0 18.00 18 50
m/z 165.00 13.72%
5000
96.0
0270 630 | 1260 1630 | N i
MH‘_HW‘HWH‘WH‘WHH‘HHM‘HM"_H‘_HW‘HWH‘WH —— A
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.374 4.56 ng 65630  Phenanthrene-die 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
4 Carbonic acid, butyl 2-formyl-4,... 290 C12H12C1204 1000331-42-2 38
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 30

Abundance Scan 2582 (18.374 min): BM028630.D\data.ms (-2577) (-  m/z 190.10 100.00%
19p.1

5000
94.6 M
165.0 Pty
39.0 63.0 | ‘ 139.0 ” 18.00 18.50 ;
Ot bbb Sl m/z 189.05  98.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 : M A
94.0 18.00 18.50
' m/z 192.05 58.06%
o390 630 | | 11501370 1630 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
1800 1850
5000 ITI/Z 191.05 47 .17%
94.0
‘ 163.0 Hrm
) I N N NN |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene
192.0 1800 1850

m/z 94.60  28.75%

B MWN
165.0
280 630 9?0 139.0 ‘\ m
S

m/z--> 20 40 60 80 100 120 140 160 180 200 18. 00 18 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.098 2.85 ng 41020  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 95
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 95
3 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 93
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 90
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C1l6H14 007469-40-1 81
Abundance Scan 2705 (19.098 min): BM028630.D\data.ms (-2700) (-  m/z 206.10 100.00%
206.1
5000
PRV A R Y
178.1 19.00 19.50
300 630 797, 1520~} "] ]
(O e e e m/z 191.05 50.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 WM\ U —
19.00 19.50
101.0 m/z 189.10 29.58%
O \\\‘2\7\\0\‘\5\1-\\0‘\\7\61‘0\1‘\‘\ 13901650
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66249: 9,10-Dimethylanthracene
206.0 M
i N Ml
19.00 19.50
5000 m/z 205.10 22.92%
ol15.0 300 630 890 1270 R
A T e  EEAREmAREE SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ {\ (H\/
Abundance #66250: Anthracene, 1,4-dimethyl- e bl ‘A
206.0 19.00 19.50
m/z 207.05 20.45%
5000
oL 300 630 M 1150 1520 1780
AR amam e o e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Pyrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.209 3.28 ng 69462 Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
Abundance Scan 2894 (20.209 min): BM028630.D\data.ms (-2884) (-  m/z 216.10 100.00%
216.1
5000 /\
oo o
570 1075 ‘ 20.00 20.50
147.0176. 267.
o A p‘u ity Hw“m e 1 — ‘ — 670 m/z 215.10  76.92%
miz-> 50 100 150 200 250
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 A /\ T
20.00 20.50
95.0 m/z 213.10 20.02%
0 \2\7\0\ ‘6\3.\0\ \““H\ T T ‘16\3\0\ h‘i i \“H\ LA N B
miz--> 50 100 150 200 250
Abundance #74422: 11H-Benzol[b]fluorene
216.0 »N\
20.00 20.50
5000 m/z 217.10 17.63%
108.0
57.0 | “ 163.0 H
ob e e R
miz--> 50 100 150 200 250
Abundance #74419: 11H-Benzol[a]fluorene hM‘ ‘ ‘ ﬁﬂ‘
216.0 20.00 20.50
m/z 107.50  12.94%
5000
107.0
0 27.0 63.0 L ‘ \H 163.0 | H | ‘ﬂ‘ Nj\ /\/\4 f‘\ﬂ\‘

m/z--> 50 100 150 200 250 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM@28630.D

Acq On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Pentafluoropropionic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.162 8.19 ng 173345 Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 94

Abundance Scan 3056 (21.162 min): BM028630.D\data.ms (-3051) (-  m/z 57.10 100.00%
b7.1

5000 /L\
| soo s
207.1246.1 ‘ :
N | “u‘H“!‘M L2038, 43,05 98.33%
miz--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
97.0
5000 — ——
21.00 21.50
m/z 55.10 94.62%
NEREY ‘ Hlis 12 18202280 269.0 370.
\\\\‘ \\‘\!\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0 —— —
21.00 21.50
5000 m/z 83.10 81.88%
WL
o ALy se20
miz--> 50 lOO 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester 1 —
57.0 21.00 21.50
m/z 69.05 71.91%
5000 JM
oiso L \\ oo 200s80 gm0 ol
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20221\
Data File : BM028630.D

Acqg On : 02 Feb 2021 19:48
Operator : CG/JU

Sample : M1286-13

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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|
Decane 13.386 2.4 ng 33487 3 14.580 275625 20.0
Benzoic acid, 2... 14.039 3.3 ng 45385 3 14.580 275625 20.0
unknownl4.404 14.404 2.1 ng 29619 3 14.580 275625 20.0
Heptadecane, 7-... 16.292 5.0 ng 71443 4 17.315 287954 20.0
Tridecane 17.110 2.9 ng 41712 4 17.315 287954 20.0
n-Hexadecanoic ... 18.192 9.1 ng 130906 4 17.315 287954 20.0
Phenanthrene, 2... 18.233 3.7 ng 53367 4 17.315 287954 20.0
4H-Cyclopenta[d... 18.374 4.6 ng 65630 4 17.315 287954 20.0
Phenanthrene, 2... 19.098 2.9 ng 41020 4 17.315 287954 20.0
Pyrene, 1-methyl- 20.209 3.3 ng 69462 5 21.456 423234 20.0
Pentafluoroprop... 21.162 8.2 ng 173345 5 21.456 423234 20.0
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