LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : @03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc :

ALS Vvial : 14 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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139632.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.158 3 11 17 rVB 4785202 8739935 100.00% 21.921%
2 5.069 498 506 511 rBV 117824 177783 2.03% 0.446%
3 5.487 564 577 586 rBV 1045862 1441824 16.50% 3.616%
4 5.828 624 635 640 rBV 1281140 2060569 23.58% 5.168%
5 6.493 738 748 757 rBV 726693 965509 11.05% 2.422%
6 6.863 806 811 816 rBV 418354 505599 5.78% 1.268%
7 7.428 900 907 912 rBV 1403981 1891458 21.64% 4.744%
8 7.522 917 923 929 rVB2 53062 108068 1.24% 0.271%
9 7.887 970 985 990 rBV2 89048 183407 2.10% 0.460%
10 8.145 1024 1029 1037 rVB 527089 664728 7.61% 1.667%
11  8.798 1135 1140 1147 rBV 123599 170694 1.95% 0.428%
12 9.222 1206 1212 1217 rBV 2544434 3283338 37.57% 8.235%
13 9.363 1230 1236 1241 rBV 285408 362124 4.14% 0.908%
14  9.898 1323 1327 1338 rVB 613932 899089 10.29%  2.255%
15 10.281 1387 1392 1406 rBvV2 180195 279042 3.19% 0.700%
16 10.651 1449 1455 1457 rBvV2 75412 125445 1.44% 0.315%
17 10.692 1457 1462 1467 rVB 1411903 1882900 21.54% 4.722%
18 11.222 1547 1552 1562 rBV 204226 281779  3.22% 0.707%
19 11.386 1575 1580 1589 rBV 597432 779709 8.92% 1.956%
20 11.539 1601 1606 1614 rBV 164676 242387 2.77% 0.608%
21 11.904 1663 1668 1678 rBV 119841 201040 2.30% 0.504%
22 12.357 1738 1745 1756 rBV 470764 670930 7.68% 1.683%
23 12.639 1783 1793 1798 rBV 140075 233083 2.67% 0.585%
24 12.692 1798 1802 1812 rVB 106624 178816 2.05% 0.448%
25 12.975 1844 1850 1855 rBV 2224505 2896541 33.14% 7.265%

26 13.363 1911 1916 1919 rBV 933315 1299732 14.87%
27 13.422 1919 1926 1931 rVV 1465249 2944219 33.
28 13.463 1931 1933 1939 rVB 177188 236286 2.70%
29 13.610 1954 1958 1971 rVB 213044 334972 3
30 13.822 1990 1994 2008 rBV2 183276 339581 3

O 0O NwW
vl
O
w
R

31 14.027 2021 2029 2040 rVB 399650 575031 6.58%
32 14.257 2062 2068 2089 rBV 1097788 1701084 19.46%
33 14.474 2100 2105 2111 rBV 344443 556474  6.37%
34 15.121 2210 2215 2226 rBV 623515 1110324 12.70%
35 15.392 2256 2261 2273 rBV 224675 447216 5.12%

P NR AR
w
)
o)
R

36 15.498 2273 2279 2284 rVB 327733 497878 5.70% 1.249%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS Vvial : 14 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-BF100124 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.292 2407 2414 2426 rBV 163767 417446  4.78% 1.047%
38 16.686 2475 2481 2499 rBV 56043 184880 2.12% ©.464%

Sum of corrected areas: 39870920
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139632.D\data.ms
.158

4000000

3000000

2000000

7.428

5.828
1000000 5.487
6.493
6.863
5.069 i 522
0 T

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF139632.D\data.ms

4000000

3000000
9.222

12.975
2000000

10.692

1000000

8.145 9.898 11.386 12357

9.363
- 887 5.798 i J 10281 10661 1122211539 11904 [ 12892
L L e e e e e e L S =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139632.D\data.ms

