LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61322\
Data File : BM@35462.D

Acqg On : 13 Jun 2022 18:02

Operator : CG/JU

Sample : N3324-01

Misc . BT-SPOILS-07

ALS vial : 9 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 M\Methods\8270-BM061022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35462.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.557 77 80 95 rVB 91984 176193 1.43% 0.262%
2 4.940 308 315 325 rBV 203795 322244 2.61% 0.480%
3 5.404 388 394 415 rBV 4717517 7093900 57.41% 10.562%
4 6.169 519 524 536 rBV 105139 185582 1.50% 0.276%
5 7.004 656 666 692 rBV 4402078 7455687 60.34% 11.101%
6 7.816 798 804 817 rBV 725031 1211255 9.80% 1.803%
7 8.981 991 1002 1013 rBV 2722684 4660498 37.72% 6.939%
8 10.616 1270 1280 1297 rBV 959064 1770672 14.33% 2.636%
9 13.086 1693 1700 1721 rBV 6342378 9573740 77.48% 14.254%

10 14.463 1927 1934 1947 rVB 1351960 2094372 16.95% 3.118%

11 15.951 2179 2187 2211 rBV 4647271 7157003 57.92% 10.656%
12 17.204 2395 2400 2414 rBV 1530588 2328554 18.84% 3.467%

13 18.115 2550 2555 2568 rBV 795687 1295422 10.48%  1.929%
14 19.392 2768 2772 2789 rBV 426356 709829 5.74% 1.057%

15 19.833 2841 2847 2856 rBV 9928664 12356869 100.00% 18.398%

16 21.109 3059 3064 3074 rBV 1663636 2341561 18.95%
17 21.392 3107 3112 3124 rBV 2198300 3017605 24.42%
18 21.550 3136 3139 3146 rBvV2 116117 160605 1.30%
19 23.733 3504 3510 3523 rVB 1662949 3253397 26.33%
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Sum of corrected areas: 67164988
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61322\

BMO35462.D
: 13 Jun 2022 18:02
: CG/JU
: N3324-01
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BM035462.D\data.ms

5.404 7,004

8.981

7816 10.616

3.557 4.940 6.169

350 4.00 450 5.00

550 6.00 650 700 750 800 850 9.00 950

10.00 10.50 11.00 11.50

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BM035462.D\data.ms

13.086

15.951

14.463 17.204

18.115 19392

19.

833

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BM035462.D\data.ms

21.392
21.109

23.733

1.550

Time-->

21.00 21.50 22.00 2250 23.00 23.50 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_M\Data\BM@61322\
Data File : BM@35462.D

Acqg On : 13 Jun 2022 18:02
Operator : CG/JU

Sample : N3324-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Propylene Glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.557 2.91 ng 176193 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 80
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 56
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 3-Ethyl-2-pentanol 116 C7H160 000609-27-8 40
Abundance  Scan 80 (3.557 min): BM035462.D\data.ms (-77) (-) m/z 45.00 100.00%
45.0
5000
BREEEEEEEEEEEE
‘ 1 3.20 3.40 3.60 3.80
Obrrprrreflorifr ot 2050 1491 2070 n/; 43.00  18.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 L L B B I
3.20 3.40 3.60 3.80
m/z 44.00 7.48%
O \\1\9‘.9\“\\“‘1‘\\\“‘\\7\6\.9\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45.0
R R mEE
3.20 3.40 3.60 3.80
5000 m/z 61.00 5.90%
0 19.0 75.0
A L e R amm o AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- e mat B Y NLY
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.77%
5000
YR N TR — S —
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61322\
Data File : BM@35462.D

Acqg On : 13 Jun 2022 18:02
Operator : CG/JU

Sample : N3324-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.940 5.32 ng 322244  1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 37
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 25
Abundance Scan 315 (4.940 min): BM035462.D\data.ms (-308) (-) m/z 43.00 100.00%
43.0
5000 AaMJ\HMMA
loll L L I B R B R I A
‘ 73.0 4.60 4.80 5.00 5.20
Ol 2 L2830 2000 sz s9.e5  56.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T[T T T T[T
4.60 4.80 5.00 5.20
101.0 m/z 101.10  17.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
31.0 590
A EEmma R e S
4.60 4.80 5.00 5.20
5000 m/z 58.05 13.89%
102.0
ol el e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- e ARaEa
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.10%
5000 101.0
27.0 \H ‘
oWh”m“lmmHM,HH‘uuu_m,uwmwm_mw S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM061322\
BM@35462.D

