LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48988.D

Acqg On : 15 Jun 2021 22:06
Operator : CG/JU

Sample : M2672-12

Misc :

ALS Vvial : 16 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: BGO48988.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.159 15 20 29 rVvB3 143796 221422 11.94%  2.254%
2 3.283 37 41 47 rVB 51316 69954 3.77% 0.712%
3 5.198 362 367 374 rBV2 12917 23853 1.29% 0.243%
4 5.662 440 446 453 rBV 453629 755451 40.75% 7.691%
5 5.733 453 458 468 rvB2 15381 36123 1.95% ©0.368%

7.266 711 719 728 rBV 448849 804245 43.38% 8
8.112 855 863 869 rBv2 118854 209468 11.30% 2
9.276 1054 1061 1074 rVB 270443 501281 27.04% 5.104%
10.703 1297 1304 1309 rBV 12739 23526 1.27% o
10 10.938 1337 1344 1351 rBV 147959 270750 14.60% 2

11 13.377 1752 1759 1766 rBV 677647 1049503 56.61% 10.685%
12 14.757 1985 1994 2002 rBV 247072 399516 21.55%
13 16.156 2225 2232 2237 rBV 34265 47071 2.54%
14 16.244 2240 2247 2255 rBV 640097 977888 52.75%

Uulo o b
IN
N
O
X

15 17.501 2452 2461 2469 rBV 355798 562648 30.35% 728%
16 17.619 2477 2481 2486 rVB4 38083 52103 2.81% ©.530%
17 18.159 2568 2573 2581 rVB5 24129 36356 1.96% ©.370%
18 18.388 2607 2612 2619 rBV2 83595 129775 7.00% 1.321%
19 19.657 2823 2828 2835 rBV2 60646 83900 4.53% 0.854%

20 20.110 2899 2905 2911 rBV 1407408 1853849 100.00% 18.874%

21 20.797 3015 3022 3025 rBV6 21789 42241 2.28% 0.430%
22 20.868 3031 3034 3038 rVB3 19143 21843 1.18% 0.222%
23 21.426 3124 3129 3138 rBV2 97472 162296 8.75% 1.652%
24 21.684 3168 3173 3177 rVB 40516 55330 2.98% 0.563%
25 21.796 3185 3192 3202 rVB2 390081 665020 35.87% 6.771%
26 22.002 3224 3227 3231 rVB5 14403 20434 1.10% 0.208%
27 22.642 3331 3336 3342 rBV7 15549 28950 1.56% 0.295%
28 23.018 3396 3400 3406 rVB7 27170 45498 2.45% 0.463%
29 25.128 3749 3759 3770 rBv2 217139 671945 36.25% 6.841%
Sum of corrected areas: 9822239
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Jun 2021 22:06
: CG/JU
. M2672-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061521\
BGO48988.D

: 16 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48988.D

Acqg On : 15 Jun 2021 22:06
Operator : CG/JU

Sample : M2672-12

Misc :

ALS vial : 16 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 Butane, 2-chloro-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.159 21.14 ng 221422 1,4-Dichlorobenzene-d4 8.112

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-chloro-2-methyl- 106 C5H11C1 000594-36-5 90
2 Propane, 1,1-dichloro- 112 C3He6C12 000078-99-9 27
3 Butanoyl chloride 106 C4H7C10 000141-75-3 27

4 Allyl chloride 76 C3H5C1 000107-05-1 22

5 Furan-2-carbonyl chloride, tetra... 134 C5H7Cl02 052449-98-6 14

Abundance  Scan 20 (3.159 min): BG048988.D\data.ms (-15) (-) m/z 71.20 100.00%

71.2
41.1
5000
“
‘ 93.1 uie 2072 320 340 360
owwuHMM‘MM_HM‘HH‘HH_nwww_‘:‘ m/z 55.10 83.10%

m/z--> 20 40 60 80 100 120 140 160 180 200
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09?.0
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B e
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Om““m‘“m“u“‘m e e e e e
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Abundance #5001: Butanoyl chloride BRI B a e o o
43.0 71.0 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48988.D