4000000
3000000

2000000
8.422

14.257
1000000383

14.027 || 14.474 k 98
18|4636103.822 LA_ 15-/1%% 16.292
: 16.686

0 T ‘ T T T T ‘ T /\‘ ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37

Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.158 345.73 ng 8739940 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 11 (2.158 min): BF139632.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
R Emaaa s A
‘ Lg 1 2.202.302.402.502.60
Ob ool b OB m/z 43.1@  45.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 N R A R R R R

43.0 2.202.302.402.502.60
87.0 m/z 55.05 31.73%

290
ff!f?ov
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

2.202.302.402.502.60

o

5000 41.0 55.0 m/z 87.10 27.21%
27.0
0 ‘ ‘ ‘\ | | ‘ | L | 112.0 129.0
et e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- s AR
73.0 2.202.302.402.502.60

m/z 41.05 15.09%

5000 43.0
58.0
29.0 ‘ 87‘-0
i ‘ | |

m/z-->

o

20 30 40 50 60 70 80 90 100 110120 130

2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 17
R.T. EstConc Area Relative to ISTD R.T.
5.069 7.03 ng 177783  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 506 (5.069 min): BF139632.D\data.ms (-498) (-) m/z 43.10 100.00%
43.1
59.1
5000
R A RAEEEEEA RN e
‘ 83.0 101.1 4.80 5.00 5.20 5.40
Obrrprrre et el e m/z 59.18 53.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B AL LR
59.0 4.80 5.00 5.20 5.40
m/z 101.10 16.00%
O\\\’\\\\‘\\1‘?‘?‘-\-\0\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\’\\\]-\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A R R
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 14 .64%
20.0 101.0
o 20 Ll 730 850
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- A R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.91%
5000
41.0
29.0 101.0
O et b 730, 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Ethanol, 2-butoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.828 81.51 ng 2060570 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45
4 1,3-Propanediol, 2-methyl-, dipr... 202 C10H1804 054932-83-1 12
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 12
Abundance Scan 635 (5.828 min): BF139632.D\data.ms (-624) (-) m/z 57.10 100.00%
57.1
5000 a1, A

- Y N | S

el ‘ 100.1 5.60 5.80 6.00 6.20
o"_m_Hwku_MHHp(%“,‘Mw,cw‘lﬁ?ﬁ-‘l‘” m/z 45.10  43.51%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #10024: Ethanol, 2-butoxy-

57.0
5000 L LI B I LR L
29.0 5.60 5.80 6.00 6.20
m/z 41.05 38.61%
87.0
0 L 430 ) 710 ] 1000 1180
\\‘HH‘\H\‘HH‘IH\‘\H\‘HH‘\\H’\H\‘HH’\H\‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5035: 3,3-Dimethylbutane-2-ol
57.0
R AREEEREEREEESE
21.0 5.60 5.80 6.00 6.20
5000 m/z 87.10 16.78%
87.0
27,
0 L ‘\’O ‘ \‘\ i 71.0 ‘ 102.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10090: Ethylene glycol monoisobutyl ether S ARARNEEEE
7.0 5.60 5.80 6.00 6.20
m/z 56.10 8.60%
5000
41.0
0 , 27\‘ | ‘\ 71.0
u‘uu‘wuw‘uu‘Mh‘u‘u“w‘wu“wwu’uu‘uu,uu‘uu‘uu L L L L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M

Quant Title

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

: 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 4 Vanillin

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
5.363  s.06ng 362124  Acenaphthene-die 5.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 vanillin 152 caHsos 000121-33-5 98

2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803
3 Benzaldehyde, 2,4-dihydroxy-6-me... 152 C8H803
4 2-Hydroxy-4-methoxybenzaldehyde, ... 194 C10H1004
5 Benzaldehyde, 2,6-dihydroxy-4-me... 152 C8H803

