LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

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 M\METHODS\8270-BM060520 .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 5.040 360 366 381 rBY 1817358 2634633 47 .15% 4.614%
2 6.610 625 633 647 rBY 1926542 2976218 53.26% 5.212%
3 7.398 760 767 774 rBV 550226 834496 14.93% 1.461%
4 7.716 813 821 828 rBVY 1534098 2359156 42.22% 4.131%
5 8.545 955 962 974 rBVY 1218403 1951262 34.92% 3.417%
6 9.981 1197 1206 1220 rBv2 379161 669236 11.98% 1.172%
7 10.157 1228 1236 1242 rBV 705680 1144751 20.48% 2.005%
8 10.204 1242 1244 1252 rVB 43944 67045 1.20% 0.117%
9 10.716 1323 1331 1341 rBvV4 38401 105108 1.88% 0.184%
10 12.663 1655 1662 1675 rBVY 2823806 4013049 71.81% 7.028%

11 12.969 1708 1714 1722 rBV 305322 473794 8.48% 0.830%
12 13.327 1770 1775 1779 rBV 119495 178513 3.19% 0.313%
13 13.522 1801 1808 1814 rBV 335213 508168 9.09% 0.890%
14 13.769 1843 1850 1860 rBV 270483 429621 7.69% 0.752%
15 13.957 1877 1882 1886 rBV 148064 222361 3.98% 0.389%

16 14.051 1892 1898 1904 rBV 997101 1425269 25.50% 2.496%
17 14.116 1904 1909 1920 rVB2 83298 154359 2.76% 0.270%
18 14.439 1956 1964 1974 rBV3 144949 292165 5.23% 0.512%
19 14.680 1999 2005 2010 rBv4 26367 57071 1.02% 0.100%
20 14.939 2044 2049 2055 rvB2 38410 81759 1.46% 0.143%

21 15.110 2073 2078 2085 rBV 95334 156728 2.80% 0.274%
22 15.557 2141 2154 2164 rBV 2276119 3115751 55.75% 5.456%

23 15.792 2189 2194 2196 rBV3 37173 56242 1.01% 0.098%
24 15.845 2200 2203 2210 rVB2 56193 85379 1.53% 0.150%
25 16.121 2243 2250 2255 rBV7 26424 65750 1.18% 0.115%
26 16.392 2292 2296 2304 rVV2 109909 149787 2.68% 0.262%
27 16.468 2306 2309 2317 rVB4 46286 79527 1.42% 0.139%
28 16.557 2319 2324 2328 rBV4 59334 93450 1.67% 0.164%
29 16.610 2328 2333 2338 rVVv2 63766 141269 2.53% 0.247%
30 16.657 2339 2341 2348 rVB2 43187 57976 1.04% 0.102%

31 16.810 2359 2367 2370 rBV 1091893 1588126 28.42% 2.781%
32 16.851 2370 2374 2379 rVB 819482 1125481 20.14% 1.971%
33 16.939 2384 2389 2394 rVV 374573 508735 9.10% 0.891%
34 17.004 2396 2400 2406 rVB3 47317 82205 1.47% 0.144%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

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\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.221 2433 2437 2441 rBV2 66787 123297 2.21% 0.216%

36 17.339 2453 2457 2462 rVB2 60227 90394 1.62% 0.158%
37 17.386 2462 2465 2471 rVB3 41273 56806 1.02% 0.099%
38 17.680 2510 2515 2519 rBV 179513 258630 4.63% 0.453%
39 17.733 2519 2524 2532 rVV 265625 392415 7.02% 0.687%
40 17.810 2533 2537 2541 rVV 122694 169358 3.03% 0.297%

41 17.874 2542 2548 2552 rVvv2 304411 571474 10.23% 1.001%
42 17.915 2552 2555 2563 rVB 144292 211316 3.78% 0.370%
43 18.039 2572 2576 2579 rBV 65345 72638 1.30% 0.127%
44 18.192 2598 2602 2605 rBVY 123091 151329 2.71% 0.265%
45 18.233 2605 2609 2615 rVB2 78553 118846 2.13% 0.208%

