LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\
Data File : BG045568.D
Aca On 1 Jun 2020 23:18 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- _ lentosampleld :
3?22Ie - L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 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-BG051520.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 5.544 410 418 429 rBV 594645 1037241 36.20% 3.827%
2 5.996 490 495 501 rBvV2 31299 51118 1.78% 0.189%
3 7.153 684 692 703 rBV 724585 1327478 46.33% 4 .898%
4 7.952 820 828 836 rBV 268108 484654 16.92% 1.788%
5 8.275 876 883 893 rVB 584709 1074897 37.52% 3.966%
6 8.575 927 934 943 rVB4 14852 34537 1.21% 0.127%
7 9.115 1018 1026 1039 rBV 468870 886824 30.95% 3.272%
8 9.562 1096 1102 1107 rVB3 17528 30142 1.05% 0.111%
9 10.760 1299 1306 1313 rBV 362637 664336 23.19% 2.451%
10 13.216 1717 1724 1734 rBVY 1409770 2298316 80.22% 8.480%
11 13.927 1839 1845 1851 rBvV7 26199 47493 1.66% 0.175%
12 14.044 1858 1865 1874 rBV 244541 391276 13.66% 1.444%
13 14.320 1907 1912 1918 rvVvB2 18362 34738 1.21% 0.128%
14 14.596 1952 1959 1966 rBV 640455 1072983 37.45% 3.959%
15 14.708 1975 1978 1983 rVB5 21734 29794 1.04% 0.110%
16 15.266 2068 2073 2078 rVB 38741 55104 1.92% 0.203%
17 15.489 2107 2111 2116 rBvV3 25030 38481 1.34% 0.142%

18 16.088 2207 2213 2222 rBV 1078639 1762386 61.51% 6.503%
19 16.740 2319 2324 2334 rBV6 53920 139194 4._86% 0.514%
20 16.999 2362 2368 2372 rBVS 24433 43472 1.52% 0.160%

21 17.252 2407 2411 2418 rBVS8 32841 66459 2.32% 0.245%
22 17.346 2418 2427 2431 rBV 685236 1075799 37.55% 3.970%
23 17.387 2431 2434 2440 rVB 163062 240139 8.38% 0.886%

24 17.481 2446 2450 2455 rVB 30624 48894 1.71% 0.180%
25 17.721 2487 2491 2495 rBV5 46229 73469 2.56% 0.271%
26 18.050 2543 2547 2552 rVB3 57879 80405 2.81% 0.297%
27 18.139 2557 2562 2564 rBV5 35709 53029 1.85% 0.196%
28 18.256 2578 2582 2591 rVB4 104664 216449 7.55% 0.799%
29 18.421 2606 2610 2614 rBV3 36542 53894 1.88% 0.199%
30 18.538 2627 2630 2633 rVB3 44654 47752 1.67% 0.176%
31 19.137 2729 2732 2735 rBV4 34818 38762 1.35% 0.143%

32 19.219 2742 2746 2749 rVB3 86548 100884 3.52% 0.372%
33 19.261 2749 2753 2761 rBV2 84431 164728 5.75% 0.608%
34 19.343 2762 2767 2772 rVV 607709 799027 27 .89% 2.948%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\
Data File : BG045568.D
Aca On 1 Jun 2020 23:18 Instrument :
Operator : CG/JU (BZII\!A_(tSS el

- _ lentosampleld :
3?22Ie - L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.402 2772 2777 2784 rVB 358599 528344 18.44% 1.949%

36 19.760 2830 2838 2846 rBV 335243 598146 20.88% 2.207%
37 19.913 2860 2864 2867 rBV 137250 166721 5.82% 0.615%
38 19.960 2867 2872 2878 rVV 2148437 2865152 100.00% 10.572%
39 20.247 2917 2921 2929 rVB5 109632 217458 7.59% 0.802%
40 20.441 2951 2954 2959 rvVB2 200316 251075 8.76% 0.926%

41 20.947 3036 3040 3046 rvB2 124133 173536 6.06% 0.640%
42 21.264 3090 3094 3103 rVB3 291620 495623 17.30% 1.829%
43 21.352 3105 3109 3114 rVvB2 203713 291548 10.18% 1.076%
44 21.469 3126 3129 3133 rBV3 82695 107549 3.75% 0.397%
45 21.604 3145 3152 3157 rBV2 661728 1315023 45.90% 4._.852%

