LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 ©00:20 Instrument :

Operator : CG/JU BNA_G

Sample : M1226-03 ClientSampleld :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 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-BG012521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO48042.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.678 390 398 407 rBV 559203 882581 22.42% 4.231%
2 7.270 660 669 680 rBV 380680 718227 18.24% 3.443%
3 8.122 808 814 821 rBV 173085 290754 7.39% 1.394%
4 9.286 1004 1012 1023 rVB 561290 1005718 25.55%  4.821%
5 10.937 1283 1293 1302 rBV 218228 400017 10.16% 1.918%
6 13.375 1700 1708 1714 rBV 1537302 2299101 58.40% 11.022%
7 14.192 1841 1847 1851 rBV2 42712 66248 1.68% ©.318%
8 14.374 1874 1878 1885 rBV5 26241 44830 1.14% 0.215%
9 14.744 1935 1941 1951 rVB 379055 593689 15.08% 2.846%
10 15.543 2071 2077 2082 rBV3 22119 43459 1.10% 0.208%

11 16.230 2185 2194 2200 rBV 1368762 2102232 53.40% 10.078%
12 17.394 2385 2392 2396 rBV3 28155 40277 1.02%
13 17.488 2401 2408 2414 rVV 506320 769731 19.55%
14 17.764 2447 2455 2466 rBV 963021 1253907 31.85%
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15 18.369 2553 2558 2566 rBV ~ 535481 770146 19.56% 692%
16 18.440 2566 2570 2576 rVB 78653 111634 2.84% ©.535%
17 18.880 2641 2645 2650 rBV 35065 56543 1.44% 0.271%
18 19.139 2684 2689 2694 rBV 320626 371672 9.44% 1.782%
19 19.221 2699 2703 2707 rBV 97329 120853 3.07% ©.579%
20 19.292 2711 2715 2721 rBV2 33662 44656 1.13% 0.214%

21 19.632 2768 2773 2784 rBV 430264 623316 15.83% 2.988%
22 19.767 2792 2796 2803 rVB 101437 129408 3.29% 0.620%
23 20.091 2845 2851 2861 rVB 2971792 3936934 100.00% 18.873%
24 20.296 2882 2886 2890 rBV 73383 86731 2.20% ©0.416%
25 20.772 2964 2967 2974 rVB 150815 203843 5.18% ©.977%

26 20.843 2974 2979 2983 rBv4 31131 65418 1.66%
27 20.990 2999 3004 3009 rBV 670737 829468 21.07%
28 21.042 3009 3013 3017 rVV 160911 209275 5.32%
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29 21.107 3021 3024 3035 rVB 60277 99303 2.52% 476%

30 21.395 3069 3073 3081 rBV 310263 457835 11.63% 195%

31 21.554 3096 3100 3104 rVB 75979 101949 2.59% ©.489%

32 21.624 3110 3112 3121 rVB4 34218 76706 1.95% 0.368%

33 21.759 3129 3135 3145 rVB2 558802 987511 25.08% 4.734%

34 23.040 3350 3353 3359 rVB5 29265 46244  1.17% 0.222%
4.

35 25.050 3685 3695 3704 rBV2 316074 904730 22.98%
36 26.383 3918 3922 3935 rVB8 38871 114824  2.92% ©.550%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 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-BG012521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 20859770
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abu3n0do%n6:OeO TIC: BG048042.D\data.ms
2500000
2000000
1500000
1000000

5.678 9.286
500000 7.270

8.122 10.937

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\WW\\\‘\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048042.D\data.ms
3000000 20.091

2500000
2000000
13.375

1500000 16.230

1000000 17.764

500000 14.744

1418274 15.543 17.394 A U THA

a1 n e e ¥ e L =t

Time--> 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
Abundance TIC: BG048042.D\data.ms
3000000