000621-59-0 97
000487-69-4 64
1010352-92-0 59
000526-37-4 53

Abundance Scan 1236 (9.363 min): BF139632.D\data.ms (-1230) (-) m/z 151.00 100.00%
151.0
5000
81.0
53.1 109.1 R R e e e
‘ ‘ 9.00 9.20 9.40 9.60
0 ‘ 60 M “”w HHJH;W!W:HMH L m/z 152.05 94.69%
miz--> 100 120 140 160
Abundance #29935.VamHm
151.0
5000
81.0 9.00 9.20 9.40 9.60
53.0 109.0 m/z 81.05 34.16%
O\\\‘\\\\Np
miz--> 20 60 80 100 120 140 160
Abundance #30029. Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
VT T e T T
9.00 9.20 9.40 9.60
5000 m/z 109.05 20.96%
81.0
109.0
290 930 ‘
0be e it L3280, )
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #30061: Benzaldehyde, 2,4-dihydroxy-6-methyl- R RRa A RammaEEE
151.0 9.00 9.20 9.40 9.60
m/z 53.10 18.85%
5000
91.0
69.0
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 unknownl1©.281 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.281 6.21 ng 279042  Acenaphthene-die 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decanol 158 C10H220 001120-06-5 38
2 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 38
3 2-Heptanol, 6-methyl- 130 C8H180 004730-22-7 38
4 Tetraethylene glycol 194 C8H1805 000112-60-7 38
5 Glycolaldehyde dimethyl acetal 106 C4H1e03 030934-97-5 35
Abundance Scan 1392 (10.281 min): BF139632.D\data.ms (-1387) (- m/z 45.05 100.00%
45.0
71.0
5000
= —
H h- 1431 10.00 10.50
0 it m”su‘ et A8 sz s7.85  94.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34589: 2-Decano
45.0
5000 = —_—
10.00 10.50
69.0 m/z 43.10 69.20%
O \\\‘\‘\p\\‘uu\\‘““\\h‘\\“}‘\9\7\‘9\}\‘\\}\4.‘0\0\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40138: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-
45.0
—— —
10.00 10.50
5000 ITI/Z 71.05 65.63%
15.0 89.0
0 ‘H“‘\1‘WHm_‘H_‘wﬂl‘??‘wwww
m/z--> 20 60 80 100 120 140 160 180
Abundance #15718: 2-Heptanol, 6-methyl- = =~
45.0 10.00 10.50
m/z 41.10 45.81%
5000
69.0
0 NM\HBOO LS
m/z--> 20 40 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 endo-2,3-0-Ethylidene-.beta... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.222 7.23 ng 281779  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 endo-2,3-0-Ethylidene-.beta.-d-e... 146 C6H1004 077519-84-7 59
2 Methoxyacetic acid, 2-pentadecyl... 300 C18H3603 1000282-05-1 59
3 Diethylene glycol monododecyl ether 274 C16H3403 003055-93-4 53
4 Methoxyacetic acid, 3-tetradecyl... 286 C17H3403 1000282-04-9 52
5 Methoxyacetic acid, 3-tridecyl e... 272 C16H3203 1000282-04-6 50

Abundance Scan 1552 (11.222 min): BF139632.D\data.ms (-1547) (- m/z 45.05 100.00%
45.0

5000

—

— —
1100 1150
138.1

Obrrr el s 17l 2153 m/z 57.05 89.38%

m/z--> 20 40 60 80 100120140160 180200220240
Abundance #25263: endo-2,3-O-Ethylidene-.beta.-d-erythrofuranose
48.0

5000 — —
11.00 11.50
85.0 m/z 43.10  86.47%
L
0 ”‘M‘”\””ﬂ‘N‘M‘HHH‘W‘W‘M‘”\H‘w‘”‘w‘”w”‘w‘”‘w
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance  #199833: Methoxyacetic acid, 2-pentadecyl ester
45.0
llﬂOO 11ﬂ50
5000 m/z 41.10 46.66%

o

TTT ‘ “‘}‘\ ‘Hl TT 113.0 141.0168'0 211.0 255.(
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #166178: Diethylene glycol monododecyl ether —
57.0 11.00 11.50

