LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\

Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12 Instrument :
Operator : CG/JU BNA_M

Sample : M1l667-01 ClientSampleld :
Misc . DRUM-TOTE-COMP

ALS Vvial : 11 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29135.D\data.ms

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

# min  scan scan scan TY height area % max total
1 5.193 370 375 385 rBV 83164 122175 17.42%  3.280%
2 6.816 646 651 663 rBB 42583 74311 10.60% 1.995%
3 7.616 782 787 795 rBV 24692 37701 5.38% 1.012%
4 8.787 979 986 999 rBV 102419 165140 23.55% 4.434%
5 9.316 1071 1076 1082 rBV 6005 8058 1.15% 0.216%
6 10.345 1240 1251 1255 rBV4 3500 7880 1.12% 0.212%
7 10.404 1255 1261 1270 rVB 33317 54383 7.76% 1.460%
8 10.528 1276 1282 1293 rBB7 6694 14261 2.03% 0.383%
9 10.710 1307 1313 1324 rVB 62407 98024 13.98% 2.632%
10 11.169 1383 1391 1409 rBV 399695 701168 100.00% 18.826%
11 12.898 1678 1685 1691 rBV 238354 334728 47.74%  8.987%
12 13.016 1701 1705 1714 rBV 20465 35717 5.09% 0.959%
13 13.175 1726 1732 1739 rVB 33751 52207 7.45% 1.402%
14 13.757 1826 1831 1836 rBV 11176 15135 2.16% 0.406%
15 13.810 1836 1840 1847 rVB 23291 30355 4.33% 0.815%
16 14.033 1871 1878 1882 rVV2 7330 10268 1.46% 0.276%
17 14.286 1916 1921 1928 rVB2 50243 73809 10.53% 1.982%
18 14.910 2022 2027 2031 rBV6 4002 7478 1.07% 0.201%
19 15.263 2082 2087 2094 rVBO 4947 11264 1.61% 0.302%
20 15.339 2094 2100 2105 rBVv4 3445 7705 1.10% 0.207%
21 15.786 2171 2176 2181 rBV 196414 276656 39.46% 7.428%
22 15.957 2202 2205 2210 rBV6 5183 8546 1.22% 0.229%
23 16.016 2210 2215 2220 rVV5 4345 8781 1.25% 0.236%
24 16.133 2231 2235 2240 rBVS8 5632 7617 1.09% 0.205%
25 16.433 2278 2286 2289 rBVS8 5667 14512 2.07% 0.390%
26 16.816 2346 2351 2352 rBV4 4460 7306 1.04% 0.196%
27 17.039 2383 2389 2394 rBV 63536 92268 13.16% 2.477%
28 17.945 2537 2543 2551 rBV 136584 199051 28.39% 5.344%
29 18.668 2663 2666 2674 rVB 27373 36436 5.20% 0.978%
30 18.762 2679 2682 2685 rvB2 7038 8307 1.18% 0.223%
31 19.227 2756 2761 2773 rBV 267248 368021 52.49% 9.881%
32 19.668 2831 2836 2844 rVB 451024 522366 74.50% 14.025%
33 20.298 2941 2943 2946 rBV3 6124 7176 1.02% 0.193%
34 20.933 3047 3051 3058 rVB 68369 95006 13.55% 2.551%
35 21.215 3095 3099 3107 rVB 83690 111372 15.88%  2.990%
36 23.356 3457 3463 3469 rVB 56001 99304 14.16% 2.666%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

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-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 3724492
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029135.D\data.ms

400000 11.169

300000

200000

8.787

6.816
7 616 10.404
0 f\ 9.316 10.50:52

T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T 1 T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T I

7—v—r—vﬁ*
Time--> 3.00 350 400 450 500 5.50 6.00 6.50 7.00 750 8.00 850 9.00 9,50 10.00 1050 11.00 11.50
Abundance TIC: BM029135.D\data.ms