2500000

2000000

1500000

1000000
500000 25.050

3.040 26.383

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 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\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 1,2-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.764 32.58 ng 1253910 Phenanthrene-d10 17.488
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 91
2 Phthalic acid, isobutyl undecyl ... 376 C23H3604 1000308-97-3 83
3 Phthalic acid, 2,4-dimethylpent-... 320 C19H2804 1000356-84-3 83
4 Phthalic acid, 6-ethyl-3-octyl i... 362 C22H3404 1000315-17-9 83
5 Phthalic acid, isobutyl octyl ester 334 C20H3004 1000309-04-5 78
Abundance Scan 2455 (17.764 min): BG048042.D\data.ms (-2447) (- m/z 149.00 100.00%
149.0
5000
57.0 104.0 U RN
. 17.50 18.00
2231
b b L 1890751 2651 sz 57.05  18.97%
miz--> 50 100 150 200 250 300
Abundance #125896: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0
5000 — —
17.50 18.00
570 m/z 104.00 10.24%
: 104.0
O i“\‘\“\ \"L\ T l \‘\1\8\9‘0\22\\‘?’\0\ [ R
miz-> 50 100 150 200 250 300
Abundance #200563: Phthalic acid, isobutyl undecyl ester
149.0
— ——
17.50 18.00
5000 m/z 150.00 9.95%
ﬂ-o 104.0 223.0 3214
B
miz--> 50 100 150 200 250 300
Abundance #161410: Phthalic acid, 2,4-dimethylpent-3-yl isobutyl est —— —
149.0 17.50 18.00
m/z 41.10 9.67%
5000
570 205.0
104.0 ‘ ‘ '
e — —
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.369 20.01 ng 770146  Phenanthrene-die 17.488
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2558 (18.369 min): BG048042.D\data.ms (-2553) (-  m/z 73.10 100.00%

73.1
43.1
5000
129.0 213.2
— =
‘ H‘ ‘ 157.1185.1 256.1 18.00 18.50
o,w‘i‘;‘”“l‘ Il ”‘w‘”“um‘ﬁ‘:_wmw‘m“wmwkHMWW m/z 43.10 80.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 [N RN

18.00 18.50
m/z 60.00 76.95%

157-0185.0213'0 256.0

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid
73.0
— ===
43.0 18.00 18.50
5000 m/z 55.05 66.74%
129.0
185.0 228.0
oh ”“ “M‘ ?
m/z--> 20 40 6 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid = T
73.0 18.00 18.50
43.0 9
m/z 41.10 64.94%
5000
129.0
‘ ‘ 171.0 214.0
1 lO
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 3 unknown19.139 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.139 9.66 ng 371672  Phenanthrene-d10 17.488
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 38
3 4-Methylnonanoic acid 172 C1eH2002 045019-28-1 28
4 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 28
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 27

Abundance Scan 2689 (19.139 min): BG048042.D\data.ms (-2684) (- m/z 57.10 100.00%
57.1

‘ 1900 1950
169.1 : :
(- \h‘w‘“ b b 208l 2810 34LL n/; 97.05  48.85%
m/z--> 50 100 150 200 250 300
Abundance #54934: Octane, 2-bromo-
57.0
5000 1900 1950
113.0 : :
m/z 113.10 43.56%
oL Ll 1490 1920
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
T —T
19.00 19.50
5000 ITI/Z 55.05 31.92%
97.0
o150 “‘\ L | | 1470 2190 261.0
T B B B B I e B A S
m/z--> 50 100 150 200 250 300
Abundance #39489: 4-Methylnonanoic acid —r T
57.0 19.00 19.50
m/z 83.10 24.38%
5000
113.0
018-¢L u\w\‘\\m‘\_\"%?5‘-9”_“_m_m o,
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 4 unknown19.221 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.221 3.14 ng 120853  Phenanthrene-die 17.488
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 4-tetradecyl ester 312 C20H4002 1000279-29-8 43
2 Dihexadecyl phosphate 546 C32H6704P 002197-63-9 40
3 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 38
4 2(3H)-Furanone, 5-butyldihydro-4... 156 C9H1602 055013-32-6 38
5 trans-3-Methyl-4-octanolide 156 C9H1602 039638-67-0 35

Abundance Scan 2703 (19.221 min): BG048042.D\data.ms (-2699) (- m/z 57.10 100.00%
57.1

