LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG061520.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.325 34 40 48 rBV 43414 77932 1.87% 0.181%
2 3.712 99 106 113 rVB2 27762 57238 1.38% 0.133%
3 4.076 156 168 174 rBvV3 44291 121024 2.91% 0.281%
4 4.423 219 227 234 rBV2 23726 44635 1.07% 0.104%
5 4.875 288 304 308 rBV3 56337 168384 4 .05% 0.391%
6 5.028 317 330 342 rVvB4 47886 139597 3.35% 0.324%
7 5.498 404 410 422 rVB 541001 948079 22.78% 2.203%
8 5.974 485 491 497 rVB 87567 135740 3.26% 0.315%
9 6.520 575 584 591 rVB3 36824 84700 2.04% 0.197%
10 7.014 657 668 677 rBv4 48317 139480 3.35% 0.324%

11 7.119 679 686 699 rvB2 508442 1059110 25.45% 2.461%
12 7.824 801 806 812 rBV3 26874 51789 1.24% 0.120%
13 7.895 812 818 824 rvV 207819 364702 8.76% 0.847%
14 7.971 824 831 845 rVB 527784 856915 20.59% 1.991%

15 8.165 859 864 866 rvvs 28832 59065 1.42% 0.137%
16 8.218 866 873 880 rvB 669560 1181349 28.39%% 2.745%
17 8.564 926 932 940 rVB5 27584 58073 1.40% 0.135%
18 9.058 1008 1016 1026 rBV 569115 1014375 24.38% 2.357%
19 9.452 1075 1083 1090 rBV3 23062 43194 1.04% 0.100%
20 10.098 1184 1193 1201 rBV3 36944 86116 2.07% 0.200%
21 10.227 1211 1215 1225 rVB4 34130 70651 1.70% 0.164%

22 10.703 1289 1296 1302 rBV 255602 461168 11.08% 1.072%
23 11.067 1351 1358 1368 rBV 138151 278581 6.69% 0.647%
24 11.343 1400 1405 1419 rVB7 17178 51860 1.25% 0.121%
25 11.566 1435 1443 1451 rBV2 53888 115074 2.77% 0.267%

26 12.218 1548 1554 1564 rVB 94384 176632 4.24% 0.410%

27 12.342 1566 1575 1580 rBV9 17207 45468 1.09% 0.106%
28 12.776 1644 1649 1655 rBV2 47949 72156 1.73% 0.168%
29 12.947 1670 1678 1683 rBV5 20358 48242 1.16% 0.112%

30 13.170 1708 1716 1726 rVB 1557048 2474548 59.46% 5.750%

31 13.517 1769 1775 1781 rBV 236857 350875 8.43% 0.815%
32 13.640 1792 1796 1806 rBVS8 50377 146847 3.53% 0.341%
33 13.998 1852 1857 1863 rBV 148020 215732 5.18% 0.501%
34 14.192 1886 1890 1896 rBV 143341 212707 5.11% 0.494%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.492 1937 1941 1945 rBV 29166 44135 1.06% 0.103%

36 14.551 1945 1951 1957 rVB 398346 649596 15.61% 1.510%
37 14.885 1999 2008 2019 rBV 387718 707321 17 .00% 1.644%
38 15.197 2056 2061 2067 rBV 159064 232613 5.59% 0.541%
39 15.267 2068 2073 2075 rBv4 47978 72801 1.75% 0.169%
40 15.302 2075 2079 2087 rVB 166415 293957 7.06% 0.683%

41 15.438 2099 2102 2110 rVB4 76546 109134 2.62% 0.254%
42 15.614 2127 2132 2138 rBV2 140585 189425 4 _55% 0.440%
43 16.048 2201 2206 2212 rBVY 169643 265678 6.38% 0.617%
44 16.189 2225 2230 2238 rBV 1011535 1399475 33.63% 3.252%
45 16.278 2240 2245 2249 rBV6 22283 45122 1.08% 0.105%

46 16.436 2268 2272 2280 rVBS8 28730 49999 1.20% 0.116%
47 17.300 2413 2419 2425 rBVY 511096 782330 18.80% 1.818%
48 17.488 2446 2451 2455 rBV2 77418 104999 2.52% 0.244%
49 17.635 2472 2476 2482 rVB 84718 110406 2.65% 0.257%
50 17.781 2496 2501 2508 rBV 228915 320297 7.70% 0.744%

