LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50622\
Data File : BF128125.D

Acqg On : 06 May 2022 15:36
Operator : CG\JU

Sample : N2712-01

Misc :

ALS vial : 5 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_ F\Methods\8270-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128125.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.140 481 485 490 rVB 24717 29508 1.22% 0.177%
2 5.528 547 551 555 rBvV 1832233 1799274 74.35% 10.818%
3 6.534 717 722 725 rBV 1917834 1844433 76.22% 11.090%
4 6.904 781 785 788 rBV 603671 477537 19.73% 2.871%
5 7.469 876 881 884 rBV 1324523 1230479 50.85% 7.398%

6 8.187 999 1003 1007 rBV 722948 617991 25.54% 3.716%
7 9.263 1180 1186 1189 rBV 2460427 2145224 88.65% 12.898%
8 9.945 1297 1302 1305 rBV 863623 718608 29.69%  4.321%
9 10.739 1432 1437 1440 rBV 1579943 1462572 60.44%  8.794%
10 11.439 1552 1556 1559 rBV 859940 773498 31.96% 4.651%
11 11.951 1637 1643 1646 rBV 86520 107548 4.44% ©.647%
12 12.104 1665 1669 1673 rBV 43597 54439 2.25% 0.327%
13 12.145 1673 1676 1682 rVB3 34037 53853 2.23% 0.324%
14 12.533 1733 1742 1743 rBV5 18872 44473 1.84% ©.267%
15 13.027 1821 1826 1829 rBV 2427433 2419966 100.00% 14.550%

16 13.922 1973 1978 1989 rBV4 94200 215881 8.92%
17 14.045 1992 1999 2002 rBV3 81941 181163  7.49%
18 14.080 2002 2005 2009 rVB 732483 710759 29.37%
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19 14.227 2026 2030 2032 rBV 29038 30576 1.26% 184%
20 14.533 2079 2082 2084 rBV 29729 26545 1.10% 160%
21 14.616 2084 2096 2111 rBvV2 210410 681441 28.16% 4.097%
22 14.845 2132 2135 2137 rBV 35641 45248 1.87% 0.272%
23 14.874 2137 2140 2153 rVB5 61983 151279 6.25% 0.910%
24 15.192 2191 2194 2201 rVB 41737 57773 2.39% 0.347%
25 15.357 2216 2222 2232 rVB5 37440 97137 4.01% 0.584%
26 15.586 2255 2261 2266 rVB 410353 529175 21.87% 3.182%
27 15.774 2290 2293 2303 rVB4 38814 98367 4.06% 0.591%
28 16.033 2335 2337 2343 rVB2 24368 26892 1.11% 0.162%
Sum of corrected areas: 16631639
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 5

LSC Report -

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
BF128125.D

: 06 May 2022 15:36
: CG\JU
: N2712-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

Integrated Chromatogram

BF042222 .M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128125.D

Acqg On : 06 May 2022 15:36
Operator : CG\JU

Sample : N2712-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 n-Hexadecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.951 2.78 ng 107548  Phenanthrene-di10 11.439
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1643 (11.951 min): BF128125.D\data.ms (-1637) (-]

m/z 73.00 100.00%

1
43.0 730
5000 129.1
—
12.00
0/ m/z 60.00 87.16%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 RN
12.00
167.0 145 02130 256.0 m/z 43.05 82.09%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
——
43.0 12.00
5000 129.0 m/Z 57.10 73.28%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 71.21%
5000 129.0
199.0 242.0
Ll el |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128125.D

Acqg On : 06 May 2022 15:36
Operator : CG\JU

Sample : N2712-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Cyclopentadecane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.922 6.07 ng 215881  Chrysene-di2 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Tricosene 322 C23H46 018835-32-0 94

Abundance Scan 1978 (13.922 min): BF128125.D\data.ms (-1973) (-]

m/z 57.05 100.00%

57.0
97.0
5000
1400
39.0 182.1 :
0'— “ﬂu“wawww%MWWuqu“w““ T m/z 83.05 91.82%
m/z--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
5000 7.0 T
14.00
m/z 55.00 89.21%
UL g 20
04 \h\ “‘\‘\ ‘\H\“‘ U\H\‘“ “\ i T 1 L B e B
m/z--> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0 T
14.00
5000 m/Z 43.05 86.42%
fz&o
oL LT e
m/z--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 T
57.0 97.0 14.00
m/z 69.10 76.55%
5000
|1
ol LA LU R LLL, 18102220 2640 3080 —
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128125.D