100000 5.193

19.668

400000
300000 19.227
12.898

15.786
200000

100000

14.286

175
0 }ﬁj 1%%)3?:/\ 14.9103552639

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM029135.D\data.ms

20.298

400000
300000

200000

0.9&}.215

100000{ 2 23.356

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknown9.31 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.316 2.96 ng 8058 Naphthalene-d8 10.404

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Artemiseole 152 C10H160 060485-46-3 33

2 7-Methylene-9-oxabicyclo[6.1.08]n... 136 C9H120 264628-23-1 23

3 3-hydroxy-2-methyl-5-(prop-1-en-... 168 C10H1602 1000365-66-6 23

4 Cyclopentane, 1,3-bis(methylene)- 94 (C7H1e 059219-48-6 16

5 1,3,5-Hexatriene, 3-methyl-, (E)- 94 (C7H1e0 024587-26-6 12

Abundance Scan 1076 (9.316 min): BM029135.D\data.ms (-1071) (-) m/z 43.00 100.00%

43.0
79.0 109.0
5000
137.0
“ H ‘ 9.00 9.20 9.40 9.60
orr——t—t———— m/z 109.00 68.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25075: Artemiseole
43.0
79.0 95.0
5000 L L R IR R
9.00 9.20 9.40 9.60
137.0 m/z 79.00 65.99%
[OF; ] F “‘\ ‘ rr \H ‘\\‘\1:\[‘ T \“ \1\5\3\0‘\
miz--> 20 40 80 100 120 140 160
Abundance  #16531: 7—Methylene—9—oxabicyc|0[6.1.0]non—2—ene
79.0
39.0
e EAGEmEES ST,
107.0 9.00 9.20 9.40 9.60
5000 m/z 39.00 48.87%
5Fo H 136.0
oy M AL L
m/fz--> 20 80 100 120 140 160
Abundance #36487: 3- hydroxy 2-methyl-5-(prop-1-en-2-yl)cyclohexat AR S
43.0 9.00 9.20 9.40 9.60
820 108.0 m/z 94.00 47.41%
5000
Tl
Mt . YE N | E
m/z--> 20 0 60 80 100 120 140 160 9.00 9.20 9.40 9.60