51 18.275 2579 2585 2592 rBV 1997611 2711772 65.16% 6.302%

52 18.480 2616 2620 2627 rVB6 31857 46655 1.12% 0.108%
53 19.138 2728 2732 2736 rVB 108611 141544 3.40% 0.329%
54 19.297 2755 2759 2764 rVB2 83410 98508 2.37% 0.229%

55 19.426 2777 2781 2785 rVB 81577 104633 2.51% 0.243%

56 19.538 2796 2800 2806 rBV 225820 299275 7.19% 0.695%
57 19.920 2859 2865 2867 rBV 2809658 4161524 100.00% 9.671%
58 19.943 2867 2869 2880 rVB 2702845 2700880 64.90% 6.276%
59 20.466 2955 2958 2964 rVB2 69170 101218 2.43% 0.235%
60 20.736 3001 3004 3011 rVB3 92208 152568 3.67% 0.355%

61 20.848 3019 3023 3028 rBV3 81618 98691 2.37% 0.229%
62 20.948 3036 3040 3046 rBvV 258411 359790 8.65% 0.836%
63 21.212 3081 3085 3098 rVB 313402 470320 11.30% 1.093%
64 21.324 3098 3104 3115 rBV 2577907 3775080 90.71% 8.773%
65 21.559 3138 3144 3151 rVB 505350 801977 19.27% 1.864%

66 21.700 3166 3168 3173 rVB5 49951 67187 1.61% 0.156%
67 22.181 3246 3250 3258 rVB3 76051 135471 3.26% 0.315%
68 22.352 3272 3279 3287 rBV7 103979 324812 7.81% 0.755%
69 22.463 3294 3298 3309 rVB2 154563 297887 7.16% 0.692%
70 22.969 3376 3384 3400 rBV 1687525 3636367 87.38% 8.450%

71 23.785 3518 3523 3528 rVB2 77574 140403 3.37% 0.326%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 24.596 3658 3661 3666 rVV5 39075 72011 1.73% 0.167%

73 24.678 3666 3675 3688 rvB2 330930 1046306 25.14% 2.431%
74 25.377 3783 3794 3809 rBV2 889472 2759809 66.32% 6.413%
75 29.219 4433 4448 4467 rBV2 374975 1739017 41.79%% 4.041%

Sum of corrected areas: 43033031
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\

BG045893.D

30 Jun 2020 20:47

CG/JuU

L3129-01

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

Abundance
2500000
2000000
1500000
1000000

500000
3.32
ORr

Time-->

350 400 450 5.00 550 6.00 6.50

TIC: BG045893.D

_l

3.71 4.08 4.42 48803 i 6.52

Abundance

2500000

2000000

13.17

1500000

1000000

500000

TIC: BG045893.D

19921 21.32

18.27

16.19

17.30 21.56

14.5814.89

20.95%2
20.422045

19.54

191049 g6

1.70 22

18.48

05

Time--> 13.00 13.50 14.00 14.50 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

2500000

2000000

R2.97

1500000

1000000

500000

0

TIC: BG045893.D

25.38

29.22

A

24.68

23.79 24.80

23.00

Time-->

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butanoic acid, 3-methyl- Concentration Rank 13

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

4.88 9.23 ng 168384 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 78
2 Formic acid hvdrazide 60 CH4N20 000624-84-0 47
3 Hexanoic acid. 6-bromo- 194 C6H11Bro02 004224-70-8 39
4 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 38
5 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 38

Abundance Scan 305 (4.881 min): BG045893.D (-288) (-) m/z 60.00 100.00%
60
5000 43
| 69 T 460 480 500 520
o..,....,....,..3.’7:;.|.|..,?'“ﬁr."....',....,...L,....l?.l...,....,.. m/z 43.05 37.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4275: Butanoic acid, 3-methyl-
60
5000 R UL LS R UL
43 460 480 500 5.20
87 m/z 41.05 33.25%
s A )l s3 ) s | o
m/z--> 15 25 35 45 55 60 fo 85 95 160 1io 150
Abundance
60
460 480 500 520
5000 43 m/z 39.05 22.17%
e R RS RN RS AN RS IS AR RARSS RS RS A
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #56591: Hexanoic acid, 6-bromo-
60 460 4.80 5.00 5.20

m/z 87.05 21.75%

5000
41

27 73

97

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Hexanoic acid, 2-methyl- Concentration Rank 19