Acqg On : 15 Jun 2021 22:06
Operator : CG/JU

Sample : M2672-12

Misc :

ALS vial : 16 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 3-Penten-2-o0l Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.283 6.68 ng 69954 1,4-Dichlorobenzene-d4 8.112

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Penten-2-o0l 86 C5H100 001569-50-2 72
2 Propanoic acid, 2-chloro-, 1-met... 178 C8H15C102 088736-64-5 72
3 2-Furancarboxylic acid, 2-tetrah... 196 C10H1204 004623-04-5 45
4 2-0xo-n-valeric acid 116 C5H803 001821-02-9 43
5 Pentane, 2,2'-oxybis- 158 C10H220 056762-00-6 40
Abundance  Scan 41 (3.283 min): BG048988.D\data.ms (-37) (-) m/z 43.10 100.00%
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oy 1341 8878 %200 47 71010 90.19%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1718: 3-Penten-2-ol

71.0

\

5000 N ——
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50l

‘\Ll\‘\HJ‘MJ\l‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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Abundance #44444: Propanoic acid, 2-chloro-, 1-methylbutyl ester
43.0

3.20 3.40 3.60

o

5000 m/z 39.10 42.78%
‘ 135.0
0l ‘ ‘WH“WHWHWHWww_www
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #57701: 2-Furancarboxylic acid, 2-tetrahydrofurylmethyl ¢ T PRea R Aepmaepals
71.0 3.20 3.40 3.60

m/z 45.10 32.91%

5000 J\
0 HH 126.0 196.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48988.D

Acqg On : 15 Jun 2021 22:06
Operator : CG/JU

Sample : M2672-12

Misc :

ALS vial : 16 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.198 2.28 ng 23853 1,4-Dichlorobenzene-d4 8.112

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 tert-Butyl Hydroperoxide 90 C4H1e02 000075-91-2 36
3 3-Oxetanol, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 17
4 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 367 (5.198 min): BG048988.D\data.ms (-362) (-) m/z 43.10 100.00%

43.1
5000
1011 R RAREARRRE
I 69.2 ‘ 134.0 2372 4.80 5.00 5.20 5.40 5.600
ot e m/z 59.10 52.10%
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ﬂMA|AAAA
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m/z 58.10 36.64%
15.0 ‘ 101.0
O\H‘\‘\‘M\“h“\}‘HH“HH“‘HH‘HH‘\\H‘\H\’\H\‘\H\‘H\\‘\
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Abundance #2320: tert-Butyl Hydroperoxide
43.0
R RARRARRRE
18.0 4.80 5.00 5.20 5.40 5.60
5000 m/z 101.10 15.99%
“ | 75.0
Ol bl et e e e P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8155: 3-Oxetanol, 2,2,3-trimethyl- R RAREAERET
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 15.68%
5000
71.0
0 M ‘ |98.0
ey R AR e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\BG@61521\
Data File : BGO48988.D

Acqg On : 15 Jun 2021 22:06
Operator : CG/JU

Sample : M2672-12

Misc :

ALS vial : 16 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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.388 4.61 ng 129775  Phenanthrene-die 17.501
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2612 (18.388 min): BG048988.D\data.ms (-2607) (- m/z 73.05 100.00%
73.0

43.1
5000
“ 18.00 18.50
Y m/z 60.10  83.14%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T T
18.00 18.50
199.0 m/z 43.10 76.90%
s e L
O]\.\S\.’O\‘}H‘H‘HH\H\HH\‘H\w\‘\““\\”‘M\H\‘\\‘HH“H‘H‘\‘H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 T T
18.00 18.50
5000 1290 m/z 55.10  73.34%
185.0
228.0
50, 1, HH’ [£57:0 |
O‘H)HHU‘H W‘NuhhﬁlMM‘HH‘MH_‘HMH‘_HW‘HWH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107548: n-Hexadecanoic acid o —
43.0 73.0 18.00 18.50
m/z 57.10 70.99%
5000 256.0
129.0
213.0
LA LIS | oo
Y 1 PO VN NP W = —
m/z--> 20 40 60 80 100120140160 180200220240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48988.D