8270-BM022321.M Tue Mar 16 05:18:03 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl@.34 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.345 2.90 ng 7880  Naphthalene-d8 10.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethinamate 167 C9H13NO2 000126-52-3 17
2 2-Hexyn-1-o0l 98 C6H100 000764-60-3 10
3 9-Oxabicyclo[6.1.0]non-6-en-2-one 138 C8H1002 1000211-01-6 9
4 Bicyclo[10.1.0]trideca-4,8-diene... 329 C20H24C1NO 322417-02-7 9
5 2-Heptanone, 6-methyl-5-methylene- 140 C9H160 000498-51-1 9
Abundance Scan 1251 (10 345 min): BM029135.D\data.ms (-1240) (- ' m/z 41.00 100.00%
41.0 91.0
118.9
55.0
134.0
5000
69.1 n M
— =
10.00 10.50
Ol e b e e e M/ 91,00 94.42%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #36211: Ethinamate
91.0
106.0
5000 39.0 530 o —
67.0 10.00 10.50
m/z 118.90 72.52%
L L e
OH’\\H‘HH“H\l\H\‘H\H‘iHH‘\‘H\‘!‘\H‘HH‘HH‘\HH‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #3144: 2-Hexyn-1-0
41.
0 55,0 83.0
— ——
27.0 10.00 10.50
5000 m/z 43.00 67.56%
| s
oH,‘wal‘!U‘mw ) S
m/z--> 20 30 40 50 60 70 80 90 100 110120130140
Abundance #17368: 9-Oxabicyclo[6.1.0Jnon-6-en-2-one = D
81.0 109.0 10.00 10.50
39.0 m/z 39.00  66.32%
5000
ow,w_m_mm_»l‘um«\_\\\,u\wmzp,&%ﬁeu —ahally
m/z--> 20 30 40 50 70 80 90 100110120130140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 1-Decyne Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.528 5.24 ng 14261 Naphthalene-d8 10.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decyne 138 C10H18 000764-93-2 56
2 1-Undecyne 152 C11H20 002243-98-3 50
3 Cyclopropaneethanol 86 C5H100 002566-44-1 47
4 Cyclopropane, (1l-methylethylidene)- 82 C6H10 004741-86-0 46
5 Spiropentane, butyl- 124 C9H16 006191-90-8 42
Abundance Scan 1282 (10.528 min): BM029135.D\data.ms (-1276) (- m/z 67.00 100.00%
67.0
41.0
95.0
5000 ﬂ ﬂ
s
I o0
-yt m/z 41.00 74.90%
miz-> 20 40 60 80 100 120 140
Abundance #16832: 1-Decyne
41.0
81.0 M /W
5000 [}l T T T T T T T T
57.0 10.50
m/z 39.00 60.71%
109.0
0 26*[!![137.0
miz-> 20 40 60 80 100 120 140
Abundance #25392: 1-Undecyne
41.0
81.0 I ‘A‘N A g
10.50
5000 m/z 95.00 51.73%
.0
aap L
ol 22 MLl gl Ly 120
miz--> 20 40 60 80 100 120 140 ﬂ
Abundance #1754: Cyclopropaneethanol R R
67.0 10.50
39.0 m/z 55.80  47.24%
5000
il [
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 2-Propanone, 1-phenoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.710 36.05 ng 98024 Naphthalene-d8 10.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1-phenoxy- 150 C9H1002 000621-87-4 90
2 Benzene, nitroso- 107 C6H5NO 000586-96-9 50
3 Phenol, 2-butyl- 150 C10H140 003180-09-4 47
4 Benzene, 1l-ethoxy-4-ethyl- 150 C10H140 001585-06-4 40
5 3-Penten-2-one, 3-(2-furanyl)- 150 C9H1002 056335-77-4 38
Abundance Scan 1313 (10.710 min): BM029135.D\data.ms (-1307) (- m/z 77.00 100.00%
71.0
43.0
107.0 150.0
5000 }\
—
‘ | 10.50 11.00
o‘m‘HHWmp‘u‘uM‘Hu_mw”_m‘ m/z 42.95 76.07%
miz-> 20 40 60 80 100 120 140
Abundance #24421: 2-Propanone, 1-phenoxy-
43.0 77.0
107.0
5000 1500 T T T T T T
10.50 11.00
15.0 m/z 150.00 60.75%
miz--> 20 40 60 80 100 120 140
Abundance #5142: Benzene, nitroso-
71.0
—— —
510 107.0 10.50 11.00
5000 m/z 107.00 57.70%
27.0
okl el
miz--> 20 40 60 80 100 120 140
Abundance #23699: Phenol, 2-butyl- T ——
107.0 10.50 11.00
m/z 51.00 39.57%
5000
43.0 77.0 150.0
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 1-Phenoxypropan-2-ol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.169 257.86 ng 701168 Naphthalene-d8 10.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 59
4 Benzene, (2-methylpropoxy)- 150 C10H140 001126-75-6 50
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 47

Abundance Scan 1391 (11.169 min): BM029135.D\data.ms (-1383) -  m/z 94.00 100.00%

