LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS Vvial : 12 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-BM060921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@30441.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.581 79 84 89 rBv2 131986 194969 2.86% 0.416%
2 4.040 158 162 168 rVB 53766 79510 1.17% 0.170%
3 4.599 252 257 262 rVB 63184 92507 1.36% 0.198%
4 4.963 313 319 327 rBV 268501 394110 5.78% 0.842%
5 5.352 380 385 391 rVB 45450 70931 1.04% 0.151%
6 5.428 391 398 404 rBV 3108643 4485478 65.81% 9.580%
7 5.487 404 408 417 rVB 126310 268442  3.94% 0.573%
8 5.857 464 471 477 rBV 57248 89524 1.31% 0.191%
9 6.034 493 501 508 rBvV 45842 77146 1.13% 0.165%
106 7.010 657 667 683 rBV 3001890 4856948 71.26% 10.373%

11 7.834 800 807 814 rVB 583940 913947 13.41%
12 8.987 996 1003 1012 rVB 1679238 2746796 40.30%
13 10.398 1234 1243 1261 rBV 1178083 1952972 28.65%
14 10.622 1274 1281 1296 rVB 706590 1213882 17.81%
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15 11.898 1489 1498 1510 rBv2 47282 107949  1.58% 231%
16 13.080 1691 1699 1710 rBV 3541841 5223697 76.64% 11.156%
17 13.280 1726 1733 1741 rVB 54245 84167 1.23% 180%
18 13.886 1827 1836 1843 rBV 47198 94750  1.39%

19 14.457 1926 1933 1946 rVB 1060241 1607937 23.59%
20 15.863 2167 2172 2176 rBV 181579 233149 3.42%
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21 15.939 2179 2185 2204 rVB 3368083 4863047 71.35% 10.386%
22 17.192 2392 2398 2406 rBV 1315424 1898100 27.85%
23 17.310 2414 2418 2425 rVB 185842 255640 3.75%
24 17.839 2503 2508 2518 rVB3 637959 1059511 15.55%
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25 18.080 2545 2549 2556 rBV2 165465 262348  3.85% 560%
26 18.980 2697 2702 2707 rBV 400406 550556 8.08% 1.176%
27 19.027 2707 2710 2715 rVB 230914 272707 4.00%  ©.582%
28 19.356 2763 2766 2775 rVB3 98979 146717  2.15% ©.313%

29 19.804 2836 2842 2849 rBV 5659235 6815631 100.00% 14.556%

30 20.492 2956 2959 2966 rVB3 61092 79944  1.17% 0.171%
31 20.562 2968 2971 2975 rVV 109807 117976 1.73% ©.252%
32 21.062 3053 3056 3066 rBV 257557 355256 5.21% 0.759%
33 21.268 3087 3091 3097 rBV 265759 304698 4.47% 0.651%
34 21.350 3101 3105 3114 rVV 1799266 2346816 34.43% 5.012%
35 22.203 3247 3250 3257 rVB 209650 258535 3.79% ©.552%

36 23.627 3486 3492 3500 rVB2 1269865 2446801 35.90% 5.226%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc

ALS Vvial : 12 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-BM060921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 46823094
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM030441.D\data.ms
5000000
4000000

5.428 7.010

3000000

2000000 8.987

10.398

1000000
7.834 10.622
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4.96
OLiiijl 4040 4599 555487 586134
T T ‘ L ‘ TTTT ‘ T rrT ’ T T 17T ‘ T T 17T ‘ T T ‘ T T T ‘ T T T T ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ T ‘ L ‘ L

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM030441.D\data.ms

19.804

5000000

4000000

13.080 15.939

3000000

2000000

17.192

14.457

1000000

898 3.280 13.886 15.863

B T e e T L i e e e T R S S

Time--> 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
Abundance TIC: BM030441.D\data.ms

5000000

4000000

3000000

21.350

2000000

1000000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L
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@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 unknown3.581 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.581 4.27 ng 194969 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 3-methyl- 88 C5H120 000123-51-3 47
2 2-Pentene 70 C5H1e 000109-68-2 38
3 2-Pentene, (Z)- 70 C5H1e0 000627-20-3 38
4 1-Pentanol 88 C5H120 000071-41-0 32
5 Ethoxyacetylene 70 C4H60 000927-80-0 27
Abundance  Scan 84 (3.581 min): BM030441.D\data.ms (-79) (-) m/z 44.95 100.00%
45.0
5000 JL