46 21.651 3157 3160 3170 rVB 175529 288335 10.06% 1.064%
47 23.760 3514 3519 3528 rBVY 110390 322559 11.26% 1.190%
48 23.872 3533 3538 3543 rvv2 258098 518031 18.08% 1.911%
49 23.931 3544 3548 3555 rVB3 185568 401625 14.02% 1.482%
50 24.765 3682 3690 3705 rVB3 338609 1082131 37.77% 3.993%

51 25.910 3875 3885 3896 rVB 736136 2223772 T77.61% 8.205%
52 26.028 3896 3905 3915 rBv4 213219 690822 24.11% 2.549%

Sum of corrected areas: 27101604
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG060120\

BG045568.D
1 Jun 2020 23:18
CG/JuU
L2798-03
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

NM87-COMP-2020-0-6

Abundance

2000000

1500000

1000000

500000

I\

TIC: BG045568.D

7.15

5.54 8.28

9.12
7.95

6.00 8.58

9.56

10.76

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00

I I I I I
9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

TIC: BG045568.D

13.22

16.09

14.60

14.04
13.%14.32 4.71 15[\. 25;49

19.96

0

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

2000000

1500000

1000000

500000

TIC: BG045568.D

25.91

ol

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

8270-BG051520.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Heptanal Concentration Rank 15

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

6.00 2.11 ng 51118 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 64
2 Pentanoic acid. 3-methvlbutvl ester 172 C10H2002 002050-09-1 38
3 1l.beta..2_beta.-Epoxv-1.alpha.-m... 169 C9H15NO2 015211-08-2 33
4 4-Bromobutvric acid. 3-methvlbut... 236 C9H17Br02 1000354-68-4 32
5 Cyanic acid, sec-butyl ester 99 C5H9NO 001873-13-8 32

Abundance Scan 496 (6.002 min): BG045568.D (-490) (-) m/z 43.05 100.00%
5000
104 363 | 560 580 6.00 620 640
o e e o S m/z 70.15 93.49%
m/z--> 150 200 250 300 350
Abundance #7423: Heptanal
5000

5.60 5.80 6.00 6.20 6.40
m/z 41.05 89.41%

o w\wwl.l%..,....,....,........,..
m/z--> 100 150 200 250 300 350
Abundance
70
43 5.60 5.80 6.00 6.20 6.40
5000 m/z 44.05 84.61%
103
0 25 129
m/z--> 50 100 150 200 250 300 350
Abundance #37870: 1.beta.,2.beta.-Epoxy-1.alpha.-methoxymethyl-8.alp... R Em e e
70 560 580 6.00 6.20 6.40
m/z 55.05 65.44%
5000 44
124 169
96
e —
m/z--> 50 100 150 200 250 300 350 5.60 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 4-((1E)-3-Hydroxy-l1-propeny... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.59 ng 139194 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-((1EY-3-Hvdroxv-1-propenvl)-2-... 180 C10H1203 1000297-95-5 90
2 Phenol. 4-(3-hvdroxv-1-propenvl)... 180 C10H1203 000458-35-5 43
1-(Prop-2-vnvloxv)-3.4-methvlene... 178 C10H1003 019202-22-3 38
4 2-Methvlthianaphthene-1.1 dioxide 180 C9H802S 006224-55-1 38
5 Benzene, l-methyl-4-[(2-methylpr... 180 C11H16S 054576-37-3 30
Abundance Scan 2324 (16.740 min): BG045568.D (-2319) (-) m/z 136.95 100.00%
137
77
180
5000 107
39
207 261304 400 16.40 16.60 16.80 17.00
0’ T T e e R m/z 124_.00 84 _.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxyphenol
137
180
5000 01
16.40 16.60 16.80 17.00
m/z 77.05 69.41%
0 ‘ H‘ HM‘\‘\‘H\L‘\ FF-JA.‘IIIIIIIIIIII ——— —
m/z--> 50 150 200 250 300 350 400
Abundance
137
16.40 16.60 16.80 17.00
so00] 2. o1 180 m/z 180.05 54 _90%
0 116
m/z--> 50 100 150 200 250 300 350 400
Abundance #43616: 1-(Prop-2-ynyloxy)-3,4-methylenedioxybenzene
137 16.40 16.60 16.80 17.00
m/z 178.05 47 .81%
5000 107 178
a1 19
0..‘.Hl”‘.”‘.‘..\l'....|................|.....
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl8.26 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.26 4.02 ng 216449 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6808 028474-90-0 38
2 Octadecanoic acid 284 C18H3602 000057-11-4 38
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 Tetradecanoic acid 228 C14H2802 000544-63-8 30
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 27