94.0
5000
77.0
N 1551 11.00 1150
119.0 . :
owwmn‘”‘ “‘ “u“‘m‘,”m ““‘ m/z 77.00  31.06%
m/z--> 20 80 100 120 140
Abundance #25942 1-Phenoxypropan-2-o
94.0
5000 j\ T T
770 11.00 11.50
‘ 1520 m/Z 45.19 21.54%
O\ \1\5\(‘)\ \ T \““‘\‘\“\ T ‘(m\ T \“’ T \‘\ ‘ T !\l]\_g‘\()\ T ‘ T !‘\ ‘
m/z--> 100 120 140
Abundance #25961.l—PropanoL3—phenoxy—
94.0
‘ ‘ ——
11.00 11.50
5000 m/z 51.00 19.95%
77.0 152.0
20 1L lmo
0“““u“““ . ““,"u“““p““““u‘
m/z--> 20 100 120 140 /\
Abundance #17283.Ethan0L2—phenoxy— T —
94.0 11.00 11.50
m/z 78.00 19.10%
5000
77.0 138.0
270 SO0
0 M \‘m‘ \“ \H I ‘ | I —

—
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Propanoic acid, 2-phenoxy- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.016 9.68 ng 35717  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-phenoxy- 166 C9H1003 000940-31-8 95
2 3-Phenoxypropionic acid 166 C9H1003 007170-38-9 53
3 Methane, isopropoxyphenoxy- 166 C10H1402 000828-12-6 49
4 Carbamic acid, butylmethyl-, phe... 207 C12H17NO2 054644-61-0 43
5 Benzaldehyde, oxime 121 C7H7NO 000932-90-1 40
Abundance Scan 1705 (13.016 min): BM029135.D\data.ms (-1701) (- m/z 94.00 100.00%
94.0 121.0
166.0
5000
39.0 65.0
T T ‘ \AM\ ‘
‘ | ‘ ‘ 13.00
O] H‘Hu‘mJWH‘HH“HH_H‘_‘W m/z 121.00  95.60%
miz--> 20 80 100 120 140 160
Abundance #35644.Propanok:add,z-phenoxy-
940 121.0
5000 166.0 A — ‘
13.00
51.0 m/z 77.00 69.73%
IO |
O\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #35627: 3- Phenoxypromonn:acm
94.0 /\ )
4
13.00
5000 m/z 166.00 56.23%
166.0
39.0 66.0
0 15.0 A ‘H\ H | 1210 1470 |
e e ‘““‘H““““H““““H
miz--> 20 40 60 80 100 120 140 160
Abundance #34823: Methane, isopropoxyphenoxy- — ‘
94.0 13.00
m/z 39.00 31.68%
5000
43.0
660‘ 1360 166.0 )\ﬁ/\
o"‘w"";‘m‘_‘M"‘M_‘m_”l_m_‘m R B B B 0 T
m/z--> 20 40 60 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.175 14.15 ng 52207 Acenaphthene-d10 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 58
3 Metacetamol 151 C8HINO2 000621-42-1 53
4 Acetaminophen 151 C8H9NO2 000103-90-2 53
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 36
Abundance Scan 1732 (13.175 min): BM029135.D\data.ms (-1726) (-  m/z 43.00 100.00%
3.0
109.1
5000 151.1
- =
‘ ‘ 85.0 13.00 13.50
O+ “p:mu“w‘ il mw ol e M/Z 109.100 60.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 T /‘\ T T
13.00 13.50
69.0 m/z 151.05 38.47%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24970: Pyridine, 3-butyl-, 1-oxide
109.0
1 —
151.0 13.00 13.50
5000 m/z 41.05 26.71%
39.0 65.0 ‘
0 HW\1w‘,‘“‘w‘}“w“\“‘u\‘“}‘w m‘;,v‘w‘u‘m“w\‘M\m‘\m‘\m‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol il - ——
109.0 13.00 13.50
m/z 57.10 16.56%
5000 151.0
43.0
Ll
0 AN ESPIRPPN NURAD NS — AT AV I 1 Y
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@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl13.81 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.810 8.23 ng 30355 Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3,4-dihydroxyphenyl)- 167 C8H9NO3 037519-14-5 47
2 Acetamide, N-(4-mercaptophenyl)- 167 C8HINOS 001126-81-4 25
3 4-Hydroxy-6-(methylamino)pyrimidine 125 C5H7N30 001122-67-4 22
4 2-Isopropyl-5-methyl-6-oxabicycl... 168 C10H1602 1000186-21-3 22
5 2,4,6-Pyrimidinetriamine 125 C4H7N5 001004-38-2 18
Abundance Scan 1840 (13.810 min): BM029135.D\data.ms (-1836) (-  m/z 57.05 100.00%
57.0
125.0
5000 167.0 MJLW
‘ 97.0 13.50 14.00
Ot 70 WL L b L m/z 125.00 65.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36152: Acetamide, N-(3,4-dihydroxyphenyl)-
125.0
5000 167.0 - —
43.0 79.0 13.50 14.00
' m/z 41.85 47.93%
O\\\\‘\‘\\\“H\\“!“\‘\1‘\\“‘\\\\;L‘O\S\.(\)\‘“\\\‘\\\\‘\}\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36190: Acetamide, N-(4-mercaptophenyl)-
125.0 167.0
43.0 - i
13.50 14.00
5000 m/z 167.00 42.84%
93.0
15.0 69.0 H ‘
0 it B u‘p‘l‘w‘l‘u i‘m“hu P w‘M“‘ e - R !“ e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10757: 4-Hydroxy-6-(methylamino)pyrimidine — —
125.0 13.50 14.00
m/z 43.00 29.98%
5000
82.0
30.0
‘ 57.0 ‘
o‘Hw‘“1‘pg‘u“M“w!‘HMH“‘_H“1“”_”‘_”‘_‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl4.03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.033 2.78 ng 10268 Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-6,8-dihydroxypurine 167 C5H5N502 005614-64-2 36
2 Morpholine, 4-(1-cyclohexen-1-yl)- 167 C10H17NO 000670-80-4 9