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

5.03 7.66 ng 139597 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 78
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 64
3 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 56
4 Pentanoic acid. 2-methvl-. butvl... 172 C10H2002 006297-41-2 39
5 1-Deoxy-2,4-0,0-methylene-d-xylitol 148 C6H1204 1000124-94-9 39

Abundance Scan 330 (5.028 min): BG045893.D (-317) (-) m/z 74.00 100.00%
H 1
5000 a1 57
87
| i | 207 460 4.80 5.00 5.20 5.40
Y N | S Y LA m/z 57.05 41.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13434: Hexanoic acid, 2-methyl-
7
5000 ISR SRS SN RN R
87 460 4.80 5.00 5.20 5.40
m/z 41.00 35.92%
oL ,| m, , 101 115 130
m/z--> ' 60 éo 160 120 140 160 180 200
Abundance
74
460 480 500 520 540
5000 43 m/z 87.05 26 .39%
55 87
27
ol 15 101 117
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4289: Butanoic acid, 2-methyl-
74 460 4.80 5.00 5.20 5.40
29 m/z 45.00 17.98%
41 57
5000
87
0"'|”“'tj'w|'“'w'L'FP%"|'“'|"'w""w"'|“" IR SRS U RN
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Hexanoic acid Concentration Rank 20

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

7.01 7.65 ng 139480 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 72
2 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 59
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 42
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 36

Abundance Scan 667 (7.008 min): BG045893.D (-657) (-) m/z 60.00 100.00%
6p
73
5000 a1
87 I S U N
| 96 6.60 6.80 7.00 7.20 7.40
5 ) ) ) ) )
ol Ll 20 180 n/z 73.05  69.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8069: Hexanoic acid
6D
5000
27 m 3 6.60 6.80 7.00 7.20 7.40
a7 m/z 41.05 36.41%
o 51 N | 101 115
m/z--> 20 40 60 85 160 150 150 1éo 1éo
Abundance
44 60
6.60 6.80 7.00 7.20 7.40
5000 73 m/z 43.05 25.02%
29
87
L L L S WL UL L L B AL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13414: Heptanoic acid BRI B LR B B
60 6.60 6.80 7.00 7.20 7.40
m/z 87.05 22.12%
5000 73
41
27 H &
101
o N 2 el R
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 6

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

7.97 46.99 ng 856915 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
5 1-Octyn-3-ol, 4-ethyl- 154 C10H180 005877-42-9 40

Abundance Scan 831 (7.971 min): BG045893.D (-824) (-) m/z 57.00 100.00%
57
5000 a1 ]\_
70 83 N A G
98 760 7.80 8.00 820 8.40
o 12 207 256 m/z 41.05  36.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13667: 1-Hexanol, 2-ethyl-
57
5000 LS LSS LN L
41 760 7.80 8.00 820 8.40
70 83 m/z 55.05 29.49%
2 98 112
ol 30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
7.60 7.80 8.00 8.20 8.40
5000 m/z 43.05 28.07%
41 70
27 83 98 115
O N R o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72872: Heptane, 1,1'- OXybIS LA L L L L L L
57 760 7.80 8.00 820 8.40

