LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc :

ALS vial : 8 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_ G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53319.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.787 64 68 76 rBV 52421 81336 3.33% 0.478%
2 5.197 301 308 314 rVB 57290 91299 3.74% 0.536%
3 5.673 381 389 399 rBV 530302 861463 35.29% 5.061%
4 7.271 652 661 674 rBV 575906 1054123 43.19% 6.193%
5 7.688 727 732 741 rBV2 14665 26248 1.08% 0.154%
6 7.876 758 764 769 rBvV2 14139 24681 1.01% 0.145%
7 8.165 796 803 808 rBV 102627 171988 7.05% 1.010%
8 8.164 808 813 822 rW 32102 53292 2.18% 0.313%
9 8.258 822 829 836 rvv2 28889 51908 2.13% 0.305%
106 8.364 839 847 857 rVB7 7839 27038 1.11% 0.159%
11 8.922 931 942 950 rBV 46559 85489 3.50% 0.502%
12 9.209 984 991 996 rBV 559614 921618 37.76% 5.415%
13 9.268 996 1001 1009 rVB 364224 647945 26.55% 3.807%
14  9.427 1022 1028 1036 rBV 36850 66674  2.73% 0.392%
15 9.815 1086 1094 1102 rVB5 22468 45355 1.86% 0.266%

16 10.196 1152 1159 1171 rBV2 64078 115451 4.73%
17 10.672 1235 1240 1249 rVB2 64115 111983  4.59%
18 10.919 1272 1282 1294 rBV 133539 324569 13.30%
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19 11.436 1363 1370 1375 rBV2 25565 44612 1.83% 262%
20 11.495 1375 1380 1385 rVV3 17603 28746 1.18% 169%
21 11.806 1428 1433 1441 rBV3 23546 49577 2.03% 291%
22 12.382 1523 1531 1539 rVB2 25809 49117 2.01% 289%

23 12.881 1608 1616 1633 rBv4 107577 294122 12.05%
24 13.087 1645 1651 1658 rBv2 72112 116399 4.77%
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25 13.351 1687 1696 1706 rVB 988890 1641625 67.26% 645%
26 13.615 1733 1741 1746 rVB 17986 31432 1.29% 0.185%
27 14.038 1807 1813 1818 rBV2 18426 31523 1.29% ©.185%
28 14.256 1845 1850 1859 rVB3 128497 204063 8.36% 1.199%
29 14.355 1863 1867 1877 rBV5 39241 70818 2.90% 0.416%
30 14.467 1880 1886 1891 rBV 33849 52150 2.14%  ©.306%

31 14.731 1924 1931 1940 rVB 222223 373284 15.29%
32 15.131 1992 1999 2003 rBV3 16810 25936 1.06%
33 15.454 2049 2054 2059 rBV 120467 180947  7.41%
34 15.513 2059 2064 2076 rVB2 352236 551871 22.61%
35 16.218 2177 2184 2201 rVB 729442 1209445 49.55%
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36 16.417 2215 2218 2221 rBV3 19530 28940 1.19% 0.170%

8270-BG040822.M Wed Apr 27 16:00:05 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc :

ALS vial : 8 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_ G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.570 2235 2244 2256 rBV5 65540 107896 4.42% 0.634%
38 16.834 2284 2289 2293 rBV 17787 24879 1.02% 0.146%
39 17.210 2349 2353 2359 rBv2 41962 61233 2.51% 0.360%
40 17.263 2359 2362 2367 rVB6 21334 30049 1.23% 0.177%
41 17.369 2376 2380 2385 rVB4 20024 27348 1.12% 0.161%
42 17.475 2392 2398 2403 rBV 288299 450288 18.45% 2.645%
43 17.739 2439 2443 2447 rVB 58091 75079 3.08% 0.441%
44 17.833 2455 2459 2463 rBV5 22042 31802 1.30% 0.187%
45 17.951 2475 2479 2483 rBV 39355 51279 2.10% 0.301%
46 18.127 2505 2509 2512 rBV4 20767 28816 1.18% 0.169%
47 18.233 2520 2527 2529 rBV5 19015 27319 1.12% 0.161%
48 18.421 2552 2559 2563 rVB 70475 105709 4.33% 0.621%
49 18.644 2593 2597 2603 rBV 66668 96326 3.95% 0.566%
50 18.890 2635 2639 2649 rBV7 48959 87315 3.58% ©.513%
51 19.096 2671 2674 2680 rVvV2 43216 70204 2.88% 0.412%
52 19.202 2689 2692 2698 rVB4 42643 62479 2.56% 0.367%
53 19.272 2700 2704 2709 rBV 96424 125146 5.13% 0.735%
54 19.842 2798 2801 2805 rVB 109932 116700 4.78% 0.686%
55 20.042 2828 2835 2836 rBV2 64830 131587 5.39% 0.773%