BENENEEEREEESaE sy

‘ ‘ o 3.20 3.40 3.60 3.80 4.00

ob iy 23 1051 1471 2609 n/z ss.e5  81.21%

miz-> 50 100 150 200 250

Abundance #2124: 1-Butanol, 3-methyl-

53.0
5000 [T T[T T T T
3.20 3.40 3.60 3.80 4.00
m/z 43.00 70.38%
01\5\0‘“ ! ““ T ‘\‘ 8\7\0‘ L B B B ) B B B
miz-> 50 100 150 200 250
Abundance #552: 2-Pentene
55.0
AR e
3.20 3.40 3.60 3.80 4.00
5000 m/z 42.05 57.76%
159
miz--> 50 100 150 200 250
Abundance #557: 2-Pentene, (Z)- R
55.0 3.20 3.40 3.60 3.80 4.00
m/z 41.05 56.21%
5000
O 150“ \‘\ i
gl —— — — R o
m/z--> 50 100 150 200 250 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 unknown4.599 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.599 2.02 ng 92507 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 45
2 Butane, 1-methoxy- 88 C5H120 000628-28-4 45
3 Isopropyl Alcohol 60 C3H80 000067-63-0 45
4 2-Hexanol 102 C6H140 000626-93-7 40
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 40
Abundance Scan 257 (4.599 min): BM030441.D\data.ms (-252) (-) m/z 45.00 100.00%
45.0
5000
T T A
| 872 420 440 4,60 4.80 5.00
ol hon” . 147.01769 2210 2810 /7 43.00  20.11%
miz-> 50 100 150 200 250
Abundance #944: R-(-)-1,2-propanediol
45.0
5000 [T T[T T T[T rrrrrT
4.20 4.40 4.60 4.80 5.00
m/z 41.00 16.52%
15.0 ‘
0 \“‘\““1“\““\‘7\6.\0\’\ L B s B B Bt B B
miz--> 50 100 150 200 250
Abundance #2106: Butane, 1-methoxy-
45.0
e R R R
4.20 4.40 4.60 4.80 5.00
5000 m/z 69.05 8.69%
0180, | | 880
b —— T
miz--> 50 100 150 200 250
Abundance #294: Isopropyl Alcohol R mamm o ST
45.0 4.20 4.40 4.60 4.80 5.00
m/z 39.00 7.16%
5000
15.0‘ ‘
o“““““““‘m A L
mlz--> 50 100 150 200 250 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.963 8.62 ng 394110 1,4-Dichlorobenzene-d4 7.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 319 (4.963 min): BM030441.D\data.ms (-313) (-) m/z 43.00 100.00%

3.0
5000
101.1 A
‘ 4.60 4.80 5.00 5.20
ol dd oy 1469 207.0 2670 3410 4/, 59,10 59.21%
mlz--> 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A‘\\\\‘\\\\‘\\\\’\\\\‘\

4.60 4.80 5.00 5.20
m/z 101.10 20.33%

‘ 101.0
O\‘\“‘f“\“‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
AR e
4.60 4.80 5.00 5.20
5000 ITI/Z 58.05 14.47%
101.0
o bt
m/z--> 50 100 150 200 250 300 350
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester I ST
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.94%
5000
L 1280
oAb e e e SUEhLE -
m/z--> 50 100 150 200 250 300 350 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.398 32.18 ng 1952970 Naphthalene-d8 10.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Di-sec-butyl ether 130 C8H180 006863-58-7 50

4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409
5 Propanoic acid, 2-hydroxy-, buty... 146 C7H1403