Abundance Scan 2583 (18.262 min): BG045568.D (-2578) (-) m/z 73.05 100.00%

5000
295 327 408 18.00 18.20 18.40 18.60
0 m/z 43.05 68.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #242221: I-(+)-Ascorbic acid 2,6-dihexadecanoate
57
5000 85 129 TTT LR B TTTT TT T
18. OO 18 20 18 40 18. 60
29 157 185 213 256 m/z 234.00 60.40%
, Lol LC s | e sy 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 | 73
18.00 18.20 18.40 18.60
5000 129 m/z 60.05 60.22%
o1 185
241 284
157 207
ol Al o L L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #72647: Tridecanoic acid L
3 18.00 18.20 18.40 18.60
43 m/z 41.05 47 .61%
5000 129
171
0 h*”u. \ \,.... T e
m/z--> 50 200 250 300 350 400 18. OO 18 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

Sample : L2798-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 5 unknownl9.26 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.26 3.06 ng 164728 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethenetricarbonitrile. 3.4-xvlid... 222 C13H10N4 023957-69-9 43
2 4.5-Dimethoxv-2-ethoxv-1-(2-prop... 222 C13H1803 1000122-71-8 40
3 cis-2.3-Dimethoxy-6-ethoxv-.beta... 222 C13H1803 1000122-72-5 38
4 Apiol 222 C12H1404 000523-80-8 37
5 Benzene, 1-fluoro-2-iodo- 222 C6H4FI1 000348-52-7 35
Abundance Scan 2753 (19.261 min): BG045568.D (-2749) (-) m/z 222.05 100.00%
5000
ﬂngsflmﬂgﬁ 19.00 19.20 19.40 19.60
ol feadisbigl ol { Lol 300 ) 202283305 842 ao1 o So65"08 57 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #78962: Ethenetricarbonitrile, 3,4-xylidino-
222
5000 RS SUNA BN B
19.00 19.20 19.40 19.60
39 ?7 105 180 m/z 179.05 22.09%
129 157
0.“.‘.J‘.”...‘,“..!:‘,J..l‘.“l‘.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance
222
19.00 19.20 19.40 19.60
5000 179 m/z 123.05 21.06%
69 91 123
41 147
L L L L WL WL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #79050: cis-2,3-Dimethoxy-6-ethoxy-.beta.-methylstyrene T T
222 19.00 19.20 19.40 19.60
m/z 151.00 16.73%
5000 w7 179
119
% || | |
0...“l“.‘.H..‘l‘h..“.h.k‘.‘.‘..‘l‘.... ——— S SN AN A
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl19.34 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.34 14.85 ng 799027 Phenanthrene-d10 17.35

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140 003160-32-5 22
2 p-Vinvlbenzohvdrazide 162 C9H10N20 1000244-74-9 22
3 Propenamide. 3-phenvl-N-(3-ethvn... 247 C17H13NO 294667-02-0 22
4 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 14
5 N-(p-Vinylbenzoyl)-l1-alanine 219 C12H13N0O3 139184-60-4 14

Abundance Scan 2767 (19.343 min): BG045568.D (-2762) (-) m/z 131.00 100.00%
131
57 85
5000 264 J\\
19.00 19.20 19,40 19.60
105 . . . .
o 3 207 236 290311 341 366 415 m/z 85.05 57 _76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #41103: 1-Penten-3-one, 4-methyl-1-phenyl-
131
103
51 19.00 19.20 19.40 19.60
27 m/z 57.05 56.37%
|l
rr 7
m/z--> 50 100 150 200 250 300 350 400
Abundance
131
SR EE e e
19.00 19.20 19.40 19.60
5000 103 m/z 103.00 52.74%
77 162
51
27
O T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #99910: Propenamide, 3-phenyl-N-(3-ethynylphenyl)- R R e e e
131 19.00 19.20 19.40 19.60
m/z 264.15 51.69%
5000 103
i
247
o b W L || 170190 219 |
e T e T T B e B o AR
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Cyclopentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.25 3.31 ng 217458 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 90
2 n-Nonadecanol-1 284 C19H400 001454-84-8 64
3 Behenic alcohol 326 C22H460 000661-19-8 64
4 1-Heneicosanol 312 C21H440 015594-90-8 58
5 Cyclotridecane 182 C13H26 000295-02-3 55