5000 J/LAJ\/
155.2 LT U
H ‘ ‘ ‘ - s66.1 19.00 19.50
Obr b ey 1y 2282 8861 m/z 99.10 95.78%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #154954: Hexanoic acid, 4-tetradecyl ester
99.0
41.0
5000 ol e
19.00 19.50
{ m/z 69.10  35.79%
196.0
()J“A‘IJI‘J \h‘\"\\‘\l\l\\Jl‘\\\\2‘6\\9\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238912: Dihexadecyl phosphate
99.0
e e
19.00 19.50
5000 ITI/Z 55.10 29.37%
41.
(o ‘ J' \i J\ L .167'0224'0 32\30 547.
b L S e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #53523: Hexanoic acid, 3-chloroprop-2-enyl ester N O
99.0 19.00 19.50
m/z 83.10 27.07%
5000
41.0 %
ST S PO LF N1
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.632 12.62 ng 623316 Chrysene-d12 21.759
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 45
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 25

Abundance Scan 2773 (19.632 min): BG048042.D\data.ms (-2768) (- m/z 73.00 100.00%

73.0
5000 129.1
"~ 185.2 241.2
e =T
19.50 20.00
ol 452. m/z 43.65 92.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid
43.0
5000 1290 —— ==
19.50 20.00
} 185.0 284.0 m/z 60.10 85.41%
O \\"\H‘ l}hul\\\!%“l\l
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid
73.0
= r—p
19.50 20.00
5000 129.0 ITI/Z 55.10 82.47%
199.0
0L5.¢L
i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid T —7
60. 19.50 20.00
m/z 57.05 80.05%
5000 129.0
213.0
0

- N T
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 unknownl9.767 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.767  2.62ng 120408 Chrysene-di2 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 38
ethylnonan01c acid 172 C1eH2002 045019-28-1 25
ane, 2-bromo- 192 C8H17Br 000557-35-7 23
,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 14
»4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 14

uih wNnR
NN?#N
A4 H

Abundance Scan 2796 (19.767 min): BG048042.D\data.ms (-2792) (- m/z 57.10 100.00%

57.1
5000 113.1
1950  20.00
1692 2070 ’ ’
ol M“ “ H‘ “ b ST 2449 2810 7 113,10 39.96%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 pmdLingd L gt
19.50 20.00
113.0 m/z 55.10  21.69%
O T T T T “ T “\‘ \‘h‘\ “ \“ L ‘1\6§.(\) T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #39489: 4-Methylnonanoic acid
57.0
S S
19.50 20.00
5000 m/z 69.10 21.38%
113.0
ong [N T
miz--> 50 100 15 200 250 300
Abundance #54932: Octane, 2-bromo- T ——
57.0 19.50 20.00
m/z 111.10 19.50%
5000
113.0
o8Ol i L 10 i 2 D!
mlz--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 Sulfurous acid, di(cyclohex... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.772 4.13 ng 203843 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1000309-22-7 53
2 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 53
3 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 42
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 38
5 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 36

Abundance Scan 2967 (20.772 min): BG048042.D\data.ms (-2964) (-  m/z 97.10 100.00%

97.1
5000
—r =
5 "1 1531 207.0 20.50 21.00
Ol b b b L2931 290D 2821 8561 n/z 57.10 41.12%
m/z--> 50 100 150 200 250 300 350
Abundance  #122471: Sulfurous acid, di(cyclohexylmethyl) ester
97.0
5000 T T T T T T
55.0 20.50 21.00
m/z 55.10 16.46%
O\\\‘\"‘\“\\“\“’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #42813: Cyclohexane, 1-bromo-4-methyl-
97.0
55.0
S =
20.50 21.00
5000 m/z 113.05  9.68%
ARNE Y FU B A —
miz--> 50 100 150 200 250 300 350
Abundance #2967: Isoxazole, 3,5-dimethyl- —T =
97.0 20.50 21.00
m/z 69.10 8.75%
0“MWﬁkwM‘h“““‘H““““““““‘H‘ s AN
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.990 16.80 ng 829468 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 50
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 38
3 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 37
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
5 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 32

Abundance Scan 3004 (20.990 min): BG048042.D\data.ms (-2999) (- m/z 57.10 100.00%

57.1
97.1
5000
SLPN .
‘ ‘ 169.2 21.00
ol bl | 2253 28113251 47 97.18  58.76%
m/z--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T T T \A/\L
21.00
113.0 m/z 113.10 55.56%
‘ ‘ 168.0
O\\\\‘M\“\“\‘h“\“\“‘\\\‘\‘\\\’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
=
21.00
5000 ITI/Z 55.10 33.80%
97.0
0l5:0 “\ I 1690 5570 311.0
—
m/z--> 50 100 150 200 250 300 350
Abundance #124142: Sulfurous acid, cyclohexylmethyl heptyl ester P
97.0 21.00
m/z 83.10 29.15%
55.0
5000
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 unknown21.043 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.043 4.24 ng 209275 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 4-tetradecyl ester 312 C20H4002 1000279-29-8 43
2 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 42
3 Hexanoic acid, 6-tridecyl ester 298 C19H3802 1000279-29-5 38
4 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 38
5 Hexanoic acid, 4-tridecyl ester 298 C19H3802 1000279-29-3 37