56 20.077 2836 2841 2849 rVB 1812907 2440883 100.00% 14.340%

57 20.371 2888 2891 2895 rVB2 121332 142837 5.85% ©.839%
58 20.823 2965 2968 2972 rBV3 82808 121113  4.96% ©.712%
59 20.870 2973 2976 2979 rVB 113069 129247 5.30% 0.759%
60 21.199 3028 3032 3035 rBV2 135871 181889 7.45%  1.069%
61 21.381 3060 3063 3076 rVB2 181972 370186 15.17% 2.175%
62 21.628 3101 3105 3113 rVB 319326 492685 20.18%  2.895%
63 21.757 3123 3127 3135 rVB2 271089 451367 18.49% 2.652%
64 21.933 3155 3157 3162 rVB 106425 145641 5.97% ©.856%
65 22.556 3260 3263 3271 rVB2 95428 161303 6.61% ©.948%
66 22.944 3325 3329 3335 rVB2 95851 170159 6.97% 1.000%
67 24.089 3520 3524 3533 rVB2 80801 162861 6.67% ©.957%

68 25.059 3681 3689 3701 rVB2 198507 592354 24.27%  3.480%

Sum of corrected areas: 17021046
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG053319.D\data.ms
1500000
1000000
5673 7.271 9.209
500000
9268
12.
3.787 5.197 7. 68878%@;%4 8.922(9.4279.818019610.6¢ 61702& 1114888 806 12.382 fﬁ’
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\’\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG053319.D\data.ms
20.077
1500000
100000013-351
16.218
500000
15.513
14. 731
14.256
13.615.4. 0343557 15 131 6 R 83412 42
A A e e e e R R R T e e T T T T T T
Time--> 13.50 14.00 1450 15. 00 15. 50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG053319.D\data.ms
1500000
1000000
500000
944 25.059

24.089

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Propylene Glycol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.787 9.46 ng 81336 1,4-Dichlorobenzene-d4 8.105
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
3 Methyltartronic acid 134 C4H605 000595-98-2 9
4 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance  Scan 68 (3.787 min): BG053319.D\data.ms (-64) (-) m/z 45.15 100.00%
45

1

—

8270-BGO40822.M Wed Apr

27 16:00:07 2022

5000
R EEma R E T
3.60 3.80 4.00 4.20
61.1 763
0 bl e e M/z0 43,150 19.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1083: Propylene Glycol
45.0
5000 UL L L L L L L B
3.60 3.80 4.00 4.20
m/z 61.15 5.60%
29.0
O\\\‘\\'\\“\\\‘\“‘\\\\“f“l}\‘\\?]‘-‘\.\()\\‘7\9.\0‘\\\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
S TR
3.60 3.80 4.00 4.20
5000 m/z 44.15 4.45%
29.0
0 Ll %0 89.0 1040
et e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 WM\
Abundance #17178: Methyltartronic acid ““““““““,Nﬂf
45.0 3.60 3.80 4.00 4.20
m/z 42.10 3.14%
5000
29.0
ol 140 ‘\“‘ I 75.0 90.0 133.0
v T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 5

R.T. EstConc Area

Relative to ISTD R.T.

5.197 10.62 ng 91299 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 2-Hexanol, 2-methyl- 116 C7H160

3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
5 1-Propen-2-0l, acetate 100 C5H802

Abundance Scan 308 (5.197 min): BG053319.D\data.ms (-301) (-)

59.1
5000

101.2
T 80

1 R N R

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

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 59.0

31.0 83.0 10‘1.0

O \\‘\\\\‘\\1‘““\\\\“ui\\‘\\}\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl-