Abundance Scan 2921 (20.247 min): BG045568.D (-2917) (-) m/z 55.05 100.00%

215

5000

20.00 20.20 20.40 20.60

260 304 341 380409 458

0 m/z 215.05 95.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane
55
83
5000
111 20.00 20.20 20.40 20.60
m/z 83.05 94 _96%
ZW‘\ \\ﬂ \L 139 182210
o A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
e RARREEE RS
20.00 20.20 20.40 20.60
5000 111 m/z 57.05 83.60%
o 7 139168196 238266
L i e e R B B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol e RARREEE RS
56 83 20.00 20.20 20.40 20.60
m/z 97.05 80.86%
5000 111
39
o L] Pi 107196224252280308
I L e L A e e B e e RARREEE RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 00 20 20 20. 40 20 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.44 3.82 ng 251075 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 Heptadecanal 254 C17H340 1000376-70-0 94
3 Oxirane. tridecvl- 226 C15H300 018633-25-5 93
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 Tetradecanal 212 C14H280 000124-25-4 91

Abundance Scan 2954 (20.441 min): BG045568.D (-2951) (-) m/z 82.05 100.00%

43, 82

5000
31 360 500 20.20 20.40 20.60 20.80
0 385 418 m/z 43.05 97.13%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117607: Octadecanal
43, 82
5000 LA L L L L LB
20. 20 20 40 20 60 20. 80
m/z 55.05 94 .75%
‘ ‘m 166194222250
0..‘{&“ ‘ ”‘uu.‘...ﬁ..”,..”,...w...w....“
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
43
82
R e EEEEE R R
20.20 20.40 20.60 20.80
5000 m/z 57.05 94 .64%
109
137 180208 236
Oy T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82972: Oxirane, tridecyl- e EREEsEEEE S
2 20.20 20.40 20.60 20.80

m/z 83.05 67 .95%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 20. 20 20 40 20 60 20. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

Sample : L2798-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 18-Nonadecen-1-ol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.95 2.64 ng 173536 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 91
2 Tetradecanal 212 C14H280 000124-25-4 90
3 Pentadecanal- 226 C15H300 002765-11-9 70
4 1.15-Pentadecanediol 244 C15H3202 014722-40-8 58
5 Octadecanal 268 C18H360 000638-66-4 58

Abundance Scan 3041 (20.952 min): BG045568.D (-3036) (-) m/z 57.05 100.00%
57 82
5000
150 189 227 277306 3gracy sor s 2050 2080 2160 2120
o a5 488 m/z 43.05  90.00%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129466: 18-Nonadecen-1-ol
55
82
5000 RUUNAUURE AU BN
20.60 20.80 21.00 21.20
29 09 m/z 82.05 90.00%
0 ..L‘.L‘,‘.‘l\ ..ﬂ..l.?s,l.‘i?.l?,“. L —
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57 82
20,60 20.80 21.00 21.20
5000 m/z 55.05 83.17%
29
110138168194
L S A L L S WL L WL LA I W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82955: Pentadecanal- L B e oL
57 82 20.60 20.80 21.00 21.20
m/z 69.05 64.11%
50001 29
09
0 137
miz--> 0 50 100 150 200 250 300 350 400 450 500 20.I60 20.I80 21.'00 21.'20 '

