LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acqg On : 21 Jul 2021 5:19 Instrument :
Operator : JU/CG BNA_F

Sample : M3097-01 5X ClientSampleld :
Misc : HD-01-071921

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124653.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.504 578 581 584 rBB 18498 14748 17.45%  2.901%
2 6.510 750 752 755 rBB 20291 15787 18.68% 3.106%
3 6.904 816 819 822 rBB 49062 35286 41.75% 6.941%
4 7.457 911 913 916 rBB 12287 9611 11.37% 1.891%
5 8.187 1034 1037 1040 rBB 56693 43545 51.53% 8.566%
6 9.263 1217 1220 1223 rBB 21680 15954 18.88% 3.138%
7 9.945 1333 1336 1339 rBB 52753 39162 46.34% 7.704%
8 10.728 1467 1469 1471 rBB 7130 4285 5.07% 0.843%
9 11.433 1586 1589 1591 rBV 42118 31798 37.63% 6.255%
10 11.822 1653 1655 1657 rBB 9985 6139 7.26% 1.208%
11 11.945 1674 1676 1679 rBB 3047 2753 3.26% 0.542%
12 12.510 1769 1772 1773 rBV 17268 13002 15.39% 2.558%
13 12.527 1773 1775 1778 rVB 42890 31598 37.39% 6.216%
14 12.616 1787 1790 1792 rBB 7444 5509 6.52% 1.084%
15 12.645 1793 1795 1796 rBV 4740 3328 3.94% 0.655%
16 12.657 1796 1797 1802 rVB 3389 2754 3.26% 0.542%
17 12.733 1808 1810 1812 rBB 1130 1033  1.22% 0.203%
18 12.892 1826 1837 1848 rBV 62997 84508 100.00% 16.624%
19 13.016 1855 1858 1861 rVB 16225 11409 13.50% 2.244%
20 13.204 1887 1890 1896 rBV 1981 3625 4.29% 0.713%
21 13.269 1899 1901 1902 rVB 1339 875 1.04% 0.172%
22 13.392 1920 1922 1925 rVB 1127 1029 1.22% 0.202%
23 13.551 1945 1949 1951 rBV 1176 1144 1.35% 0.225%
24 13.586 1952 1955 1958 rVB 1529 1608 1.90% 0.316%
25 13.769 1982 1986 1988 rBV2 1056 1279 1.51% 0.252%
26 13.869 1998 2003 2004 rBV 1046 1059 1.25% 0.208%
27 13.916 2008 2011 2012 rBV2 1275 1121 1.33% 0.221%
28 13.998 2022 2025 2030 rVB2 776 1254 1.48% 0.247%
29 14.074 2032 2038 2040 rBV 29239 27049 32.01% 5.321%
30 14.098 2040 2042 2043 rVB2 1702 941 1.11% 0.185%
31 14.169 2051 2054 2055 rBvV2 1377 1021 1.21% 0.201%
32 14.333 2078 2082 2084 rBV2 1272 1290 1.53% 0.254%
33 14.410 2092 2095 2097 rBV3 872 1115 1.32% 0.219%
34 14.539 2114 2117 2120 rBV2 1381 1754 2.08% 0.345%
35 14.580 2120 2124 2126 rVvv3 1647 2145 2.54% 0.422%
36 14.633 2132 2133 2135 rvwv2 1362 1060 1.25% 0.209%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acqg On : 21 Jul 2021 5:19 Instrument :
Operator : JU/CG BNA_F