: 13 Jun 2022 18:02

: CG/JU

: N3324-01

: 9 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Hexylene glycol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.169 3.06 ng 185582  1,4-Dichlorobenzene-d4 7.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 78
3 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 72
4 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 58
5 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202 003587-64-2 47
Abundance Scan 524 (6.169 min): BM035462.D\data.ms (-519) (-) m/z 59.10 100.00%
59.1
5000 A\v
T
85.0 5.80 6.00 6.20 6.40
Obrrp 388l [ 120 19802211 . 4306 70.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10017: Hexylene glycol
59.0
5000 L L BN B L I
5.80 6.00 6.20 6.40
31.0 m/z 56.05 26.55%
‘ 85.0
O' \\‘\"‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
59.0
A e
5.80 6.00 6.20 6.40
5000 m/z 40.95 23.13%
31.0 85.0
e L N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4399: Oxetane, 2,2,4-trimethyl- T
59.0 5.80 6.00 6.20 6.40
m/z 45.00 21.75%
5000
31.0 85.0
o‘m,‘h“u :‘m“‘,mw“H‘;‘m‘uH‘w‘w‘w_mw T R e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.80 6.00 6.20 6.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61322\
BM@35462.D

: 13 Jun 2022 18:02
: CG/JU
¢ N3324-01

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

4 n-Hexadecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.115 11.13 ng 1295420  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Pentadecanoic acid
3 Tetradecanoic acid
4 Tridecanoic acid

5 n-Decanoic acid

256 C16H3202
242 C15H3002
228 C14H2802
214 C13H2602
172 C1eH2002

000057-10-3 99
001002-84-2 90
000544-63-8 76
000638-53-9 72
000334-48-5 60

Abundance Scan 2555 (18.115 min): BM035462.D\data.ms (-2550) (- | m/z 43.05 100.00%
43.0
5000
129.0
3.1
213.2 1 7 T
‘ 171.1 ‘ 256.1 18.00 18.50
ob— Al T L 8410 by ge.ee 91.15%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T R
18.00 18.50
171.0 213.0 256.0 m/z 73.00 90.11%
O \M ‘\“h““ \‘““‘\“1 \“‘\ \‘ \‘\ “ \“\‘\ T "‘\ L B
miz--> 50 100 150 200 250 300 350
Abundance
73.0
== —
18.00 18.50
5000 129.0 ITI/Z 41.10 77 .56%
29.0
199.0 242.0
(LR SR 1P U N
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 57.10 73.75%
5000 129.0
185.0
29. 228.0
o 0 0 A e )
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61322\
Data File : BM@35462.D

Acqg On : 13 Jun 2022 18:02
Operator : CG/JU

Sample : N3324-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.392 4.70 ng 709829  Chrysene-di12 21.392
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 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 62
Abundance Scan 2772 (19.392 min): BM035462.D\data.ms (-2768) (- | m/z 43.05 100.00%
43.0
5000
129.0
31 185.1 T T
H ‘ ‘ 2412 honn 19.00 19.50
ol 1 bt L ‘L k8808 /7 73,00 87.04%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28.0 284.0 - T
185.0 2410 19.00 19.50
m/z 60.00 77.92%
0! H‘H‘\“‘ “h“”‘i““‘\““‘l H“‘ [ L ‘L A “ | ““ 1 ‘\‘ : “‘ ———
miz--> 50 100 150 200 250 300 350
Abundance
73.0
= —
19.00 19.50
5000 129.0 m/z 57.10 76.09%
29.0
199.0 242.0
o
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid — —
60.0 19.00 19.50
m/z 55.05 70.42%
5000 129.0
H 171.0 213.0 256.0
ob— “M “““‘w‘h\“ ;‘“‘w \“‘w Ll \ ‘ : “u T — ——
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_M\Data\BM@61322\
Data File : BM@35462.D

Acqg On : 13 Jun 2022 18:02
Operator : CG/JU

Sample : N3324-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Heptafluorobutyric acid, n-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.109 15.52 ng 2341560  Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3064 (21.109 min): BM035462.D\data.ms (-3059) (- | m/z 57.05 100.00%

57.0
5000
111.1
= =
" i 2070 ‘ 21.00 21.50
ol Ly 00D 2801 3432 4302489 /7 43.10  95.42%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
5000 111.0 LN 1
21.00 21.50
m/z 55.05 87.30%
169.0
O \\J\‘\“‘\\\‘\‘l‘ \“\“‘\11 ‘”\‘\\\‘\\\275“2\\0\\‘\\\\‘\\\\‘\\4\4\‘8\()\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
== —
21.00 21.50
5000 111.0 m/z 83.10 72.40%
0 168.0 224.0 370.0
e N S B
m/z--> 0 50 100 150 200 250 300 350 400 450
== =

Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
7.0 21.00 21.50

m/z 69.05 64.12%

5000 111.0

169.0

224.
ol Ll T80 a0 i
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50

:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61322\
Data File : BM@35462.D

Acqg On : 13 Jun 2022 18:02
Operator : CG/JU

Sample : N3324-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061022.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|
Propylene Glycol 3.557 2.9 ng 176193 1  7.816 1211260 20.0
2-Pentanone, 4-... 4.940 5.3 ng 322244 1 7.816 1211260 20.0
Hexylene glycol 6.169 3.1 ng 185582 1 7.816 1211260 20.0
n-Hexadecanoic ... 18.115 11.1 ng 1295420 4 17.204 2328550 20.0
Octadecanoic acid 19.392 4.7 ng 709829 5 21.392 3017610 20.0
Heptafluorobuty... 21.109 15.5 ng 2341560 5 21.392 3017610 20.0
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