46 18.445 2641 2645 2649 rBVY 61434 76709 1.37% 0.134%
47 18.492 2650 2653 2657 rBV2 70736 110607 1.98% 0.194%
48 18.615 2670 2674 2678 rBV2 178774 275160 4.92% 0.482%
49 18.680 2682 2685 2688 rVvB2 124585 147695 2.64% 0.259%
50 18.756 2693 2698 2704 rBV2 150231 272487 4._.88% 0.477%

51 18.874 2713 2718 2726 rVB 2073515 2767116 49.52% 4._.846%
52 18.951 2728 2731 2733 rBV3 64023 71972 1.29% 0.126%
53 19.027 2740 2744 2748 rBV 170707 212434 3.80% 0.372%
54 19.239 2772 2780 2784 rBV 2039199 3008521 53.84% 5.269%
55 19.280 2784 2787 2791 rVB 497690 669705 11.98% 1.173%

56 19.427 2809 2812 2813 rBV 115485 114939 2.06% 0.201%
57 19.462 2813 2818 2829 rVB 4560323 5588318 100.00% 9.787%
58 19.586 2835 2839 2843 rVB 150797 241893 4_.33% 0.424%
59 19.715 2857 2861 2863 rBV3 163048 261847 4.69% 0.459%
60 19.745 2864 2866 2871 rVB 300251 346441 6.20% 0.607%

61 19.851 2880 2884 2888 rBV 197841 296788 5.31% 0.520%
62 19.904 2890 2893 2897 rVB2 257274 326368 5.84% 0.572%
63 20.045 2914 2917 2921 rVB 165098 193223 3.46% 0.338%
64 20.092 2922 2925 2929 rVV 136512 194765 3.49% 0.341%
65 20.739 3032 3035 3037 rBV2 273222 352856 6.31% 0.618%

66 20.768 3037 3040 3043 rVV3 277294 373293 6.68% 0.654%
67 21.015 3076 3082 3086 rBV2 1849079 3691976 66.07% 6.466%
68 21.050 3086 3088 3099 rVB 1144725 1485773 26.59% 2.602%
69 22.503 3330 3335 3339 rBV 1179360 2533435 45.33% 4._437%
70 23.021 3419 3423 3430 rVB 1146699 1989046 35.59% 3.483%

71 23.109 3435 3438 3443 rVB 953602 1397653 25.01% 2.448%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 57101963

8270-BM060520.M Wed Jun 17 07:13:36 2020 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM026423.D
4000000
3000000

2000000 5.04 6.61
7.72

1000000 10.16

9.9
10.20 10.72

e T L T e e S M e

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM026423.D

7.40

19146

4000000

3000000 12.66

15.56 18.8719.24
2000000

1000000 14.05

a i
Reroa
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12,97 13583
1333 518 12144 6gata 1l || 156,13 8E8BEA)

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026423.D

4000000
2250 232921

3000000 21,02

2000000

ey

1000000

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 1,2,5-Trithiepane Concentration Rank 2

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

9.98 11.69 ng 669236 Naphthalene-d8 10.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 50
2 trans-0-Dithiane-4.5-diol 152 C4H802S2 014193-38-5 35
3 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 35
4 Ethane. isothiocvanato- 87 C3H5NS 000542-85-8 35
5 1,2,4-Trithiolane, 3,5-dimethyl- 152 C4H8S3 023654-92-4 28

Abundance Scan 1206 (9.981 min): BM026423.D (-1197) (-) m/z 152.00 100.00%

152
55 87
5000 41

73 L e e e ]
106120 193 281 960 9.80 10.00 10.20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25532: 1,2,5-Trithiepane
152
5000 60