Sample : M3097-01 5X ClientSampleld :
Misc : HD-01-071921

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.674 2138 2140 2142 rW2 1637 1187 1.40% ©.233%
38 14.745 2151 2152 2155 rBV2 1156 1113 1.32% ©0.219%
39 14.780 2157 2158 2161 rVB3 1032 927 1.10% 0.182%
40 14.886 2175 2176 2179 rBV2 997 1075 1.27% 0.211%
41 14.921 2179 2182 2185 rVv4 970 1331 1.57% ©0.262%
42 15.086 2208 2210 2214 rBV3 1066 921 1.09% 0.181%
43 15.133 2214 2218 2220 rBV3 1586 2310 2.73% 0.454%
44 15.163 2220 2223 2224 rVB3 987 892 1.06% ©.175%
45 15.198 2227 2229 2232 rVV3 1780 2055 2.43%  0.404%
46 15.268 2237 2241 2242 rBV2 1455 1885 2.23% 0.371%
47 15.333 2250 2252 2255 rVB2 932 977 1.16% ©.192%
48 15.410 2264 2265 2268 rBV 1252 1130 1.34% ©0.222%
49 15.486 2277 2278 2283 rVB3 1230 1205 1.43% 0.237%
50 15.533 2283 2286 2287 rBV2 1584 1408 1.67% 0.277%
51 15.563 2287 2291 2296 rW 16329 18057 21.37%  3.552%
52 15.680 2307 2311 2312 rVB3 1406 1253 1.48% 0.246%
53 15.710 2315 2316 2319 rBV3 880 913 1.08% ©.180%
54 15.798 2328 2331 2334 rBV4 1305 1875 2.22% ©.369%
55 15.863 2338 2342 2346 rVB3 1494 2516 2.98%  ©.495%
56 15.892 2346 2347 2349 rBV 1081 914 1.08% 0.180%
57 16.045 2369 2373 2376 rVB3 1600 2436 2.88% 0.479%
58 16.080 2376 2379 2380 rBV2 1283 1351 1.60% ©.266%
59 16.127 2385 2387 2390 rVB 1248 1232 1.46% 0.242%
60 16.298 2409 2416 2417 rBV3 1945 2730 3.23% 0.537%
61 16.404 2432 2434 2437 rVV2 1079 934 1.11% ©0.184%
62 16.427 2437 2438 2440 rVV2 1110 1025 1.21% 0.202%
63 16.480 2443 2447 2450 rBV4 1151 1719 2.03% 0.338%
64 16.504 2450 2451 2455 rVV3 1253 1495 1.77%  ©.294%
65 16.557 2457 2460 2465 rVV2 1253 2618 3.10% ©.515%
66 16.592 2465 2466 2471 rVB2 956 1046 1.24% 0.206%
67 16.810 2501 2503 2509 rVB2 996 1088 1.29% 0.214%
68 17.098 2548 2552 2553 rVVv2 920 1003 1.19% ©.197%
69 17.127 2553 2557 2562 rVV 810 1260 1.49% 0.248%
70 17.274 2581 2582 2587 rVB2 1207 1329 1.57% 0.261%
71 17.321 2587 2590 2591 rBV2 1094 852 1.01% ©.168%
72 17.404 2602 2604 2606 rBV3 1155 1108 1.31% 0.218%
73 17.439 2609 2610 2613 rVB2 1616 1415 1.67% 0.278%
74 17.468 2613 2615 2616 rBV 1352 1011 1.20% ©.199%
75 17.486 2616 2618 2622 rVB3 1100 1295 1.53% ©.255%
76 17.545 2627 2628 2635 rVB3 1089 2004 2.37% 0.394%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acqg On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.598 2635 2637 2640 rBV 1117 1402 1.66% 0.276%
78 17.633 2640 2643 2646 rBvV2 1031 1258 1.49% 0.247%
79 17.839 2677 2678 2681 rBV2 1080 943 1.12% 0.185%
80 17.986 2702 2703 2707 rBV2 1443 1583 1.87% 0.311%
81 18.427 2776 2778 2781 rVB 982 949 1.12% 0.187%
82 18.498 2786 2790 2792 rBV 1107 1502 1.78% 0.295%
83 18.521 2792 2794 2797 rVV2 1322 1102 1.30% 0.217%
84 18.562 2797 2801 2804 rVB3 683 1061 1.26% 0.209%
85 18.686 2820 2822 2825 rVB3 1429 1298 1.54% 0.255%
86 18.833 2845 2847 2849 rBV 854 931 1.10% 0.183%
87 18.915 2858 2861 2862 rBV 937 917 1.09% 0.180%
88 18.939 2864 2865 2867 rBV 1222 937 1.11% 0.184%