3 2-tert-Butyl-1,2,4-triaza-spiro[... 241 C12H23N3S 1000295-34-6 9
4 4-0xo-.beta.-isodamascol 208 C13H2002 1000108-91-1 9
5 1,3-Benzenedicarbonyl dichloride 202 C8H4Cl1202 000099-63-8 9

Abundance Scan 1878 (14.033 min): BM029135.D\data.ms (-1871) (-  m/z 167.00 100.00%

16V7.0
57.1
5000
] T T
97.0 139, ‘ 14.00
bl L s sz 57.10 69.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35976: 2-Amino-6,8-dihydroxypurine
167.0
43.0 ,‘/LJ\L\/\«/\“\n
5000 I S
14.00
69.0 m/z 41.05 37.78%
‘ o 125.0
O\\]-\6\‘0\‘!\\‘!\\H‘\‘\H\\‘!“\\‘}“\\W\‘\‘m\\‘\\\\‘\l\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35895: Morpholine, 4-(1-cyclohexen-1-yl)-
167.0
T T
14.00
5000 108.0 m/z 43.00 31.83%
81.0
41.0 136.0
ARV YUY N N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94724: 2-tert-Butyl-1,2,4-triaza-spiro[4.6]Jundecane-3-thi e |
167.0 14.00
m/z 182.00 22.19%
5000
41.0
69.0 110.0
N 141.0 241.(
—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl14.91 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.910 2.03 ng 7478  Acenaphthene-d10 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-17-7 27
2 2-Ethylindane-1,3-dione 174 C11H1002 027606-61-7 10
3 3-Isopropylidenephthalide 174 C11H1002 004767-54-8 10
4 2,4,5-Trimethylphenylacetonitrile 159 C11H13N 075279-58-2 10
5 Acrylophenone, 2,2',5'-trimethyl- 174 C12H140 016205-96-2 9

Abundance Scan 2027 (14.910 min): BM029135.D\data.ms (-2022) (-  m/z 132.00 100.00%