m/z 70.05 25.87%

5000
43 | 70
29 98
ol 15 | h || 8 7 117 135148 171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.60 780 800 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Ethanol, 2-phenoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.07 12.08 ng 278581 Naphthalene-d8 10.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-phenoxv- 138 C8H1002 000122-99-6 90
2 Benzene. ethoxv- 122 C8H100 000103-73-1 59
3 Pvrimidine. 5-methvl- 94 C5H6N2 002036-41-1 59
4 2-Pvridinecarboxvlic acid. 3-amino- 138 C6H6N202 001462-86-8 53
5 Carbamic acid, phenyl ester 137 C7H7NO2 000622-46-8 50
Abundance Scan 1359 (11.073 min): BG045893.D (-1351) (-) m/z 94.05 100.00%
5000
66 138
39 \ 10.80 11.00 11.20 11.40
T L lws \ 35389 s 77.05  36.78%
m/z--> 50 100 150 200 250 300 350
Abundance #17282: Ethanol, 2-phenoxy-
94
5000
138 10.80 11.00 11.20 11.40
m/z 138.05 23.74%
45 66
0 '1?“1Jf'l'L '|I}%9" [rrr [T Tt
m/z--> 50 100 150 200 250 300 350
Abundance
94
10.80 11.00 11.20 11.40
5000 m/z 66.05 17.77%
122
39 66
15
L S L L WL B B B
m/z--> 50 100 150 200 250 300 350
Abundance #2582: Pyrimidine, 5-methyl-
94 10.80 11.00 11.20 11.40
m/z 95.05 14.88%
5000
. 41166
m/z--> 50 100 150 200 250 300 3% 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Indole Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.22 7.66 ng 176632 Naphthalene-d8 10.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 95
2 Benzonitrile. 4-methvl- 117 C8H7N 000104-85-8 86
3 Benzvl nitrile 117 C8H7N 000140-29-4 83
4 Benzonitrile. 3-methvyl- 117 C8H7N 000620-22-4 80
5 m-Aminophenylacetylene 117 C8H7N 054060-30-9 80
Abundance Scan 1554 (12.218 min): BG045893.D (-1548) (-) m/z 117.00 100.00%
117
5000 90 /\
63 " 12:00 12:20 12.40 12.60
39 51 : : : :
3 S vl .',-'|: ol il 1228182 207 Tnzz 90.05 44.97%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8576: Indole
117
5000 90 HREURN SRS SRR IR B
12.00 12.20 12.40 12.60
63 m/z 89.05 39.39Y%
o 40 51 | 74 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
" 12:00 12120 12.40 12.60
5000 m/z 63.05 16.17%
o 90
63
ol 15 R T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8584: Benzyl nitrile
117 12.00 12.20 12.40 12.60
m/z 118.05 9.76%
5000 9
9 51 63 77
...1.5,.2.8..“‘i..Ha.,“‘l‘..“a‘,.‘a‘..llo.z.. R e e
m/z--> 200 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60

8270-BG061520.M Wed Jul 01 13:01:11 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl3.52 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.52 10.80 ng 350875 Acenaphthene-d10 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. hexvl nonvl ester 292 C15H3203S 1000309-13-1 47
2 10-MethvlInonadecane 282 C20H42 056862-62-5 43
3 Sulfurous acid. pentvl tridecvl ... 334 C18H3803S 1000309-14-6 43
4 Sulfurous acid. pentyl undecvl e... 306 C16H3403S 1000309-14-4 43
5 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 43
Abundance Scan 1776 (13.522 min): BG045893.D (-1769) (-) m/z 71.05 100.00%

85

5000

-

%8 13.20 13.40 13.60 13.80

126 141 157 47

01 m/z 57.05 71.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #137565: Sulfurous acid, hexyl nonyl ester
8b
43
71
13.20 13.40 13.60 13.80
m/z 43.05 70.95%
127
ol 29 98111 7 143 161 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
S
- 13.20 13.40 13.60 13.80
5000 m/z 85.05 67.91%
99 154
29
o 113126 14, 267
R e B R AR a e o e SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #172307: Sulfurous acid, pentyl tridecyl ester
n 13.20 13.40 13.60 13.80
43 m/z 45.00 49_17%
57
5000
29
o 99 113127141150168 183 217 235
,.”.“.”,..W.H.P.”,”..”...”...” A amas e R R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 20 13. 40 13.60 13.80

8270-BG061520.M Wed Jul 01 13:01:13 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1H-Benzotriazole, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.89 21.78 ng 707321 Acenaphthene-d10 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 96
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 95
3 1H-Indol-4-o0l 133 C8H7NO 002380-94-1 90
4 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 76
5 Benzene, l-isocyanato-3-methyl- 133 C8H7NO 000621-29-4 72
Abundance Scan 2009 (14.891 min): BG045893.D (-1999) (-) m/z 104.05 100.00%
104
133
5000 77
51
3 64 14.60 14.80 15.00 15.20
0 %9 152 167 183 m/z 133.00 58.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14691: 1H-Benzotriazole, 4-methyl-
104
133
5000
51 7 14.60 14.80 15.00 15.20
m/z 77.05 43.38%
0 3 4 | 90
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
104 133
14.60 14.80 15.00 15.20
5000 m/z 78.05 39.68%
78
51
0l.15 38 65 o1
HAR RIS IURES IULIS I SRS SRASE BRAEE BRAEE BRURAE BURSE B DU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14712: 1H-Indol-4-ol
133 14.60 14.80 15.00 15.20
m/z 105.05 23.01%
104
5000
78
0.”,”.w.w.ﬁﬁﬂw”.W.H.P.M,”” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15.20