Sum of corrected areas: 508356
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\

BF124653.D
: 21 Jul 2021 5:19
Ju/CG
: M3097-01 5X
: 18 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.822 3.86 ng 6139  Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 83
2 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 83
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 78
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 64
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 64

Abundance Scan 1655 (11.822 min): BF124653.D\data.ms (-1653) (1 m/z 74.00 100.00%
74.0

5000 43.0
143.1 [N RN
M I | 2211 11.50 12.00
O rprerr b A e b - M/z 87.000 79.23%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — e
43.0 11.50 12.00
143.0 m/z 43.00  47.25%
‘u \“ ‘\‘ \\\19\10 | 17\10\199022\70 2704
O\‘HH‘\\H‘\\‘\\‘\‘H\“HH‘\\H‘\\H‘\H\‘\H\‘HH‘HH‘\H\‘\\‘\\

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance  #92177: Undecanoic acid, 10-methyl-, methyl ester

74.0
— e
11.50 12.00
5000 m/z 41.00 46.66%
143.0 171.0
‘ ‘ 101.0 ‘ 214.0
o 1 Ot SR s
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #60758: Decanoic acid, methyl ester — e
74.0 11.50 12.00
m/z 55.00 36.76%
43.0
5000
143.0
‘ | om0 17, 1860
o‘_‘H‘H‘w‘m‘ﬂ‘HqHH‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘ — A
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 6-Dodecyne Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.510 8.18 ng 13002  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Dodecyne 166 C12H22 006975-99-1 59
2 Spiro[2.5]octane 110 C8H14 000185-65-9 52
3 1-Tetradecyne 194 C14H26 000765-10-6 50
4 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 49
5 1-Tridecyne 180 C13H24 026186-02-7 47
Abundance Scan 1772 (12.510 min): BF124653.D\data.ms (-1769) (. m/z 67.00 100.00%
67.0
41.0
95.1
5000
A
1N o
o1ttt m/z 55.10  79.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41509: 6-Dodecyne
67.0
95.0
5000 41.0 e A |
12.50
m/z 81.00 78.90%
0 14.0 H“ ‘\ . 137'0
T \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6682: Spiro[2.5]octane
81.0
R \
12.50
5000 m/z 41.00 77 .37%
41.0
110.0
LN mlw‘lu‘u‘w‘“H,w_ww_m
miz--> 20 40 60 80 100 120 140 160 180 !\ A (\
Abundance #69375: 1-Tetradecyne e A ‘
410 81.0 12.50
m/z 95.10 55.20%
5000
109.0
0150 L 1350 191.0
i P T e — —
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19

Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (Z)-15-Octadecenoic acid me...

R.T. EstConc Area
12.528 19.87 ng 31598
Hit# of 5 Tentative ID

Relative to ISTD

Phenanthrene-di10

Concentration Rank 1

1 (Z)-15-Octadecenoic acid methyl ...
2 trans-13-Octadecenoic acid, meth..
3 16-Octadecenoic acid, methyl ester
4 9-Octadecenoic acid, (E)-

