LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

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 M\Methods\8270-BM@31522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@34326.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 8.107 805 828 832 rBV2 40714252 202104752 100.00% 30.434%
2 9.348 1019 1039 1050 rVB 1239403 5328231 2.64% 0.802%

3 14.577 1921 1928 1935 rBV 1386450 2040553
4
5

1.01% ©.307%

15.060 1995 2010 2027 rBV 6864502 18756876 9.28%  2.825%
15.907 2145 2154 2163 rBV 2738244 3638870 1.80% ©.548%

6 16.495 2246 2254 2258 rBV 3441868 4646984 2.30% 0.700%
7 16.542 2258 2262 2267 rVV 8337054 11939194 5.91% 1.798%
8 16.595 2267 2271 2274 rVV 4784395 6778689 3.35% 1.021%
9 16.636 2274 2278 2288 rVV4 1673574 3524188 1.74% 0.531%
10 16.736 2288 2295 2305 rVV 2884091 4945939 2.45% 0.745%
11 17.089 2347 2355 2363 rBV 8064431 10191901 5.04% 1.535%
12 17.318 2385 2394 2402 rBV 1519477 2224517 1.10% ©0.335%
13 18.101 2522 2527 2536 rBV2 1336831 2566129 1.27% ©.386%

14 18.289 2541 2559 2584 rBV 30396732 93393403 46.21% 14.064%
15 18.530 2593 2600 2609 rVB 12071390 22008101 10.89%  3.314%

16 19.377 2740 2744 2750 rBV 1768032 2583430 1.28% 0.389%
17 19.477 2757 2761 2767 rBV2 1694678 3718394 1.84% 0.560%
18 19.730 2797 2804 2816 rVB 12930996 15376918 7.61% 2.316%

19 19.830 2816 2821 2829 rBV 2908274 3516026 1.74% 0.529%
20 19.930 2829 2838 2843 rBV2 1550024 3233146 1.60% 0.487%
21 20.383 2911 2915 2919 rBV 2736728 3146903 1.56% ©.474%
22 20.895 2998 3002 3007 rVB 2438971 2869544  1.42% 0.432%
23 21.006 3014 3021 3025 rBV 6252479 9168922 4.54%  1.381%
24 21.206 3051 3055 3061 rVB 2273992 2587309 1.28% ©.390%
25 21.489 3099 3103 3116 rVB 1663136 2223262 1.10% ©.335%

26 22.118 3205 3210 3217 rVB 4250733 5125626 2.54% 0.772%
27 23.230 3392 3399 3417 rVB 16198998 26814131 13.27% 4.038%
28 23.900 3507 3513 3524 rVB2 1157325 2462095 1.22% ©.371%
29 25.294 3735 3750 3763 rVB 29883462 83636104 41.38% 12.594%
30 27.271 4064 4086 4092 rBV2 19805565 103522712 51.22% 15.589%

Sum of corrected areas: 664072849
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Mar 2022 00:52
: CG/IU
¢ N1935-02 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
BM034326.D

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Dodecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.060 183.84 ng 18756900  Acenaphthene-di1e 14.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Nonanoic acid 158 C9H1802 000112-05-0 60
4 Octanoic acid 144 C8H1602 000124-07-2 49
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43

Abundance Scan 2010 (15.060 min): BM034326.D\data.ms (-1995) (-  m/z 73.05 100.00%
73.0

41.1
5000
1291 157.1 — ‘
97.0
Il \\\ I ‘ 2002554 5 -
0L ;“Mm“\m_mu“uH_“H_mgww m/z 60.00  89.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75716: Dodecanoic acid
60.0
5000 -
85.0 1230 157.0 15.00
29.0 ' m/z 41.10 66.16%
200.0
O' \‘\‘H!w\}‘h‘\\M\‘\\‘\\‘i‘\\\\‘\\‘\\‘\\\\l\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60690: Undecanoic acid
60.0
T I
15.00
5000 20.0 ITI/Z 43.10 63.51%
129.0
87.0
m | ‘ ‘157.0 186.0
o — L1 ) T iR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35296: Nonanoic acid T ‘
60.0 15.00
m/z 55.10 59.57%
5000
29.0 115.0
LT L] s
0wa,“wH‘u‘w‘mww_HwH_m‘wwwm ISR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.907 35.67 ng 3638870  Acenaphthene-d10 14.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl-,... 270 C17H3402 1000406-82-2 91
2 Octane, 4-ethyl- 142 C1eH22 015869-86-0 46
3 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 43
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 38
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 35