59.0

5000

43.0
31.0 830 101.0
50 [ | |, mo &

miz--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

5000

41.0
29.0 101.0
Obe ool 730,880
m/z--> 10 20 30 40 50 60 70 80 90 100 110

8270-BG040822.M Wed Apr 27 16:00:08 2022

000123-42-2 45
000625-23-0 33
017348-59-3 33
001116-98-9 32
000108-22-5 10

m/z 43.15 100.00%

4.80 5.00 5.20 5.40 5.60
m/z 59.15 58.91%

4.80 5.00 5.20 5.40 5.60
m/z 101.15 17.05%

4.80 5.00 5.20 5.40 5.60
m/z 58.10 12.58%

4.80 5.00 5.20 5.40 5.60
m/z 41.15 9.06%

4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02

Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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-Hexanol, 2-ethyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

8.164 6.20 ng 53292 1,4-Dichlorobenzene-d4 8.105
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 40
3 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 40
4 Borinic acid, diethyl- 86 C4H11BO 004426-31-7 37
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 36

Abundance Scan 813 (8.164 min): BG053319.D\data.ms (-808) (-)
57.1

m/z 57.15 100.00%

5000 m/\J\m
83.2 A SOV VISR
39 ‘ ‘ 7.80 8.00 8.20 8.40
bl e m/z 4115 37.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000
7.80 8.00 8.20 8.40
29.0 83.0 m/z 43.10 30.28%
TR A .
O\\\‘\\\\‘\\\ ’\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 60 100 120 140 160
Abundance #15686.2—PropyL1—pentan0
57.0
R A RRA RS
7.80 8.00 8.20 8.40
5000 m/z 55.25 28.87%
29.0 83.0
‘ ‘ ‘ 112.0
0““‘M\‘M“‘w ,‘M“ﬁk"M“l“““““““‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #43550: 3-Undecene, 6-methyl-, (E)-
57.0 7.80 8.00 8.20 8.40
m/z 83.15 23.62%
5000
29.0 98.0
om_M“‘_“Hﬂ,mHFF"-?Hu““;‘1‘2‘5‘-9‘_‘”‘19;8:9 SN A V' IS
m/z--> 20 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 3-Chloro-2,2-dimethyl-1-pro... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.258 6.04 ng 51908 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Chloro-2,2-dimethyl-1-propanol 122 C5H11C10 013401-56-4 50
2 Neopentyl glycol 104 C5H1202 000126-30-7 42
3 2,5-Dimethyl-5-hexen-3-o0l 128 C8H160 067760-91-2 42
4 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 38
5 (S)-(+)-3-Methyl-1-pentanol 102 C6H140 042072-39-9 37
Abundance Scan 829 (8.258 min): BG053319.D\data.ms (-822) (-) m/z 56.10 100.00%
56.1
43.1
73.2
5000
89.2
e
“ ‘ ‘ ‘ “ | 1143 8.00 8.20 8.40 8.60 .
O e e e et e ey m/z 43.15 73.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #11114: 3-Chloro-2,2-dimethyl-1-propanol
56.0
5000 UL B L I RN L
730 8.00 8.20 8.40 8.60
- 41.0 91.0 m/z 55.15 58.67%
0 [TTTT T \‘\‘ﬁ\ T \“"\‘\‘\ \“ i ‘\ T \‘\‘\ \“‘\ [AARRERR H“\ TT ‘]\-\0\7\‘0\\:!-\2‘]\-\(\)\ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #5362: Neopentyl glycol
56.0
73.0 8.00 8.20 8.40 8.60
5000 m/z 73.15 54.35%
43.0
o290 || ||| 80 1050
R aaa R RARAREREA S e s
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #14433: 2,5-Dimethyl-5-hexen-3-ol “‘&N“A‘ﬁ“ﬁ‘,h““‘
56.0 8.00 8.20 8.40 8.60
m/z 41.15 44.79%
41.0 73.0
5000
27.0
95.0
oberirrrerer AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Benzenemethanol, .alpha.,.a... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.209 107.17 ng 921618 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 80
2 .alpha.-Hydroxy-.alpha.-methylbe... 226 C15H1402 005623-26-7 53
3 dl1-2-Phenyl-1,2-propanediol 152 C9H1202 004217-66-7 50
4 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 50
5 .alpha.-Ethyl-.alpha.-methylbenz... 156 C10H140 001565-75-9 50
Abundance Scan 991 (9.209 min): BG053319.D\data.ms (-984) (-) m/z 43.15 100.00%
43.1
121.2
5000
77.2 REaREE e
‘ ‘ 8.80 9.00 9.20 9.40 9.60
Ob ool 982l m/z 121.15  70.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #18988: Benzenemethanol, .alpha.,.alpha.-dimethyl-
43.0
5000 DL R RN R B
121.0 8.80 9.00 9.20 9.40 9.60
m/z 77.15 19.81%
77.0
O\‘\\\\"‘\\“‘1\“‘\‘\\\“’\\?\‘9\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107100: .alpha.-Hydroxy-.alpha.-methylbenzyl phenyl ke
121.0 /\
REaRE R
43.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 51.15 14.01%
77.0
0 | ‘ ‘ | 1520 183.0 209.0
et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30179: dI-2-Phenyl-1,2-propanediol ““W““W““‘H‘,‘
43.0 8.80 9.00 9.20 9.40 9.60
m/z 78.15 10.98%
5000 121.0 /h
77.0
0 ol e8Q | 1520