45 87 9.60 9.80 10.00 10.20
27 106 24 m/z 87.10 75.58%
Ok PAHPW.P”wpnlﬂh.pm...m.”.P”..”..”..”w.”w”
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
152
I
108 9.60 9.80 10.00 10.20
5000 44 m/z 41.05  42.22%
20 87
134
15 29
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1854: Thiocyanic acid, ethyl ester e e A N s SRR
29 9.60 9.80 10.00 1020

m/z 59.00 39.81%

5000 87
59
45 ‘
0 ‘ ‘ [TV |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 960 980 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.97 6.65 ng 473794 Acenaphthene-d10 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8HONO2 000103-90-2 58
3 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 53
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 53
5 Metacetamol 151 C8HONO2 000621-42-1 42
Abundance Scan 1714 (12.969 min): BM026423.D (-1708) (-) m/z 43.10 100.00%
a3
109
5000 151
57 69 8 12150 1230 1300 Ta30
123 : : : :
I .',| atlpll L 86l 225 A7 | 169 193207 77 109.10  63.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 '|4\"|"" [T T
12.60 12.80 13.00 13.20
57 69 g5 m/z 151.10 40.01%
ot 2 e R | M e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
1260 12.80 13.00 13.20
5000 151 m/z 41.10 22.62%
43 30
oL 15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide T T T TR T
109 12.60 12.80 13.00 13.20
m/z 69.10 12.99%
5000 151
93 122
o 82 L ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 unknownl13.33 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.33 2.50 ng 178513 Acenaphthene-d10 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dithiane 120 C4H8S2 000505-20-4 32
2 5-Amino-2.2-dimethvlpentanol 131 C7H17NO 013532-77-9 9
3 6-Oxabicvclol3.1.0Thexane 84 C5H80 000285-67-6 9
4 1-Propanol. 2-methyl-2-nitro- 119 C4H9NO3 000076-39-1 9
5 Carbamic acid, ethylnitroso-, et... 146 C5H10N203 000614-95-9 9
Abundance Scan 1775 (13.327 min): BM026423.D (-1770) (-) m/z 55.10 100.00%
5000
13.00 13.20 13.40 13.60
0 m/z 184.00 43 .45%
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #9227: 1,2-Dithiane
55
120
5000 ISRV SR LS
13.00 13.20 13.40 13.60
m/z 120.00 41.67%
41 73 87
0 ....|....‘l‘lh‘..“l‘ll..‘.”llH...|....|....l....l....l....l....
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
30
13.00 13.20 13.40 13.60
5000 m/z 56.10 26.07%
41 s
83
o 18 67 100 116 131
miz--> 0 25 45 éo 85 160 120 140 1éo 1éo 260
Abundance #1438: 6-Oxabicyclo[3.1.0]hexane
41 55 13.00 13.20 13.40 13.60
27 m/z 64.00 22 .48%
5000
83
i
0 ...“.‘,..‘..“Ni.”.“.‘,.‘.‘..,l...,....,....,....,....,....,....
miz--> 0 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 unknownl3.96 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.96 3.12 ng 222361 Acenaphthene-d10 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 3-(butvlthio)- 144 C8H16S 000689-90-7 37
2 2-Propenenitrile. 2-chloro- 87 C3H2CIN 000920-37-6 18
3 2-T2-T2-T2-T2-T2-T2-T2-T2-T2-T2-. .. 602 C27H54014 1000351-89-6 16
4 2-T2-T2-T2-12-12-12-12-12-12-12-... 646 C29H58015 1000351-92-0 16
5 1,2,4-Trithiolane, 3,5-bis(l-met... 208 C8H16S3 054934-99-5 14
Abundance Scan 1883 (13.963 min): BM026423.D (-1877) (-) m/z 55.10 100.00%
55
87
5000 152 208
3M 1J2° 13.60 13.80 14.00 14.20
ob—— 2l b by | 'm/z 87.05 70.48%
m/z--> 50 100 150 200 250 300 350
Abundance #21039: 1-Butene, 3-(butylthio)-
55
5000
29 144 13.60 13.80 14.00 14.20
87 m/z 88.10 43.74%
o\. ws
m/z--> 50 100 150 200 250 300 350
Abundance
87
13.60 13.80 14.00 14.20
5000 52 m/z 208.10 38.76%
26
N L s L L B AL WL
m/z--> 50 100 150 200 250 300 350
Abundance #241114: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)... P e e e
87 13.60 13.80 14.00 14.20
m/z 152.00 38.41%
5000 59
147
oL 2 | |y u7 M7 75 000219 puspes 307 as
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BM060520.M Wed Jun 17 07:13:48 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 unknownl4.44 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14._.44 4.10 ng 292165 Acenaphthene-d10 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 27
2-T2-T2-T2-T2-T2-T2-(2-Methoxvet... 426 C19H38010 1000351-91-7 25
2-T2-12-T2-12-12-1T2-12-T2-(2-Met... 514 C23H46012 1000351-89-8 25
4 Oxazolidin-2-one 87 C3H5N02 000497-25-6 25
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 470 C21H42011 1000351-91-8 25
Abundance Scan 1964 (14.439 min): BM026423.D (-1956) (-) m/z 55.10 100.00%
87
152
5000 41
73 " 14:20 14.40 14.60 14.80
o} m/z 87.00 78 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87
5000
b7 45 116 14.20 14.40 14.60 14.80
‘ 101 m/z 152.00 64 .80%
0 RREE H: UIHIIHI\H\I‘”\Ilewlll‘llllllllllllll R RARRE R R R R ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
87
14.20 14.40 14.60 14.80
5000 59 m/z 41.10 40.97%
43 103
05” 3 117131 147160 175 191 205219
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #236630: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy... R R R
87 14.20 14.40 14.60 14.80
m/z 59.00 38.67%
5000 59
43 103
73
oL15 20 H n “ 117181 14769175 191205219 235 263
m/z--> 20 40 60 80 100 120 14'10 160 180 200 220 240 260 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.68 3.26 ng 258630 Phenanthrene-d10 16.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 93
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 91
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 2515 (17.680 min): BM026423.D (-2510) (-) m/z 192.10 100.00%

