LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29054.D

Acqg On : 09 Mar 2021 20:06
Operator : CG/JU

Sample : M1603-02

Misc :

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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29054.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.775 298 304 311 rBV 6579 10068 1.92% 0.407%
2 5.240 378 383 395 rBV 164348 239418 45.71% 9.686%
3 6.863 653 659 677 rBB 165558 264713 50.54% 10.710%
4 7.669 790 796 802 rBB 35742 52718 10.07% 2.133%
5 8.839 989 995 1005 rBV 104585 166746 31.84% 6.746%
6 10.457 1264 1270 1278 rBB 43482 68524 13.08% 2.772%
7 12.945 1687 1693 1701 rBV 239842 339508 64.82% 13.736%
8 13.804 1834 1839 1844 rBB 6285 7570 1.45% 0.306%
9 14.333 1924 1929 1935 rBB 61532 82423 15.74% 3.335%
10 15.833 2179 2184 2193 rBB 160253 208239 39.76% 8.425%
11 17.080 2391 2396 2401 rBV 71253 93774 17.90%  3.794%
12 17.974 2542 2548 2560 rBV 23599 35436 6.77% 1.434%
13 18.450 2625 2629 2634 rBV2 3031 5571 1.06% 0.225%
14 18.715 2669 2674 2678 rBV 21500 24969 4.77% 1.010%
15 18.809 2685 2690 2694 rVB 4585 6017 1.15% 0.243%
16 19.256 2762 2766 2773 rBV2 13204 18028 3.44% 0.729%
17 19.356 2778 2783 2788 rVB2 4222 5996 1.14% 0.243%
18 19.709 2837 2843 2848 rBV 441064 523735 100.00% 21.189%
19 20.574 2987 2990 2994 rVvV 6230 7528 1.44% 0.305%
20 20.974 3054 3058 3066 rVB 34715 52874 10.10% 2.139%

21 21.256 3101 3106 3111 rBV 106119 126407 24.14% 5.114%
22 23.415 3467 3473 3481 rVB2 74003 131474 25.10% 5.319%

Sum of corrected areas: 2471736
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29054.D

Acqg On : 09 Mar 2021 20:06
Operator : CG/JU

Sample : M1603-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029054.D\data.ms
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Abundance TIC: BM029054.D\data.ms

19.y09
400000

350000
300000
250000 12.945

200000

15.833
150000

100000
14.333 17.080

50000 A

17974 18715
13.804 ) 1345a%8091%§§§§LJ 20

i e = = e S e

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM029054.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29054.D

Acqg On : 09 Mar 2021 20:06
Operator : CG/JU

Sample : M1603-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.775 3.82 ng 10068 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
2 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 9
3 Diacetamide 101 C4H7NO2 000625-77-4 7
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 5
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 4
Abundance Scan 304 (4.775 min): BM029054.D\data.ms (-298) (-) m/z 43.00 100.00%
43.0
5000 59.0
bbb e e
| 10‘1'0 4.40 4.60 4.80 5.00
0 m‘mwHH_HJ“lu‘_m_‘H,‘m‘w_m,www m/z 59.00  45.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L LA BN R B
59.0 4.40 4.60 4.80 5.00
m/z 101.00 14.77%
15.0 101.0
0 ‘ 2%\ Ll | 830 |
H\‘\H\‘H\I‘IH\[\f\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8193: Oxirane, [(1-methylethoxy)methyl]-
43.0
T e
29.0 59.0 4.40 4.60 4.80 5.00
5000 m/z 58.00 13.36%
15.0 ‘ . 101.0
T . O 1.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4023: Diacetamide A R RE S
43.0 4.40 4.60 4.80 5.00
m/z 41.00 11.76%
5000 59.0
73.0
101.0
o 280 | | .
e e e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29054.D

Acqg On : 09 Mar 2021 20:06
Operator : CG/JU

Sample : M1603-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.974 7.56 ng 35436  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2548 (17.974 min): BM029054.D\data.ms (-2542) (-  m/z 43.05 100.00%
43.0

73.0
5000
129.0
213.1
Y I
om_m‘lmm‘“W‘JHHWwW‘W‘H_WJMWWJ_ m/z 60.00  85.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
18.00
157.01g5 2130  256.0 m/z 41.00 85.55%
O,
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
Y e sl
18.00
5000 129.0 ITI/Z 73.00 83.47%
199.0
s e LT
otsol WML oL
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84452: Tetradecanoic acid L
73.0 18.00
43.0 m/z 55.00 83.15%
5000 129.0
185.0
H 228.0
o?ﬁRWﬂMNwwﬁwkﬁqumuwuu_ﬂ‘_uwu‘wwu_u‘_ Ll
m/z--> 20 40 60 80 100120140160 180200 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29054.D