Abundance Scan 3013 (21.042 min): BG048042.D\data.ms (-3009) (-  m/z 99.10 100.00%

571 991
5000
155.2 b :
H h ‘ ‘ 209.0 250.9 342. 21.00
ol bbb gL SR 2002878 3420 s 57,10 86.18%
miz--> 50 100 150 200 250 300
Abundance #154954: Hexanoic acid, 4-tetradecyl ester
99.0
43.0
5000 R JL‘J
21.00
m/z 69.10 32.59%
196.0
0 \Hh“\” \M‘\”\ :\L5‘4\0‘\‘ T \“‘ | ——— ‘2\6\99\ T T
miz--> 50 100 150 200 250 300
Abundance #38268: 4-Butoxy-2,4-dimethyl-2-pentene
99.0
T \
21.00
5000 430 m/z 97.10  31.20%
155.0
0! “‘u‘:““‘}”H‘HH‘HH‘HH‘HH
miz--> 50 100 150 200 250 300 g
Abundance #143158: Hexanoic acid, 6-tridecyl ester e
99.0 21.00
m/z 111.10 26.71%
43.0
5000
m
oldhdiby g uta00 1" 22t .
m/z--> 50 100 150 200 250 300 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 unknown21.107 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.107 2.01 ng 99303 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(2,4-dimethylpe... 362 C22H3404 1000356-85-5 43
2 4-Piperidone 99 C5H9NO 041661-47-6 43
3 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 38
4 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 37
5 2H-Pyran-2-one, tetrahydro-6- nonyl 226 C14H2602 002721-22-4 37

Abundance Scan 3024 (21.107 min): BG048042.D\data.ms (-3021) (-  m/z 99.10 100.00%
99.1

5000
155.2

%

2089 2820 3550 4200 21.00 21.50
l" m/z 57.10  73.50%
miz—> 0 50 100 150 200 250 300 350 400 450

Abundance #192102: Phthalic acid, di(2,4-dimethylpent-3-yl) ester
99.0

o

;
-

5000

149.0 21.00 21.50
m/z 69.10 33.96%

L a0

43.
O‘\\\\‘\\\\‘\\\‘\‘\1\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3476: 4-Piperidone
99.0
1 —
42 21.00 21.50
5000 ' m/z 83.10 32.50%

! ’ Li

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #53523: Hexanoic acid, 3-chloroprop-2-enyl ester
99.0 21.00 21.50

m/z 111.05 31.67%

o

.

43.0
5000

155.0

.

o S —— SALASRY
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.395 9.27 ng 457835 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91

Abundance Scan 3073 (21.395 min): BG048042.D\data.ms (-3069) (-  m/z 55.05 100.00%

55.0
5000 111.1

21.00 21.50
208.0 281.0
0 H“p'wﬂyMkmuucw‘“w“w“‘§?§9“w“_4§9; m/z 57.10  96.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
N A

m/z 43.05 93.93%

1
\\J‘\‘\“\‘\\\‘\‘\H‘\q“‘\\\\‘?\?\‘\\\\‘\\\?’\5‘6\\0\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol

83.0

5000 LIVNSEIS A | VS
111.0 21.00 21.50

o

T ]
21.00 21.50
5000 ITI/Z 83.10 90.50%
29.
ol LT 2ase0 200
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #164113: Trifluoroacetic acid, pentadecyl ester P =
57.0 21.00 21.50
m/z 69.10 89.56%
o LLLLLLLL, 2220, 25505070 W
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 unknown21.554 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.554 2.06 ng 101949 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,11-Diethyl-8-methyl-7,9-dioxap... 286 C18H3802 1000334-83-1 32
2 Silane, butyldichloromethyl- 170 C5H12C12Si 018147-23-4 22
3 2-Propyn-1-o0l, dimethylcyclohexy... 196 C11H200Si 1000325-61-6 17
4 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 14
5 2,2-Dimethyl-3-pentanol, heptafl... 312 C11H15F702 1000364-14-4 14
Abundance Scan 3100 (21.554 min): BG048042.D\data.ms (-3096) (- m/z 57.10 100.00%
57.1
113.1
5000
‘ ‘ \ 2150 |
169.1 .
281.0 :
ol M 1‘ ‘ o 22E0 ZPEE 3480 4290 nyz 113.10  57.46%
mlz--> 50 100 150 200 250 300 350 400
Abundance #133069: 5,11-Diethyl-8-methyl-7,9-dioxapentadecane
57.0 1130
5000 A
21.50
‘ m/z 97.10 27.82%
158.0
O \\“‘\I‘\H“L‘!‘\L\‘\\\\“‘1\\\‘\\\\‘2\7\]-\.0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #38443: Silane, butyldichloromethyl-
118.0
T T \
21.50
5000 m/z 69.05 22.82%
63.0
ol8Q Il o0 o
m/z--> 50 100 150 200 250 300 350 400
Abundance  #57941: 2-Propyn-1-ol, dimethylcyclohexylsilyl ether —— ‘
118.0 21.50
m/z 111.10 22.81%
5000
59.0 ‘ 196.0
L . .
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\BG@12721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20

Operator : CG/JU

Sample : M1226-03 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.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 unknown26.383 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.383 2.54 ng 114824 Perylene-di2 25.049
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 43
2 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 43
3 Dodecane, 1-cyclopentyl-4-(3-cyc... 348 C25H48 007225-68-5 35
4 Octatriacontyl trifluoroacetate 647 C4QH77F302 1000351-88-7 22

5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 22

Abundance Scan 3922 (26.383 min): BG048042.D\data.ms (-3918) (- m/z 57.10 100.00%
1.1

97.0
5000 207.0
281.1
153.1 T L
‘ ‘ ‘ ‘ ‘ 340.9 26.00 26.50
ol by \Wl N A — ] Lo L1 w2 ss.ie 92.93%
mlz--> 50 100 150 200 250 300 350
Abundance #146256: 1-Hexadecene, 16-bromo-
55.0
97.0
5000 — ——
26.00 26.50
‘ ‘ 148.0 m/z 69.05 78.54%
304.0
oL ‘M‘M‘ u\‘ Lyl oo 2600390
m/z--> 50 100 150 200 250 300 350
Abundance #36776: 4-Undecene, 6-methyl-
55.0
P e
26.00 26.50
5000 m/z 97.05  75.36%
97.0
EREW ‘ 168.0
Y s ———
miz--> 50 100 150 200 250 300 350
Abundance #183013: Dodecane, 1-cyclopentyl-4-(3-cyclopentylpropy M : i ‘ /
41.0, 83.0 26.00 26.50
m/z 83.05 65.01%
5000
T25' 236.0
ol LALIA LI 13870 Vom0 saro e bl
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48042.D

Acqg On : 28 Jan 2021 00:20
Operator : CG/JU

Sample : M1226-03

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@12521.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|
1,2-Benzenedica... 17.764 32.6 ng 1253910 4 17.488 769731 20.0
n-Hexadecanoic ... 18.369 20.0 ng 770146 4 17.488 769731 20.0
unknown19.139 19.139 9.7 ng 371672 4 17.488 769731 20.0
unknown19.221 19.221 3.1 ng 120853 4 17.488 769731 20.0
Octadecanoic acid 19.632 12.6 ng 623316 5 21.759 987511 20.0
unknown19.767 19.767 2.6 ng 129408 5 21.759 987511 20.0
Sulfurous acid,... 20.772 4.1 ng 203843 5 21.759 987511 20.0
2,4,4,6,6,8,8-H... 20.990 16.8 ng 829468 5 21.759 987511 20.0
unknown21.043 21.043 4.2 ng 209275 5 21.759 987511 20.0
unknown21.107 21.107 2.0 ng 99303 5 21.759 987511 20.0
Pentafluoroprop... 21.395 9.3 ng 457835 5 21.759 987511 20.0
unknown21.554 21.554 2.1 ng 101949 5 21.759 987511 20.0
unknown26.383 26.383 2.5 ng 114824 6 25.049 904730 20.0
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