LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BGO48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 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_G\METHODS\8270-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48995.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.164 15 21 33 rvB2 99110 195698 7.96%  ©.985%
2 3.287 37 42 53 rvB2 70857 109777 4.47% 0.553%
3 5.197 362 367 375 rVB2 22167 37912 1.54% 0.191%
4 5.667 440 447 454 rBV 589942 979448 39.85% 4.932%
5 5.731 454 458 467 rVB2 22400 53773 2.19% 0.271%

7.271 710 720 728 rBV 585956 1059440 43.11% 5
8.117 857 864 872 rBV 130822 232698 9.47% 1
9.280 1055 1062 1070 rBV 370786 678051 27.59%  3.414%
10.696 1298 1303 1314 rVB2 64449 121142 4.93% ©
10 10.937 1337 1344 1352 rBV 173155 312204 12.70% 1

11 13.381 1754 1760 1766 rVV 863616 1342413 54.62%
12 14.503 1928 1951 1952 rBV 99828 368281 14.99%
13 14.603 1962 1968 1971 rBV2 82321 185797 7.56%
14 14.762 1991 1995 1999 rBV 233093 365849 14.89%
15 15.455 2100 2113 2116 rBV 40875 135656 5.52%
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w
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B

16 16.160 2227 2233 2238 rBV 49236 72219 2.94%
17 16.243 2241 2247 2256 rVB 810519 1271038 51.72%
18 17.506 2450 2462 2473 rBV 437575 1043844 42.47%

OOV o
N
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R

19 18.170 2571 2575 2579 rBV7 23356 37396 1.52% 188%
20 18.387 2607 2612 2617 rBV2 113986 158973 6.47% 800%
21 19.286 2752 2765 2776 rBV2 320290 923997 37.60% 652%
22 19.656 2823 2828 2833 rBV3 62643 97786 3.98% 492%
23 19.891 2863 2868 2877 rVB5 39964 75949 3.09%

24 20.115 2900 2906 2912 rVB 1910230 2457602 100.00% 12.

ANOO P
w
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N
B

25 20.367 2938 2949 2961 rBv2 328125 953806 38.81% 802%
26 20.596 2984 2988 2993 rVB6 15531 28772 1.17% 0.145%
27 20.790 3018 3021 3026 rVB3 31140 39041 1.59% ©.197%
28 20.872 3031 3035 3038 rBV 31376 40331 1.64% ©.203%
29 21.284 3096 3105 3117 rBV 446427 1029524 41.89%  5.184%
30 21.431 3125 3130 3138 rBV3 106446 209657 8.53% 1.056%

31 21.513 3139 3144 3151 rVB 153009 256985 10.46%
32 21.683 3169 3173 3181 rVB2 53760 86191 3.51%
33 21.795 3186 3192 3200 rBV2 376094 663535 27.00%

©OhwWOR
w
N
=
R

34 22.312 3271 3280 3292 rVB2 285451 855996 34.83% 310%
35 22.641 3333 3336 3340 rVB6 23688 33939  1.38% 171%
36 23.023 3397 3401 3407 rBV8 27076 47040 1.91% 0.237%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BGO48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 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_G\METHODS\8270-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 23.334 3448 3454 3456 rBV6 23179 49890 2.03% 0.251%
38 23.540 3477 3489 3500 rBV3 213548 784492 31.92%  3.950%
39 23.657 3503 3509 3524 rVB6 69975 258520 10.52% 1.302%
40 23.869 3540 3545 3555 rVB6 32193 95081 3.87% 0.479%
41 24.210 3598 3603 3613 rVB3 36052 82607 3.36% ©0.416%
42 24.979 3724 3734 3748 rVB3 174790 644988 26.24%  3.248%
43 25.132 3750 3760 3771 rBV2 213966 676865 27.54%  3.408%
44 26.730 4022 4032 4051 rVB4 107230 519358 21.13% 2.615%
45 27.858 4217 4224 4226 rBV6 30158 66035 2.69% ©.332%

46 28.810 4376 4386 4387 rBV3 50996 121047 4.93% ©.609%

Sum of corrected areas: 19860643
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Jun 2021 12:12
: CG/JU
: M2687-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
BGO48995.D