Abundance Scan 2154 (15.907 min): BM034326.D\data.ms (-2145) (-  m/z 57.05 100.00%
57.0

5000
112.1141.1

‘H 16.00
[4
M‘HM‘MWWMw‘mM‘H_MHN‘H%T%EH‘E%?ﬁu‘_H‘_?QRT m/z 71.05 40.43%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161243: Hexanoic acid, 3,5,5-trimethyl-, 2-ethylhexyl es

o

57.0
5000 1
112.0 16.00
so 141.0 m/z 41.10  37.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22071: Octane, 4-ethyl-
57.0
==
16.00
5000 m/z 70.05 32.55%
29.0 112.0
NIRRT
Ottt e e e e

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #111482: Carbonic acid, isobutyl 2-ethylhexyl ester
57.0 16.00

m/z 112.10  30.66%

5000
112.0

29.0 ‘
L1

‘ 145.0
Y RELSP 8 N U PO O OO 1S

m/z--> 20 40 60 80 100120140160 180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 3 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.495 41.78 ng 4646980  Phenanthrene-di10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 83
2 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 59
3 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 53
4 3-Chloropropionic acid, heptadec... 346 C20H39C1l02 1000283-05-1 53
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 53

Abundance Scan 2254 (16.495 min): BM034326.D\data.ms (-2246) (- m/z 57.10 100.00%
57.1

- /W\K
16.50
97.0 140.2 :
196.2 255.2 9
owH“H“!_‘M“,‘J‘H‘W,HHJW_m,w_m,wwww m/z 41.10 17.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000
16.50
m/z 83.10 12.92%
97.0
O \\2‘\7\.\(\)‘“\HH“HMH"\‘\Hh“\\‘}‘\’\%\4\'?\(\)\]‘-Z]\.\’O\\Hﬁ%?’\o\\\‘z\ﬁ\s‘g\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #249041: Acetic acid, 3,7,11,15-tetramethyl-hexadecy! es
57.0
—
16.50
5000 97.0 ITI/Z 69.10 12.66%
ro
27,0 1960
: LLdb L 201550 g 200
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #218981: Trichloroacetic acid, undecyl ester —
57.0 970 16.50
m/z 55.05 12.18%
5000
126.0
27.0‘ ‘ ‘
AR W W TN T il
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 4 Heptafluorobutyric acid, n-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.542 107.34 ng 11939200  Phenanthrene-d1e 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 72
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 53
3 Propionic acid, 3-iodo-, octadec... 452 C21H41I02 1000406-24-9 50
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 50
5 Carbonic acid, but-2-yn-1-yl eic... 394 C25H4603 1000383-21-4 50

Abundance Scan 2262 (16.542 min): BM034326.D\data.ms (-2258) (- m/z 57.10 100.00%
57.1

5000

=

il 2 s 16.50
mul‘W"m‘,"H‘mw??‘l‘l‘””,””_m_ m/z 41.10 18.17%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000

16.50
m/z 83.10 14.29%

o

140.0
O\\J\\U“ M\h\h‘\‘I\\\J\’\\\\2‘1\3\\0\‘2\7\0\0\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
T T
16.50
m/z 69.10 13.47%
5000 110 /
’ 169 0
ol L Ty 20 a0
miz--> 50 100 150 200 250 300 350 400 450
Abundance #326116: Propionic acid, 3-iodo-, octadecyl ester — ‘
57.0 16.50
m/z 55.10 12.73%
5000
11.0 200.0
ol bbdblbia ol 290 sso e L I
m/z--> 50 100 150 200 250 300 350 400 450 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Acetic acid, 3,7,11,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.595 60.95 ng 6778690  Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 83
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 64
3 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 59
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 59
5 1-Heptadecene 238 C17H34 006765-39-5 59