5000

29.0

166.0 199.0

243.0
T T
m/z--> 20 40 60 80 100120 140160 180 200 220 240 11.00 11.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\

Data File : B

Library Search Compound Report

F139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 7 Hexaethylene glycol monodod... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.539 6.22 ng 242387  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 53
2 Pentaethylene glycol 238 C10H2206 004792-15-8 52
3 Hexaethylene glycol 282 C12H2607 002615-15-8 52
4 Heptaethylene glycol 326 C14H3008 005617-32-3 50
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50

Abundance Scan 1606 (11.539 min): BF139632.D\data.ms (-1601) (- m/z 45.05 100.00%

45.0
5000

—
H muoa 1731 11.50
o bllby A8 m/z 57.e5  55.46%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #325578: Hexaethylene glycol monododecyl ether
45.0

5000 LN
11.50

m/z 43.05 43.14%

133.0
213.0 2830 363.0 451.

L L L L L IS Y O

m/z--> 0 50 100 150 200 250 300 350 400 450

0y ‘M‘ “\‘“L‘\\‘L m‘d oy ‘\“ i

-

Abundance #120150: Pentaethylene glycol
45.0
T \
11.50
5000 ITI/Z 71.05 39.66%
ofribbo 1330 2080
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175223: Hexaethylene glycol T ‘
45.0 11.50
m/z 89.10 26.89%
5000
op il 220 ass0 2510 L ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 11.50

8270-BF100124.M Fri Oct 04 12:19:31 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Triethylene glycol monodode... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.357 17.21 ng 670930  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethylene glycol monododecyl e... 318 C18H3804 003055-94-5 72
2 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 64
3 Tetraethylene glycol 194 C8H1805 000112-60-7 64
4 Pentaethylene glycol 238 C10H2206 004792-15-8 64
5 Hexaethylene glycol 282 C12H2607 002615-15-8 58
Abundance Scan 1745 (12.357 min): BF139632.D\data.ms (-1738) (- m/z 45.05 100.00%
45.0
5000
89.0 A\J¥
— ——
12.00 12.50
138.2
— ‘M M 418522380 . m/z 43.16 53.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222200: Triethylene glycol monododecyl ether
45.0
5000 89.0 T UL
12.00 12.50
m/z 57.10 50.58%
66.0
0 \“‘\M “‘M\ ‘\‘L‘L“\ 4t “ \L'\ T \2“1\‘2\(\)2\5‘)6\9\ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance  #305785: Pentaethylene glycol monododecyl ether
45.0
= ==
12.00 12.50
5000 89.0 m/z 89.05 30.36%
133.0
ol 4 by | 1770 2570 31903630407
e i el e e T
m/z--> 50 100 150 200 250 300 350 400 A\ﬁ\
Abundance #69769: Tetraethylene glycol — e L
45.0 12.00 12.50
m/z 41.10 26.68%
5000
89.0
ol bal f80 —
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50