Acqg On : 06 May 2022 15:36
Operator : CG\JU

Sample : N2712-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Hexadecanoic acid, hexadecy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.616 19.18 ng 681441 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, hexadecyl ester 480 C32H6402 000540-10-3 96
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 83
5 Hexadecanoic acid, tetradecyl ester 452 C30H6002 004536-26-9 81

Abundance Scan 2096 (14.616 min): BF128125.D\data.ms (-2084) (- m/z 43.05 100.00%

43.0 257.3
5000
5.1 1450  15.00
' 329.3 414.4 : :
O—Hit mMWWﬂLWuJu¢HMVHmwmu‘um_‘uw‘uwu‘_‘ m/z 257.30  97.52%
m/z--> 0 50 100150200 250 300 350400450 500550600650
Abundance #334202: Hexadecanoic acid, hexadecy! ester
257.0
57.0
5000 — —
14.50 15.00
m/z 57.10 97.50%
Fg.o 480.0
0 ‘H‘L‘\‘HH“\l\h\j\“‘h\‘\‘\‘\J‘\lul[ wlr‘wr§\5‘2\.\0r\‘uu‘HL\‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
—— —
14.50 15.00
5000 ITI/Z 55.05 68.22%
oh ] %F,O %520 3690 648
R A et e e e
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #228955: Trifluoroacetic acid, pentadecyl ester — —
57.0 14.50 15.00
m/z 83.10 61.27%
h Wh
LTS 2100 3060
Raaana e e e e AARaaasmanazEaa e P ——
m/z--> 0 50 100150200 250300 350400 450500550600650 14.50 15.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

k% ok ok % 5k ok % K
Peak Numb

14.874

Hit# of

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50622\
: BF128125.D

: 06 May 2022 15:36

: CG\JU

: N2712-01

: 5 Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M

le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST20.L

ration Parameters: LSCINT.P

sk 3k 5k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 5k 3 5k 5k 3 5K 5k 3 5K 5k 3 5K 5k 3 5K >k 3k 5K 5k 3 5k 5k 3k 5k >k 3k >k >k 3k >k ok k >k ok Kk kK

er 4 Hexadecane, 2,6,10,14-tetra... Concentration Rank 3
EstConc Area Relative to ISTD R.T.
5.72 ng 151279  Perylene-di12 15.586

5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

2 Tetracosane, 1-iodo- 464 C24H491
3 Docosane, 1-iodo- 436 C22H45I
4 Hexacosane 366 C26H54
5 Tridecane, 3-methyl- 198 C14H30

Abundance Scan 2140 (14.874 min): BF128125.D\data.ms (-2137) (-]
57.1

000638-36-8 83
1000406-32-0 74
1000406-31-9 74
000630-01-3 72
006418-41-3 72

m/z 57.10 100.00%

-

5000
‘ | H‘ 411 1991 2571 341, 14.50 15.00
o e bahilola Sl R T m/z 71.10 84.49%
miz--> 50 100 150 200 250 300
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ——
14.50 15.00
1130 m/z 43.10 71.01%
183.0
Ol\-\q#\‘\“ - “ \“\“\\ ‘\\\\“\\\2\5‘3\.()\\\’\\\\
miz--> 100 150 200 250 300
Abundance #330025: Tetracosane, 1-iodo-
57.0
— ——
14.50 15.00
5000 m/Z 85.10 62.19%
99.0
0l L‘ n MJ 0 197.0 239.0 281.0 s3r
i “““‘ T S e e
miz--> 50 100 150 200 250 300
Abundance #320326: Docosane, 1-iodo- “ T
57.0 14.50 15.00
m/z 55.10 29.52%
5000
99.0
oLl P50 aer0 a0 090
“““ ““““ T — ——
m/z--> 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128125.D

Acqg On : 06 May 2022 15:36
Operator : CG\JU

Sample : N2712-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.192 2.18 ng 57773  Perylene-d12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 72
3 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 59
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 59
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 58

Abundance Scan 2194 (15.192 min): BF128125.D\data.ms (-2191) (1 m/z 57.10 100.00%
57.1

