LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55551.D

Acqg On : 10 Nov 2022 23:02
Operator : CG/JU

Sample : N5495-02

Misc :

ALS Vvial : 11  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55551.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.329 3 7 24 rVB 277246 473468 15.77% 3.206%
2 3.875 96 100 113 rBV 16994 30067 1.00% 0.204%
3 5.327 340 347 356 rBV 140805 221088 7.37% 1.497%
4 5.797 419 427 437 rBV 779928 1276944 42.54% 8.647%
5 7.401 692 700 711 rBV 772240 1328461 44.26% 8.996%
6 8.270 840 848 854 rBV 169856 293240 9.77%  1.986%
7 9.439 1039 1047 1056 rBV 435737 787619 26.24%  5.333%
8 11.096 1321 1329 1339 rVB 236088 416212 13.87% 2.818%
9 13.517 1733 1741 1748 rBV 1153557 1825954 60.83% 12.364%
10 14.886 1966 1974 1982 rVB 368461 583775 19.45% 3.953%
11 16.361 2219 2225 2237 rBV 956559 1451807 48.37% 9.831%
12 17.624 2433 2440 2446 rBV 515253 756628 25.21% 5.124%
13 17.736 2454 2459 2465 rVB4 24327 31005 1.03% 0.210%
14 18.488 2582 2587 2595 rBV 70276 115546  3.85% 0.782%
15 19.745 2798 2801 2808 rBV3 32839 48686 1.62% ©.330%
16 20.209 2875 2880 2886 rVB 2228071 3001515 100.00% 20.325%
17 21.531 3100 3105 3111 rBV2 138328 216812  7.22% 1.468%
18 21.919 3165 3171 3178 rBV2 534252 888959 29.62% 6.020%
19 22.119 3201 3205 3211 rVB2 30190 46248 1.54% 0.313%
20 22.759 3312 3314 3326 rVB5 27491 52414 1.75% 0.355%

21 25.333 3743 3752 3771 rVB2 293250 921287 30.69% 6.239%

Sum of corrected areas: 14767735
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55551.D

Acq On : 10 Nov 2022 23:02
Operator : CG/JU

Sample : N5495-02

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG055551.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55551.D

Acq On : 10 Nov 2022 23:02
Operator : CG/JU

Sample : N5495-02

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.329 32.29 ng 473468  1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance Scan 7 (3.329 min): BG055551.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0 /\
T
‘ J 88.0 3.403.503.603.70
O WL 880 Il 880 7 43.00  46.54%
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5000 T T I T [T T[T Trrir
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27 0 8%0
O\‘\\\\‘\‘\\“\\\!‘\\\‘\‘\\\\‘\\\\‘\\\\
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Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0
T
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5000 55.0 m/z 87.10 23.50%
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R | | b e 4120 1290
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Abundance #2245: Silane, tetramethyl- N EaamsRamsaEEEE
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55551.D

Acq On : 10 Nov 2022 23:02
Operator : CG/JU

Sample : N5495-02

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown3.875 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.875 2.05 ng 30067 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanol 88 C5H120 006032-29-7 9
2 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 9
3 2-Methoxyisopropyl cyanoacetate 157 C7H11NO3 032804-79-8 9
4 2,3-Butanediol 90 C4H1e02 000513-85-9 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 100 (3.875 min): BG055551.D\data.ms (-96) (-) m/z 45.00 100.00%
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5000 K\
P e
60.9 3.60 3.80 4.00 4.20
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Abundance #14760: Butanenitrile, 2-(methoxymethoxy)
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O et S I T
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Abundance #34259: 2-Methoxyisopropyl cyanoacetate R RE RARRwEEEE T
45.0 3.60 3.80 4.00 4.20
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e e B L e S S et
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55551.D