132.0 159.0
180.0
51.0 105.0
L)
R e L
‘ ‘ ‘ 15.00
o"H"‘H“m“_‘wm”_m_‘ el gz 159.00  82.15%
m/z--> 20 40 80 100 120 140 160 180
Abundance #41178: Naphthalene, 1,2,3,4-tetrahydro-2,5,8-trimethyl-
1320 1590
15.00
39.0 91.0 m/z 174.00  75.85%
15.0 63.0
O\ T \‘\ ‘ \‘}‘\ \““\ \“}‘\ ‘h \‘\ }H‘ T \‘f T ‘M:‘L\J-\ \f‘\”‘ T f‘\ ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40981: 2-Ethylindane-1,3-dione
159.0
A
15.00
104.0 9
m/z 114.90 73.23%
5000 76.0
50.0 131.0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #40984: 3-Isopropylidenephthalide e
174.0 15.00
m/z 180.00 64.30%
104.0
5000 76.0
a1 0 131.0
; 1550 _ L
m/z--> 20 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl5.26 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.263 3.05 ng 11264  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-2,5,8-t... 172 C13H16 030316-23-5 10
2 3-Quinolinecarbonitrile, 5,6,7,8... 158 C10H1ON2 101871-76-5 9
3 .alpha.-Methyl-2-naphthalenemeth... 172 C12H120 007228-47-9 9
4 Quinoline, 4-ethyl- 157 C11H11N 019020-26-9 9
5 1,2-Dibromocyclobutanecarboxalde... 240 C5H6Br20 1000193-25-2 9
Abundance Scan 2087 (15.263 min): BM029135.D\data.ms (-2082) (-  m/z 175.00 100.00%
175.0
1470 7
119.0
i
—H e
‘ 15.00 15.50
oHH_m_HWm‘mWm_m_m_m_ m/z 147.00  81.55%
m/z--> 20 100 120 140 160 180
Abundance  #39893: Naphthalene, 1,2-dihydro-2,5,8-trimethyl-
157.0
5000 T T T A T m ﬂ T n
15.00 15.50
12 m/z 157.10  73.54%
180 390 1020‘ TOM
O\\\‘\‘\‘”\\“‘\\‘ﬁ q‘\“\‘l“\\\\‘\\\” “\\‘i‘ ‘H“\\‘\‘\‘\
m/z--> 20 60 80 100 120 140 160 180
Abundance  #29587: 3—Quinolinecarbonitri|e, 5,6,7,8-tetrahydro-
130.0 157.0
15.00 15.50
m/z 119.00 67.48%
5000 39.0 /
76.0 103.0
0
m/fz--> 20 40 60 100 120 140 160 180
Abundance #39850: .alpha.—Methyl—2—naphthalenemethanol
129.0 15.00 15.50
m/z 143.00 62.62%
5000
157.0
43.0
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.339 2.09 ng 7705  Acenaphthene-d10 14.286

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-3,4,... 174 C12H140 035322-84-0 59
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 53
3 1(3H)-Isobenzofuranone, 3-propyl... 174 C11H1002 017369-59-4 47
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-17-7 33
5 2-Ethylindane-1,3-dione 174 C11H1e02 027606-61-7 17
Abundance Scan 2100 (15.339 min): BM029135.D\data.ms (-2094) (-  m/z 159.00 100.00%
159.0
5000 A
77.0 128.0 ﬂ r\ M Mﬂ
42.1 h‘AM‘ﬂI
H h H ‘ 15.00 15.50
0m_m‘mWm‘mwmme‘mw m/z 174.00  38.59%
m/z--> 20 60 100 120 140 160 180
Abundance #41115: 1H-|nden-1-one, 2,3-dihydro-3,4,7-trimethyl-
159.0
5000 e —
15.00 15.50
510 91.0 131.0 m/z 128.00  31.28%
27.0 79.
O,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41182: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl-
159.0
i A
15.00 15.50
5000 m/z 77.00 30.90%
39.0 g o | 129.0 ‘ ‘
8 Y N B VO T A
m/fz--> 20 40 60 80 100 120 140 160 180 A
Abundance #41007: 1(3H)-Isobenzofuranone, 3-propylidene- = —
159.0 15.00 15.50
m/z 115.00 27.82%
5000 104.0
76.0 131.0
] Y
0 270 Ly “\ i ‘HHH‘ ‘ ‘\ i i ‘ Al l — —