8270-BG061520.M Wed Jul 01 13:01:14 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1H-Benzotriazole, 5-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.30 9.05 ng 293957 Acenaphthene-d10 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 97
2 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 96
3 1H-Indol-4-o0l 133 C8H7NO 002380-94-1 72
4 2-Pvridinecarbonitrile 104 C6H4N2 000100-70-9 55
5 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 52
Abundance Scan 2079 (15.:(3boz min): BG045893.D (-2075) (-) m/z 104.05 100.00%
104
5000 77 133
15.00 15.20 15.40 15.60
R 7 ||| o |..1.?9.!'.,1.‘?7..1??.. ML R m/z 133.05 51.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14695: 1H-Benzotriazole, 5-methyl-
104
133
5000 51 7 LR DN B UL SRR
15.00 15.20 15.40 15.60
3 m/z 77.05 41 .09%
ol 15 4 1l 90
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
104
133 15.00 15.20 15.40 15.60
5000 m/z 78.00 35.16%
51 77
0 38 | 64 9
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14712: 1H-Indol-4-ol
133 15.00 15.20 15.40 15.60
m/z 51.05 22.41%
104
5000
I 1%
0'”'P'”I'w'ﬁ§”W“'W'”'I”JW'”'"” | SRSE RSN BN PR LR D B U SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60

8270-BG061520.M Wed Jul 01 13:01:15 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method

Quant Ti

tle

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11

unknownl1l6.19

Concentration Rank 7

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

16.19 35.78 ng 1399480 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-MethvIlnonadecane 282 C20H42 056862-62-5 38
2 2-Tridecanol 200 C13H280 001653-31-2 27
3 1-Nonene. 4.6.8-trimethvl- 168 Cl12H24 054410-98-9 27

4 2-Bromononane
5 2-Undecanol

206 C9H19Br
172 C11H240

002216-35-5 27
001653-30-1 27

Abundance Scan 2230 (16.189 min): BG045893.D (-2225) (-)
7
5000
124
o 107 4% 141 157172185201 221 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129494: 10-Methylnonadecane
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
45
5000
29 69 g3 o7
111
ol 15 125 1409154 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36803: 1-Nonene, 4,6,8-trimethyl-
3
57 71
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

m/z 45.00 100.00%

|

15. 80 16. OO 16 20 16. 40 16 60

m/z 71.05 90.53%

|

15. 80 16. OO 16 20 16. 40 16 60

m/z 43.05 76 .06%

L

15. 80 16. 00 16 20 16. 40 16.60

m/z 57.05 69.31%

N
LI N B N I L B B B

15.80 16.00 16.20 16.40 16.60

m/z 85.05 59.11%

b

15.80 16.00 16.20 16.40 16.60

8270-BG061520.M Wed Jul 01 13:01:16 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Pentaethylene glycol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.78 8.19 ng 320297 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-12-T2-12-T2-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 58
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 58
3 Hexaethvlene alvcol 282 C12H2607 002615-15-8 52
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 52
5 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 50
Abundance Scan 2501 (17.781 min): BG045893.D (-2496) (-) m/z 45.05 100.00%

5000

248 17.40 17.60 17.80 18.00
ol 4 m/z 71.00 56.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45
89
5000

17.40 17.60 17.80 18.00
133 m/z 43.05 52.80%

20 | 72| w7 | 15 177 207 251 283 327
S N D W NS LA 2 S-S AN 218
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
45
_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'