Abundance Scan 2271 (16.595 min): BM034326.D\data.ms (-2267) - m/z 57.10 100.00%

57.1
5000 J
1650 |
11 1 :
- M LIMELas7a 21820860 0 4116 17.23%
miz--> 100 150 200 250 300 350
Abundance #161364. 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 ~r :
16.50
m/z 83.10 14.37%
.0 140.0
O T ‘\ \H“\ N \ﬁ“‘ \‘“\“\ 1 ‘ \ T \2‘1\3\0\2\5‘5\\0\ T ‘ T T ‘ T T ‘
m/z--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
LN T
16.50
5000 m/Z 69.10 13.01%
169.0
otsg L m\u L0 s
miz--> 50 150 200 250 300 350
Abundance #249041.Acencacm,3[111,15¢enanuﬂhyhhexadecyles —— ‘
57.0 16.50
m/z 55.10 11.84%
5000
125.0
1
gt LU aoagmon N
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Butanal, 4-[(tetrahydro-2H-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.636 31.68 ng 3524190  Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 4-[(tetrahydro-2H-pyran... 172 C9H1603 054911-85-2 53
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 49
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 47
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 47
5 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 45
Abundance Scan 2278 (16.636 min): BM034326.D\data.ms (-2274) - m/z 71.10 100.00%
71.1
5000
| i 14‘0-2 ys0.3 16.50 17.00
ol 38Rl L Ll | 1831 23932810 340. ./, 43,10 75.81%
miz--> 50 100 150 200 250 300
Abundance  #48086: Butanal, 4-[(tetrahydro-2H-pyran-2-yl)oxy]-
71.0
5000 ‘J\—J\JM\/UL I
16.50 17.00
21.0 m/z 85.10  65.98%
05 H‘”““‘\ “ \““\ i‘ \12\6\0\ ‘1\7\1.\0\ LB LA s
miz--> 50 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl-
57.0
16.50 17.00
5000 m/z 57.10 54.74%
112.0
o T 190560
miz--> 50 100 150 200 250 300 J\
Abundance #45490: Undecane, 3-methyl- — —
57.0 16.50 17.00
m/z 41.10 26.01%
5000
‘ 990 141.0
T AV
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 7 Tetradecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.736  44.47 ng 4945940  Phenanthrene-di10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 Dodecanoic acid 200 C12H2402 000143-07-7 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Undecanoic acid 186 C11H2202 000112-37-8 52
Abundance Scan 2295 (16 736 min): BM034326.D\data.ms (-2288) (- m/z 73.00 100.00%
5000 129.0
185.2
— —
228.2 16.50 17.00
ob ‘3‘6 wh”‘ b Lol 4 TTTT267.0 3400y, ep.ee  87.42%
miz--> 100 150 200 250 300
Abundance #109280: Tetradecanoic acid
73.0
5000 1290 228.0 U —r
29, 185.0 16.50 17.00
m/z 43.10 76.42%
O\\H\ LJWI N‘\h\ ‘ ‘\”\\‘\h\\‘\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #75718: Dodecanoic acid
73.0
—
16.50 17.00
5000 m/z 41.05 71.84%
129.0
L 47
miz--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid
i73.0 1650 1700
m/z 55.05 66.84%
5000 129.0
29. 171.0
O
I Y AL viN—-
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 8 1-Dodecanol, 2-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.089 91.63 ng 10191900  Phenanthrene-d1e 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
4 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 87
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 87
Abundance Scan 2355 (17.089 min): BM034326.D\data.ms (-2347) - m/z 57.10 100.00%
57.1
5000
97.1
T T
17.00
39.2
N “!‘ J“w”‘ s“‘ A2 1962 2413 2811 ./, 43.10  67.86%
miz-> 50 100 150 200 250
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
5000 VUL — :
97.0 17.00
m/z 71.10 61.43%
R7.0 ‘ ‘ .
o b MW\H‘ L 1300 1820 29902520
miz--> 50 100 150 200 250
Abundance #126386: 1-Decanol, 2-hexyl-
.
o
17.00
5000 97.0 m/z 55.10  54.90%
h‘ | 1390 1060
ol bl Bl o P
miz--> 50 100 150 200 250 ML
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester e ‘
57.0 17.00
m/z 41.10 49.47%
5000
o0 LI L 210 s60 220 o7 —
m/z--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 9 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.289 839.67 ng 93393400 Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81

Abundance Scan 2559 (18.289 min): BM034326.D\data.ms (-2541) (-  m/z 73.05 100.00%
73.0