8270-BF100124.M Fri Oct 04 12:19:32 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Heptaethylene glycol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.639 5.98 ng 233083  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 72
2 Heptaethylene glycol 326 C14H3008 005617-32-3 64
3 Pentaethylene glycol 238 C10H2206 004792-15-8 64
4 Hexaethylene glycol 282 C12H2607 002615-15-8 64
5 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 64
Abundance Scan 1793 (12.639 min): BF139632.D\data.ms (-1783) (- m/z 45.05 100.00%
45.0
5000
89.0 k
——
12.50 13.00
- u“‘ ! 13301630 2070 m/z 57.10  46.66%
miz-> 50 100 150 200 250
Abundance #278602: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
5000 —— —
890 12.50 13.00
m/z 43.05 39.41%
133.0
ol bk by ST 177.0207.0 2510 283
T \ T T ‘ T T T T ‘ T \ T T ‘ T T T T T T T T ‘ T T
miz--> 50 100 150 200 250
Abundance #231002: Heptaethylene glycol
45.0
— —
12.50 13.00
5000 m/z 89.05 35.72%
89.0
obu g 1330 177.0207.0230.0 281
S A s
miz--> 50 100 150 200 250 j\M
Abundance #120148: Pentaethylene glycol T
45.0 12.50 13.00
m/z 71.10 31.37%
5000
89.0
of80 Ll PPPes00050 LSSy
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF100124.M Fri Oct 04 12:19:33 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Pentaethylene glycol monodo... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.363 45.21 ng 1299730  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 86
2 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 83
3 Hexaethylene glycol 282 C12H2607 002615-15-8 74
4 Heptaethylene glycol 326 C14H3008 005617-32-3 72
5 Pentaethylene glycol 238 C10H2206 004792-15-8 72

Abundance Scan 1916 (13.363 min): BF139632.D\data.ms (-1911) (- m/z 45.10 100.00%

45.1
5000
— P
‘ ‘ 13.00 13.50
- ”ﬁ"”wwmm‘1‘8‘5‘,2"2‘4‘5_2”‘_m_m,‘m_ m/z 43.10 45.67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #305785: Pentaethylene glycol monododecyl ether
45.0
5000 = =
13.00 13.50
m/z 89.05 41.88%
133 0
O T \"\‘ T “l\ ‘\J‘h\ml‘m‘l‘ \H\ T‘ T ‘ \\\ T ?]]73\9\ ‘2\7f3\(\)‘ TTTT ‘ T \4\0’7\\()\ T ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #325578: Hexaethylene glycol monododecyl ether

o

45.0
—
13.00 13.50
5000 m/z 57.05 41.60%
1330
ol bdibiy [ 2130 2830 3s30 451
L B R Ry
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175222: Hexaethylene glycol == —=
45.0 13.00 13.50
m/z 41.10 20.67%
5000
133.0
Opiidibod I 18028520 )
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50

8270-BF100124.M Fri Oct 04 12:19:35 2024 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
BF139632.D

: @03 Oct 2024 15:37
: RC/JU
: P4235-02

: 14  Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 11 1,4-Benzenedicarboxylic aci... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.422 102.40 ng 2944220  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 43
4 Terephthalic acid, monochloride,... 296 C16H21Cl03 1000324-22-9 43
5 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 27

Abundance Scan 1926 (13.422 min): BF139632.D\data.ms (-1919) (- m/z 70.10 100.00%
70.1
149.1
261.1
5000
ol o Ul P l20an | 8382 140,65  68.00%
miz--> 100 150 200 250 300 350
Abundance #295785 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000
1350
m/z 261.15 54.41%
ol h‘ ‘ ‘ |, | l189.0 | 1304.0 3610
\\\‘\\\’\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 100 150 200 250 300 350
Abundance #295780. 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 1350
5000 261.0 m/z 112.10 44 ,32%
67.0
20a ||| Il
o ST L zore | jsososere
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0 13 50
m/z 57.10 40.62%
5000 70.0
149.0
Bl AL L
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF100124.M Fri Oct 04 12:19:36 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 1,2-Benzisothiazol-3(2H)-on... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.463 8.22 ng 236286  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzisothiazol-3(2H)-one, 4-... 287 C13H9N303S 1000277-42-1 42
2 2-Methyl-4-[6-(morpholin-4-y1)-2... 287 C15H17N303 1000387-47-1 25
3 2-(2-Benzothiazolyl)-5-methylphenol 241 C14H11NOS 056048-54-5 25
4 Anthraquinone, 1-chloro-4-nitro- 287 C14H6CINO4 006337-82-2 25
5 2,6-Di-tert-butylphenol, trifluo... 302 C16H21F302 1000467-25-5 20

Abundance Scan 1933 (13.463 min): BF139632.D\data.ms (-1931) (- m/z 91.10 100.00%