17.40 17.60 17.80 18.00

o

5000 m/z 89.00 50.32%
89
0 i 72 117133 163 195
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128698: Hexaethylene glycol A ./}. o
45 17.40 17.60 17.80 18.00

m/z 57.05 42 _.40%

5000 89
133
28 | 172 17 163 195 240
SIS N SR NI NN AN —

|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17.80 18.00

o

8270-BG061520.M Wed Jul 01 13:01:17 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Pentaethylene glycol monodo... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.27 69.33 ng 2711770 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 52
2 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 50
3 Hexaethvlene alvcol 282 C12H2607 002615-15-8 49
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 49
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 47
Abundance Scan 2584 (18.269 min): BG045893.D (-2579) (-) m/z 45.05 100.00%
45
5000 &
97 124 18.00 18.20 18.40 18.60
155
3 - ,w. dpogh S 87214 249 | m/z 43.05 52.09%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #214415: Pentaethylene glycol monododecy! ether
45
N
5000 89 NS RN BN B
18.00 18.20 18.40 18.60
133 m/z 71.05 50.79%
ol Ll | 166 213 257 287 310 363 407
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
45
A R AR SN BN SRR
18.00 18.20 18.40 18.60
5000 89 m/z 89.05 46.34%
133
ol 15 177 213 257283 317 363 407 451
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128695: Hexaethylene glycol G AR REERE L
45 18.00 18.20 18.40 18.60
m/z 57.05 40.63%
5000 89
133
ol 29 )\ |, "] 163 195 239
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60

8270-BG061520.M Wed Jul 01 13:01:18 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Hexaethylene glycol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.95 8.97 ng 359790 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 76
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 68
2-T2-T2-T2-T2-12-T2-T2-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 64
2-T2-12-12-12-12-12-12-12-12-(2-. .. 502 C22H46012 1000352-13-2 62
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 1000352-12-6 62
Abundance Scan 3040 (20.948 min): BG045893.D (-3036) (-) m/z 45.05 100.00%
45
89
5000
Il e 1 173 163186207 249 281 327 357 415 20.60 20.30 21.00 21.20
ol MOl utig, | 109186207 249 281 327 357 415 h/7 89.00  71.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128697: Hexaethylene glycol
5000

20.60 20.80 21.00 21.20
m/z 43.05 42 _.33%

209 252 283

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
e EARREEEETE
20.60 20.80 21.00 21.20
5000 89 m/z 71.05 39.93%
133
o 19 177 207 239 283
T T T T e T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]et...
45 20.60 20.80 21.00 21.20
m/z 57.05 31.07%
89
5000
133
oL29. | | ‘ l 177 207 239263 295 327 371
A
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

8270-BG061520.M Wed Jul 01 13:01:19 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 3-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.21 11.73 ng 470320 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 87
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 3085 (21.212 min): BG045893.D (-3081) (-) m/z 83.05 100.00%
55
o 0 fywnﬂu«-_,~J\P/\w»ﬂ~_~**/
LRI I B B
139 168 190208 20.80 21.00 21.20 21.40 21.60
N — L5 wrac 190208 231252 281209 341 m/z 69.05 94.77%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
5000 AU R BRI N
29 11 20.80 21.00 21.20 21.40 21.60
m/z 55.05 89.70%
0 J l L139 167 196 224 252 280
m/z--> 150 200 250 300 350
Abundance
55 83
20.80 21.00 21.20 21.40 21.60
5000 111 m/z 97.05 87 .25%
29
o 139 168 105 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecyl ester e ARLm R L L L
3 20.80 21.00 21.20 21.40 21.60
69 m/z 57.05 79.24%

5000

o
©
~

=

N

=
=
=w
T ©
=

+ 00

=

N

N
15
IS

a1

K=

AN

©
~

’ | 1 |
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 1,4,7,10,13,16-Hexaoxacyclo... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.32 94.14 ng 3775080 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 64
2 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 64
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 58
4 2-T2-T2-T2-12-T2-12-T2-I2-(2-Hvd. .. 458 C20H42011 1000352-12-6 53
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-.-- 546 C24H50013 1000352-12-7 53
Abundance Scan 3103 (21.318 min): BG045893.D (-3098) (-) m/z 45.05 100.00%
45
89
5000
6 133 21.00 21.20 21.40 21.60
171 : : : :
I ,Jl fO9 | 1[0 195215239 275205321 35 401 5 g9.05  68.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128698: Hexaethylene glycol
45
5000 89 'A“T""l" LA
21.00 21.20 21.40 21.60
m/z 43.05 43.41%
133
bt oy | 163195 200
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
21.00 21.20 21.40 21.60
5000 89 m/z 71.05  40.94%
133
ol 25 65 | 109 157177 221 264
m/z--> 50 100 150 200 250 300 350 400
Abundance #165400: Heptaethylene glycol
45 21.00 21.20 21.40 21.60
m/z 57.05 33.04%
5000 89
133
ol e | p18] 177 207 239 283
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60