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Ethanol, 2-(hexyloxy)-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
o427 7.750g 66674  1,4-Dichlorobenzene-d4 8.105
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 caHiso2 000112-25-4 56

2 Sulfurous acid, isohexyl 2-penty... 236 C11H2403S
3 Oxalic acid, butyl isohexyl ester 230 C12H2204

4 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280
5 Hexane, 2,4-dimethyl- 114 C8H18
Abundance Scan 1028 (9.427 min): BG053319.D\data.ms (-1022) (-)

43.1
85.2
5000
[
115.2
ol L bl
m/z--> 20 40 60 80 100 120 140 160
Abundance #25544: Ethanol, 2-(hexyloxy)-
43.0
85.0
5000
p30 115.0
O \1\5\-0’\‘{“\ \“‘H T \‘H“\ “““‘U.U‘ T ‘ T \‘\" L ‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #117910: Sulfurous acid, isohexyl 2-pentyl ester
43.0 85.0
5000
0 H\ “‘\\ u‘ 6\7\ ‘\ ‘11\:!-0 140.0 1670
el L R I S A RS
m/z--> 20 40 60 80 100 120 140 160
Abundance #111144: Oxalic acid, butyl isohexyl ester
43.0
5000 85.0
ol 250 | | 67\9 |, 1030 129.0147.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160

8270-BG040822.M Wed Apr 27 16:00:12 2022

1000309-15-5 40
1000309-32-7 38
074421-17-3 38
000589-43-5 37

m/z 43.15 100.00%

9.20 9.40 9.60 9.80
m/z 85.15 73.46%

—

R I T S
9.20 9.40 9.60 9.80
m/z 45.15 56.00%

=

9.20 9.40 9.60 9.80
m/z 41.15 45.91%

-

9.20 9.40 9.60 9.80
m/z 57.15 22.40%

E

9.20 9.40 9.60 9.80

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.196 7.11 ng 115451 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 78
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 38
3 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38
4 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 33
5 4-Ethyl-4-methyl-5-methylene-[1,... 142 C7H1003 080956-52-1 32
Abundance Scan 1159 (10.196 min): BG053319.D\data.ms (-1152) (-  m/z 56.15 100.00%
56.1
5000
732 D e
39 B H | 103.2 10.00 10.50
Ol wyz 43,15 s4.06%
miz-> 20 40 60 80 100 120 140
Abundance #25581: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 sty —
73.0 10.00 10.50
4} 103.0 m/z 57.15  44.04%
s |||
0\\\\’\‘\“\\“\‘\\‘ “‘\\1‘\“\\\\“\\\\‘\\\\1‘4\5\.0\
miz-> 20 40 60 80 100 120 140
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
g gy
10.00 10.50
5000 m/z 55.15 42.78%
29.0
0h 130 | H AL 809010
et
miz--> 20 40 60 80 100 120 140 J\N M
Abundance #3778: 1-Pentene, 2,4-dimethyl- ‘ ‘MnWMM ‘ ey
56.0 10.00 10.50
m/z 41.10 38.84%
5000
39
98.0
olaso | Jme ™ M
m/z--> 20 40 60 80 100 120 140 10.00 10.50

8270-BG040822.M Wed Apr 27 16:00:13 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02

Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 8 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.672 6.90 ng 111983  Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 53
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50

Abundance Scan 1240 (10.672 min): BG053319.D\data.ms (-1235) (- m/z 57.15 100.00%