5 10-Octadecenoic acid, methyl ester

296 C19H3602

. 296 C19H3602

296 C19H3602
282 C18H3402
296 C19H3602

1000427-69-3 86
1000333-61-3 80
056554-49-5 64
000112-79-8 53
013481-95-3 53

Abundance Scan 1775 (12.527 min): BF124653.D\data.ms (-1773) (-~ m/z 55.10 100.00%
55.1
5000 91.0
AN
“ M H H‘ w37.0 2222 264.3 12.50
ol M L myz 41.10 77.54%
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
o |
5000 —
41.0 100 264.0 12.50
m/z 43.05 69.21%
ULk Lot S
O — ‘\h‘\ H L H“\‘\‘H‘h‘h H\\ §50 L “‘ T ‘2‘9‘6(:
miz-> 50 200 250 300
Abundance  #194454: trans—lS—Octadecenoic acid, methyl ester
55.0 A
ATV
12.50
5000 m/z 69.10 67.28%
97.0
264.0
38.0 1800 222.0
01"5‘0\\‘ U‘ H\‘H\ ‘HM\ Jlu ally \h o S ‘ ‘h‘ ‘2‘96‘(:
miz-> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester — ﬂﬂ‘ ‘
55.0 12.50
m/z 83.10 53.25%
5000 87.0
264.0
230  180.0 222.0 ‘
ok ‘H“ Lu “ ‘d‘\mn‘ \H\‘u oy - “‘ ‘2‘96‘(: — ‘h‘
mlz--> 0 100 50 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl3.204 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.204 2.68 ng 3625 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-Fluorophenyl)imidazo[1,2-a]... 213 C12H8FN3 000397-53-5 2
2 2,6-Pyridinediamine, 3-(phenylazo)- 213 C11H11N5 000094-78-0 2
3 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 2
4 naphth[1,2-d]oxazole, 8-methoxy-... 213 C13H11NO2 1000396-17-9 2
5 Nitrobenzene, 3,4,5-trimethoxy- 213 C9H11NO5 006307-90-0 2
Abundance Scan 1890 (13.204 min): BF124653.D\data.ms (-1887) (-  m/z 213.10 100.00%
218.1
5000 43.0
== —
13.00 13.50
O M e e e e M/z 215,00 57.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #90891: 2-(4-Fluorophenyl)imidazo[1,2-a]pyrimidine
218.0
5000 b —
13.00 13.50
134.0 m/z 43.00 50.75%
79.0 107.0 ~ 159.0 186.0
‘2\8\-\0\“ \5\%.\9”\ \‘\“ TT \”1 ‘ \‘} TT ‘m\ T U‘\ ‘ \‘\ T \Hi TTTT ‘ \“\ TT ‘ TT “\ ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90712: 2,6-Pyridinediamine, 3-(phenylazo)-
218.0
108.0
81.0
13.00 13.50
5000 m/z 55.00 39.25%
136.0
54.0
‘ ‘ 184.0
SNSRI D O T S
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #90897: Carbanilic acid, p-phenyl-
213.0 13.00 13.50
5000
167.0
oL %10 7710  usoiseo |||
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl15.133 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.133 2.56 ng 2310  Perylene-di12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propargyl alcohol, heptafluorobu... 252 C7H3F702 1000352-28-1 3
2 3-Phenyl-4-anilino-4,5(1H)-dihyd... 252 C14H12N40 057735-14-5 3
3 N-(3-Nitro-thiobenzoyl)-morpholine 252 C11H12N203S 050903-05-4 3

4 2,6-Dimethoxy-9-methyl-anthracene 252 C17H1602 110038-59-0 3

5 1-Phenyl-3,5,7-trimethyl-6H-pyra... 252 C15H16N4 063536-14-1 3

Abundance Scan 2218 (15.133 min): BF124653.D\data.ms (-2214) (- m/z 41.00 100.00%

41.0
252.1
95.0
5000
69.0 A —
H ‘ 15.00 15.50
Ot e e e e e e e M/ 252,100 80.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138627: Propargyl alcohol, heptafluorobutyrate
39.0
5000 69.0 — L —
15.00 15.50
100.0 169.0 2520 m/z 95.00 68.73%
ook bl gm0 | 10702030 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137884: 3-Phenyl-4-anilino-4,5(1H)-dihydro-1,2,4-triazol
252.0
93.0
15.00 15.50
5000 65.0 ITI/Z 69.00 21.27%
119.0 161.0
‘ 223.0
ST 8 T 1 T W G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137378: N-(3-Nitro-thiobenzoyl)-morpholine
252.0
120.0 15.00 15.50
m/z 57.00 19.64%
86.0
5000
166.0
‘ H 219.0
owmWm‘mWm‘mH“‘mW‘memm“www e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl15.198 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.198 2.28 ng 2055 Perylene-di12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 5
2 Oxazole, 2,4-dimethyl- 97 C5H7NO 007208-05-1 4
3 2-Fluoropyridine 97 C5H4FN 000372-48-5 4
4 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 4
5 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 4

