LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@092523\
Data File : BF135431.D

Acqg On : 25 Sep 2023 17:21

Operator : CG\JU

Sample : 04574-01 :
Misc : FRAC-TANK-A2421

ALS Vvial : 12 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135431.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.757 279 284 288 rBV 50992 71812 1.42% 0.252%
2 4.469 401 405 415 rVB 47918 60394 1.19% 0.212%
3 4.981 489 492 498 rVB 46826 53701 1.06% 0.189%
4 5.387 557 561 571 rBV 2331867 2294268 45.27% 8.061%
5 6.392 729 732 752 rVB 1364654 1544725 30.48% 5.428%
6 6.751 789 793 799 rBV 1199893 1008327 19.90% 3.543%
7 7.322 884 890 893 rBV 3148817 3319570 65.50% 11.664%
8 7.428 904 908 912 rVB2 65121 71504 1.41% 0.251%
9 7.563 925 931 941 rVB 132555 175068 3.45% 0.615%
10 8.028 1006 1010 1014 rBV 1373183 1350134 26.64% 4.744%
11 8.316 1056 1059 1064 rVB 143941 138116 2.73% 0.485%
12 9.110 1189 1194 1198 rBV 4744434 5067723 100.00% 17.806%
13 9.227 1210 1214 1217 rVB2 60132 72147 1.42% 0.254%
14 9.786 1303 1309 1313 rBV 1625214 1464652 28.90% 5.146%
15 10.510 1429 1432 1440 rVB 155522 137078 2.70% 0.482%
16 10.586 1440 1445 1448 rBV 2901014 2939417 58.00% 10.328%
17 10.704 1462 1465 1471 rBV2 43435 61387 1.21% 0.216%
18 10.892 1492 1497 1500 rBV3 71459 83994 1.66% 0.295%
19 11.280 1559 1563 1567 rBV 1630668 1379020 27.21% 4.845%
20 11.404 1580 1584 1589 rVB4 30150 52503 1.04% 0.184%
21 11.580 1611 1614 1619 rVB 103027 83795 1.65% 0.294%
22 11.668 1626 1629 1637 rVB3 44081 65886 1.30% 0.232%
23 11.816 1649 1654 1665 rBV2 763155 944080 18.63% 3.317%
24 12.268 1728 1731 1741 rVB 43533 62024 1.22% 0.218%
25 12.527 1769 1775 1780 rBV1e 20692 51902 1.02% 0.182%

26 12.604 1785 1788 1799 rVV 250157 317576  6.27% 1.116%
27 12.780 1815 1818 1825 rVB 34572 52167 1.03% ©.183%
28 12.880 1830 1835 1838 rBV 3849559 3734841 73.70% 13.123%
29 13.851 1995 2000 2008 rBV4 82263 199216 3.93% 0.700%
30 13.939 2011 2015 2019 rVB 717662 694132 13.70%  2.439%

31 14.786 2155 2159 2163 rBV 70856 80115 1.58% ©.281%
32 15.398 2259 2263 2277 rVB 602436 828846 16.36% 2.912%

Sum of corrected areas: 28460120
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 25 Sep 2023 17:21
¢ CG\JU
. 04574-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092523\
BF135431.D

FRAC-TANK-A2421

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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\BF@92523\

Data File : BF135431.D

Acqg On : 25 Sep 2023 17:21

Operator : CG\JU

Sample : 04574-01 :
Misc . FRAC-TANK-A2421

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: 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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7563 259 ng 175068 Naphthalene-ds 8.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 COH1802 663302-10-1 90
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83

3 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17Cl0
4 Propanoic acid, 2,2-dimethyl-, m... 116 C6H1202

036727-29-4 40
000598-98-1 25

5 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 25
Abundance Scan 931 (7.563 min): BF135431.D\data.ms (-925) (-) m/z 57.10 100.00%
57.1
5000
s JV\JL
PP T e T
39? 103.1 12511430 7.20 7.40 7.60 7.80
I mw;mw‘m‘,mwu'm,m m/z 41.05 38.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 L L L L L L I R B
83.0 7.20 7.40 7.60 7.80
m/z 83.10 37.57%
29.0 103.0 /
‘ ‘ ‘ 12501439
0\\\‘\‘}\\“\‘\\‘ ‘\\‘\\‘}\\\“H\\\\’\‘\\\“\.\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0
M T e
7.20 7.40 7.60 7.80
5000 83.0 ITI/Z 56.05 19.81%
29.0 103.0
‘ ‘ 125.0143.0
o SRR 11 1 M| G
m/z--> 20 40 60 80 100 120 140 160
Abundance #51494: Hexanoyl chloride, 3,5,5-trimethyl- R AR AR
57.0 7.20 7.40 7.60 7.80
m/z 43.05 18.44%
83.0
5000
39,0
old80 L aore  MMOaevo v T
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135431.D

Acqg On : 25 Sep 2023 17:21

Operator : CG\JU

Sample : 04574-01 :
Misc FRAC-TANK-A2421

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzothiazole Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.316 2.05 ng 138116  Naphthalene-d8 8.033