57.1
5000 A
Yoy
‘ ﬁo 1351 1ol 307 10. 50 11 00
ol il Iy 1351 1919 321y, 45015 96.23%
miz--> 50 100 150 200 250 300
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
48.0
5000 /\ T f ‘fwh‘“
10.50 11.00
m/z 41.15 34.88%
O' L “h“ \“‘F\ h\ P \]\-3\2\0’ L ‘ L ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
oupperd ooty
10.50 11.00
5000 m/Z 75.15 19.83%
58| a0
miz--> 50 100 150 200 250 300
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — ‘/\“A o
45.0 10.50 11.00
m/z 56.15 18.10%
5000
89.0
0 Jh Lo N
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BG040822.M Wed Apr 27 16:00:14 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BGO40822 .M

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 wunknownl2.881

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.881 15.76 ng 294122  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 5-Ethyl 11la-methyl (55,11aS)-6,1... 340 C19H20N204
2 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3
3 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H50075i8

4 Thymol, TMS derivative 222 C13H220Si
5 1-(3,5-Di-tert-butyl-2,6-dihydro... 264 C16H2403

Abundance Scan 1616 (12.881 min): BG053319.D\data.ms (-1608) (-
73.2

207.2
5000

147.2 281 1341 .
JHH\\‘ | w“u H\ \4\115147515491

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #248337: 5-Ethyl 11a-methyl (5S,11aS)-6,11-dihydro-3H-
207.0

o

5000

103.
290 ”| 4o “ \ L ‘\ | 34@..0

‘\\\\‘\\f\‘\\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester
207.0

o

5000
281.0

73.0 133.0

o |

‘\\\\‘\\U\\‘\\\\‘\\\\‘ \\\‘\\\i\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1
73.0

o

5000 207.0

281.0
147.0 3410

T \L L 4290 503.0563.(

1000484-03-0 40
003555-45-1 37
019095-24-0 35
055012-80-1 27
1000443-79-6 27

m/z 73.15 100.00%

%

12.50 13.00
m/z 207.15 54.37%

-

12.50 13.00
m/z 43.15 33.25%

.

12.50 13.00
m/z 193.05 30.75%

ot MM’\JL

12.50 13.00
m/z 147.15 26.89%

Y BTSN i Shil sl k8
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

8270-BG040822.M Wed Apr 27 16:00:15 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.087 6.24 ng 116399  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 78
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
3 Butanoic acid, decyl ester 228 C14H2802 005454-09-1 45
4 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 43
5 Cyclohexanecarboxylic acid, 2-te... 212 C12H2003 1000279-85-7 40
Abundance Scan 1651 (13.087 min): BG053319.D\data.ms (-1645) (- m/z 71.15 100.00%
71.2
43.1
5000
T -
13.00
11.3 143.2173.2 280 <
ol b LS 28020732 2214 m/z 43.15 84.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0
5000 A :
13.00
m/z 56.15 36.46%
0 ’\‘\M\ T ‘ \ T \‘!“ T \H\ “\ \‘\ \ﬂ‘%}\?\%ﬁ?\?%?ﬁ?\ TT ‘2\\1\5‘9?\4"\3\9‘\ \H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24297: Propanoic acid, 2-methyl-, 2-methylpropyl ester )\»
71.0
43.0 13.00 ‘
5000 m/z 83.15 31.53%
01.0
0 ’\‘1‘\\‘“1\\\‘\\\”\‘\\H“HH‘HHO‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109301: Butanoic acid, decyl ester Pyl L
43.0 71.0 13 00
m/z 41.15 27.22%
5000
112.0140.0
0 M “\ bl M\ “M\ \h H ‘\ 185.0 \l/M\f""“V\M

m/z--> 20 40 60 80 100120140160180200220240260280 13 00

8270-BG040822.M Wed Apr 27 16:00:16 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknownl4.256 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.256 10.93 ng 204063  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 41
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 41
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 38
4 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 35
5 4a,9a-Methano-9H-fluorene 180 C14H12 019540-84-2 30
Abundance Scan 1850 (14.256 min): BG053319.D\data.ms (-1845) (- m/z 57.15 100.00%
57.1
165.2
5000
89.2 o )
‘ 119.2‘ ‘ ‘ 2212 14.00 14.50
oL— M\‘\HMMH“\L‘\‘\“\‘M\““\L“\L\MU ‘\h“h‘\d\w‘\\‘ H\’MM‘M‘ n“\ b e - — m/z 45.15 99.91%
miz--> 50 100 150 200 250
Abundance #135270: 3,6,9,12-Tetraoxahexadecan-1-0
43.0
5000 et it
20.0 14.00 14.50
' m/z 165.15 55.04%
144.0
0 \‘H‘\‘ \m“‘w\ }““\ — \" \1?5\0\2‘07\0\ LA I B
miz--> 50 100 150 200 250
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
43.0
— —
14.00 14.50
5000 m/z 41.15 41.06%
89.0
ool L) e
miz--> 50 100 150 200 250
Abundance #278602: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethe et —
45.0 14.00 14.50
m/z 43.15 36.40%
5000
89.0
133.0
obw L Ly d oy 7T 177.0207.0 2510 283
ey L e e e e —
m/z--> 50 100 150 200 250 14.00 14.50