Abundance Scan 2229 (15.198 min): BF124653.D\data.ms (-2227) (- m/z 57.00 100.00%

57.0 81.0 97.0109.0
5000
41.0 T ‘ T T ‘ T
‘ ‘ 69.0 15.00 15.50
o e e e e e m/z 81.00 98.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3333: Isoxazole, 3,5-dimethyl-
g2o 910
5000
54.0 15.00 15.50
m/z 109.00 92.84%
27.0 39H ‘ 69.0
O \\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\H‘\‘\\\‘\‘\\\‘\\\1‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3328: Oxazole, 2,4-dimethyl-
97.0
— —
15.00 15.50
5000 ITI/Z 97.00 91.98%
42.0 68.0
# 55.0 ‘
0 m_m_muww“m_“1WH_HWH_H!,w,w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3321: 2-Fluoropyridine
97.0 15.00 15.50
m/z 83.00 89.68%
5000 70.0
39.0 57.0
0 “;‘2‘9“‘2‘?2“”1“‘11‘“M‘WH:“‘H1‘%2‘9“”11‘””‘””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl5.269 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.269 2.09 ng 1885 Perylene-di12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 1-(2-buten-1-yl)-, (Z)- 97 C6H11N 1000158-95-6 3
2 1H-Pyrrole-2,5-dione 97 C4H3NO2 000541-59-3 3

3 1-Allylazetidine 97 C6H11N 1000195-02-5 2
4 1,2,4,5-Tetrazin-3-amine 97 C2H3N5 079329-74-1 1

5 Aziridine, 1-(2-buten-1-yl)-, (E)- 97 C6H11N 1000158-95-5 1

Abundance Scan 2241 (15.268 min): BF124653.D\data.ms (-2237) (- m/z 55.00 100.00%