Acq On : 10 Nov 2022 23:02
Operator : CG/JU

Sample : N5495-02

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.327 15.08 ng 221088 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Acetamide, N-(cyanomethyl)- 98 C4H6EN20 004814-80-6 9
Abundance Scan 347 (5.327 min): BG055551.D\data.ms (-340) (-) m/z 43.00 100.00%
43.0
5000 59.0
T T T
| 6.0 10‘1-0 5.00 5.20 5.40 5.60
Ol el e e e M/Z 59,08 47.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B B BRI
59.0 5.00 5.20 5.40 5.60
m/z 58.00 15.91%
O\\\‘\\\\‘\\\?“]I\.\O\\“ui\\‘\\‘!‘!‘\\\\‘\\\\?%\'9\‘\\\]-\()‘1\“\0\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
PP P
5.00 5.20 5.40 5.60
5000 57.0 m/z 101.00 14.21%
29.0
‘ 101.0
0m‘uwm““u‘“‘11"WMc‘wm_m"uH‘mwm‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R Rams B
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.947%
5000
101.0
ol 120 310 | *89 700 86,0
g e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55551.D

Acq On : 10 Nov 2022 23:02
Operator : CG/JU

Sample : N5495-02

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.488 3.05 ng 115546  Phenanthrene-di0 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 53
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 2587 (18 488 min): BG055551.D\data.ms (-2582) (- ' m/z 42.95 100.00%
43.0
5000 129.1 213.1 thVvWAWWM/\wuvwmﬂwwwm
171 1 N
‘ ‘ ‘ 256.1 18.50
ob—— Hm H‘Hh \‘\Hu ul u‘\ L m uu \’ i “ ‘ “‘ . m/z 60.00 98.96%
m/z--> 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2
430 73.0 256.0
5000 b ot
129.0 18.50
213.0 m/z 72.95 96.35%
‘ 171 0 ‘
0 \ L \hh‘\ HM‘ Ll \\ L “‘ . ‘ ‘u\’ A h‘ . “ N
miz--> 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
.
18.50
5000 129.0 m/z 57.00 84.70%
‘ 199.0 2420
0L— “ ‘}‘ L,nm‘ Hhu\ M\‘u} “‘ ‘l‘sﬂ‘q“ L S— “\ —
miz--> 100 150 200 250
Abundance #92063: Tridecanoic acid
73.0 18.50
43.0
m/z 41.00 74.61%
5000 129.0
171.0
‘ ‘ 214.0
0 . “‘ ‘H ‘H‘\ ‘\H M “‘\“ . “‘ T “‘ —
m/z--> 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55551.D

Acq On : 10 Nov 2022 23:02
Operator : CG/JU

Sample : N5495-02

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.531 4.88 ng 216812  Chrysene-di12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 3105 (21.531 min): BG055551.D\data.ms (-3100) (- | m/z 57.10 100.00%
57.1
- JL_\
5.1 o1 'en !
21.50
207.0
. ‘l]h“”h.281.035l5-0 m/z 43.05 92.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 — :
21.50
m/z 55.00 77.12%
\ ' 238.0
O Hng[ ‘Tﬁ\l‘\h\l\j\“\“\\\‘\l\\\\‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #261457: Heptadecy! trifluoroacetate
57.0
T [
21.50
5000 m/z 83.00 64.12%
5.0
m " \ 210.0 283.0
Ol L S S ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester e ‘
57.0 21.50
m/z 41.00 53.72%
5000
5.0 252.0
ol Ly 25 3690 648,
R A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50

8270-BG110922.M Fri Nov 11 12:31:48 2022 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55551.D

Acqg On : 10 Nov 2022 23:02
Operator : CG/JU

Sample : N5495-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.329 32.3 ng 473468 1 8.270 293240 20.0
unknown3.875 3.875 2.0 ng 30067 1 8.270 293240 20.0
2-Pentanone, 4-... 5.327 15.1 ng 221088 1 8.270 293240 20.0
n-Hexadecanoic ... 18.488 3.0 ng 115546 4 17.624 756628 20.0
Heptadecyl hept... 21.531 4.9 ng 216812 5 21.919 888959 20.0
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