m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl6.43 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.433 3.15 ng 14512  Phenanthrene-die 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl diethylmalonate 216 C11H2004 000077-25-8 10
2 2-Butenimidic acid, 3-methyl-N-p... 189 C12H15NO 056830-02-5 4

3 Benzene, (3,3,3-trichloro-1-prop... 220 C9H7C13 076707-82-9 4
4 Benzene, (1,3,3-trichloro-2-prop... 220 C9H7C13 062098-05-9 4

5 Phthalic acid, di(4-bromobenzyl)... 502 C22H16Br204 1000371-02-2 4

Abundance Scan 2286 (16.433 min): BM029135.D\data.ms (-2278) (- m/z 41.00 100.00%

1 WM
189.0
5000
117.0
77.0 —
a0
Y S N o) A 11 _m”m” Al m/z 149.00  65.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73844: Diethyl diethylmalonate
29.0
115.0
143.0 188.0
5000 69.0
16.50
m/z 189.00 57.10%
O\\’1217.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52452: 2-Butenimidic acid, 3-methyl-N-phenyl-, methyl €
189.0
16.50
m/z 146.00 39.97%
5000 77.0 158.0 /
131.0
51.0
[N s
NN S 16T A ) A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #77889: Benzene, (3,3,3-trichloro-1-propenyl)-, (E)-
149.0 16.50
185.0 m/z 39.00 38.21%
5000
36.0 115.0
75.0
0 222.0
1 \\‘\\\\i‘\\\ L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 14 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.945 43.15 ng 199051  Phenanthrene-die 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2543 (17.945 min): BM029135.D\data.ms (-2537) (-  m/z 43.05 100.00%

43.0
73.0
5000
129.0
213.1 —
‘ Hl? 157.1185.1 ‘ 256.1 18.00
ouwu“:‘mw“ “M‘m”wm muhmw‘”_Mmu_mw‘_ m/z 41.05 89.86%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
18.00
157.01g5 2130  256.0 m/z 60.00 83.11%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
73.
43.0 0
==
18.00
5000 129.0 ITI/Z 72.95 78.20%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 18.00
m/z 55.10 77.03%
5000 129.0
199.0
e e T
O%?RkwﬁwwJMNMHNHM‘WH_‘JMJHJH‘_HW‘HWH‘W‘ —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl8.66 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.668 7.90 ng 36436  Phenanthrene-die 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-isocyano-2,4,4-trimet... 139 C9H17N 014542-93-9 37
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 32
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 32
4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 32
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 27

Abundance Scan 2666 (18.668 min): BM029135.D\data.ms (-2663) (- m/z 57.05 100.00%
57.0

2% or0 %NMAVAMﬁ\F/\j\AWN“ﬁMAﬂ
1850  19.00
139.0 1691 2130 ' :
omwui“m!_“w‘w‘m,”m,wH‘wmwHmwwww m/z 97.65  38.82%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #17915: Pentane, 2-isocyano-2,4,4-trimethyl-
57.0
97.0
5000 — —
18.50 19.00
29.0 m/z 113.05 37.79%
O HH‘\‘H\“H” ‘\‘\“H‘h\H’HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
AN PR TR
18.50 19.00
5000 m/z 55.05 33.83%
97.0
0 29"0“4 ‘\ I .| 147.0177.0 2190 261.(
AR a s L A e e R e e A RARARE
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- T —
57.0 18.50 19.00
m/z 83.10 17.48%
5000 113.0 W
ob il 850 | 1430 R
m/z--> 20 40 60 80 100120140160 180200220 240260 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.227 66.09 ng 368021 Chrysene-d12 21.215
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 87
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2761 (19.227 min): BM029135.D\data.ms (-2756) (-  m/z 43.10 100.00%

