LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13580.D

Acqg On : 24 Jan 2023 20:27
Operator : CG/JU

Sample : 01260-10

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 P\Methods\8270E-BP012323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13580.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.228 3 7 27 rVB 3347608 4020723 24.24% 3.681%
2 5.222 339 346 362 rBV 2774894 4073433 24.55% 3.730%
3 5.693 418 426 436 rBV 6888929 10361444 62.46% 9.487%
4 7.305 691 700 710 rBV 6484932 10514849 63.38% 9.628%
5 8.157 835 845 852 rBV 1660032 2655754 16.01% 2.432%
6 9.334 1037 1045 1058 rVB 3923630 6580552 39.67% 6.025%
7 10.987 1316 1326 1334 rBV 2178266 3672224 22.13% 3.362%
8 11.998 1489 1498 1502 rBV 121573 191999 1.16% 0.176%
9 13.328 1719 1724 1730 rVB 184201 262177 1.58% 0.240%
10 13.422 1732 1740 1750 rVB 10083318 14729106 88.78% 13.486%
11 13.610 1764 1772 1781 rBV3 101991 244792  1.48% 0.224%
12 14.216 1871 1875 1879 rBV 135079 198185 1.19% 0.181%
13 14.263 1879 1883 1888 rVB 260143 362813 2.19% 0.332%
14 14.628 1940 1945 1950 rVB4 137243 213717 1.29% 0.196%
15 14.792 1962 1973 1981 rBV 3070381 4672999 28.17% 4.279%
16 16.033 2180 2184 2192 rVB 199491 329188 1.98% 0.301%
17 16.145 2198 2203 2209 rVB 311908 457627  2.76%  0.419%
18 16.281 2218 2226 2234 rBV 6533779 9556248 57.60% 8.750%
19 16.516 2261 2266 2273 rVB2 445693 624756 3.77% 0.572%
20 17.345 2402 2407 2418 rVB 213673 391565 2.36% 0.359%
21 17.545 2435 2441 2447 rBV 3471845 4996153 30.12% 4.575%
22 18.404 2582 2587 2592 rBV 415992 607792 3.66% 0.557%
23 19.533 2775 2779 2786 rVB 189632 271582 1.64% 0.249%
24 19.622 2791 2794 2799 rBV 173074 233780 1.41% 0.214%
25 19.886 2835 2839 2847 rVB 265744 381366 2.30% 0.349%

26 20.074 2866 2871 2876 rBV 13791596 16590167 100.00% 15.190%

27 20.745 2981 2985 2992 rVB 367130 419597 2.53% ©0.384%
28 21.298 3074 3079 3090 rBV 866909 1182637 7.13% 1.083%
29 21.510 3111 3115 3121 rBV 632930 767970 4.63% ©0.703%
30 21.621 3127 3134 3138 rBV2 2990186 4597416 27.71% 4.209%
31 21.663 3138 3141 3150 rVB 556414 780259 4.70% ©.714%
32 23.410 3434 3438 3443 rBV2 125221 208876 1.26% ©.191%

33 24.204 3566 3573 3587 rVB2 1863216 4064884 24.50%  3.722%

Sum of corrected areas: 109216630
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13580.D

Acq On : 24 Jan 2023 20:27
Operator : CG/JU

Sample : 01260-10

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abuackag:p& TIC: BP013580.D\data.ms

1.2e+07
1e+07

8000000

5.693 7.305

6000000

4000000 pg 9.334

5.222
2000000 8.157

oL

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 850 9.00 950 10.00 1050 11.00 11.50
AbuEdzlaerf& TIC: BP013580.D\data.ms

10.987

20.074

1.2e+07

13.422
1le+07

8000000
16.281

6000000

4000000 14.792 17.545

2000000

6.516 18.404
1.998 13. 3L{& 610 11443%__;32 6.6 16 17.34 196529.88

Time--> 12.00 12.50 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 1750 18.00 18.50 19.00 19.50 20.00
Ab“?‘k%ff& TIC: BP013580.D\data.ms

1.2e+07
1le+07
8000000
6000000

4000000 21.621

24.204
2000000

21.
20,745 -EY%G63 23.410
LA

O\ L ‘ T T ’ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13580.D

Acq On : 24 Jan 2023 20:27
Operator : CG/JU

Sample : 01260-10

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 2

R.T EstConc Area Relative to ISTD R.T.
3.228 30.28 ng 4020720  1,4-Dichlorobenzene-d4 8.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 7 (3.228 min): BP013580.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 JX
ST
’ ‘ ‘ 3.303.403.503.60
ol L1l 1340 20792681 367.143004913548. 1/, 4305 36.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN AR RN RN R
3.303.403.503.60
‘ m/z 55.05 27.29%
O il\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
e RBARRREEEEEE S
3.303.403.503.60
5000 m/z 87.05 26.12%
0 \H’ll e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RARRREEEEEE
73.0 3.303.403.503.60
m/z 41.05 11.96%
5000 J\
0 u‘l‘«‘“H‘Wm_m‘Hu_m_m‘mWm_m_m_ R —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13580.D