5000 129.1

B

213.2

—— ‘
18.00 18.50

’J ‘” 4 ““ Ll | ?51b3 8152 429 m/z 60.00 77.10%
100 150 200 250 300 350 400
#143510: n-Hexadecanoic acid

5

60.
5000 129.0 R 71
18.00 18.50

0,

m/z-->
Abundance

|

m/z 43.10 73.59%

H 213.0
O' ‘““\“h“\}\“‘h\““““‘\"\‘\“‘b‘““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #92069: Tridecanoic acid
73.0
—r— —
18.00 18.50
5000 129.0 ITI/Z 55.10 66.10%
27.4 ‘ 214.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid —— =
73.0 18.00 18.50
m/z 41.10 64.34%
5000 129.0
199.0
i1 1TV
AEET LYY RN Z T g U L S 1
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 10 1-Decanol, 2-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.530 197.87 ng 22008100  Phenanthrene-d1e 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91

Abundance Scan 2600 (18.530 min): BM034326.D\data.ms (-2593) (- m/z 57.10 100.00%
57.1

11 1 L ‘
18.50
oA “‘ L | 15,42 22432691 3269 3892 ./, 4310 67.38%
mlz--> 50 100 150 200 250 300 350 400
Abundance #126384: 1-Decanol, 2-hexyl-
57.0
5000 —s :
18.50
110 m/z 71.10  62.65%
O\“\“\“‘ “““““ “‘ H‘]r5’4.\0\\\’2\2\4\9‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 200 250 300 350 400
Abundance #161356.l—DodecanoLZ—hexyL
57.0
—
18.50
5000 ITI/Z 55.10 57.26%
110
oL h‘ L B0 20
miz-> 50 100 150 200 250 300 350 400
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester T ‘
57.0 18.50
m/z 41.10 47.71%
5000
110
o LU T wsnosse0 aw00 L
m/z--> 50 100 150 200 250 300 350 400 18.50

8270-BM031522.M Wed Mar 23 15:33:10 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 11 i-Propyl 16-methyl-heptadec... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.477 33.45 ng 3718390  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 i-Propyl 16-methyl-heptadecanoate 326 C21H4202 1000336-66-3 53
2 Hexadecyl propyl ether 284 C19H400 1000406-27-9 41
3 Octadecanoic acid 284 C18H3602 000057-11-4 30
4 Propyl tetradecyl ether 256 C17H360 1010406-27-8 25
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 18

Abundance Scan 2761 (19.477 min): BM034326.D\data.ms (-2757) (- m/z 43.10 100.00%

43.1
5000
102.1
T
ol \\"Hh h“ \‘hhwh‘\\\m il e L, A h ‘32‘%3 “3‘89‘2‘ ‘ m/z 57.10 59.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232241: i-Propyl 16-methyl-heptadecanoate
57.0 102.0 284.0
5000 CT
241.0 19.50
185.0 m/z 55.10 49.03%
o 327.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #179258: Hexadecyl propyl ether
43.0
T
19.50
5000 m/z 41.10 47.46%
F?O
224.0
m/z--> 0 100 150 200 250 300 350 400
Abundance #179092: Octadecanoic acid T
43.0 19.50
m/z 102.10 37.39%
5000
129.0 284.0
‘ H 185.0 241.0
0 ‘h‘ H’\\‘u‘ ‘H““uh\\ M\ L 1 “‘ - “ "‘ L [ M
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 12 1-Dodecanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.730 138.33 ng 15376900  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 94
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91

Abundance Scan 2804 (19.730 min): BM034326.D\data.ms (-2797) (- m/z 57.10 100.00%
57.1

11.1 =L R
‘ | - 19.50 20.00
ol AARLLLI1552 20812523 3202 4200 4310 67.69%
mlz--> 50 100 150 200 250 300 350 400
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 e e
19.50 20.00
11.0 o
m/z 71.10 64.52%
O \“\‘ ‘\“ " T h!‘ \‘H‘\“H’ ‘}“\“i\ ‘I\‘ ]’]‘G\Z\‘O\Z’l\]-\.o\ T ‘ \2\89.\()‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #138523: 5-Octadecene, (E)-
55.0
=== —
19.50 20.00
5000 ITI/Z 55.10 58.71%
11.0
oA L w}§§10‘,“‘255f9“ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #161356: 1-Dodecanol, 2-hexyl- T T
57.0 19.50 20.00
m/z 85.10 45.15%
5000
WlLO
o bbb tere 2220 e
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BM031522.M Wed Mar 23 15:33:12 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52

Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 13 Benzoic acid, pentadecyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
19.830 31.63 ng 3516030  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 87
2 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 87
3 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 83
4 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 64
5 Benzoic acid, heptyl ester 220 C14H2002 007155-12-6 64

Abundance Scan 2821 (19.830 min): BM034326.D\data.ms (-2816) (-  m/z 123.10 100.00%

123.1
5000 77.0
1950  20.00
284.3 . .
ol adm Ul Wil 7902 2272 TTi"a282 3850430 iy 105,00 83.43%
mlz--> 50 100 150 200 250 300 350 400
Abundance #239609: Benzoic acid, pentadecyl ester
128.0
5000
19.50 20.00
77.0 m/z 77.05 39.56%
0 T ?||i T \ T ‘ L \2‘]-\0\0\ T ‘ LI ‘ \3\:3\2\.0‘\ L ‘ LI
m/z--> 100 150 200 250 300 350 400
Abundance #204852: Benzoic acid, tridecyl ester
128.0
=% —h=
19.50 20.00
5000 m/z 43.10  39.37%
77.0
182.0
ol Ll 0 mae
miz-> 50 100 150 200 250 300 350 400
Abundance #222566: Benzoic acid, tetradecyl ester — T
123.0 19.50 20.00
m/z 41.10 29.64%
5000
77.0
LU 390 meo o U
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BM031522.M Wed Mar 23 15:33:12 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 14 Benzoic acid, tridecyl ester Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.383  28.31 ng 3146900 Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 87
3 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 87
4 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 86
5 Eicosyl benzoate 402 C27H4602 103098-99-3 83
Abundance Scan 2915 (20.383 min): BM034326.D\data.ms (-2911) (-  m/z 123.10 100.00%
123.1
5000
43.1 — s
H h “ | 182.2 - 2000 20.50
ol Al Lk P57 248.1 304.3358.1 4161 475. 4/ 195,00 78.51%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204852: Benzoic acid, tridecyl ester
128.0
5000
20.00 20.50
43.0 m/z 77.00  35.60%
182.0
O Jil\‘l\ \hf\\“\ T \‘\ ‘ TTTT ‘ T \3\0‘4\.\0\ T ‘ TTTT ‘ TTTT ‘ TT 11
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #283301: Benzoic acid, octadecyl ester
123.0
= —=
20.00 20.50
5000 m/z 43.10 20.85%
55.0
ol Ll 180 2520 s7a0
miz--> 50 100 150 200 250 300 350 400 450
Abundance #270137: Benzoic acid, heptadecyl ester “ —
123.0 20.00 20.50
m/z 41.10 20.66%
. /ij\b\/\/kj
55.0
ol Llli Ll L 178.0 2380 360.0
R R R a ma e P P
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50

8270-BM031522.M Wed Mar 23 15:33:13 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Benzoic acid, hexadecyl ester  Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.895 25.81 ng 2869540  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 91
2 Benzoic acid, hexadecyl ester 346 C23H3802 1000340-22-9 91
3 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
4 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 91
5 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 90

Abundance Scan 3002 (20.895 min): BM034326.D\data.ms (-2998) (-  m/z 123.10 100.00%
123.1
5000
431 L o e
H h ‘ | 196.2 20.50 21.00
ol bl bk . 190224713003 367.2 4291 /7 165.00  76.36%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #239609: Benzoic acid, pentadecyl ester
1238.0
5000
20.50 21.00
430 m/z 77.10  30.61%
0 \“1 ‘\H‘thlh“\‘k\‘\‘ o T \\2%\0\0\\ [T \3\3\2\(‘)\ LI B I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #255927: Benzoic acid, hexadecyl ester
1238.0
=5 ==
20.50 21.00
5000 m/z 43.10 21.46%
55.0
ol kllihl, 280 meo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204852: Benzoic acid, tridecyl ester — —
123.0 20.50 21.00
m/z 55.10 20.94%
5000
43.0
182.0
old bl L 20 a0 e
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00