8270-BG040822.M Wed Apr 27 16:00:17 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Diethyltoluamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.454 9.69 ng 180947  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 81
3 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 76
4 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 76
5 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 64
Abundance Scan 2054 (15.454 min): BG053319.D\data.ms (-2049) (-  m/z 119.10 100.00%
119.1
5000 91.1 190.2
65.2 LI
39.1 | | 162.2 15.50
O et et et e e e e m/z 190.15 44.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65680: Diethyltoluamide
119.0
91.0 ‘
5000 190.0 1550
65.0 m/z 91.10 43.38%
0 42\'0 ! Il | 162.0 ‘
\\\‘\\\\‘\\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\“\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #65774: Benzamide, 3-methyl-N-methyl-N-propyl-
119.0
ltmns
15.50
m/z 65.15 16.30%
5000 91.0
65.0
41.0 190.0
o8, i A L IR
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #65722: Benzamide, 3-methyl-N-butyl- tenhph ol AL
119.0 15.50
m/z 191.15 14.86%
5000
91.0
65.0 1480 1910
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

8270-BG040822.M Wed Apr 27 16:00:18 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Heptadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.272 5.56 ng 125146  Phenanthrene-di10 17.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Tridecane 184 C13H28 000629-50-5 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2704 (19.272 min): BG053319.D\data.ms (-2700) (-  m/z 57.15 100.00%
57.1

5000 M
99.2 1900 1950
19.00 19.50
ol h Aok 1952 1971 2493 m/z 43.15  78.99%
m/z--> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
5000 — ——
19.00 19.50
m/z 71.15 65.92%
99.0
0 \2\7“‘;0‘\“ ‘”h‘\ “!‘ \‘H‘\ H“ \“‘ T ‘%4%’0‘\ }8\2\0‘ f \2\4??\ T
m/z--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
—— —
19.00 19.50
5000 m/z 85.15 43.10%
27,0
L%, a0 1800
05 ‘u“whk‘ﬁ‘ﬂ A —
miz--> 50 100 150 200 250
Abundance #176386: Eicosane T ——
57.0 19.00 19.50
m/z 55.15 30.45%
5000 W
99.0
L2 | %0 a0 1m0 220 eea
A e T e A e e N A B —— ——
m/z--> 50 100 150 200 250 19.00 19.50

8270-BG040822.M Wed Apr 27 16:00:19 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 14 Tridecane, 7-propyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.371 6.33 ng 142837  Chrysene-di12 21.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Tetradecane, 4-ethyl- 226 Cl16H34 055045-14-2 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87

Abundance Scan 2891 (20.371 min): BG053319.D\data.ms (-2888) (-
57.1

m/z 57.15 100.00%

5000 W
— —
| 99‘2 1413 231 2734 20.00 20.50
ol b iy 141318322231 2734 341 4356 eo.20%
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 — —
20.00 20.50
99.0 m/z 71.15 60.90%
OL\5-\Q‘\ ‘\ ‘“ “ “‘ “‘ \“‘ \%\4“1 9\ :!\_8\3\0‘ T \2\4?P\ LI ‘ L
m/z--> 50 100 150 200 250 300
Abundance #107221: Tridecane, 7-propyl-
43.0
— —
20.00 20.50
5000 85.0 m/z 85.15 51.15%
140.0
ol b d o \‘ - Jf 2260
m/z--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- “ —
57.0 20.00 20.50
m/z 41.15 31.09%
99.0 140.0
182.0
ow‘“‘mmhmw??e-o_ww S
m/z--> 100 150 200 250 300 20.00 20.50

8270-BG040822.M Wed Apr 27 16:00:20 2022

Page:

17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 15 Octacosane

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
20.870 5.73 ng 129247  Chrysene-di12 21.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 83
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 74
4 Heptacosane 380 C27H56 000593-49-7 72
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 2976 (20.870 min): BG053319.D\data.ms (-2973) (-

m/z 57.15 100.00%

57.1
5000
2050 21,00
oLt u““u M M2 2108 269130043551 . 4315 74.82%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — e
20.50 21.00
m/z 71.15 68.26%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
— —r—
20.50 21.00
5000 m/z 85.15  43.80%
113.0155.0
SEN N U1 A
miz--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl- “ 7
43.0 20.50 21.00
m/z 41.15 35.14%
5000 5.0
126.0 1830
Y I D N R (- — e
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Cinnamyl cinnamate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.199 8.06 ng 181889  Chrysene-d12 21.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 87
2 Vinyl trans-cinnamate 174 C11H1002 017719-70-9 45
3 1-Penten-3-one, 4,4-dimethyl-1-p... 188 C13H160 000538-44-3 43
4 3-Butenoic acid, 2-oxo-4-phenyl- 176 C10H803 1000142-21-0 38
5 1-Phenyl-4-methyl-1-pentyn-3-ol 174 C12H140 005923-02-4 38

Abundance Scan 3032 (21.199 min): BG053319.D\data.ms (-3028) (- m/z 131.15 100.00%

131.2
5000
77.2
219.2 ey =
21.00 21.50
1731 264.3
oL ki M A A3 1 26033084 356 ;11515 47.47%
miz--> 50 100 150 200 250 300 350
Abundance #153419: Cinnamyl cinnamate
131.0
5000 T T
21.00 21.50
77.0 219.0 m/z 117.10 39.11%
o0 | ‘ L1 1730 | 2640
\\\\\\\\‘\\\‘\\\\’\\\\’\\\\’\\\\’\
m/z--> 100 150 200 250 300 350
Abundance #48932: Vinyl trans-cinnamate
131.0
—T —
21.00 21.50
5000 ITI/Z 103.15 38.51%
77.0
0150 | | 174.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #62910: 1-Penten-3-one, 4,4-dimethyl-1-phenyl- ey SRS
131.0 21.00 21.50
m/z 77.15 34.26%
5000
77.0
29? ‘
) S D . A
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 17 Eicosane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.381 16.40 ng 370186  Chrysene-d12 21.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 81
4 Decane, 2-methyl- 156 C1l1H24 006975-98-0 58
5 Heneicosane 296 C21H44 000629-94-7 58

Abundance Scan 3063 (21.381 min): BG053319.D\data.ms (-3060) (-
57.1

5000

“\‘ | “ AL d\\ ‘M h “2‘ 1833 24212784 3193

miz--> 50 100 150 200 250 300

o

Abundance #176386: Eicosane
57.0
5000
1T T ‘

miz-> 50 100 150 200 250 300

m/z 57.15 100.00%

— —
21.00 21.50
m/z 43.15 71.28%

— —
21.00 21.50
m/z 71.15 53.27%

Abundance #107220: Hexadecane
57.0
P e
21.00 21.50
5000 m/z 55.15  41.86%
99.0
oo LLL I a0 nmso 2260
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester P —
57.0 21.00 21.50
m/z 85.15 37.22%
5000
ol \w 1410 1820 2520 ms.
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BGO40822 .M

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 Nonadecane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.933 6.45 ng 145641  Chrysene-di12 21.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 76
4 Nonadecane, 1l-chloro- 302 C19H39Cl 062016-76-6 76
5 Heptadecane 240 C17H36 000629-78-7 70

Abundance Scan 3157 (21.933 min): BG053319.D\data.ms (-3155) (-  m/z 57.15 100.00%
57.1
5000
22,00
247.3 332.4 ! :
ol “h““‘hgﬁww SPf20002073 | 3824 400 o 4315 68.33%
mlz--> 50 100 150 200 250 300 350 400
Abundance #158598: Nonadecane
57.0
5000 T
22.00
m/z 71.15 52.89%
O T \“\ ‘ “ “H \“‘\h“ \“‘ \1\4'\1-’0\]-\8\3\0’\ LI ‘2\6§ \()\ ‘ L ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
e
22.00
5000 m/z 85.15 51.14%
5.0
olldlypre 20
miz--> 50 100 150 200 250 300 350 400
Abundance #184136: Octadecane, 1-chloro- —
57.0 22.00
m/z 55.15 31.27%
5000
ot50 L L1 m A7ow002310 2680 .
m/z--> 50 100 150 200 250 300 350 400 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 19 Heptacosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.556 7.15 ng 161303  Chrysene-di12 21.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Octacosane 394 (C28H58 000630-02-4 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 3263 (22.556 min): BG053319.D\data.ms (-3260) (-
57.1