5000 M
97.1 279 T T
‘ \‘ ‘ | H' 173.0 2112 248.8 284. 15.00 15.50
oL———bpli i WW‘”N‘M‘W‘M“‘ i m/z 71.10 65.43%
m/z--> 50 100 150 200 250
Abundance #176385: Eicosane
57.0
5000 — ——
15.00 15.50
m/z 43.10 62.12%
27,0
oL 1 7%, 110 ge30 zaso 2020
T T T \ ’ T T \M\ T T f‘ “\ \ \ \“ \ \‘\ T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #261136: Hexadecane, 1-iodo-
57.0
—— —
15.00 15.50
5000 m/z 85.10 60.82%
70 ‘ 9.0 1550 225.0
oL 2O L [T ass0 [T 2810
m/z--> 50 100 150 200 250
Abundance #59055: Undecane, 2,7-dimethyl- — —
43.0 15.00 15.50
m/z 69.05 26.21%
5000
85.0
S A O OV I R
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128125.D

Acqg On : 06 May 2022 15:36
Operator : CG\JU

Sample : N2712-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 unknownl5.357 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.357 3.67 ng 97137  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,6-Dimethyl-1H-1,3-benzodiazole... 174 C10H1ON20 920484-85-1 38
2 6-Methylquinazolin-4(3H)-one, Me... 174 C10H1ON20 1010504-83-5 35
3 Benzene, 2,4-diisocyanato-1-methyl- 174 C9H6N202 000584-84-9 27
4 2-(Aminomethyl)-4-methylpentanoi... 361 C16H39N02Si3  1000501-34-5 27
5 5-Methyl-5,8-dihydro-1,4-naphtho... 174 C11H1002 086759-40-2 27

Abundance Scan 2222 (15.357 min): BF128125.D\data.ms (-2216) (-} m/z 174.10 100.00%

174.1
5000
20 410 L 4
269.3 2 T R
07.0
49 | s 15.00 15.50
0 W m/z 161.10 40.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48805: 5,6-Dimethyl-1H-1,3-benzodiazole-2-carbaldehy:
174.0
5000 - -
29.0 131. 15.00 15.50
' m/z 187.10 35.54%
7.
0 \\\“\‘ !“\mdh\ﬂ‘“‘wh‘\ \‘\“‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350 400
Abundance #48796: 6-Methylquinazolin-4(3H)-one, Me derivative
174.0

-

15.00 15.50
5000 m/z 55.00 29.02%
42.0 104.0
miz--> 50 100 150 200 250 300 350 400
Abundance #49865: Benzene, 2,4-diisocyanato-1-methyl- — —
174.0 15.00 15.50
m/z 90.95 28.33%
o WNN/W/\MMW
51.0 119.F
S U I o U
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128125.D

Acqg On : 06 May 2022 15:36
Operator : CG\JU

Sample : N2712-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Ethanol, 2-(dodecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.774 3.72 ng 98367 Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 50
2 Tetracosane, 1-bromo- 416 C24H49Br 006946-24-3 50
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 50
4 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 50
5 Carbonic acid, di(decyl) ester 342 C21H4203 1000383-15-9 50

Abundance Scan 2293 (15.774 min): BF128125.D\data.ms (-2290) (- m/z 57.10 100.00%

57.1
5000
11.0 L LT
183.3 15.50 16.00
I a
(O A m/z 71.10 54.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111688: Ethanol, 2-(dodecyloxy)-
57.0
5000 T ——
15.50 16.00
m/z 85.10 49.17%
O\\"\H\“ ’}J]‘.Slggo‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #311452: Tetracosane, 1-bromo-
57.0
— —
15.50 16.00
5000 m/z 43.10 39.31%
}‘ 135.0
3370
0 m\ LA w“‘ Lal pi03:0 23902830 U 4164
m/z--> 50 100 150 200 250 300 350 400
Abundance #298429: Docosane, 7-hexyl- T T
57.0 15.50 16.00
m/z 55.00 33.67%
5000
130 2. 309.0
0 m‘Mwu‘J‘u‘u‘,um‘_‘2‘39‘0“”‘““‘3‘6‘359‘_” S S
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128125.D

Acqg On . 06 May 2022 15:36
Operator : CG\JU

Sample : N2712-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
n-Hexadecanoic ... 11.951 2.8 ng 107548 4 11.439 773498 20.0
Cyclopentadecane 13.922 6.1 ng 215881 5 14.080 710759 20.0
Hexadecanoic ac... 14.616 19.2 ng 681441 5 14.080 710759 20.0
Hexadecane, 2,6... 14.874 5.7 ng 151279 6 15.586 529175 20.0
Eicosane 15.192 2.2 ng 57773 6 15.586 529175 20.0
unknown15.357 15.357 3.7 ng 97137 6 15.586 529175 20.0
Ethanol, 2-(dod... 15.774 3.7 ng 98367 6 15.586 529175 20.0
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