8270-BG051520

-M Tue Jun 02 08:40:04 2020

NM87-COMP-2020-0-6
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.26 7.54 ng 495623 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 91
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 72
4 3-Octadecene. (E)- 252 C18H36 007206-19-1 64
5 n-Nonadecanol-1 284 C19H400 001454-84-8 60
Abundance Scan 3093 (21.258 min): BG045568.D (-3090) (-) m/z 83.05 100.00%
57 83
5000
111
139 21,00 21.20 21.40 21.60
193 281
of b LA l.l.l. Q100220246 297308 347 381 415 486 | n/7z 57.05  84.50%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
5000 L S BN BUMRIL BURR
11 21.00 21.20 21.40 21.60
29 m/z 43.05 82.60%
o bl . -“H‘. | P68 2102866005
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
57 83
21,00 21.20 21.40 21.60
5000 111 m/z 55.05 81.51%
o 139 167 106000 266 2%4 30
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane R EERE RS B
57 21.00 21.20 21.40 21.60
97 m/z 69.05 79.47%
5000
29 125
ol d Al AL || 1o4 196224 269 350
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 21.00 21.20 21.40 21.60

8270-BG051520.M Tue Jun 02 08:40:06 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 11 2-Nonacosanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.35 4.43 ng 291548 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonacosanone 422 C29H580 017600-99-6 59
2 Carbonic acid. 2-methoxvethvl cv... 202 C10H1804 1000357-86-7 47
3 Glvcine. N-(2-methoxvethoxvcarbo... 235 C9H17NO6 1000328-06-4 47
4 2-Dodecanone 184 C12H240 006175-49-1 47
5 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 43
Abundance Scan 3109 (21.352 min): BG045568.D (-3105) (-) m/z 58.05 100.00%
58
5000
85
09 078 323 21.00 21.20 21.40 21.60
oLk, .m.'l.lil'.k.-.lf”,?‘?s. 20240 20 0, 368 402430 488 o 59.05  87.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219821: 2-Nonacosanone
59
5000 422
% 21.00 21.20 21.40 21.60
m/z 43.05 78.21%
0 \‘ ‘m ‘M ‘hu Hh H\ 151 177 209 237 267 295320 \3?2 393‘ ‘
m/z--> 56 100 150 200 2%0 360 3éo 460 4éo '
Abundance
58
21.00 21.20 21.40 21.60
5000 83 m/z 71.05 62.73%
121
29
L L UL UL L UL UL S L UL S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #90061: Glycine, N-(2-methoxyethoxycarbonyl)-, 2-methoxyet... L B
59 21.00 21.20 21.40 21.60
m/z 55.05 30.46%
5000
132
29 103
m/z--> 56 160 1%0 260 2%0 360 3éo 460 4éo ' 2100 2120 2140 2160

8270-BG051520.M Tue Jun 02 08:40:07 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.87 9.57 ng 518031 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 3538 (23.872 min): BG045568.D (-3533) (-) m/z 57.05 100.00%
57
85
5000
113 23.60 23.80 24.00 24.20
155 258 - - - -
oLl A L fAB3 2 9287313 953378403420 490 | 571 05 86.55%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LSRR AU IR B
23.60 23.80 24.00 24.20
m/z 85.05 65.30%
oLl 4l 2141169 197 239 567994 323 352
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 43.05 59.70%
. 29 113 141 169 197 225 253 295323 367
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #215181: 2-methyloctacosane AN B E
7 23.60 23.80 24.00 24.20
m/z 55.05 25.57%
- I VAWNWWU%NNWHPJ\x“mAMNWAMA
oL 20 Ulﬁ?}$1}§9197225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 450 ' 23.60 23.80 24.00 24.20

8270-BG051520.M Tue Jun 02 08:40:09 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Cyclotetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.93 7.42 ng 401625 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 91
2 7-Heptadecene. 1-chloro- 272 C17H33ClI 056554-78-0 87
3 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 87
4 1-Docosene 308 C22H44 001599-67-3 86
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 86

Abundance Scan 3548 (23.931 min): BG045568.D (-3544) (-) m/z 83.05 100.00%

83
55
5000 111

139 268 23.60 23.80 24.00 24.20
j l 1 167192 222 |, 292 322 352 383 428455 489 - : : -