: 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BG048995.D\data.ms

5.667 7.271

9.280

10.937

8.117
%7 5197 5731 10.69

0
Time-->
Abundance

1500000

1000000

500000

350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

TIC: BG048995.D\data.ms
20.115

13.381

= O

Time-->
Abundance

1500000

1000000

500000

Time-->

3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG048995.D\data.ms

e 24557k 26.730
03.023.33%-88/8681.210 ' 27.858 28.810

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pentane, 3-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.164 16.82 ng 195698 1,4-Dichlorobenzene-d4 8.111

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-chloro- 106 C5H11C1 000616-20-6 59
2 Butane, 2-chloro-2-methyl- 106 C5H11C1 000594-36-5 56
3 Propane, 1,1-dichloro- 112 C3H6C12 000078-99-9 32
4 2-Penten-1-o0l, 2-methyl-, (E)- 100 C6H120 016958-19-3 16
5 Allyl chloride 76 C3H5C1 000107-05-1 14
Abundance  Scan 21 (3.164 min): BG048995.D\data.ms (-15) (-) m/z 71.15 100.00%
55.1 71.2
5000 39

AR

‘ ‘ 91.0 110.0134.3 320 340 3.60
o‘Hw_m_mM‘;e!wwhu‘_H‘,‘Hw‘mwwwwww m/z 55.10  96.78%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #5016: Pentane, 3-chloro-

41.0
70.0
5000 LN I B B A
3.20 3.40 3.60
m/z 41.10 91.82%
15.0
O\H‘H‘H‘HM‘HH‘ \Hw\‘\HH‘\H‘H!H’\\91‘-\9\%\0\9‘()HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #5033: Butane, 2-chloro-2-methyl-
53.0 71.0
i e s Bt o
39, 320 3.40 3.60
5000 m/z 77.10 79.61%
15.0 ‘ 91.0
o"W‘H"H"HJH"‘Jl“11Wm"Hl,w"H_mwwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #6207: Propane, 1,1-dichloro- L
71.0 3.20 3.40 3.60
m/z 43.10 71.30%
41.0
5000
Zﬁ‘w Lo 80 ero 120
O v ek et e o e e S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1-Propene, 3-methoxy-2-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
3.287 9.44 ng 109777 1,4-Dichlorobenzene-d4 8.111
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 56
2 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 53
3 3-Penten-2-0l 86 C5H100 001569-50-2 50
4 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 47
5 Furan-2-carbonyl chloride, tetra... 134 C5H7Cl02 052449-98-6 43
Abundance  Scan 42 (3.287 min): BG048995.D\data.ms (-37) (-) m/z 43.10 100.00%
43.1 71.1
5000
58.1 320 340 360
\‘\‘\ \‘ \‘. ‘ il 86\0 1141 . . . 9
O e e e e e m/z 71.10 92.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1818: 1-Propene, 3-methoxy-2-methyl-
71.0
41.0
5000 LA L L L
2.0 55.0 86.0 320 3.40 3.60

m/z 41.15 46.20%

il NI | 1.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1792: 3-Buten-2-ol, 2-methyl-
71.0
43.0

320 3.40 3.60

o

59.0
27.0 ‘ 86.0
NS A N T T A
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1729: 3-Penten-2-ol e R
71.0 3.20 3.40 3.60
43.0

m/z 45.10 30.24%

5000
27.0 ‘ 58.0 86.0
0 ‘\m ‘ | W‘\/\f/\W\/\

T uu uu N L s e
f f \ I f [ f f ] | I T T !

m/z--> 20 30 40 50 60 70 80 90 100 110 120 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12

Operator : CG/JU

Sample : M2687-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 19

R.T. EstConc Area Relative to ISTD R.T.
5.197 3.26 ng 37912 1,4-Dichlorobenzene-d4 8.111
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Pentanone, 4-hydroxy-4-methyl- 116

12
23
3 Propane, 2-methyl-2-(1-methyleth... 116
4 3
51

-Octanol
8

102

130

,8-Nonanediol, 8-methyl- 174

C6H1202
C6H140
C7H160
C8H180
C1eH2202

Abundance Scan 367 (5.197 min): BG048995.D\data.ms (-362) (-)