91.1 2412 287.1
411 133.1 1651
5000 '
—
13.50
0 m/z 287.15 92.30%
m/z--> 50 100 150 200 250 300
Abundance #182297: 1,2-Benzisothiazol-3(2H)-one, 4-amino-6-nitro-
287.0
241.0
5000 U
77.0 13.50
30.0 m/z 241.20 86.00%
1440
o ‘\‘m‘\ ‘\\H\ \‘HM}Q Qi t0%00 | )
m/z--> 100 150 200 250 300
Abundance #182492. 2-Methyl-4-[6-(morpholin-4-yl)-2,1,3-benzoxadi
287.0 /\L
43.0 A
13.50
5000 m/z 105.10 84.58%
214.
77.0 1150 157.0
ol .
m/z--> 50 100 150 200 250 300
Abundance : i

#124725: 2-(2-Benzothiazolyl)-5-methylphenol —
241.0 13.50

m/z 133.05 61.28%

5000
69.0 109.0
I 1 \‘h | \H‘ ‘\‘ 1 \H“ 140.0 173.0 21 L 0 L

OHHHH R e L B o 7
m/z--> 50 100 150 200 250 300 13.50

8270-BF100124.M Fri Oct 04 12:19:38 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 13 n-Octylpentaoxyethylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.610 11.65 ng 334972  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Octylpentaoxyethylene 350 C18H3806 019327-40-3 91
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 74
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 74
4 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 72
5 Pentaethylene glycol 238 C10H2206 004792-15-8 72
Abundance Scan 1958 (13.610 min): BF139632.D\data.ms (-1954) (- m/z 45.05 100.00%
45.0
5000 89.0 j\¥/\
—
‘ 13. 50 14.00
ol ““ ol M = ‘ W? 244l m/z 57.10  43.45%
m/z--> 50 100 150 200 250 300 350
Abundance #259455: n-Octylpentaoxyethylene
g
450 89.0
5000 N
13 50 14.00
1330 m/z 89.05 39.94%
oLl H‘ L | M | 47502170 26303070
miz--> 50 100 150 200 250 300 350
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxyle
45.0
—
89.0 13 50 14. 000
5000 43.10 36.99%
133.0
ol L ‘\ . “ 177.0 22102630 _327.0 371
i Hr e e e
m/z--> 50 100 150 200 250 300 350
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0 13 50 14 00
m/z 71.10  29.40%
89.0
5000
133.0
ol d 4 \\ N 1770 221.0 2830 327.0
e i B
m/z--> 50 100 150 200 250 300 350 13 50 14 00

8270-BF100124.M Fri Oct 04 12:19:39 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\

Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Dehydroabietic acid

R.T. EstConc Area

Concentration Rank 11

13.822 11.81 ng 339581

Hit# of 5 Tentative ID

1 Dehydroabietic acid

2 1-Phenanthrenecarboxylic acid, 1..
3 Ethyl 4-hydroxy-7-trifluoromethy...
4 Ethyl 4-hydroxy-6-(trifluorometh...
5 9,10-Anthracenedione, 1-amino-4-...

Relative to ISTD R.T.
Chrysene-d12 14.027

MW MolForm CASH# Qual

300 C20H2802 001740-19-8 99
. 300 C20H2802 005155-70-4 93

285 C13H10F3NO3 000391-02-6 62

285 C13H10F3NO3 026893-12-9 52

239 C14HSNO3 000116-85-8 43

Abundance Scan 1994 (13.822 min): BF139632.D\data.ms (-1990) (- m/z 239.15 100.00%
239.2

T ﬂ\\gﬂﬂ

‘ ‘ 1350 1400
A m/z 285.15 60.39%

5000
197.2
43.1 141.1
0h—— \H\ \‘\‘ \\“ M“ “u AL Hu \HM “‘h \W h”h n\‘h H\ ol [
m/z--> 50 100 150 200 250
Abundance #199992: Dehydroabietic acid
239.0
5000
197.0
141.0
o) - ‘\“ RIS W 1L, \HH ‘\‘\ \MLH il \\h \H I