Ol o Lo g et m/z 69.05 97.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 L L B L |
23.60 23.80 24.00 24.20
29 m/z 97.05 93.93%
L e ars s
o.ﬂuf.a.‘““‘“".‘n...w.u..,”.u,...w....,”..,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55
I N B
83 23.60 23.80 24.00 24.20
5000 m/z 55.05 67.66%
29
111
o 140 174 205 244 212
O B e o o o e L L LA B B e o o o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127770: 9-Eicosene, (E)- I R R maR
57 83 23.60 23.80 24.00 24.20
m/z 43.05 63.61%
5000
29 111
o] ‘ j | 139 168 196 223 252 280
i B o e B e AL L I o o o o o B R RREREEEE R
m/z--> 50 100 150 200 250 300 350 400 450 23 60 23. 80 24 00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Docosane, 11-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.91 41.10 ng 2223770 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Docosane. 1ll-butvl- 366 C26H54 013475-76-8 93
3 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 93
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3885 (25.910 min): BG045568.D (-3875) (-) m/z 57.05 100.00%

57
85
5000

141169 197 295 253 2560 2580 26,00 26,20 |
A 295323 364 407431 480 77 71.05  80.75%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57

5000 85 LA LA B e e e
25. 60 2580 2600 26. 20

m/z 85.05 66.61%

113
o ‘ L4169 107 29 567204 323 352
AAV LA er o674 528852
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57

25. 60 25. 80 26 00 26.20

o

5000 85 m/z 43.05 60.07%
113
0 141169 210 239 267 399336 366
i e A e e R B e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #223853: Heneicosane, 11-decyl- T T T
57 25. 60 25. 80 26 00 26. 20

m/z 55.05 27 .29%

5000 85
2 295
113141
‘ 11 169 197225 266 \ 323 435

G . M SRt

m/z--> 0 50 100 150 200 250 300 350 400 450 25. 60 25. 80 26 00 26. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045568.D

Aca On 1 Jun 2020 23:18

Operator : CG/JU

ﬁ?ggle i L2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.03 12.77 ng 690822 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 l17-Pentatriacontene 491 C35H70 006971-40-0 93
4 1-Docosene 308 C22H44 001599-67-3 89
5 Octacosanol 410 C28H580 000557-61-9 86
Abundance Scan 3905 (26.028 min): BG045568.D (-3896) (-) m/z 83.05 100.00%
55 |8
5000 111
R BRI SR BN B
167 209 276 326 25.80 26.00 26.20 26.40
ol .,J..l. i e e 500 302419 489 831 0T 69 05 97.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol
57 97
5000 LB BRI LN BN B
125 25.80 26.00 26.20 26.40
m/z 97.10 90.04%
L 2L M\ | L‘ 122181200236 264292320 350378
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57 97
" 25.80 26.00 26.20 26,40
5000 m/z 57.05 86 .69%
125
29 153
WETE DR N B Wwrs ot S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene B o e e
43 25.80 26.00 26.20 26.40
m/z 55.05 81.03%
5000 83
{Jlll
o | }39167196224 267293321 462490
m/z--> 50 100 150 200 250 300 350 400 450 500 25.80 26.00 26,20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG060120\

Data File : BG045568.D

Acq On 1 Jun 2020 23:18

Operator : CG/JU

3?22'6 i L.2798-03 NM87-COMP-2020-0-6
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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]
Heptanal 6.00 2.1 ng 51118 1 7.95 484654 20.0
4-((1E)-3-Hydroxy... 16.74 2.6 ng 139194 4 17.35 1075800 20.0
unknownl18.26 18.26 4.0 ng 216449 4 17.35 1075800 20.0
unknown19.26 19.26 3.1 ng 164728 4 17.35 1075800 20.0
unknown19.34 19.34 14.9 ng 799027 4 17.35 1075800 20.0
Cyclopentadecane 20.25 3.3 ng 217458 5 21.60 1315020 20.0
Octadecanal 20.44 3.8 ng 251075 5 21.60 1315020 20.0
18-Nonadecen-1-ol 20.95 2.6 ng 173536 5 21.60 1315020 20.0
Dichloroacetic ac... 21.26 7.5 ng 495623 5 21.60 1315020 20.0
2-Nonacosanone 21.35 4.4 ng 291548 5 21.60 1315020 20.0
Heptadecane, 9-oc... 23.87 9.6 ng 518031 6 24.76 1082130 20.0
Cyclotetracosane 23.93 7.4 ng 401625 6 24.76 1082130 20.0
Docosane, 11-butyl- 25.91 41.1 ng 2223770 6 24.76 1082130 20.0
1-Heptacosanol 26.03 12.8 ng 690822 6 24.76 1082130 20.0
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