000123-42-2 64
000623-37-0 33
017348-59-3 33
000589-98-0 9
054725-73-4 9

m/z 43.10 100.00%

59.0
5000
R AR RRRRRR
6ot 1011 . 4.80 5.00 5.20 5.40 5.60
) S s‘i et ST m/z 59.05  58.92%
miz--> 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10 14.64%
15.0 101.0
‘ ml mnh | 83.0 ! ‘
O T T ‘ T ‘ L ’ L ‘ ‘\ LI ‘ T T T ‘ L ‘ T
miz--> 20 40 80 100 120 140
Abundance #4417: 3-Hexano
59.0
R R RN
4.80 5.00 5.20 5.40 5.60
5000 43.0 m/z 58.10 12.08%
27.
ol H_“\“ - nl“; g0 10
miz--> 20 40 60 80 100 120 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R A BAREAREEEE
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 10.30%
5000
41.0
101.0
ob 280 “p‘m oy 880 | B N A
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 12
R.T. EstConc Area Relative to ISTD R.T.
10.696 7.76 ng 121142 Naphthalene-d8 10.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 Di-sec-butyl ether 130 C8H180 006863-58-7 53
4 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 53
5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C1@H2202 000871-22-7 53

Abundance Scan 1303 (10.696 min): BG048995.D\data.ms (-1298) (-  m/z 45.10 100.00%
45.1

5000 JL
75.1 1050 1100
1012 : :
ob el gl 2002 1820 2068 s 1 o3.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 Py s
10.50 11.00
o 75.0 m/z 41.10 36.00%
- | 1990 1320
0 H\\‘\‘\“\H\\}‘\\\\‘\\‘\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
o T
10.50 11.00
5000 m/z 56.10 14.07%
29.0
‘ 87.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13658: Di-sec-butyl ether
45.0 10.50 11.00
m/z 43.10 12.90%
5000
101.0
L ‘ 0 |
O - pe M —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.504 20.13 ng 368281  Acenaphthene-d10 14.756
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 78
2 2-Phenylbutenolide 160 C10H802 001955-39-1 47
3 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
4 4'-Nitrobenzanilide 242 C13H10N203 003393-96-2 47
5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N0O4S 096334-43-9 47

Abundance Scan 1951 (14.503 min): BG048995.D\data.ms (-1928) (-  m/z 105.10 100.00%

105.1
149.1
5000
T
51‘-0 | 14.50
Ol it oo m/z 149.05  63.39%
m/z--> 50 100 150 200 250 300 350
Abundance #156211: Diethylene glycol dibenzoate
105.0
149.0
5000 ——
14.50
51.0 m/z 77.10 51.76%
ol L1, 207:02500  314.0
\\\\‘\\f\‘\\\\‘\\\\’\\\1‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #30745: 2-Phenylbutenolide
105.0
——
14.50
5000 ITI/Z 51.05 14.33%
51.0
o 160.0
Ottt
m/z--> 50 100 150 200 250 300 350
Abundance #33090: Benzoyl isothiocyanate T ]
105.0 14.50
m/z 150.05 7.35%
5000
51.0
0 bt e e e .
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzoic acid, 2-(3-nitrophe... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.603 10.16 ng 185797  Acenaphthene-die 14.756
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 53
3 2-Bromomethyl-2-phenyl[1,3]dioxo... 242 C1@H11Bro02 003418-21-1 42
4 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 40
5 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 39

Abundance Scan 1968 (14.603 min): BG048995.D\data.ms (-1962) (-  m/z 105.10 100.00%

106.1
149.1
77.1
5000
e o
51.1 14.50 15.00
Obrr e e e o e 28LL 7 149,05 69.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0
105.0
5000 77.0 < —
14.50 15.00
m/z 77.10 51.69%
51.0
O““2‘7"‘0"“\“““‘““‘\H““““‘“““"“““‘]“7‘8"9““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
C o
14.50 15.00
5000 ITI/Z 51.10 9.67%
77.0
51.0
o270 " | ‘ 1790
TR B B R I RS R
miz--> 20 40 60 80 100 120 140 160 180
Abundance #95124: 2-Bromomethyl-2-phenyl[1,3]dioxolane T —T
149.0 14.50 15.00
m/z 150.05 6.29%
5000 105.0
77.0
51.0
0 29.0 Ll | 183.0