Acqg On : 09 Mar 2021 20:06
Operator : CG/JU

Sample : M1603-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.715 5.33 ng 24969  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 78
2 1-Pentanol, 3-methyl-2-propyl- 144 CSH200 054004-40-9 47
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 43
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 38
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
Abundance Scan 2674 (18.715 min): BM029054.D\data.ms (-2669) (- m/z 57.10 100.00%
57.1
5000 113.1
83.0 1 1
18.50 19.00
169.1
o“H‘H“_‘ﬂ“h‘ﬂ‘um‘mm‘u“_‘w“m‘_“EQTQ‘ m/z 113.10  43.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 —r ——
18.50 19.00
113.0 m/z 97.10 39.61%
83.0 ‘ ‘
O\\\\‘\\\\‘\\‘1‘1‘\\\\‘H‘\\\‘\\‘\\‘\:\L\sip\\\]‘-\6\8\\0‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
I Y R O
18.50 19.00
m/z 55.05 34.61%
5000{ 574 113.0 /
83.0
0 BT S N 7
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate A ——
57.0 18.50 19.00
m/z 41.00 21.59%
5000
97.0
29.0
0 127.0 153.0 211.0 77
e e e e e e e o ——
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29054.D

Acqg On : 09 Mar 2021 20:06
Operator : CG/JU

Sample : M1603-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Decanoic acid, silver(1+) salt Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.256 2.85 ng 18028 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, silver(1+) salt 278 C10OH19Ag02 013126-67-5 53
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 n-Decanoic acid 172 C1eH2002 000334-48-5 43
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 35

Abundance Scan 2766 (19.256 min): BM029054.D\data.ms (-2762) (- m/z 43.00 100.00%

43.0
5000
129.0
—r —
‘ I TT 18?1 24‘1-1 19.00 19.50
ol HH‘H,‘m_m_m_m_m m/z 41.60  79.69%
miz--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0
155.0
5000 — e
19.00 19.50
29 m/z 73.00 79.20%
ol WMMM 1 217.0 279.0 330.0 387.(
\\’ \\’\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #50051: Undecanoic acid
60.0
19.00 19.50
5000 m/z 55.00  73.27%
129.0
Syl e
ol L
miz--> 50 100 150 200 250 300 350
Abundance #84455: Tetradecanoic acid —— —
73.0 19.00 19.50
m/z 60.00 70.62%
5000 129.0
185.0
228.0
N1 10 T AR I SR | N
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@30921\
Data File : BM@29054.D

Acqg On : 09 Mar 2021 20:06
Operator : CG/JU

Sample : M1603-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Trichloroacetic acid, tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.974 8.37 ng 52874 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 95
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
3 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91

Abundance Scan 3058 (20.974 min): BM029054.D\data.ms (-3054) (-  m/z 43.05 100.00%
3.0

7.0
5000
s 2100
281.0 :
oLl ‘“““Hm_‘“2?7‘9”_”\‘_‘”_‘” m/z 57.10 98.70%
m/z--> 50 100 150 200 250 300 350
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0
5000 L
21.00
m/z 55.00 86.98%
0 ““ “ ‘ ““ “H# h T \‘\]\-9\?(\)\2\4\1‘0\ LA L B B B B
m/z--> 50 100 150 200 250 300 350
Abundance  #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
——
21.00
m/z 41.05 69.88%
5000 110 /
169.0
olf‘:’:q ‘*“\‘ ‘ J ““; \“ w“u - “‘ - ‘2‘4‘1;0‘ S22
miz--> 50 100 150 200 250 300 350
Abundance #181284: Acetic acid, chloro-, octadecy! ester —
57.0 21.00
m/z 83.05 67.00%
h I JMA
154.0 207.0
il I oot et ot N 1
m/z--> 50 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29054.D

Acqg On : 09 Mar 2021 20:06
Operator : CG/JU

Sample : M1603-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.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|
2-Pentanone, 4-... 4.775 3.8 ng 10068 1 7.669 52718 20.0
n-Hexadecanoic ... 17.974 7.6 ng 35436 4 17.080 93774 20.0
2,4,4,6,6,8,8-H... 18.715 5.3 ng 24969 4 17.080 93774 20.0
Decanoic acid, ... 19.256 2.9 ng 18028 5 21.256 126407 20.0
Trichloroacetic... 20.974 8.4 ng 52874 5 21.256 126407 20.0
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