300
285.0

1350 1400
m/z 197.15 36.04%

miz--> 50 100 150 200

250

91.0 ‘ ‘
- L
T T T ‘ T
300
Abundance #200036: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C
285.0

239.0
1350 1400
5000 ITI/Z 141.05 24.72%
197.0
141.0
480 910 |
0“H‘M‘HH MY N W‘MWWWHM”‘H\ML“\\ HHH\
miz--> 50 100 150 200 250 300
Abundance #179640: Ethyl 4-hydroxy-7-trifluoromethyl-3-quinolineca R R
239.0 13.50 14.00
m/z 43.10 23.83%
5000 285.0
170.0
o200 e7o 1o |
e = =
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF100124.M Fri Oct 04 12:19:41 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 15 Hexaethylene glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.257 59.16 ng 1701080 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 87
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 83
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 83
4 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 83
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 80

Abundance Scan 2068 (14.257 min): BF139632.D\data.ms (-2062) (- m/z 45.05 100.00%

45.0
5000
—— —
‘ ‘ H 14.00 14.50
- u“h”lwh : “u ‘1‘8‘5‘ 22452 3352 . m/z 89.05 46.02%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175222: Hexaethylene glycol
45.0
5000 —— L
14.00 14.50
m/z 43.05 42.74%
.0
0 1l ‘ I “ ) 195.0 252.0
\\1\‘\!\!‘\\!\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0

3

14.00 14.50
5000 m/z 57.10 40.47%

133.0

0 ) ‘ \‘ 1 | \‘ ,207.0 263.0 327.0
R LA A e e AR

mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth =
45.0 14.00 14.50

m/z 71.05 19.51%

o

5000
133.0

ol Lll 1) 2210 2950 415.0
d bbbl g 2210 2950 4150 —

m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.50

o

8270-BF100124.M Fri Oct 04 12:19:42 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : 03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 18 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.392 17.96 ng 447216  Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 90
2 Heptaethylene glycol 326 C14H3008 005617-32-3 81
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 80
4 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 80
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139632.D

Acqg On : @03 Oct 2024 15:37
Operator : RC/JU

Sample : P4235-02

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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|
Butane, 2-metho... 2.158 345.7 ng 8739940 1 6.863 505599 20.0
2-Pentanone, 4-... 5.069 7.0 ng 177783 1 6.863 505599 20.0
Ethanol, 2-butoxy- 5.828 81.5 ng 2060570 1 6.863 505599 20.0
Vanillin 9.363 8.1 ng 362124 3 9.898 899089 20.0
unknown10.281 10.281 6.2 ng 279042 3 9.898 899089 20.0
endo-2,3-0-Ethy... 11.222 7.2 ng 281779 4 11.386 779709 20.0
Hexaethylene gl... 11.539 6.2 ng 242387 4 11.386 779709 20.0
Triethylene gly... 12.357 17.2 ng 670930 4 11.386 779709 20.0
Heptaethylene g... 12.639 6.0 ng 233083 4 11.386 779709 20.0
Pentaethylene g... 13.363 45.2 ng 1299730 5 14.027 575031 20.0
1,4-Benzenedica... 13.422 102.4 ng 2944220 5 14.027 575031 20.0
1,2-Benzisothia... 13.463 8.2 ng 236286 5 14.027 575031 20.0
n-Octylpentaoxy... 13.610 11.7 ng 334972 5 14.027 575031 20.0
Dehydroabietic ... 13.822 11.8 ng 339581 5 14.027 575031 20.0
Hexaethylene gl... 14.257 59.2 ng 1701080 5 14.027 575031 20.0
3,6,9,12,15-Pen... 15.392 18.0 ng 447216 6 15.498 497878 20.0
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