1

5000

=

17.40 17.60 17.80 18.00
m/z 191.10 57.97%

o 223 243 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #54750: Phenanthrene, 2-methyl-

§

5000

17.40 17.60 17.80 18.00
m/z 189.10 31.27%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
192
R e ERR RS R
17.40 17.60 17.80 18.00
5000 m/z 193.05 17.06%

165
27 63 96 115 139

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #54746: Phenanthrene, 1-methy!l- T T
192 17.40 17.60 17.80 18.00

m/z 190.10 16.81%

5000

165

;

39 63 96 115 139
a L I L TTITrT T T TrrrT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.73 4.94 ng 392415 Phenanthrene-d10 16.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 95
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94

Abundance Scan 2523 (17.727 min): BM026423.D (-2519) (-) m/z 192.10 100.00%

192
5000
94 17.40 17.60 17.80 18.00
39 63 115 139
0 223 247 282 85 "nm/z 191.10 54.10%

T T
m/z--> 50 100 150 200 250 300 350
Abundance #54750: Phenanthrene, 2-methyl-
192

5000 ..................
17. 40 17. 60 17. 80 1800

m/z 189.10 29.41%

94 165
0 39 63 | M 115 139‘ h‘ \ u‘
— e T
m/z--> 50 100 150 200 250 300 350
Abundance
192

17. 40 17. 60 17. 80 18.00

165

5000 m/z 193.05 17.30%
165
15 39 63 83 115 139
B L B L o B e A B
m/z--> 50 100 150 200 250 300 350
Abundance #54745: Phenanthrene, 4-methyl- e B
192 17.40 17.60 17.80 18.00

m/z 165.05 15.37%

5000

165
27 63 Pusi1ze |

e i A

m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00

8270-BM060520.M Wed Jun 17 07:13:54 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Phenanthrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.81 2.13 ng 169358 Phenanthrene-d10 16.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 1H-Cvclopropal I'lphenanthrene.la.... 192 C15H12 000949-41-7 95
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 95
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94

Abundance Scan 2537 (17.810 min): BM026423.D (-2533) (-) m/z 192.05 100.00%

192
5000

83 165 17.40 17.60 17.80 18.00 18.20
39 63 96 115 151 209223 : : : : '
ol 137 LtE 249 281 m/z 191.05 45.88%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54750: Phenanthrene, 2-methyl-