005117-19-1 50
000138-22-7 47

Abundance Scan 1243 (10.398 min): BM030441.D\data.ms (-1234) - m/z 57.05 100.00%
57.0
5000 /{
— R
‘ 87.1 1321 10.00 10.50
0 ww\“lmwmJMJ‘;‘H}mww 28l 2210 /7 45,05 99.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — P
29.0 10.00 10.50
m/z 41.05 35.54%
‘87.0
O \‘\‘H“\‘\“‘H‘\\ H\\‘1‘\“\“\‘\\}‘\\\\‘]\_\3\2\.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
— ~——
10.00 10.50
5000 ITI/Z 75.10 18.74%
29.0
‘ ‘87.0
ol bl b b o 20 2830
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13657: Di-sec-butyl ether T T
48.0 10.00 10.50
m/z 56.05 16.04%
5000
101.0
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.863 2.46 ng 233149  Phenanthrene-die 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 99
2 4H-1-Benzopyran-2-carboxylic aci... 249 C12H11NO5 032142-43-1 50
3 Triallyl cyanurate 249 C12H15N303 000101-37-1 32
4 n-Nonylcyclohexane 210 C15H30 002883-02-5 22
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 22
Abundance Scan 2172 (15.863 min): BM030441.D\data.ms (-2167) - m/z 83.00 100.00%
83.0 249.1
41.1
5000
125.0 208.0 = A=
‘ h ‘ L65.0 ‘ 15.50 16.00
Obbhdd 3850 L L8550 249.10  85.56%
mlz--> 50 100 150 200 250 300 350
Abundance #101217: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0 249.0
41.0 I\
5000 — VAN
15.50 16.00
‘ 125.0 208.0 m/z 82.00 71.59%
0 \““\ U‘|“\ i T \“‘\H\ %6\5\(\)\ T \‘\ L e B
miz--> 50 100 150 200 250 300 350
Abundance #101191: 4H-1-Benzopyran-2-carboxylic acid, 5-amino-6-
249.0
= =
15.50 16.00
5000 m/z 41.10 53.57%
120.0 193.0
ok e e A
miz--> 50 100 150 200 250 300 350
Abundance #101209: Triallyl cyanurate o —
41.0 82.0 15.50 16.00
m/z 56.00 50.57%
5000
125.0
208.0
| 165.0 ‘ 24‘9'0
0 ‘w“‘”‘ ol ‘“‘\“‘1 t w“““‘w =T L D T L —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 Benzenamine, 2,4,6-tribromo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.310 2.69 ng 255640  Phenanthrene-die 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,6-tribromo- 327 C6H4Br3N 000147-82-0 70
2 1,3,4-0Oxadiazol-2-amine, 5-(2-br... 329 C11H12BrN304 1000350-74-8 14
3 Bromophos 364 C8H8BrCl203PS ©002104-96-3 10
4 1-[4-Chloro-6-methyl-2-pyrimidyl... 329 C12H1@C13N5 051387-79-2 10
5 4,4'-(p-Phenylenediisopropyliden... 344 C24H28N2 002716-10-1 10
Abundance Scan 2418 (17.310 min): BM030441.D\data.ms (-2414) (- m/z 328.75 100.00%
328.8
62.0 140.9
5000
249.8
— ——
‘ ‘ ‘ 387. 17.00 17.50
oL ‘mm L \Lm n ‘\‘\H\\ ; 1“\‘\\\\‘ . H\ L M‘\ | “H\ A ‘h L “‘ ““ ‘ ‘\H‘\ : m/z 330.80 99.35%
mlz--> 50 100 150 200 250 300 350
Abundance #166926: Benzenamine, 2,4,6-tribromo-
329.0
5000 — ——
17.00 17.50
s 90.0 170.0 250.0 m/z 61.95 60.42%
oL, \“H 11300 ‘uM\ — ‘\l\‘ S
miz--> 50 100 150 200 250 300 350
Abundance #168059: 1,3,4-Oxadiazol-2-amine, 5-(2-bromo-3,4,5-tri
331.0 /\
— T
17.00 17.50
5000 m/z 140.90 54.45%
273.0
44.0
930 P, 23? |
miz--> 50 100 150 200 250 300 350
Abundance #193398: Bromophos ot poss
331.0 17.00 17.50
m/z 300.80 53.80%
5000
125.0
79.0
o il L 1720%3 %2530 |
I R L e B AR man e — —
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.080 2.76 ng 262348 Phenanthrene-die 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2549 (18 080 min): BM030441.D\data.ms (-2545) (- m/z 73.00 100.00%

2 JLM
129.0
2132 o ‘
M‘ L 1\7\11 ‘ 2opt 2950 340.9 18.00
om‘“ b L L 12950 3409 0 4306 89.84%
miz--> 100 150 200 250 300 350
Abundance #107549 n-Hexadecanoic acid
5000 129.0 T I

18.00
m/z 59.95 88.67%

171.0 213.0 256.0
0! \\h”\ﬂ“h}‘“‘\“‘\“‘\““"““‘
m/z--> 100 150 200 250 300 350
Abundance #72648: Tridecanoic acid
73.0
T 7 \
18.00
5000 ITI/Z 41.00 70.97%
129.0
29.0 1710 5149

0 ‘\H\} \\M “‘ “\““““"““‘

m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid T
73.0 18.00

m/z 55.05 67.03%
5000 129.0
29.0
‘ 199.0 242.0

o b L L L
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 Octadecane, 1-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.980 5.80 ng 550556  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 90
2 Nonadecane, 1-chloro- 302 C19H39Cl 062016-76-6 80
3 10-Methylnonadecane 282 C20H42 056862-62-5 58
4 Hexadecane, 1l-chloro- 260 C16H33Cl 004860-03-1 58
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 2702 (18.980 min): BM030441.D\data.ms (-2697) - m/z 57.10 100.00%
57.1
2 NA#MHNNW&J\&MJNNMﬁ\N
s
ol Al ‘ “”““1‘3‘3‘0‘ (8012512 2883 3422 ./, 43.05 78.78%
mlz--> 50 100 150 200 250 300 350
Abundance #134595: Octadecane, 1-chloro-
57.0
5000 T
19.00
70 m/z 71.10 59.35%
ol mso oo a0
miz--> 50 100 150 200 250 300 350
Abundance #146523: Nonadecane, 1-chloro-
57.0
——
19.00
5000 m/z 55.10 50.97%
0
o LLl \M%?Qnsozwozsgo3020
““‘ e e Ao o o
miz--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane —
57.0 19.00
m/z 41.10 47.82%
5000
990 154.0
SIUD N A ¢ N -
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 11-Octadecenoic acid, methy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.027 2.87 ng 272707  Phenanthrene-die 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99