8270-BM031522.M Wed Mar 23 15:33:14 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 16 Hexanoic acid, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.006 82.48 ng 9168920  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 53
2 Dodecanamide, N,N-bis(2-hydroxye... 287 C16H33NO3 000120-40-1 49
3 Diethanolamine 105 C4H11NO2 000111-42-2 47
4 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25NO03 003077-30-3 42
5 2-Methylheptanoic acid 144 C8H1602 001188-02-9 42

Abundance Scan 3021 (21.006 min): BM034326.D\data.ms (-3014) (- m/z 74.10 100.00%
74.1

|

5000
21.00 |
147.1 2443 :
ob Mo L1ars 2P sar1 as024802 L 4310 1473
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15431: Hexanoic acid, 2-methyl-
74.0
5000 — ‘
21.00
H ‘ m/z 104.05 13.44%
0‘\\\‘M“hl‘l\\‘\“\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #182792: Dodecanamide, N,N-bis(2-hydroxyethyl)-

74.0
A
21.00
5000 m/z 55.10 13.30%
256.0
NETDONIELZE Y e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5544: Diethanolamine 7 ‘
74.0 21.00
m/z 41.10 12.44%
5000
18.‘
Y I —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00

8270-BM031522.M Wed Mar 23 15:33:15 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 17 Carbonic acid, 2-ethylhexyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.118 46.11 ng 5125630  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 81
2 Carbonic acid, 2-ethylhexyl hexa... 398 C25H5003 1000383-14-3 74
3 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 74
4 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 74
5 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 72

Abundance Scan 3210 (22.118 min): BM034326.D\data.ms (-3205) (- m/z 57.10 100.00%
57.1

—r =
i 190 6‘73 22.00 22.50
ow""“h'wh 4992, || 353241514772 849 ./, 7119  66.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester
57.0
5000 1 ———
22.00 22.50
m/z 70.10 62.31%
O\J\\“\\\’\F‘\\s\\o‘]\-\sf‘o\\zﬁs‘\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #301270: Carbonic acid, 2-ethylhexyl hexadecyl ester
57.0
= =
22.00 22.50
5000 ITI/Z 43.10 58.33%
Lo 2240
0\‘\\‘\'\\H‘N‘m‘\\\\‘\\u‘\\\\‘\\H‘HHWHWHWH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #251419: Carbonic acid, dodecyl 2-ethylhexyl ester P ——
57.0 22.00 22.50
m/z 112.10 50.00%
5000 A\ANA
N1 Y S S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path :

Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS Vvial : 16 Sample Multiplier:

Quant Method

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031522.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Oxiraneoctanoic acid, 3-oct... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.230 217.82 ng 26814100  Perylene-di12 23.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxiraneoctanoic acid, 3-octyl-, 410 C26H5003 000141-38-8 81
2 Carbonic acid, 2-ethylhexyl hexa... 398 C25H5003 1000383-14-3 49
3 12-Hydroxy-octadecanoic acid, oc... 412 C26H5203 074819-90-2 43
4 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 38
5 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 38

Abundance Scan 3399 (23.230 min): BM034326.D\data.ms (-3392) - m/z 57.10 100.00%

57.1 197.2
5000 12.1
265.3 23.00 23 50
O mu‘ﬂ 1y H‘ it Ly 0 32733833 4611 4/, 5510 87.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308163: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl est
57.0
5000 — —
23.00 23.50
‘ m/z 197.15  84.81%
283.0
O T \‘! l\l‘ \‘\ \h\ ‘JJ \”\“\\‘”\‘ i ‘\\\ ‘ \‘\ TT ‘ \”\ \ll\ ‘ \3\6\0‘9\ TT ‘ TTTT ‘ TTTT ‘ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #301270: Carbonic acid, 2-ethylhexyl hexadecyl ester
57.0
—r —
112.0 23.00 23.50
5000 ITI/Z 71. 82.36%
224.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #309385: 12-Hydroxy-octadecanoic acid, octyl ester T —
55.0 197.0 2300 23.50
m/z 49.72%
5000
112.0 327.0
264 ‘ ‘
IR0 i o Y ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2&00 2350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 19 2-Hexyldecyl isobutyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.294 679.39 ng 83636100  Perylene-d12 23.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 81
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 81
3 2-Hexyldecyl butyrate 312 C20H4002 1072782-00-3 68
4 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 68
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 68