Acqg On : 15 Jun 2021 22:06
Operator : CG/JU

Sample : M2672-12

Misc :

ALS vial : 16 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.657 2.52 ng 83900 Chrysene-d12 21.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan 2828 (19.657 min): BG048988.D\data.ms (-2823) (- m/z 73.05 100.00%

43.1 73.0
5000 129.1
185.2 241.3
— ——
284.1 19.50 20.00
oLb— ‘ ‘MH \‘\‘h}um‘\\m‘ b \“ Ll \‘\ L\ 1 \‘\‘ ‘M|\‘ m/z 60.10 91.59%
m/z--> 50 100 150 200 250
Abundance #131262: Octadecanoic acid
73.0
43.0
5000 20 284.C
185.0 241.0 19.50 20.00
‘ m/z 43.10 91.10%
ol— \“‘ \}‘H ‘H‘H ”!‘H‘H‘\‘\‘ Hh“m}‘““ ‘H\‘\\l ur\‘ | I, “\ e “ - “ ‘\ ‘\‘ . “‘
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
—— ——
19.50 20.00
5000 129.0 m/Z 55.10 87.25%
97.0
H‘ ‘ 171.0 2130 256.0
o) E— ‘“‘ U“ “H‘u‘ Hh“\ ;‘H‘\‘h} ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ -
m/z--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid —— —
73.0 19.50 20.00
43.0 m/z 57.10 81.22%
5000 129.0
185.0
|
oL ““ H“‘HM MH “u““‘ nh\‘\‘ ;M‘\‘h; “ at \“ S “‘ e — —— ——
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48988.D

Acqg On : 15 Jun 2021 22:06
Operator : CG/JU

Sample : M2672-12

Misc :

ALS vial : 16 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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.426 4.88 ng 162296 Chrysene-d12 21.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91

Abundance Scan 3129 (21.426 min): BG048988.D\data.ms (-3124) (- m/z 57.20 100.00%
57.2

5000
11.2
—
21.50
0“|‘}}§29‘26713553,4S3' m/z 43.10 96.72%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 LN
11.0 21.50
m/z 55.10 89.37%
169.0
0 \J“\ ‘ T \“\‘ \“‘\‘Hg ‘\“\““\ 1} ‘“\ ‘\ T i?:\gﬁ‘ow L L \4\3\4\‘0\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #230207: Heptafluorobutyric acid, n-octadecyl ester
57.0
—
21.50
5000 11.0 ITI/Z 69.10 72.95%
169.0 2520
oL LAY u‘w“u bt e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #217811: Pentafluoropropionic acid, octadecyl ester T
57.0 21.50
m/z 83.10 72.88%
B I MWWNMMNWMAMM%WAWWMV
252.0
oL LLLLL 280 25202000 aom0 A
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48988.D

Acqg On : 15 Jun 2021 22:06
Operator : CG/JU

Sample : M2672-12

Misc :

ALS Vvial : 16 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|
Butane, 2-chlor... 3.159 21.1 ng 221422 1 8.112 209468 20.0
3-Penten-2-0l 3.283 6.7 ng 69954 1 8.112 209468 20.0
2-Pentanone, 4-... 5.198 2.3 ng 23853 1 8.112 209468 20.0
Pentadecanoic acid 18.388 4.6 ng 129775 4 17.501 1562648 20.0
Octadecanoic acid 19.657 2.5 ng 83900 5 21.796 665020 20.0
Heptadecyl hept... 21.426 4.9 ng 162296 5 21.796 665020 20.0
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