Abundance Scan 2710 (19.027 min): BM030441.D\data.ms (-2707) (- m/z 55.10 100.00%

55.1
5000
264.1 LA
| \ o ]
ol H “ ‘h‘“‘h Ll M\h oy \‘ — m " “‘ — ?’??9‘ ‘ m/z 69.10 73.40%
m/z--> 50 100 150 200 250 300 350
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
55.0
5000 — ‘
7.0 264.0 19.00
' m/z 74.00 70.09%
38.0 180.0 222.0 |
0 \‘\h e ‘1‘ T Py T T \“ L
m/z--> 50 100 150 200 250 300 350
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-
55.0
=

19.00

5000 m/z 41.10 62.25%

0'
m/z--> 50 100 150 200 250 300 350
Abundance #141285: 10-Octadecenoic acid, methyl ester

-

19.00
m/z 83.10 56.47%

5000

-

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.062 3.03 ng 355256 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 1-Tricosene 322 C23H46 018835-32-0 91
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 90
4 1-Docosene 308 C22H44 001599-67-3 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87

Abundance Scan 3056 (21.062 min): BM030441.D\data.ms (-3053) (- m/z 57.10 100.00%
57.1

5000 \/\‘/\%\JL\ILN
111.1
T \
208.0 2810 21.00
ol ‘\” ‘L" L b 3300 4172 4761 /7 55,10 91.86%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.Q
7.0
5000 — :
21.00
m/z 43.10 89.39%
153.0 2240
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #163016: 1-Tricosene
57.0
T T \
21.00
5000 m/z 83.10  85.32%
111.0
322.0
oLl LI peo02za0 320
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207396: Bromoacetic acid, octadecy! ester —— ‘
43.0 21.00
m/z 97.10 75.50%
7.0
5000
L H\lf’?’o 200
EED TR o e — .
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.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 Terephthalic acid, 3-methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.203 2.20 ng 258535 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 72
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
3 Diisooctyl phthalate 390 C24H3804 000131-20-4 38
4 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 27
5 Phthalic acid, 3,5-difluoropheny... 390 C22H24F204 1000315-51-3 27

Abundance Scan 3250 (22.203 min): BM030441.D\data.ms (-3247) - m/z 70.10 100.00%

70.1
149.0
261.1
5000
—— —
H ‘ ' ‘ |, 112030 || 3270 4320 s03. 2200 2290
ol AL L L1230 | L S2r0 4320 503 /7 149.00  76.52%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000 — —
0.0 22.00 22.50
149.0 m/z 261.10 69.03%
0 \‘\\u‘L\"\\‘L\\\\\i\\\\\‘\l\\‘\‘ ‘\‘H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
P T
149.0 261.0 2200 2250
5000 m/z 112.10  51.42%
0 \“ ’\ ‘n ‘\‘ L ‘l ’ ‘ " 203'0 ‘ ‘\ 361'0
i e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207658: Diisooctyl phthalate — ——
149.0 22.00 22.50
m/z 57.10 41.45%
5000
57.0
1] \
Y O — —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61421\
Data File : BM@30441.D

Acqg On : 14 Jun 2021 17:46
Operator : CG/JU

Sample : M2687-03

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@60921.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|
unknown3.581 3.581 4.3 ng 194969 1 7.834 913947 20.0
unknown4.599 4.599 2.0 ng 92507 1 7.834 0913947 20.0
2-Pentanone, 4-... 4.963 8.6 ng 394110 1 7.834 913947 20.0
Ethanol, 2-(2-b... 10.398 32.2 ng 1952970 2 10.622 1213880 20.0
1,3,5-Triazine-... 15.863 2.5 ng 233149 4 17.192 1898100 20.0
Benzenamine, 2,... 17.310 2.7 ng 255640 4 17.192 1898100 20.0
n-Hexadecanoic ... 18.080 2.8 ng 262348 4 17.192 1898100 20.0
Octadecane, 1-c... 18.980 5.8 ng 550556 4 17.192 1898100 20.0
11-Octadecenoic... 19.027 2.9 ng 272707 4 17.192 1898100 20.0
Trichloroacetic... 21.062 3.0 ng 355256 5 21.351 2346820 20.0
Terephthalic ac... 22.203 2.2 ng 258535 5 21.351 2346820 20.0
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