8270-BG061520.M Wed Jul 01 13:01:21 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 E-14-Hexadecenal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.35 8.10 ng 324812 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 83
2 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 74
3 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 74
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 68
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
Abundance Scan 3279 (22.352 min): BG045893.D (-3272) (-) m/z 57.05 100.00%
57
83
5000
2500 2220 240 2260
141163 193 221 294 . . . .
oI L 201,231,325 3% m/z 43.05  84.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92510: E-14-Hexadecenal
48
83
5000 NSNS SUGRE
11 22.00 22.20 22.40 22.60
m/z 71.05 74.70%
o | l }140 168189210 238
m/z--> 50 160 1éo 260 2éo 360 3éo 460
Abundance
43
22,00 22.20 22.40 22.60
5000 71 m/z 83.05 68.97%
97
297
o 125 153 180 204 252 340
L L UL SR SRR SRR UL AL BUR
m/z--> 50 100 150 200 250 300 350 400
Abundance #167553: Oxalic acid, propy! tetradecy! ester B BREEE RS
43 22.00 22.20 22.40 22.60
m/z 69.05 57.51%
5000 n
J 97 241
0 'w UI T '*L l'}ﬁ?I }§8'%9F" HEL DALY WAL UL SR NSNS SUURRE
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Heptaethylene glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.97 90.69 ng 3636370 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptaethvlene alvcol 326 C14H3008 005617-32-3 80
2-T2-T2-T2-T12-12-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 80
2-T2-T2-T2-T2-T12-T2-T2-T2-(2-Hvd... 458 C20H42011 1000352-12-6 74
2-T2-12-12-12-12-12-12-12-12-(2-. .. 502 C22H46012 1000352-13-2 74
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-.-- 546 C24H50013 1000352-12-7 72
Abundance Scan 3384 (22.969 min): BG045893.D (-3376) (-) m/z 45.05 100.00%

45
89
5000

133
22. 60 22. 80 23 00 23. 20
M 171 215
Ot '|.'.~.'l.,....,....2?1..2??,.3.21..,3.6?..,.?2.9.,..?5?9, m/z 89.05 76.33%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #165400: Heptaethylene glycol
45
5000 89 T LI B LELELEL N LR

22. 60 22. 80 23 00 23.20
m/z 43.05 42 _.49%

J 133
oh Xy dypd, | A77oor2se 283
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

45

22. 60 22.80 23 00 23.20

89

5000 m/z 71.05 40.39%
133
ol 19 177 207 251 283 327
e NN
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy.... S P
45 2260 22.80 23.00 23.20
89 m/z 57.05 31.09%
5000
133
177
ok 28 ML dy L i 221251283300330 371 415 e S
mz-> 0 50 100 150 200 250 300 350 400 450 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045893.D

Aca On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 2-[2-[2-[2-[2-[2-[2-[2-[2-[--- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.38 52.75 ng 2759810 Perylene-di12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-12-T2-12-T2-12-T2-(2-Hvdroxvet. .. 370 C16H3409 005117-19-1 83
2-12-T2-12-T2-12-12-12-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 83
2-T2-12-12-12-12-12-12-12-12-(2-. .. 502 C22H46012 1000352-13-2 80
2-12-T2-12-12-12-12-(2-Methoxvet. .. 384 C17H3609 1000352-04-2 72
5 Heptaethylene glycol 326 C14H3008 005617-32-3 58
Abundance Scan 3795 (25.383 min): BG045893.D (-3783) (-) m/z 45.05 100.00%
45 39

5000

—

25.00 25.20 25.40 25.60
m/z 89.05 83.67%

17 215039 275

325 355 401 429

Oy

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
456
89
5000 [T rT T[Tt [ rrrr[rrrrr1
25.00 25.20 25.40 25.60
133 m/z 71.05 43.18%
RECN W l | 177207 251283 327
I B o B R B B e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
45
e e R e
89 25.00 25.20 25.40 25.60
5000 m/z 43.05 41 .47%
133
o 19 177 207 239263 295 327 371
B o B e T B I e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 Ao
Abundance #235432; 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth. . T
45 25.00 25.20 25.40 25.60