192

5000
17.40 17.60 17.80 18.00 18.20

m/z 189.05 22 .76%

165

94
ol27 50 63 77 115 137152
1 IIIIIIIIIIIII|IIII|II

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

192

17.40 17.60 17.80 18.00 18.20
5000 m/z 193.10 16.49%

165
39 63 82 96 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- B R a e
192 17.40 17.60 17.80 18.00 18.20

m/z 165.10 12.14%
5000
165
ol 39 63 83 9 115 139

1 IIIIIIIIIIIIIIIIIIIII IIIIIIII UL IIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 40 17. 60 17. 80 18. 00 18 20

8270-BM060520.M Wed Jun 17 07:13:56 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.87 7.20 ng 571474 Phenanthrene-d10 16.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 38
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38

Abundance Scan 2547 (17.868 min): BM026423.D (-2542) (-) m/z 189.10 100.00%

5000

!

17. 60 17. 80 18. 00 18 20
210
ol 224 245 282 m/z 192.10 99.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
0

5000 R
17. 60 17. 80 1800 18 20

m/z 190.05 92 .66%

14
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
190

1760 17.80 18.00 18.20
5000 m/z 191.10 69.59%

94

39 6378 | 110 137 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-

192 17.60 17.80 18.00 18.20

m/z 94_.50 26.49%
5000
165
o 39 63 8 9% 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BM060520.M Wed Jun 17 07:13:58 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.92 2.66 ng 211316 Phenanthrene-d10 16.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 53
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 53
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 53
4 1H-Indene. l1l-phenvl- 192 C15H12 001961-96-2 52
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 50
Abundance Scan 2556 (17.921 min): BM026423.D (-2552) (-) m/z 192.10 100.00%
192
5000
3 93 165 AR A R
40 54 1 114129 150 | 2?7 233 274 17.60 17.80 18.00 18.20
0 ”.w”JWJHW.“.“mh“J”,M”,”Mw” w.ﬁh.u.“”.“nmﬁ.. m/z 191.10 87 .15%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54746: Phenanthrene, 1-methyl-
192
5000
17.60 17.80 18.00 18.20
165 m/z 93.10 21.85%
o 39 63 g2 9 115 139
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
17.60 17.80 18.00 18.20
5000 m/z 165.10 14.67%

165
39 63 839% 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54737: Anthracene, 9-methyl- A B A
192 17.60 17.80 18.00 18.20

m/z 73.10 11.68%

5000

96 165
115 137152
RRRRREE R AR RS B e N R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BM060520.M Wed Jun 17 07:14:00 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.62 3.47 ng 275160 Phenanthrene-d10 16.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 97
2 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 93
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 91
4 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 91
5 1H-Indene, 2-methyl-3-phenyl- 206 C16H14 035099-60-6 91
Abundance Scan 2675 (18.621 min): BM026423.D (-2670) (-) m/z 206.10 100.00%
206
5000
149
89 18.40 18.60 18.80 19.00
39 55 126 165
Obrrerrrrtr b 0 o A Wl (223 259 282 325 1 nz57191.10 53.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 IR SRR BN UGN R
180 1840 18.60 18.80 19.00
101 m/z 189.10 28.79%
ol 27 51 76 | 153139 19 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
206
18140 18.60 18.80 19.00
5000 m/z 205.10 20.44%
65 189

ol15 30 63 89 113127 14!

Wmm’mmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66266: Phenanthrene, 3,6-dimethyl- R A AEEEammmes S S
18.40 18.60 18.80 19.00

m/z 207.10 18.41%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 40 18 60 18. 80 19. 00

8270-BM060520.M Wed Jun 17 07:14:01 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Cyclopenta(def)phenanthrenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.76 3.43 ng 272487 Phenanthrene-d10 16.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 92
2 I1.1"-Biphenvl1-2-o0l. 5-chloro- 204 C12H9CIO0 000607-12-5 43
3 Benzene. 1l-chloro-3-phenoxv- 204 C12HOCIO 006452-49-9 43
4 [1.17-Biphenvl-4-0l1. 2-chloro- 204 C12H9CIO0 023719-22-4 43
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 38