—
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00

8270-BG061121.M Thu Jun 17 11:46:52 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1-Propanol, 2-[2-(benzoylox... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.455 7.42 ng 135656  Acenaphthene-die 14.756
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
2 1,2-Propanedione, 1-phenyl-, 2-o0... 163 C9H9NO2 000119-51-7 50
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 47
4 2-Phenylbutenolide 160 C10H802 001955-39-1 43
5 Benzamide, N-hydroxy-N-(2-hydrox... 287 C16H17NO4 309921-11-7 43

Abundance Scan 2113 (15.455 min): BG048995.D\data.ms (-2100) (-  m/z 105.10 100.00%
105.1

-

163.1
5000
——
511 207.0 15.50
0 “‘uw‘uww“u‘ T L S o e e m/z 163.10 54.71%
m/z--> 50 100 150 200 250 300
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0
5000 - T
15.50
m/z 77.10 44.40%
59.0 207.0
O ‘M\i‘\“ Ty “\‘i“\ ™ \‘\ T \“‘\ L B B \3\4\3"
m/z--> 50 100 150 200 250 300
Abundance #33193: 1,2-Propanedione, 1-phenyl-, 2-oxime
105.0
——
15.50
5000 m/Z 51.10 12.18%
51.0
163.0
19.0 | |
ot
m/z--> 50 100 150 200 250 300
Abundance #32818: Morpholine, 4-phenyl-

T
105.0 15.50

m/z 106.10 7.45%
163.0

5000

15051'0
omu“m‘_Hm_“m‘HHWH_W — ‘

m/z--> 50 100 150 200 250 300 15.50

2
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Undecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.387 3.05 ng 158973  Phenanthrene-die 17.506
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 2612 (18 387 min): BG048995.D\data.ms (-2607) (- m/z 73.10 100.00%

5000 o
: 2132
- o
1.2 256.3 Ly 1800 18.50
0 okt oL b b 3 43010 98.43%
10

%

m/z--> 0 150 200 250 300
Abundance #50052: Undecanoic acid
0
5000 “ —
129.0 18.00 18.50
' m/z 60.05 96.32%
186.0
0716 LJMH“H‘ ‘h \ \‘ ‘\ T \‘\ ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid
73.0
R
18.00 18.50
5000 m/z 57.20 85.67%
129.0
29. 185.0 228.0
oL ““ ;M‘\‘u} ‘\ | \‘m‘\ “\‘ \‘ — ‘\‘ e
m/z--> 50 100 150 200 250 300
Abundance #39469: n-Decanoic acid “ —
60.0 18.00 18.50
m/z 41.10 78.24%
5000
129.0
172.0
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.286 17.70 ng 923997  Phenanthrene-d10 17.506
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2765 (19.286 min): BG048995.D\data.ms (-2752) (-  m/z 57.15 100.00%

57.1
5000
‘ 9.2 19.00 1950
141 2 : :
ob—4, J Ad 4218322252 3006 m/z 43.20 69.27%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 e —
19.00 19.50
m/z 71.15 55.14%
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
P =
19.00 19.50
5000 ITI/Z 85.20 38.98%
ol L \ | % ‘1410183022502670 323.0 380.0
et A B e R
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane P =
57.0 19.00 19.50
m/z 55.10  26.08%
oLl h‘ H | 141 0183.0225.0 281.0 337.0 394.
N “““‘“““‘“““““““““‘ —— ——
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_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.367 28.75 ng 953806 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2949 (20.367 min): BG048995.D\data.ms (-2938) (- m/z 57.20 100.00%
571.2