89 m/z 87.05 33.96%

5000

19, | | 4 l Lo 137 221 265 295 327 383 415 459

m/z--> 0 50 100 150 200 250 300 350 400 450 25. OO 25. 20 25 40 25.60

o
=
w
w
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
BG045893.D

30 Jun 2020 20:47

CG/Ju

L3129-01

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Hexaethylene glycol monodod... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.22 33.24ng 1739020  Perylene-d12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexaethvlene alvcol monododecyl ... 450 C24H5007 003055-96-7 83

2-I2-12-12-T12-T2-T2-T2-T2-(2-Hvd ... 458 C20H42011
2-T2-T2-12-12-12-12-12-12-12-(2-. ..

502 C22H46012

1000352-12-6 81
1000352-13-2 81

4 15-Crown-5
5 Heptaethylene glycol

220 C10H2005
326 C14H3008

033100-27-5 72
005617-32-3 64

Abundance Scan 4448 (29.219 min): BG045893.D (-4433) (-) m/z 45.05 100.00%
45 89
5000
177 29.00 29.20 29.40 29.60
215
O S— 250283 341 876402 m/z 89.05 85.60%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227076: Hexaethylene glycol monododecy! ether
45
5000 LA L I L L L L BB
89 20.00 29.20 29.40 29.60
133 m/z 71.05 41 _.55%
ol 154 Dy | 177 213 257283 317 363 407 451
A A e e A R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
45
89 T s
29.00 29.20 29.40 29 60
5000 m/z 87.05 38.77%
133
177
0 19 221 251 283309 339 371 415
B e o e i i S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth...
45 29 00 29.20 29.40 29.60
89 m/z 43.05 34 .53%
5000
133
l 177
ol B A d ol i 221 265205 327 383 415 459 e s sttt
m/z--> 0 50 100 150 200 250 300 350 400 450 29. 00 29. 20 29. 40 29 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG063020\
Data File : BG045893.D

Acq On : 30 Jun 2020 20:47

Operator : CG/JU

Sample : L3129-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butanoic acid, 3-... 4.88 9.2 ng 168384 1 7.89 364702 20.0
Hexanoic acid, 2-... 5.03 7.7 ng 139597 1 7.89 364702 20.0
Hexanoic acid 7.01 7.7 ng 139480 1 7.89 364702 20.0
1-Hexanol, 2-ethyl- 7.97 47.0 ng 856915 1 7.89 364702 20.0
Ethanol, 2-phenoxy- 11.07 12.1 ng 278581 2 10.70 461168 20.0
Indole 12.22 7.7 ng 176632 2 10.70 461168 20.0
unknownl13.52 13.52 10.8 ng 350875 3 14.55 649596 20.0
1H-Benzotriazole, ... 14.89 21.8 ng 707321 3 14.55 649596 20.0
1H-Benzotriazole,... 15.30 9.1 ng 293957 3 14.55 649596 20.0
unknownl16.19 16.19 35.8 ng 1399480 4 17.30 782330 20.0
Pentaethylene glycol 17.78 8.2 ng 320297 4 17.30 782330 20.0
Pentaethylene gly... 18.27 69.3 ng 2711770 4 17.30 782330 20.0
Hexaethylene glycol 20.95 9.0 ng 359790 5 21.56 801977 20.0
3-Eicosene, (E)- 21.21 11.7 ng 470320 5 21.56 801977 20.0
1,4,7,10,13,16-He... 21.32 94.1 ng 3775080 5 21.56 801977 20.0
E-14-Hexadecenal 22.35 8.1 ng 324812 5 21.56 801977 20.0
Heptaethylene glycol 22.97 90.7 ng 3636370 5 21.56 801977 20.0
2-[2-[2-[2-[2-[2--.. 25.38 52.8 ng 2759810 6 24.68 1046310 20.0
Hexaethylene glyc... 29.22 33.2 ng 1739020 6 24.68 1046310 20.0

8270-BG061520.M Wed Jul 01 13:01:26 2020 Page: 24