Abundance Scan 3750 (25.294 min): BM034326.D\data.ms (-3735) (- m/z 57.10 100.00%
57.1

5000 J/\
257.3 — —_—
H \ ‘ 25.00 25.50
S mm—_ll] HH" m_uh 3234 39L5 4625 549 m/z 71.10  64.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214920: 2-Hexyldecyl isobutyrate
43.0
5000 111.0 T Tl
25.00 25.50
m/z 43.10 61.37%
O‘\\d\ ’\ ’ll}.940
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126381: 1-Decanol, 2-hexyl-
57.0
— —
25.00 25.50
5000 m/z 83.10 47.39%
5.0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #214915: 2-Hexyldecyl butyrate —— —1—
71.0 25.00 25.50
m/z 69.10 47.36%
5000 }/\
39.0
224.0
o MMM, 02000 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52

Operator : CG/JU

Sample : N1935-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 20 1-Decanol, 2-octyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
27.271 840.93 ng 103523000 Perylene-di2 23.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 81
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 81
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
4 2-Octyldecyl acetate 312 C20H4002 1000368-55-8 76
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 74

Abundance Scan 4086 (27.271 min): BM034326.D\data.ms (-4064) (-
57.1

57.10 100.00%

5000 J//JX\¥
1392 257.3 — N
‘ ‘ | { 27.00 27.50
ob A kLl _‘“« m‘l‘g?%“; I . 3514 4195 4906 71.10  61.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161355: 1-Decanol, 2-octyl-
57.0
5000 — AN
27.00 27.50
‘ 43.10 60.92%
O\JL‘\‘\f\\‘\\I‘\I}“]\-\g\z\(‘)f\\z\s‘z\?\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
—— —
27.00 27.50
5000 83.10  49.40%
i
o[ gez0 a0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161356: 1-Dodecanol, 2-hexyl- ‘ T
57.0 27.00 27.50
55.10 46.20%
5000 A
018202520 N
m/z--> 50 100 150 200 250 300 350 400 450 500 27.00 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34326.D

Acqg On : 23 Mar 2022 00:52
Operator : CG/JU

Sample : N1935-02 5X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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|
Dodecanoic acid 15.060 183.8 ng 18756900 3 14.577 2040550 20.0
Hexanoic acid, ... 15.907 35.7 ng 3638870 3 14.577 2040550 20.0
1-Octanol, 5,7,... 16.495 41.8 ng 4646980 4 17.318 2224520 20.0
Heptafluorobuty... 16.542 107.3 ng 11939200 4 17.318 2224520 20.0
Acetic acid, 3,... 16.595 61.0 ng 6778690 4 17.318 2224520 20.0
Butanal, 4-[(te... 16.636 31.7 ng 3524190 4 17.318 2224520 20.0
Tetradecanoic acid 16.736 44.5 ng 4945940 4 17.318 2224520 20.0
1-Dodecanol, 2-... 17.089 91.6 ng 10191900 4 17.318 2224520 20.0
n-Hexadecanoic ... 18.289 839.7 ng 93393400 4 17.318 2224520 20.0
1-Decanol, 2-he... 18.530 197.9 ng 22008100 4 17.318 2224520 20.0
i-Propyl 16-met... 19.477 33.5 ng 3718390 5 21.489 2223260 20.0
1-Dodecanol, 2-... 19.730 138.3 ng 15376900 5 21.489 2223260 20.0
Benzoic acid, p... 19.830 31.6 ng 3516030 5 21.489 2223260 20.0
Benzoic acid, t... 20.383 28.3 ng 3146900 5 21.489 2223260 20.0
Benzoic acid, h... 20.895 25.8 ng 2869540 5 21.489 2223260 20.0
Hexanoic acid, ... 21.006 82.5 ng 9168920 5 21.489 2223260 20.0
Carbonic acid, ... 22.118 46.1 ng 5125630 5 21.489 2223260 20.0
Oxiraneoctanoic... 23.230 217.8 ng 26814100 6 23.900 2462100 20.0
2-Hexyldecyl is... 25.294 679.4 ng 83636100 6 23.900 2462100 20.0
1-Decanol, 2-oc... 27.271 840.9 ng 103523000 6 23.900 2462100 20.0
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