55.0
. 7.
5000 69.0 97.0
— —
47-0 ‘ 15.00 15.50
Obrrrprrrr e e e e e M/z 69.00 51.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3375: Aziridine, 1-(2-buten-1-yl)-, (2)-
42.0
5000
15.00 15.50
28.0 55.0 82.0 m/z 97.00 51.46%
H‘ m ‘ 68.0 ~ 970
O\\\‘\\\\’\\}\i\\\‘\}}\\H\‘!!\‘\\\‘!“\\\\‘\\\\‘\\H\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3300: 1H-Pyrrole-2,5-dione
26.0
AL —
15.00 15.50
m/z 56.95 16.49%
5000 97.0
54.0
43.0 69.0
0bee 230, e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3356: 1-Allylazetidine 7 —
41.0 15.00 15.50
m/z 43.00 12.94%
28.0 68.0 97.0
‘ 55.0 H 82.0
0 H““H,"Hw“‘w‘h“_lw‘_“uyu“‘k““J:“H‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl5.798 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.798 2.08 ng 1875 Perylene-di12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pyridinol 95 C5H5NO 000109-00-2 2
2 4-Aminopyrimidine 95 C4H5N3 000591-54-8 2
3 Methyl isocyanide 41 C2H3N 000593-75-9 1
4 Acetonitrile 41 C2H3N 000075-05-8 1
5 Acetonitrile, 2,2'-iminobis- 95 C4H5N3 000628-87-5 1
Abundance Scan 2331 (15.798 min): BF124653.D\data.ms (-2328) (- m/z 41.00 100.00%
41.0
95.0
5000 55.0
—- —
69.0 15.50 16.00
0“‘H“‘H“‘H“‘H“‘H“_“ﬂ_“‘_“‘_“w“ m/z 95.00 61.67%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2988: 3-Pyridinol
95.0
5000 T
15.50 16.00
39.0 670 m/z 55.00 45.91%
0 1 H SQ\O \H 79.0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2975: 4-Aminopyrimidine
95.0
—— —
15.50 16.00
m/z 43.00 32.88%
5000 420 680 /
I Y O
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #59: Methyl isocyanide T —
41.0 15.50 16.00
m/z 69.00 12.45%
5000
150 28.0
0\\M\M\M\NM\\\w}\\w\\m‘\\H‘\\H‘\H\‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl5.863 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.863 2.79 ng 2516  Perylene-di12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pyridinol 95 C5H5NO 000109-00-2 3
2 2-Pyrimidinamine 95 C4H5N3 000109-12-6 3
3 1H-1,2,4-Triazole 69 C2H3N3 000288-88-0 3
4 4-Pyridazinamine 95 C4H5N3 020744-39-2 2
5 4-Aminopyrimidine 95 C4H5N3 000591-54-8 2
Abundance Scan 2342 (15.863 min): BF124653.D\data.ms (-2338) (- m/z 95.10 100.00%
69.0 95.1 207.0
5000
43.0 L
15.50 16.00
0L b e e e e e M/2Z 207.00 0 90.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2988: 3-Pyridinol
95.0
5000 — i
15.50 16.00
m/z 69.00 86.74%
39.0 67.0
O\\\‘\\\\Hh‘\\H\\‘\‘H\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2973: 2-Pyrimidinamine
95.0
15.50 16.00
5000 m/z 55.00 43.09%
42.0 68.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #542: 1H-1,2,4-Triazole “ T
69.0 15.50 16.00
m/z 43.00 17.96%
5000 42.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl6.045 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.045 2.70 ng 2436  Perylene-d12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenamide 71 C3HS5NO 000079-06-1 7
2 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 3
3 1-Butanol, 2-methyl-, (S)- 88 C5H120 001565-80-6 2
4 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 2
5 Methoxyacetonitrile 71 C3H5NO 001738-36-9 1
Abundance Scan 2373 (16.045 min): BF124653.D\data.ms (-2369) (- m/z 41.00 100.00%
41.0
71.0
57.1
5000
‘ ‘ ‘
16.00
O+ e e e e e e m/z 71.00 77.62%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #677: 2-Propenamide
71.0
44.0
55.0
5000 — :
27.0 16.00
m/z 69.10 72.03%
0 ‘\\H‘\\H‘\\.H‘\\Hi!\!\‘HH‘H'H“}HiHHHH}HH\‘HH‘HH} }H‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #684: Cyanic acid, ethyl ester
29.0
56.0 16.00
m/z 57.10 62.70%
5000 710 /
43.0
O‘HHMMMHWHHJH;mwuuUwuuwuuwuwuuwuymwuuwu
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #2396: 1-Butanol, 2-methyl-, (S)- — ‘
41.0 16.00
5.0 m/z 54.90  31.47%
29.0
5000
70.0
01500' —r—
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknownl6.298 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.298 3.02 ng 2730  Perylene-di12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14,8,12,16-0ctadecatetraen-1-o0l, ... 318 C22H380 1000142-00-0 9
2 Oxazole 69 C3H3NO 000288-42-6 3
3 4-Pyridinol 95 C5H5NO 000626-64-2 2
4 Pyridine, 1l-oxide 95 C5H5NO 000694-59-7 2
5 1,3-Dimethyl-5-heptafluorobutyry... 324 C12H15F702 1000216-63-8 2
Abundance Scan 2416 (16.298 min): BF124653.D\data.ms (-2409) (- m/z 95.10 100.00%
gl:
1911
16.00 16.50
o m/z 69.00 92.52%
miz-> 50 100 150 200 250 300
Abundance #222695: 4,8,12,16-Octadecatetraen-1-ol, 4,9,13,17-tetra
95.0
41.0
5000
16.00 16.50
m/z 81.00 80.73%
ob— L\ ‘H\‘\n \H\‘LLA\A \H‘\ \‘ﬁ‘\h‘ h‘ ‘1‘77(‘) 23‘10’ ‘27‘5‘0‘3‘0%;'
m/z--> 150 200 250 300
Abundance #545: Oxazole
69.0
16.00 16.50
5000 m/z 191.10 69.39%
oA
miz--> 50 100 150 200 250 300
Abundance #2987: 4-Pyridinol T —
95.0 16.00 16.50
m/z 43.05 47.62%
5000
39.0
o‘u‘”‘“W““J‘H‘,HH_H‘_‘H,HH — —
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknownl6.557 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.557 2.90 ng 2618 Perylene-d12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pyridinol 95 C5H5NO 000109-00-2 2
2 4-Aminopyrimidine 95 C4H5N3 000591-54-8 2