Acq On : 24 Jan 2023 20:27
Operator : CG/JU

Sample : 01260-10

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
5.222 30.68 ng 4073430  1,4-Dichlorobenzene-d4 8.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9

Abundance Scan 346 (5.222 min): BP013580.D\data.ms (-339) (-) m/z 43.00 100.00%
3.0

5000

101.0 Y ' GHE——

4.80 5.00 5.20 5.40 5.60
Olprrrbed o 297.0 294.9355.1415.2476.6536.4 /7 s59.05  54.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T T T T[T T T T TTTT 111
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.00 19.57%
O‘\\H\H\“I\\\‘\H\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #4528: 2,3-Butanedione, monooxime
43.0
R RRARERREESEEEESS SR
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 18.91%
101.0
O b

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester BN e e e
59.0 4.80 5.00 5.20 5.40 5.60

m/z 41.05 7.96%

5000

126.0

L1 2

0

m/z-->

0 50 100 150 200 250 300 350 400 450 500 550

4.80 5.00 5.20 5.40 5.60
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Data Path : zZ

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\

Data File : BP@13580.D

Acq On : 24 Jan 2023 20:27
Operator : CG/JU

Sample : 01260-10

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Dodecane, 2-methyl-8-propyl- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
16.516 2.50 ng 624756  Phenanthrene-di0 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-8-propyl- 226 CleH34 055045-07-3 90
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 68
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
4 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 64
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64

Abundance Scan 2266 (16.516 min): BP013580.D\data.ms (-2261) (- m/z 57.05 100.00%

57.0
5000

T [
1p7.1184.1 16.50

bl [LL ] 2441 3338 44488116 n.. 7116 71.25%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107243: Dodecane, 2-methyl-8-propyl-
.0

5000

o
~l

m/z 43.10  55.48%

183.0
0“\‘Lhﬂkﬁﬂ*kyw”‘w“H\H‘w“H\H“M‘H\‘H‘M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74016: Tridecane, 4-methyl-
43.0

5000 m/z 85.05  28.98%

"} 155.0
]t ——
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #141076: Pentadecane, 2,6,10-trimethyl- ——
57.0 16.50

m/z 41.05 24.30%

oL UL ‘ 1270 2110
P e e T e e e e

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13580.D

Acq On : 24 Jan 2023 20:27
Operator : CG/JU

Sample : 01260-10

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.404 2.43 ng 607792  Phenanthrene-di0 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
3 Octadecanoic acid 284 (C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 2587 (18.404 min): BP013580.D\data.ms (-2582) (- m/z 73.00 100.00%
73.0

5000 Awwﬁ«ﬁM/kM&vaw\
213.2 —
L) s |
- “UH,H\H“H%Z‘?l”““‘39?““““495“7“5‘4?‘ m/z 59.95 95.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
213.0 m/z 43.05 93.15%
O‘\\\\IH ‘“’“!I‘l\\!!‘1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid
73.0
—
18.50
5000 ITI/Z 55.00 82.82%
185.0

m iﬂ h‘u L ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

o
—
o

*e

-

Abundance #179089: Octadecanoic acid
73.0 18.50
m/z 57.05 78.51%
5000
} 185.0 284.0
ob b Lo A .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13580.D

Acq On : 24 Jan 2023 20:27
Operator : CG/JU

Sample : 01260-10

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1-Tetracosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.298 5.14 ng 1182640  Chrysene-d12 21.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Heptacos-1-ene 378 C27H54 015306-27-1 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
Abundance Scan 3079 (21.298 min): BP013580.D\data.ms (-3074) (- m/z 57.05 100.00%
57.0
o NFLL%
— —
#T'l 2070 2821 21.00 21.50
ob bbbl Ly S0 292 S55.0 42894911548 n/z 43.10  86.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene
43.0
111.0
5000 . ——
21.00 21.50
m/z 55.05 83.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261457: Heptadecy! trifluoroacetate
57.0
—— —
21.00 21.50
5000 m/z 83.10 73.27%
125.0
i " ‘ 210.0 283.0
oA S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate T —
57.0 21.00 21.50
m/z 69.10 64.56%
5000
‘ 1F‘5.0 238.0
bbby e s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13580.D

Acqg On : 24 Jan 2023 20:27
Operator : CG/JU

Sample : 01260-10

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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... 3.228 30.3 ng 4020720 1 8.157 2655750 20.0
2-Pentanone, 4-... 5.222 30.7 ng 4073430 1 8.157 2655750 20.0
Dodecane, 2-met... 16.516 2.5 ng 624756 4 17.545 4996150 20.0
n-Hexadecanoic ... 18.404 2.4 ng 607792 4 17.545 4996150 20.0
1-Tetracosene 21.298 5.1 ng 1182640 5 21.621 4597420 20.0
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