5000

9.2

0 W u\“ u‘h “H b1 %5\?\\21\9\7 2 242 2 288 3 336. 3377 4

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

Abundance #158600: Nonadecane
57.0
5000
O \‘\“‘ “‘ \“‘\““ \“\]‘_\4\1‘0\1-\8\3\()‘\\\\‘2\6\8\0\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000
9.0
oLl 411 1410183.02250 281.0 337.0 394.
B o o T R L S

miz-> 50 100 150 200 250 300 350

m/z 57.15 100.00%

T
22.50
m/z 71.15 70.82%

T
22.50
m/z 43.15 66.31%

T
22.50
m/z 85.15 42.13%

Abundance #287977: Heptacosane 7 ‘

57.0 22.50
m/z 55.15 41.80%
5000
9.0
ol L \\hd ,141.0183.0225.0267.0 323.0 380.0

L o AL e e o —
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 20 1,3-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.044  7.5a0ng 170159 Chrysene-d12 21.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual

»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 80
,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 74
erephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 50
is(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 38
sophthalic acid, 2-chlorophenyl... 388 C22H25C104 1000344-50-0 27

VA wWwN R
H W - R R

Abundance Scan 3329 (22.944 min): BG053319.D\data.ms (-3325) (-  m/z 70.15 100.00%

70.2
149.1 261.1
5000
—r
H H H ‘ 7.1 303.3 356.3 23.00
- * Al ] w b s w e L 3033 3863 ) 140,05 67.30%
miz--> 100 150 200 250 300 350
Abundance #295780. 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 ]
23.00
m/z 261.15 65.83%
029# ‘\H h J H‘ 207.0 | |304.0347.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 e
23.00
5000 m/z 57.15 54.96%
67.0
261.0
29.
0 1 l ‘ LA 2o 1 8330
miz--> 50 100 150 200 250 300 350
Abundance #193833: Terephthalic acid, monochloride, octyl ester e
261.0 23.00
149.0 ITI/Z 167.05 34.38%
h ] M%AA/\K\M
o314 \L Lo | .
m/z--> 50 100 150 200 250 300 350 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53319.D

Acqg On : 26 Apr 2022 14:02
Operator : CG/JU

Sample : N2502-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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|
Propylene Glycol 3.787 9.5 ng 81336 1 8.105 171988 20.0
2-Pentanone, 4-... 5.197 10.6 ng 91299 1 8.105 171988 20.0
1-Hexanol, 2-et... 8.164 6.2 ng 53292 1 8.105 171988 20.0
3-Chloro-2,2-di... 8.258 6.0 ng 51908 1 8.105 171988 20.0
Benzenemethanol... 9.209 107.2 ng 921618 1 8.105 171988 20.0
Ethanol, 2-(hex... 9.427 7.8 ng 66674 1 8.105 171988 20.0
1,3-Pentanediol... 10.196 7.1 ng 115451 2 10.919 324569 20.0
Ethanol, 2-(2-b... 10.672 6.9 ng 111983 2 10.919 324569 20.0
unknown12.881 12.881 15.8 ng 294122 3 14.731 373284 20.0
2,2,4-Trimethyl... 13.087 .2 ng 116399 3 14.731 373284 20.0
unknownl4.256 14.256 10.9 ng 204063 3 14.731 373284 20.0
Diethyltoluamide 15.454 9.7 ng 180947 3 14.731 373284 20.0
Heptadecane 19.272 5.6 ng 125146 4 17.475 450288 20.0
Tridecane, 7-pr... 20.371 6.3 ng 142837 5 21.757 451367 20.0
Octacosane 20.870 5.7 ng 129247 5 21.757 451367 20.0
Cinnamyl cinnamate 21.199 8.1 ng 181889 5 21.757 451367 20.0
Eicosane 21.381 16.4 ng 370186 5 21.757 451367 20.0
Nonadecane 21.933 6.5 ng 145641 5 21.757 451367 20.0
Heptacosane 22.556 7.2 ng 161303 5 21.757 451367 20.0
1,3-Benzenedica... 22.944 7.5 ng 170159 5 21.757 451367 20.0
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