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 91
3 Thieno[2,3-c]pyridine 135 C7H5NS 000272-12-8 64
4 3-Allylbenzothiazolium bromide 255 C1@H1@BrNS 016407-55-9 64
5 1H-Indole, 5-fluoro- 135 C8H6FN 000399-52-0 58
Abundance Scan 1059 (8.316 min): BF135431.D\data.ms (-1056) (-) m/z 135.00 100.00%
135.0
5000
108.0
69.0 e
45.0 ‘ gl 0 8.00 8.20 8.40 8.60
O vl Mw‘w e b 190D 0 7 108.00  34.08%
miz--> 20 40 80 100 120 140 160
Abundance #17744.Benzoﬂﬂazob
135.0
5000 L L R R R R
108.0 8.00 8.20 8.40 8.60
690 oo m/z 69.00 16.69%
O‘2\6\0\\‘4?.\0‘\‘\“‘\‘\‘\\“\\‘f\‘\\\\‘\\\l‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17747: 1,2-Benzisothiazole
135.0
8.00 8.20 8.40 8.60
5000 m/z 62.95 11.32%
69.0 108.0
45.0 91‘0
0 ““‘HJHNNMM‘wwﬁi““‘u“““ﬁ“““‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #17749: Thieno[2,3-c]pyridine
135.0 8.00 8.20 8.40 8.60
m/z 81.90 9.17%
5000
45.0 63‘0 82.0 108.0
e i L B e o T e PP T
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135431.D

Acqg On : 25 Sep 2023 17:21

Operator : CG\JU

Sample : 04574-01 :
Misc FRAC-TANK-A2421

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.816 13.69 ng 944080  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Octanoic acid 144 C8H1602 000124-07-2 49
Abundance Scan 1654 (11.816 min): BF135431.D\data.ms (-1649) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.1
213.2 " 500
‘\ H‘l? 187118542132 gy | 1150 1200
O b L mm: mumwH_wwmuwl_ m/z 73.00  94.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 U
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 92.26%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— —
11.50 12.00
5000 129.0 m/z 57.05 80.98%
199.0
‘ H‘ 157'0 ‘ 242.0
onsol WAL A L0 1L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid = 9
73.0 11.50 12.00
43.0 m/z 55.05 75.57%
5000 129.0
185.0
|
0;§Rw‘wuwyhhWkﬂhwuLMWHH‘HM_‘HMH‘MHW‘HW‘ — ]
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135431.D

Acqg On : 25 Sep 2023 17:21

Operator : CG\JU

Sample : 04574-01 :
Misc : FRAC-TANK-A2421

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.604 4.61 ng 317576  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Undecanoic acid 186 C11H2202 000112-37-8 52

Abundance Scan 1788 (12.604 min): BF135431.D\data.ms (-1785) (- m/z 43.05 100.00%

5000
129.0
10

185.1 241.2 T T
“ o843 12.50 13.00

0 bt o bk s ‘L‘ - m/z 73.00 84.65%

mi/z--> 0 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
4EOLHJ

5000 256.0 [ — I —
129.0 12.50 13.00

m/z 60.00 81.37%

3.0 213.0
Ll e
0\‘\‘“\ ‘H‘u‘ﬂh“ ‘H‘\ u ‘\“‘ \‘\‘\”‘\\‘\\“\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
Py

129.0 12.50 13.00
500080 284.0 m/z 57.05 81.05%

' 185.0 2410
oL \“‘ il uum‘ M ‘ \‘ “\ “ L “ ‘ L “ e et
m/z--> 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — —
43.0 12.50 13.00

m/z 55.00 72.70%

5000 284.0
3.0 129 0
185.0 5410
H\H [ ‘ ‘ 372.

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135431.D

Acqg On : 25 Sep 2023 17:21

Operator : CG\JU

Sample : 04574-01 :
Misc : FRAC-TANK-A2421

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.851 5.74 ng 199216  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
2 Cycloeicosane 280 C20H40 000296-56-0 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
Abundance Scan 2000 (13.851 min): BF135431.D\data.ms (-1995) (- m/z 57.05 100.00%
57.0
2000 W/ka
1350 1400
139.1 . .
Ot m‘}‘luu‘ by “! I ‘ u m‘l‘\u £ T 18“22‘ : 22,3 %?’Z ‘9‘2‘,8“7“ m/z 55.85 88.51%
m/z--> 20 40 60 80 100120140 160 180200220240260280
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
m/z 43.00 87.00%
g | | || 1260 16701960 280.0
\‘HH‘H\ ’\\H‘HH‘\H\‘\\H‘\H\’\\H‘H\\‘HH’HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173728: Cycloeicosane
55.0
— ——
13.50 14.00
5000 m/z 83.05 75.67%
WHH_““H"HWHH‘HH_H"HWH“HH“‘H_HW‘HWHH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #280777: Trichloroacetic acid, pentadecy! ester — —
43.0 13.50 14.00
83.0 m/z 69.05 70.59%
5000
25.0
0 182.0211.0
T ‘ T T ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092523\
Data File : BF135431.D

Acqg On : 25 Sep 2023 17:21

Operator : CG\JU

Sample : 04574-01 :
Misc : FRAC-TANK-A2421

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Hexanoic acid, ... 7.563 2.6 ng 175068 2 8.033 1350130 20.0
Benzothiazole 8.316 2.0 ng 138116 2 8.033 1350130 20.0
n-Hexadecanoic ... 11.816 13.7 ng 944080 4 11.280 1379020 20.0
Octadecanoic acid 12.604 4.6 ng 317576 4 11.280 1379020 20.0
5-Eicosene, (E)- 13.851 5.7 ng 199216 5 13.939 694132 20.0
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