3 Acetonitrile, 2,2'-iminobis- 95 C4H5N3 000628-87-5 2
4 Bromonitromethane 139 CH2BrNO2 000563-70-2 1

5 Ketone, 1,5-dimethylbicyclo[2.1.... 138 C9H140 024081-57-0 1

Abundance Scan 2460 (16.557 min): BF124653.D\data.ms (-2457) (- m/z 95.00 100.00%
9.

0
5000 43.0
57.0
‘ 16.50
O B B L LA o o e e m/z 43.00 42.78%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2988: 3-Pyridinol
95.0
5000 —— ‘
16.50
39.0 m/z 57.05 29.72%
67.0
0 1 H SQ\O \‘ 79.0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2975: 4-Aminopyrimidine
95.0
U \
16.50
m/z 55.00 25.00%
5000 420 68.0 /
52.0
H ‘\ \\‘“ \\‘ 79'0 |
o+t e
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2981: Acetonitrile, 2,2'-iminobis- .
41.0 67.0 16.50
27.0 94.0
5000
55.0
0‘“‘N‘H‘HJ‘H‘H‘Jw‘W“lq““w“‘w‘i“u‘
m/z--> 20 30 40 50 60 70 80 90 100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acq On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl7.545 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.545 2.22 ng 2004  Perylene-di12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile 41 C2H3N 000075-05-8 1
2 Methyl isocyanide 41 C2H3N 000593-75-9 1

3 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 1
4 2-Propen-1-amine 57 C3H7N 000107-11-9 1

5 Pentanenitrile 83 C5HON 000110-59-8 1

Abundance Scan 2628 (17.545 min): BF124653.D\data.ms (-2627) (1 m/z 41.00 100.00%

41.0
5000
57.0
“ 17.50
O e T T T e e e e m/z 57.00 17.22%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #58: Acetonitrile
41.0
5000 iy ‘
17.50
m/z 55.00 15.11%
28.0
ol 120180 | |||
H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH’\H‘HH‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #59: Methyl isocyanide
41.0
LN \
17.50
5000 ITI/Z 43.00 2.42%
15.0 28.0 ‘
0u‘uu‘\u\}\m‘\m‘\llwm‘uu,1u‘\m‘\m‘\m‘uu‘m
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #213: Acetonitrile, hydroxy- T
28.0 17.50
18.0
5000
56.0
40.0 ‘
o220
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072021\
Data File : BF124653.D

Acqg On : 21 Jul 2021 5:19
Operator : JU/CG

Sample : M3097-01 5X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 11.822 3.9 ng 6139 4 11.433 31798 20.0
6-Dodecyne 12.510 8.2 ng 13602 4 11.433 31798 20.0
(Z)-15-Octadece... 12.528 19.9 ng 31598 4 11.433 31798 20.0
unknown13.204 13.204 2.7 ng 3625 5 14.074 27049 20.0
unknown15.133 15.133 2.6 ng 23106 6 15.563 18057 20.0
unknown15.198 15.198 2.3 ng 2055 6 15.563 18057 20.0
unknown15.269 15.269 2.1 ng 1885 6 15.563 18057 20.0
unknown15.798 15.798 2.1 ng 1875 6 15.563 18057 20.0
unknown15.863 15.863 2.8 ng 2516 6 15.563 18057 20.0
unknownl16.045 16.045 2.7 ng 2436 6 15.563 18057 20.0
unknown16.298 16.298 3.0 ng 2730 6 15.563 18057 20.0
unknown16.557 16.557 2.9 ng 2618 6 15.563 18057 20.0
unknownl17.545 17.545 2.2 ng 2004 6 15.563 18057 20.0
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