= —=
‘ 113.2 169 5 20.00 20.50
ol ALITI 1692 239320633850 491 1, 4320 70.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57.0
5000 R s
20.00 20.50
m/z 71.20 57.83%
ol \ 1130 169.0 2250 281.0 3800
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57.0
=~ =
20.00 20.50
5000 ITI/Z 85.15 39.17%
o 11 1130 160.0 225.0 282.0
A A e S e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane T I
57.0 20.00 20.50
m/z 55.10 28.16%
oL 11130 169.0 225.0 281.0 337.0 394.0
‘“_“"H‘“‘H"“H““w““_““u““u“ — ——
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Eicosane, 7-hexyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.284 31.03 ng 1029520 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3105 (21.284 min): BG048995.D\data.ms (-3096) (-  m/z 57.15 100.00%

57.1
5000
= —
| 92 a2 1973 21.00 21.50
ol LAyl 342 197.32393 2956 3852 ./, 43.15  65.07%
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000 = T
21.00 21.50
m/z 71.15 54.36%
182.
O T } ‘ \H“‘ \h\ “‘ \“ \%\4\1‘0\ \8\ \()[22\5\(\)‘ \2\8\1\0‘3\2\2\()\ ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
S 7
21.00 21.50
5000 ITI/Z 85.15 38.89%
ol L \ | % ‘1410183022502670 323.0 380.0
et A B e R
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T 5
57.0 21.00 21.50
m/z 55.10  23.73%
- \—/\’\/\—/\\/L\f
oLl h‘ H | 141 0183.0225.0 281.0 337.0 394.
N ““““““““““‘““““““ —— —
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heptafluorobutyric acid, he... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.431 6.32 ng 209657 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
3 Cyclooctacosane 392 C28H56 000297-24-5 91
4 Cyclotetracosane 336 C24H48 000297-03-0 91

5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 91

Abundance Scan 3130 (21.431 min): BG048995.D\data.ms (-3125) (- m/z 55.10 100.00%

55.1
5000
111
—r—
21.50
207 1 295.1
obdd ‘ A2 000 2951 3963 420 ., s7.10  91.44%
miz--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 T
11.0 21.50
m/z 43.10 89.66%
169
O\ \“\ ‘\“ “ ! “ “‘ ‘“ ‘l\ \ T \“2\2\4’\\0‘2\6\9\0\ ‘ T T ‘ L ‘4.\2\0\()\
miz--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55.0
—r
21.50
5000 m/z 83.10 71.33%
11.0
ol Ll 1670 220 200
miz--> 50 100 150 200 250 300 350 400
Abundance #208717: Cyclooctacosane 7
57.0 21.50
m/z 69.10 65.22%
5000
11.0
392.0
o b LLLLL 1| 3670110 2000 3350 20 e
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.513 7.75 ng 256985 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 78
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 59
3 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 43
4 Benzoyl isothiocyanate 163 C8HS5NOS 000532-55-8 43
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 43

Abundance Scan 3144 (21.513 min): BG048995.D\data.ms (-3139) (-  m/z 105.10 100.00%