Abundance Scan 2699 (18.762 min): BM026423.D (-2693) (-) m/z 204.10 100.00%
204
5000
18.40 18.60 18.80 19.00
232
ol 20 A 855 /7 206.10  49.99%
m/z--> 50 100 150 200 250 300 350
Abundance #64588: Cyclopenta(def)phenanthrenone
204
5000
176 18.40 18.60 18.80 19.00
88 m/z 176.10 37 .96%
0 62 | 122 10
m/z--> 50 100 150 200 250 300 350
Abundance
204
18.40 18.60 18.80 19.00
5000 m/z 191.05 31.94%
139
168
63 89 115
O T e T
m/z--> 50 100 150 200 250 300 350
Abundance #64062: Benzene, 1-chloro-3-phenoxy- R B o o
204 18.40 18.60 18.80 19.00
m/z 205.10 29.93%
5000 141
169
“ 94 115
0::‘: \‘ |‘iJ|| ——T — T — RS R R R
m/z--> 100 150 200 250 300 350 18.40 18.60 18.80 19.00

8270-BM060520.M Wed Jun 17 07:14:03 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026423.D

Aca On : 16 Jun 2020 21:42

Operator : JU/CG

Sample : L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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-Heneicosyl formate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.77 2.02 ng 373293 Chrysene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 83
3 n-Heptadecanol-1 256 C17H360 001454-85-9 83
4 1-Octadecene 252 C18H36 000112-88-9 83
5 2-Methyl-2-docosene 322 C23H46 1000131-16-9 78
Abundance Scan 3040 (20.768 min): BM026423.D (-3037) (-) m/z 57.10 100.00%
57
c000 WM
234
125 J 20.40 20.60 20.80 21.00
161189 . . . .
Ot A LA .'l. At 22, 508 SST 402 439 475 838 | ns7 43.10  95.82%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177132: 1-Heneicosyl formate
57
5000 AU IR B
20,40 20.60 20.80 21.00
125 m/z 55.10 84 .43%
. | \‘ | | | 153182010 2662%3p5
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57 o7
2040 20.60 20.80 21.00
5000 m/z 83.10 74 .60%
29 125
322
o 153182210238266294
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107662: n-Heptadecanol-1 L B o e
55 83 20.40 20.60 20.80 21.00
m/z 69.10 74 .19%
5000 WMJJ\M/M
oA 139168 210238
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 2040 20.60 20.80 21.00

8270-BM060520.M Wed Jun 17 07:14:05 2020 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM061620\
Data File : BM026423.D

Acq On : 16 Jun 2020 21:42

Operator : JU/CG

Sample - L3013-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM060520_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]
1,2,5-Trithiepane 9.98 11.7 ng 669236 2 10.16 1144750 20.0
2,4,7,9-Tetrameth... 12.97 6.7 ng 473794 3 14.05 1425270 20.0
unknown13.33 13.33 2.5 ng 178513 3 14.05 1425270 20.0
unknown13.96 13.96 3.1 ng 222361 3 14.05 1425270 20.0
unknownl14_44 14 .44 4.1 ng 292165 3 14.05 1425270 20.0
Phenanthrene, 2-m... 17.68 3.3 ng 258630 4 16.81 1588130 20.0
Anthracene, 2-met... 17.73 4.9 ng 392415 4 16.81 1588130 20.0
Phenanthrene, 1-m... 17.81 2.1 ng 169358 4 16.81 1588130 20.0
Benzaldehyde, 3,5... 17.87 7.2 ng 571474 4 16.81 1588130 20.0
1H-Cyclopropa[l]p--. 17.92 2.7 ng 211316 4 16.81 1588130 20.0
Phenanthrene, 2,5... 18.62 3.5 ng 275160 4 16.81 1588130 20.0
Cyclopenta(def)ph... 18.76 3.4 ng 272487 4 16.81 1588130 20.0
1-Heneicosyl formate 20.77 2.0 ng 373293 5 21.02 3691980 20.0
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