43.1
5000
129.0
—— _—
H‘ ‘ 181‘5 ! 24‘1'2 284.1 19.00 19.50
ob e MM L m/z 4l.e5  78.09%
miz--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 — o
19.00 19.50
185.0 241.0 284.0 ITI/Z 60.00 71.64%
O\\\“ ‘“M‘M‘\“‘\\‘\\“‘\\‘\\“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
73.0
—— —
19.00 19.50
5000 129.0 ITI/Z 55.05 70.30%
29.(
‘ 199.0 242 0
| H \\H“\ nhH\ u‘\ ul ‘ L] ‘ ‘
o ¥ B Wm_m_m_w
miz--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es o ——
43.0 19.00 19.50
m/z 73.00 69.35%
5000 284.0
3.0 1290
H ‘ 185.0 2410
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@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12

Operator : CG/JU

Sample : M1667-01 :
Misc . DRUM-TOTE-COMP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.933 17.06 ng 95006 Chrysene-d12 21.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Cyclopentadecane 210 C15H30 000295-48-7 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93

Abundance Scan 3051 (20.933 min): BM029135.D\data.ms (-3047) (-  m/z 43.10 100.00%

83.0
5000
25.1 5100
21.00
181.1 2270 283.0
oL ,Mr Rt B B S e m/z 55.10 89.59%
mi/z--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
55.0
97.0
5000 L
21.00
‘ m/z 57.10 83.41%
OL\4\O“\‘ “\’\LW‘ ‘“\‘ \M\M‘ U‘ \R\3??\%8}p‘ L B \3‘08\.|
m/z--> 50 100 150 200 250 300
Abundance #115905: 1-Nonadecene
41.0
——
5000 m/z 41.10 70.27%
rzs.o
o LALLL L] g0 a0
m/z--> 50 100 150 200 250 300
Abundance #69583: Cyclopentadecane —
83.0 21.00
410 210.0 m/z 83.05 61.81%
5000
25.0
SERERS RN SR L
m/z--> 50 100 150 200 250 300 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29135.D

Acqg On : 15 Mar 2021 18:12
Operator : CG/JU

Sample : M1667-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.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|
unknown9.31 9.316 3.0 ng 8058 2 10.404 54383 20.0
unknown10.34 10.345 2.9 ng 7880 2 10.404 54383 20.0
1-Decyne 10.528 5.2 ng 14261 2 10.404 54383 20.0
2-Propanone, 1-... 10.710 36.0 ng 98024 2 10.404 54383 20.0
1-Phenoxypropan... 11.169 257.9 ng 701168 2 10.404 54383 20.0
Propanoic acid,... 13.016 9.7 ng 35717 3 14.286 73809 20.0
2,4,7,9-Tetrame... 13.175 14.2 ng 52207 3 14.286 73809 20.0
unknown13.81 13.810 8.2 ng 30355 3 14.286 73809 20.0
unknownl14.03 14.033 2.8 ng 10268 3 14.286 73809 20.0
unknown14.91 14.910 2.0 ng 7478 3 14.286 73809 20.0
unknown15.26 15.263 3.0 ng 11264 3 14.286 73809 20.0
1H-Inden-1-one,... 15.339 2.1 ng 7705 3 14.286 73809 20.0
unknownl16.43 16.433 3.1 ng 14512 4 17.039 92268 20.0
n-Hexadecanoic ... 17.945 43.1 ng 199051 4 17.039 92268 20.0
unknown18.66 18.668 7.9 ng 36436 4 17.039 92268 20.0
Octadecanoic acid  19.227 66.1 ng 368021 5 21.215 111372 20.0
1-Docosene 20.933 17.1 ng 95006 5 21.215 111372 20.0
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