105.1
5000
—r= ‘
51]'1 15p.1 207.1 451. 2150
Obrrrefrthr b 1281 2071 2811 3421 451 n/7 149.05  67.44%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
5000 = :
77.0 21.50
m/z 77.10 51.95%
299 1
O\\\‘\[V\‘\T’\TV\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156210: Diethylene glycol dibenzoate
105.0
T T
21.50
5000 ITI/Z 51.10 13.92%
51.0
0 I 179.0
e e e e e e e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #16318: Ethanone, 2-hydroxy-1-phenyl- T A
105.0 21.50
m/z 106.05 7.57%
5000
o+ttt N
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.312 25.80 ng 855996 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 3280 (22.312 min): BG048995.D\data.ms (-3271) (- m/z 57.15 100.00%
57.1
> 4\—/\\%
‘ 22.00 22.50
113.2 . .
U ) 1020922258 3235  ATT0 w7 43,15 65.47%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141425: Heneicosane
57.0
5000 — et
22.00 22.50
m/z 71.20 52.26%
0 \‘ I ﬂ I‘ L 11‘69 02250 296.0
‘\\\\‘\!1\[!\\!‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #194500: Docosane, 11-butyl-
57.0
= S
22.00 22.50
5000 m/z 85.15 40.23%
| ﬁ\lf‘o 2100 309.0 35
0t A e e R e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane — T
57.0 22.00 22.50
m/z 55.10 24.13%
B MWWM“MAWM/\WMMNWkaw
113.0
0 ‘ ‘ u‘ h \‘ J\l { 11\6.9 0 225.0 2950 367.0
e A A A e S e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tridecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.540 23.18 ng 784492 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3489 (23.540 min): BG048995.D\data.ms (-3477) (- m/z 57.10 100.00%
57.1
o \’J\//\Kk
Fg 2 23.50 |
1411 .
ol “m “‘J‘ ALy 3ol aor2 2671 8234 4/ 43.18 64.92%
mlz--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 — :
23.50
m/z 71.05 56.56%
‘ 9.0 183.0
0 \“\‘ ‘\““ T ““ \“‘\ “‘ \‘ \%4}‘(‘)\ T \‘\ I \3‘1(\).\0\ LI B
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
U I
23.50
5000 m/z 85.20 36.33%
9.0
oL L |||, 141.0183.0225.0267.0 323.0 380.
L T e e e
miz--> 50 100 150 200 250 300 350
Abundance #153221: Docosane T
57.0 23.50
m/z 55.10 24.08%
5000
9.0 310.0
Lo msomson
ob b A b L e e
m/z--> 50 100 150 200 250 300 350 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 Octadecyl trifluoroacetate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.657 7.64 ng 258520 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Behenic alcohol 326 C22H460 000661-19-8 81
4 1-Heneicosanol 312 C21H440 015594-90-8 81
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 81

Abundance Scan 3509 (23.657 min): BG048995.D\data.ms (-3503) (-  m/z 55.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.979 19.06 ng 644988 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 3734 (24.979 min): BG048995.D\data.ms (-3724) (-  m/z 57.15 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Nonadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.730 15.35 ng 519358 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
2 Nonadecane 268 C19H40 000629-92-5 81
3 Heneicosane 296 C21H44 000629-94-7 81
4 Tetracosane 338 C24H50 000646-31-1 80
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80

Abundance Scan 4032 (26.730 min): BG048995.D\data.ms (-4022) (-  m/z 57.15 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

28.810 3.58 ng 121047 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 94
3 Octacosane 394 (C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 4386 (28.810 min): BG048995.D\data.ms (-4376) (- m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BGO48995.D

Acqg On : 16 Jun 2021 12:12
Operator : CG/JU

Sample : M2687-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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|
Pentane, 3-chloro- 3.164 16.8 ng 195698 1  8.111 232698 20.0
1-Propene, 3-me... 3.287 9.4 ng 109777 1 8.111 232698 20.0
2-Pentanone, 4-... 5.197 3.3 ng 37912 1 8.111 232698 20.0
Ethanol, 2-(2-b... 10.696 7.8 ng 121142 2 10.937 312204 20.0
Diethylene glyc... 14.504 20.1 ng 368281 3 14.756 365849 20.0
Benzoic acid, 2... 14.603 10.2 ng 185797 3 14.756 365849 20.0
1-Propanol, 2-[... 15.455 7.4 ng 135656 3 14.756 365849 20.0
Undecanoic acid 18.387 3.0 ng 158973 4 17.506 1043840 20.0
Hexacosane 19.286 17.7 ng 923997 4 17.506 1043840 20.0
Heptacosane 20.367 28.8 ng 953806 5 21.795 663535 20.0
Eicosane, 7-hexyl- 21.284 31.0 ng 1029520 5 21.795 663535 20.0
Heptafluorobuty... 21.431 6.3 ng 209657 5 21.795 663535 20.0
1,3-Dioxolane, ... 21.513 7.8 ng 256985 5 21.795 663535 20.0
Heneicosane 22.312 25.8 ng 855996 5 21.795 663535 20.0
Tridecane, 1-iodo- 23.540 23.2 ng 784492 6 25.132 676865 20.0
Octadecyl trifl... 23.657 7.6 ng 258520 6 25.132 676865 20.0
Octacosane 24.979 19.1 ng 644988 6 25.132 676865 20.0
Nonadecane, 2-m... 26.730 15.4 ng 519358 6 25.132 676865 20.0
Eicosane 28.810 3.6 ng 121047 6 25.132 676865 20.0
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